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Introduction Read this Instruction Manual
thoroughly before using the
product.

Thank you for purchasing this product.

This manual describes the procedures for operating this
product. Read this manual thoroughly before using the
product and operate the product in accordance with the
instructions in this manual.

Keep this manual for future reference.

I m Orta nt * If the user or usage location changes, ensure that this
p Instruction Manual is always kept together with the
product.

* If this manual is lost or damaged, immediately contact your
Shimadzu representative to request a replacement.

» To ensure safe operation, contact your Shimadzu
representative if product installation, adjustment, re-
installation (after the product is moved), or repair is
required.

© 2010-2020 Shimadzu Corporation All rights reserved.
Original version is approved in English.
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Notice

» LabSolutions software expands/limits its functions and
controllable instruments according to the LabSolutions
license. Please note that, depending on your license,
some functions or instruments in this manual are not
shown, or some windows styles in this manual may differ
from those in the software.

Information in this manual is subject to change without
notice and does not represent a commitment on the part of
the vendor.

* Any errors or omissions which may have occurred in this
manual despite the utmost care taken in its production will
be corrected as soon as possible, although not necessarily
immediately after detection.

+ All rights are reserved, including those to reproduce this
manual or parts thereof in any form without permission
from Shimadzu Corporation.

» LabSolutions is trademarks of Shimadzu Corporation.

Windows is registered trademarks of Microsoft
Corporation in the United States and/or other countries.

Other company names and product names mentioned in
this manual are trademarks or registered trademarks of
their respective companies. The TM and ® symbols are
omitted in this manual.

LabSolutions is registered trademarks of Shimadzu
Corporation in the United States and Europe (Office for
Harmonization in the Internal Market).

« Microsoft® Windows® is referred to as “Windows”.

* Replacement parts for this product will be available for a

period of seven (7) years after the product is discontinued.
Thereafter, such parts may cease to be available.

Note, however, that the availability of parts not
manufactured by Shimadzu shall be determined by the
relevant manufacturers.
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Instruction Manuals

B List of Instruction Manuals

Name Content

Getting Started Guide This manual follows an actual data acquisition procedure to
describe basic methods of operation for first-time users.
Read this manual to learn basic operations of the software.

Operators Guide This manual describes overall operations and handy
functions in more details, such as the software's system
configuration, data analysis, batch processing, confirmation
of data acquisition results, and report functions.

System Users Guide This manual describes system administration and data
management of the software. Refer to this manual as
necessary.

Installation & Maintenance This manual describes installation and maintenance of the

Guide software.

Data Acquisition & Processing | This manual describes peak detection and quantitation of
Theory Guide sample components.
Refer to this manual as necessary.

Help Clicking the on-screen [Help] button or pressing the [F1] key
displays a description of on-screen parameters, answers to
specific questions or solutions to various problems. Also,
clicking the [Help] button on the error message window
displays the details of the error or solutions to the error. Be
sure to refer to Help before contacting us.

B Indications Used in Instruction Manuals

Cautions and Notes are indicated using the following conventions, and the following symbols are
used in this manual:

Indication Meaning

/\ CAUTION Indicates a potentially hazardous situation which, if not
avoided, may result in minor to moderate injury or equipment
damage.

5// Emphasizes additional information that is provided to ensure
NOTE the proper use of this product.

Iz Reference Indicates the location of related reference information.

[ Indicates the names of buttons, menu options, setting
options, windows/sub-windows, and icons that are displayed
in a window.

Example: Click [OK].
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Warranty

1. Period:

2. Description:

3. Limitation of
Liability:

4. Exceptions:

Shimadzu provides the following warranty for this product.

Please contact your Shimadzu representative for information about the period
of this warranty.

If a product/part failure occurs for reasons attributable to Shimadzu during the
warranty period, Shimadzu will repair or replace the product/part free of
charge. However, in the case of products which are usually available on the
market only for a short time, such as personal computers and their
peripherals/parts, Shimadzu may not be able to provide identical replacement
products.

1. In no event will Shimadzu be liable for any lost revenue, profit or data, or
for special, indirect, consequential, incidental or punitive damages,
however caused regardless of the theory of liability, arising out of or
related to the use of or inability to use the product, even if Shimadzu has
been advised of the possibility of such damage.

2. In no event will Shimadzu's liability to you, whether in contract, tort
(including negligence), or otherwise, exceed the amount you paid for the
product.

Failures caused by the following are excluded from the warranty, even if they
occur during the warranty period.

1. Improper product handling

2. Repairs or modifications performed by parties other than Shimadzu or
Shimadzu designated companies

3. Product use in combination with hardware or software other than that
designated by Shimadzu

4. Computer viruses leading to device failures and damage to data and
software, including the product's basic software

5. Power failures, including power outages and sudden voltage drops,
leading to device failures and damage to data and software, including the
product's basic software

6. Turning OFF the product without following the proper shutdown procedure
leading to device failures and damage to data and software, including the
product's basic software

7. Reasons unrelated to the product itself

8. Product use in harsh environments, such as those subject to high
temperatures or humidity levels, corrosive gases, or strong vibrations

9. Fires, earthquakes, or any other act of nature, contamination by
radioactive or hazardous substances, or any other force majeure event,
including wars, riots, and crimes

10. Product movement or transportation after installation

11. Consumables and equivalent items
Recording media such as CD-ROMs are considered consumable items.

* If there is a document such as a warranty provided with the product, or there is a
separate contract agreed upon that includes warranty conditions, the provisions of
those documents shall apply.

* The license cannot be reissued if you lose the license certificate or the USB
dongle.
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What is LabSolutions?

This software is a workstation for high-performance liquid chromatograph systems(hereafter referred
to as "LC") or for gas chromatograph systems(hereafter referred to as "GC") . 1

It enables control of LC or GC from a personal computer (PC), and perform tasks such as
chromatogram data acquisition, data analysis, reports generations, and data management.

This chapter introduces the main features and functions of the software.

1.1 Features

Bl Abundant Functions with Simple Operations

Assistant Bar

Click an icon on the assistant bar to change the display to the target operation sub-window. Icons
displayed on the assistant bar can be customized to support a wide variety of operations.

Data Explorer

The file content is displayed by dragging-and-dropping the file from the [Data Explorer] sub-window onto
the target sub-window.

Outstanding file management functions are provided for copying, moving, and deleting files, and for
browsing the history information of files.

Batch Table Wizard

Batch Tables for sequential analysis of multiple samples are easily set by following the on-screen
instructions.

Compound Table Wizard

Peak integration parameters for chromatograms through to Compound Tables for quantitative calculation
can be easily made by following on-screen instructions.

Data Browser
The [Data Browser] window enables import and browsing of up to 64 data files.

Quant Browser

The [Quant Browser] window enables browsing of multiple quantitative calculation results that were
acquired using the same method.

B Enhanced Identification and Quantitative Processing Functions

This software supports a variety of identification methods such as window, band, spectrum similarity,
absolute retention time and relative retention time. There are 6 different quantitative calculation methods
that include the external and internal standard methods, and 7 types of calibration curves such as linear
and exponential.
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H Highly Flexible Report Format

The report format function offers a high degree of flexibility by allowing creation of reports such as
chromatograms, calibration curves, quantitative results, summary reports, and data analysis reports.

This software has a substantial selection of pre-installed report format templates, making it easier to create
the desired report format.

Bl Enhanced GLP/GMP Support Functions

The software contains functions that provide sure and efficient compliance with reliability requirements
mandated in various regulations such as GLP/GMP and FDA 21CFR Part 11.

FDA 21 CFR Part11 Compliance

The electronic record and electronic signature functions of this software comply with the requirements of
21 CFR Part 11.

Information such as data measurement methods, schedules, date/time, operator name, and
chromatograms can all be saved at once, and human and machine readable data can be saved together
as required for compliance with Part 11.

User Administration

Account policies such as the minimum number of characters in passwords, password update interval, and
permitted number of entry attempts are set to prevent illegal accessing.

System Administration

The software is also has an audit trail function and log browser function for sure and efficient operation of
the system. The audit trail function records a history of changes to instrument parameters and data
processing parameters, and the log browser function allows for a quickly search of the system operation
history.

B Ensuring File Compatibility

Method files and data files from previous version workstations (LCsolution, GCsolution, CLASS-LC10,
CLASS-GC10 etc.) can be loaded directly to this software. Also, files in the international standard AIA
(ANDI) format are supported.

The functions have been efficiently arranged to allow the extensive range of functions to be easily put to
effective use.
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1.2 Basic Knowledge

The software is comprised of the following programs:

Program Name Contents
[Realtime Analysis] program Used to enter the data acquisition parameters and acquire the data.
[Offline Editor] program Allows other method files and batch files to be edited during data 1

acquisition, and can register a single or batch data acquisition to the data
acquisition queue.

[Postrun Analysis] program Analyzes the acquired data to detect the peaks of chromatogram and
perform quantitative calculations on these peaks.

[Browser] program Allows importing and browsing of up 64 data files.

[Security Policy Settings] program Administers the system security and user accessibility to the software.

[User Administration] program

[Data Manager] program Administers the data file.

Each of these programs are opened from the [LabSolutions Main] window.
This section describes how to open the [LabSolutions Main] window and the functions contained therein.

H Open the [LabSolutions Main] Window

The EM‘ (LabSolutions) icon is displayed on the Desktop.

Verify that the [LabSolutions Service] icon in the Systray on the Taskbar displays a
green chromatogram.

l 11:58 AM

@ note

A yellow chromatogram in the [LabSolutions Service] icon indicates that the software is still initializing. Wait
for the chromatogram to turn green. A red chromatogram in the [LabSolutions Service] icon indicates that an
error has occurred. Restart the PC.

2 Double-click the @J‘ (LabSolutions) icon on the Desktop.

3 Select a registered user ID from the [User ID] list, enter the [Password] and click [OK].

Login
|
LabSolutions I
User ID: -
Password: Change Password »»
[[ QK ]]l Cancel H Help I
l,/ NOTE
Select [Admin] in the [User ID] list for the first login to the system, and click [OK].
I3~ Reference

After clicking [OK], open [Select Project Jwindow in login first time login. Reference [Getting Started
GuideHPLC] about [Select Project].
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The [LabSolutions Main] window opens.

L4 LabSolutions Main (System Administrator) (= e )

File View Process Window Help

@ ?
Current Project: Default Project
P

IFEOITEEE: Instrumert 1

PEethin

Aarmlristraticr

izl =l

B [LabSolutions Main] Window

The [LabSolutions Main] window displays an icon bar and a box for selecting a specific operation of a
selected icon.

Icon Bar Explanation

Click this icon to display icons for each of the instruments connected to the PC. Tables or icons can
be displayed in the [Instruments] sub-window. Right-click on the [Instruments] sub-window, and click
[Table View] from the displayed menu. The display changes to the table display.

Double-click an instrument icon to open the [Realtime Analysis] program. The [Realtime Analysis]

program is used to set the data acquisition parameters, acquire data and check the operating status
of the instruments.

[Table View]

Ll L ions Main (System Admini (===
Eile View Process Window Help

&7
Current Project: Default Project

e T

Tnstrument .. Tvpe Analysiz Status User
Tnstrument] LG All Operatio.. | Not Gonnec -

Project Queusd Gou.. Estimated.. Instrument
- 1}

Click this icon to open either the [Postrun Analysis] program to analyze data or the [Browser]
@ program to display chromatograms and statistical calculation results from multiple data files.

Click this icon to perform system administration functions related to the security policy, user
{ﬂl administration, system settings and validation.
a Click this icon to select a specific PDF formatted Instruction Manual or the Help files.

@ note

Depending on the specific user’s rights, the program icons in the icon bar of the [LabSolutions Main]
window are sometimes not displayed or are disabled.

+ Click at the top right corner of the sub-window to close the [LabSolutions Main] window.
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H Basic Functions of the [Realtime Analysis] and [Postrun Analysis] Programs

This section describes the [Data Acquisition] window in the [Realtime Analysis] program.

/Y Realtime Analysis (Instrumentl - System Administrater) - Default Preject - [Data Acquisition - samp.lem, Datal.led] =) E\EESs]
Eile Edit View Method I[nstrument Acquisition Data Teols Windew Help ===
s E iy n? ([DoEME @ 2 | ©
EED I2(] ( EED
Wain B LCReady c Ready
Batch Editor e Sample Name : test = o
Acquisition Obisct Imeﬁm SamE\elD'lesl ﬁ |J-‘—:::I ﬁ
§ Filtering Condition Di: Comment
et i | File Name Status LC Fiunning Time: €03 / 50.00 min Detector A(Z54nm]. -16m/ I mem | vaue | o o
r;mmmevs =] samp lom Editings m Max Intensity : 3,002,199 Mode Isocrati
Faramet — | [l Tutorial Methodlem - 10007 S Flow 0.000 [ mLmin
= Demo_ Methadlem -
@ [ testlem -
Start =) slkane 30mzcm - e LS
Single Run =] Tutorial_Methodecm = Oven Temp e
[ AART I0meem - Temperaiur | 65 |C 6
6 [ testeem - Wavelength| 254 [rm
=] PDA_Method lem -
=8 Demo_SysSuit Met., - D Instrument Parameters View [ Nomal | CAdvanced) [ End Time - 6000
EaaRT 2ameom ) Data Acquisition |LC Time Prog. | Pump [ Detector A [ Column oven [ controller [ [« ]
et LC Time Program [#] Acquisition Time (Detector A) IAI
apshot LC Stop Time: 001 min Samplng: @ HZ L
ﬁf « [Lm ] ¢ Apply to Al acquisition tme : mees
Data Analysis Comment Start Time: 0.00 min
End Time: 80.00 min
4 [ » )
ealtime Batch \| &: Batch Editor UL Data Acauisl. [ Reatime B.. \ )
_Realime Baichl)
6 — Message Sub Message Date »
71 [ Stop Data Acquistion Default Project - 2 Datallcd
Stop Single AN 00824133715ch
Failed to create the report file. Create Muti data report Emor
[+ [+ [\Message / | < i v
C: 112GB Free NUM

No. Explanation

@ | The title bar displays the name of the currently running program, window name, currently loaded file name,
logged in user name, and other information.

@ | The menu bar displays the menus that are enabled according to the current window and rights of the logged in
user.

© | The toolbar displays icons for frequently used menu items and icons for operating analytical instrument.

@ | Different sub-windows such as [Data Acquisition] and [Realtime Batch] can be displayed in this section of the
[Realtime Analysis] program.

Sub-windows such as [Data Analysis], [PDA Data Analysis], [Calibration Curve], and [Report] are displayed in
the [Postrun Analysis] program. Use the tabs under each sub-window or the icons in the assistant bar to
change the displayed window.

@ | The [Instrument Monitor] displays the status of the instruments and the parameter settings.

@ | The [Output Window] displays a history of data acquisition operations and error messages that occur.

@ | The [Data Explorer] sub-window displays the file with the project file types (extensions) selectable from the
upper tabs. The content of files is displayed by dragging-and-dropping the file in the [Data Explorer] sub-
window onto the data analysis sub-window.

@ | The assistant bar displays icons for the frequently used data acquisition operations. Click an icon on the
assistant bar to change the data analysis sub-window. Icons displayed on the assistant bar can be customized
to support a wide variety of operation flows.

o Click E to exit the program.
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1.3

1.3.1

1.3.2

File Formats

The software uses the following file formats to handle acquired data and related information:

* Method files

» Data files

* Report format files
» Batch files

* UV spectrum files
» Other files

This section describes each of the file formats.

Method Files

Method files store information such as instrument parameters and data processing parameters.
The file extension for method files is “.Icm” for LC, and is “.gcm” for GC.

Method files store the following information.

Stored Information Explanation

System Configuration System configuration information is saved in the method files to allow for review of the

Information instrument parameters.

Instrument Parameters This information includes the instrument parameters for each instrument and also the
baseline evaluation results.

Data Processing Calibration curve information, column performance parameters, QA/QC parameters,

Parameters peak integration parameters, identification parameters, quantitative parameters, and
Compound/Group Tables are all saved in the method file.

Sub-Window Properties The chromatogram XY range setting, whether the status bar is displayed or hidden,
etc. are also saved in the method file.

Data Files

The software stores the method files, batch files and report format files, chromatogram data, and
quantitation results in a single data file. This is called an “All-In-One” structure and, since the data
acquisition and analysis parameters are referenced from the same data file, it ensures the traceability of
data.

The file extension for data files is “.Icd” for LC, and is “.gcd” for GC.

@ note

» The report formats are also saved to the data file. Click [Data Report] on the [File] menu, then select
[Print] to print the acquisition results of the currently loaded data file according to the report format stored
with that data.

The report format can be edited by clicking the [Data Report] icon in the [Data Analysis] assistant bar to
display the [Report] window. Click [Save Report Format File As] on the [File] menu to save the edited
format for use with other data reports.

*  When postrun analysis is performed on chromatogram data, the new data processing parameters are
saved to the data file. [Apply to Method] on the [Data Analysis] assistant bar or [PDA Data] assistant bar
must be clicked to save the parameters and allow them to be applied to other chromatogram data.

=" Reference
Refer to "6.7 Save (Export) to Method Files" P.174 for more information.
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1.3.3

1.3.4

1.3.5

1.3.6

1.3 File Formats

Report Format Files

Items such as pictures or logos and placeholders for chromatograms, results and etc., are pasted into the
blank format and it is saved for future printing of data acquisition results.

The file extension for report format files is “.Isr”.

If a report format file is set at the time of data acquisition or postrun analysis, the results can be
immediately printed according to that format.

3" Reference

Refer to "8 Report Function" P.225 for information on how to set the batch file.

Batch Files

Data such as sample information and quantitative calculation conditions, are saved to a batch file during
sequential measurement of multiple samples.

The item displayed in the Batch Table and the overall batch processing parameters are also saved to the

batch files.

The file extension for batch files is “.Icb” for LC, and is “.gcb” for GC.

IZ° Reference

Refer to "4 Realtime Batch"” P.65 for information on how to set the batch file.

UV Spectrum Files

The software uses the JCAMP format with the file extension of “.jcm” for the UV spectrum file.

When peak identification using the similarity of UV spectra is performed, jcm files are included in the
Compound Table as standard spectrum.

The “.jcm” files can also be registered as spectra to the UV library files.

Other Files

The software uses the following files in addition to those described above.

File Name

Contents

UV Library Files

These files contain multiple UV spectrum data. They are used to perform library
searches on the spectrum information for unknown samples.
The file extension is “.IIb”.

Browsing Files

These files store information such as compound information displayed in [Quantitative
Results View] and the names of method and data files loaded in the [Quant Browser]
window.

The file extension is “.Icq”.

Layout Files

These files store information such as data file names and display layouts loaded in
[Data Browser].
The file extension is “.Iyt”".

System Configuration Files

These files hold the link information for the PC and analytical instruments, names of the
instruments that make up the system, and information on consumables. These file
names are not used for regular operations.

PDF Files

This files contain electronic versions of printed reports.
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2 l LC Data Acquisition

This chapter describes the basic flow of operations from entrance of the data acquisition parameters
to the performance of a single run data acquisition on the LC.

2.1

[Data Acquisition] Window

Two views of the [Data Acquisition] window are available, the [Chromatogram View] is used to display
chromatograms and instrument status information and the [Instrument Parameters View] is used to display

the parameters set for each instrument.

2.1.1 Open the [Data Acquisition] Window

1 Click the tet icon.

LEAITETES

ik LabSelutions Main (System Administrator)
File View Process Window Help

@7
Current Project: Default Project
st Type

=i

Lt I

FEUTETE Instrument 1

ik LabSelutions Main (System Administrator)
File View Process Window Help

@7
Current Project: Default Project
st Type

=i

dls)
FEUTETE Instrument 1

The [Realtime Analysis] program opens.

z Select and double-click the instrument that will be used for data acquisition.
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3 Click the (Data Acquisition) icon on the [Main] assistant bar.

@ noTE
) 0k o . . . . - . .
If the (Data Acquisition) icon is not displayed, click on the title of the assistant bar.

=)

ALUISIIon

Acquisition -

%ﬂ‘file Edit View Method Instrument Acquisition Data Tools Window Help

iDA3H <& B ([O=kE 7 (@B e@ 2

HBYa®P L (JPEss 0o ?
x| —zl«
Wain [ LC|Read)r ] Lc Ready
Realtime Batch FEERELCE
Acquisition Sample 1D
Data Comment
w E
L £ |LC Running Time: 210/ 50.00 min Detector A254nmm]: 59 ltem| Val| Se| Un
FIT::;T:; my Max Infensity - 2,324,987 Mod |lso | lsa
— 1000 == & Sednmr T AT Time 73RN Intan wanl Fow IODTOOTmI

@ note

If [Not Connected] is displayed on the status display, refer to "3.2 The Instrument Is Not Properly
Recognized" in the Installation & Maintenance Guide.
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2.1 [Data Acquisition] Window

2.1.2 [Data Acquisition] Window Description
This section describes how to view and use the [Data Acquisition] window.

Toolbar 9 [Chromatogram View]

1]

Realtime Analysis (Instrumentl - System Administrater] - Default Project - [Data Acquisition - Untith[d] [ [E =)
£l File Edit View Method Instrument Acquisition Data Tools Window Help NEE
iDed| <& ([O= i
Léufﬁllﬂ‘:\ﬂlﬁu&?\ﬂu? ?
EENNE (T =T
Main LCReady L Ready
Realtime Batch Sample Hame 'i "
Acquisition Sample 10 - &
Dats Comment
F/ c -M
LC Running Time: 2,10 / 60.00 min Detector A254nm]: 53my ttem| Val] Se| Un
et Tod 5o |Ja
[T—— my Max Intensity : 2,824,997 M El
10007 Time 4360 Infen 0.000] . Flow [0.0]0.0 | mL
© 3
Start 500 e
Single Run ress| 4

Qven| 0.

Ter (65 65

E) nstrument Parameters Yiew

[ Nomal ] Advanced ] [

End Time : 6000 min

Simple Settings | LC Time Prog. | AutoPurge |
Snapshot ~
LT Time Program [ Detectar A |
ﬁf wsoptmes  (TH o Wevelength ChL: 284 om M
Data Ancysis Wavelength Chz: | 25% | m
Pump End Time: 50.00 | min
Hode:
Fiow: 0000 mijmn  [Z]Oven
Port Temperature: 40 [
@s ©8 ©c @0 -
| Reskime B 1 Dota Acaus..
L ~: 112GB F\EE NUM )
[Instrument Parameters View] (4) [Instrument Monitor]
No. Explanation
@ | Displays the [Standard] toolbar, [Data Acquisition] toolbar, [Instrument Control] toolbar, [LC Control] toolbar,
and [PDA Control] toolbar.
@ | Displays chromatograms and the instrument status curves.
A [PDA] tab is displayed when a PDA is configured.
3" Reference
Refer to "2.3.1 Monitor the Chromatograms and Instrument Status Curves” P.15 to display the status
information of instruments.
© | Displays the instrument status and parameter settings.
(4]

Click to transfer the data acquisition settings set in [Instrument Parameters View] to the analytical
instrument.

=" Reference
Refer to "2.2.2 Analytical Instrument Startup” P.14 for details.

Displays the instrument parameters for data acquisition.

In the [Normal] sub-window, the main data acquisition parameters are set on the [Simple Settings] and [LC
Time Prog.] tabs.

In the [Advanced] sub-window, the tab for each configured instrument module is displayed so that data
acquisition parameters can be set in more detail.

Switches between the full screen and normal display.
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2.2 Enter Data Acquisition Parameters

Enter the data acquisition parameters in [Instrument Parameters View].
The parameters are saved to the method file and used to perform data acquisition.

This section describes the operations in the [Instrument Parameters View].

2.2.1 Set the Instrument Parameters

[Instrument Parameters View] has two sub-windows, [Normal] and [Advanced].

In the [Normal] sub-window, the main data acquisition parameters are set on the [Simple Settings] and [LC
Time Prog.] tabs. In the [Advanced] sub-window, a tab for each configured instrument module is displayed
so that data acquisition parameters can be set in more detail.

This section describes how to set the data acquisition parameters and create a method file.

1 Click [Normal] to open the [Normal] sub-window.

B Instrument Parameters Yiew Advanced ‘iﬂl Dowrload
Simple Settngs | LC Time Prog. | AutoPurge
LC Time Program Detector A |;|
LC Stop Time: 001 min -

2 Click the [Simple Settings] tab and enter the data acquisition parameters.

Set the [LC Stop Time], pump flow rate and initial concentration for gradient systems, oven temperature,
detector wavelength and other parameters.
» Enter the data acquisition time from one sample injection to the next sample injection at [LC Stop

Time].
» Click [Apply to All acquisition time] to set the [End Time] for each detector to the same value as [LC
Stop Time].
» Deselect [Oven] when the oven is not used.
@ note
To switch the detector lamp off, make this setting on the respective detector in the [Advanced] sub-
window.
B Instiument Parameters View ([ Homal ) Advanced |
Simple Settings JLC Time Prog. I AutUPurgel
LC Time Program Detector A ‘:|
LC Stop Time: o0t min Wavelength Ch1: 254 nm W
pump End Time: 10,00 min
Mode:
Total Flow: 0.0000 | mL/min Foven
Pump B Conc.: 0.0 % Temperature: 40 [
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2.2 Enter Data Acquisition Parameters

Click the [LC Time Prog.] tab, and enter the concentration gradient conditions.

Enter [Time], [Module], [Command], and [Value] in the time program to change the concentration gradient
and valve during data acquisition.
Click [Draw curve] to draw the gradient condition in the time program in a graph.

B Instiument Parameters View

Simple Settings| | L Time Prog. | Auta-purge

File name:Dema_Data-001.led  RT:9.694 min Cha#: Detector & Channel L{254nm)
my e Intensity © 16,068 % mLimin c
& Cons 100 100 s
10 (o
= 50 =0 o
@)
: g
g g 0 00 40 =l
Time Module Command Value -
1 200 |Pump B.Conc 50 4
2 .00 Fump B.Conc a0
3 900 |Pump B.Conc 100
]
5 0.00
%
= i} 5 Load Data...
0l o v —

The time entered in the [Time] column of the time program corresponds to the time elapsed since the
start of analysis. Enter a value of at least 0.01 min.

4 Click [Save Method File As] on the [File] menu.

J_]; Realtime Analysis (Instrument] - System Administrator) - Default Project - [Data Acquisition - Untitled] [ -= =)
EHEME Edit View Method Instrument Acquisition Data Tools Window Help =& %
ig | Mew Methed File Ctrl+N 2 =
~ ™ Open Method File.. Ctrl+0
L P« 0 mo ?
Il Save Method File Ctrl+5 =l
(ﬁg Save Method File As.. | Lc Ready
2Ry Save Methad File As Templat =
| BB SaveMethod File As Template... =P
:_T;! Load Method Parameters...
~ - . = Details...

The [Save Method File As] window is displayed.

5 Enter the file name, and click [Save].

Save Method File As =]

Filtering Condition

Synchronize with the Fitering Conditon of the Data explorer.

o)

Method File Name  Software

Updated by

Btestlom

LabSolutions  System Administrator

Updated

9/20/2010 44754

File Size Comment

262 KB

File Name:

samp

U = ])[ Corcel | [_rep ]

A method file is created with the specified file name and the new instrument parameters are saved to the
file.

@ note

» The [Autopurge] tab is displayed when an autosampler is used.
Refer to "2.3.2 Auto-Purge the Pump and Autosampler” P.19 for details.

» If a new method file is made and the rack set at [Sample Rack] on the [Autosampler] tab does not match
the actual rack in use, an error message is displayed and data acquisition cannot be started.
Click [Detect Rack] on the [Autosampler] tab in the [Advanced] sub-window to correct the rack selection.
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2.2.2 Analytical Instrument Startup

This section describes how to transfer (download) instrument parameters to an analytical instrument and
the procedure for starting the instrument.

1 Drag-and-drop the desired method file onto the [Data Acquisition] window from the
[Data Explorer] sub-window.

If the [Data Explorer] sub-window is not displayed, click the (Toggle Data Explorer) button on
the tool bar.
|4 Realtime Analysis (I 1 - System Admini ) - Default Project - [Data Acquisition - Untitled] =l e =]
éﬁ‘fﬂ& Edit View Method [nstrument Acquisition Data Tocls Window Help BEE
Ded <k Bd=:LHE ¢ (@e® o
iHN ey n? ODEeE 0mo ?
= xl = =l —-|x
Iain my | |d§ ||Z|I| LC|Ready LC Ready
Realtime Batch ST Iﬁ (
Acquisition ezt Sample D - &
w Filtering Conditi Data Comment :
£ i | File Name Stat LT Running Time: 7.22  B0.00 min Dretector A{254nm]: 3 ttem| Val| Se| Un
Instrument B 3
Parameters — - Hax Intensity : 2,862,745 WMod | lso | Iso
— | e Time Tnien. o Flow [0.0]0.0]mL
g D
= Press| 0.0 MP
Single Run N Oven| 0.0[ 0]C_|
Tem [ 65[ 65 [C
% Wav [ 25 [ 25 [nm
100 128 150 175 min
B Instiument Parameters View Ml Advanced End Time - G000 min
Simple Settings | LC Time Prog. | AutoPurge |
Snapshot i
LC Time Program Detector A
r LC Stop Time: 0.01 min o
gﬁi | . = ) Wavelength Ch1: 254 nm
Deia Brayss T
Comment; - [—
Pump End Time: 60.00  min
Flow: 0,000 mjmin [#oven
Port Temperature: 40 [ 3
<= 3
@ Realtime B ﬂ‘ Data Acquisi...l
C: 112GB Free NUM

The content of the method file is displayed in the [Data Acquisition] window.

Check the instrument parameters, and click .

The instrument parameters are transferred to the analytical instrument.

N\

Click the (Instrument On/Off) button on the toolbar.
Pump solvent delivery and oven temperature control are started.

# note

If the instrument is already activated when the method file is downloaded, operations are started
using the downloaded instrument parameters.

&3
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2.3 Data Acquisition Preparation

2.3 Data Acquisition Preparation

This section describes the procedures to perform before starting data acquisition, such as auto-purging of
the pump and autosampler, and verification of column equilibration (baseline check).

Monitor the Chromatograms and Instrument Status Curves

This section describes how to monitor chromatograms displayed in [Chromatogram View] and instrument
status curves.

2.3.1

Bl Chromatogram Display Settings

The chromatogram display scale can be changed.
This section describes how to monitor chromatograms on multiple channels.

1 Right-click on the graph in [Chromatogram View], and click [Display Settings].

@ Realtime Analysis (Instrumentl - System Administrator) - Default Project - [Data Acquisition - samp.lcm] (===
Eﬂ‘ File Edit View Method Instrument Acquisition Data Tools Window Help —[=| %
iDaE|«R = 74
P W e @ @ I 7 ?
=l =l =l
lain N ‘ =] | @ | e LCReady Lc Ready
Realtime Batch Sample Name -
Object: & |
Acquisition Sample 1D
¥ | Filtering Condition: Data Comment
" oot
\ & | File Hame Stat LC Running Time: 7.98 / 1.00 min Detector A254nm]. 687mY em| Val| Se| Un
Instrument -
Parameters =l sampem Edit - Max Intensty 2,952,745 Mad |leo | lso
—| | test lem - Time | 12,238 Inten 7.000] = Flow [ 0.0]0.0 mL
® o
Start 500 Pross
Single Run (Detector A) Slope Test Gven :
Tem
"] ; ; ; ; Base Shift e
0.0 25 50 75 00 1 Normalize
B Instrument Parameters Wiew Nommal [@U Display Settings...
Simple Settings | LC Time Prog. | AutoPurge Graph Properties...
Snapshot Py
LC Time Program Detector A I
" 1 -
ﬁ, a | . LC Stop Time: mn Wavelength Chi: 254 m
Data Analysis Apply to All acquisition time Wavelength cha: 254 o
Comment:
Pump End Time: 1 min
Flows 0.000  mLfmin Qven
Port Temperature: 40 C
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2 Click the [LC] tab and enter the necessary parameters.

Display Settings E
General| LC lStatus

@ Overlay =z 1
[¥] Detectar & Intensity Range: S0.000 - 1050.000 my [ Mormalize | Magnification: 1.00 ﬂ ] 2

[V] A1 Inkensity Range: | -50.000 | - [ 1050.000 |y [Wormalize | Magnification: 1,00 -2 J

[7] Auto scale
[ooocmra < hl
Left Intensity Axis: Detectaor & hd Inkensity axis Unik: my - J

Channel For Fraction Mark: Detector & >

l [a]:4 I [ Cancel ] | Aapply | [ Help

1 Click [Overlay] to draw chromatograms overlaid.
2 Enter the detector intensity range for the Y-axis.

Click [Normalize] so that the intensity range falls within the minimum and maximum values of the
currently displayed chromatogram.

3 Select the detector (or channel in Dual Mode) and the display unit for the Y-axis.

@ note

The intensity range of each detector (or channel in Dual Mode) cannot be set in the [Overlay]
mode.
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2.3 Data Acquisition Preparation

3 Click the [General] tab, enter the necessary parameters, and click [OK].

Display Settings =]
General r'm‘

Show Sample Infarmation
Bl
Samplg ID 1

Data Comment

INEEEE ]
oo o [ ) | 2

=

1 Select [Sample Name], [Sample ID] and [Data Comment].
The sample information is displayed in the status display of the [Data Acquisition] window.

.13 Realtime Analysis (Instrumentl - System Administrator) - Default Project - [Datz Acquisition - Untitled] = EoR |
Eﬂl‘ File Edit View Method Instrument Acquisition Data Tools Window Help — & ®

'H |« 0| [ O=EE 2 (= e £

Tt o6EsE 0 @Ro ?

=l =l
Main L CReady Lc Ready
Realtime Batch Gample Name - ) j [
Acquisition Sarple D : =H

Data Comment :

LC Runnina Time: 2.10 # 60.00 min Detector Al254nml: 59m | | #em| Vall Sel il

7 Enter the [Time Range] for the X axis display range.
Click [Normalize] to set the display range of the X-axis to either the [LC Stop Time] currently set in
the method file or the longest detector acquisition time.

4 Click the (Save) button on the toolbar.

The time range and intensity range are saved to the method file.

@ note

» Settings other than the time range and intensity range are stored to memory for each user and
instrument.

* The [PDA] and [UV Spectrum] tabs are displayed when a PDA detector is used.

+ Click [Plot] to monitor the multi chromatograms of the PDA detector.
When the plot is started, the system status changes to [Plot].
Click [Stop] again to stop the plot.

» The reference chromatogram is drawn overlaying [Chromatogram View].
Click [Open Reference Data File] in the [File] menu to select and display the reference
chromatogram.
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H Display Instrument Status Curves

The instrument status curves that can be displayed on the graph in [Chromatogram View] include [Pump
Press.], [Oven Temp.], [Room Temp.], and [Detector Cell Temp.].

1 Right-click on the graph in [Chromatogram View], and click [Display Settings].

[ B
/Y Realtime Analysis 1 - System Admini: } - Default Praject - [Data Acquisition - samp.lcm] [l =] ]
%ﬂ‘file Edit View Method Instrument Acquisition Data Tools Window Help BEE
038 «R B O=k o@D
IR aPE? {0 v @ e ?

=l x| x| =i
Main % E & ]| [LCReady i Ready ||
Realtime Batch S ample Mame ;
— Object s &J |
Acquisition Sample 1D :
m Filtering Condition: Data Comment :
B (| oo acen
\ r iZ | File Name Stat [LC Rurning Time: 7.98 7 1.00 min Detector A(254nm): E&7my ttem| Val| Se| Un
Instrument "
Parameters @samp.lcm Edit - Max Intensity : 2,862,745 Mod | Iso | lsa
[ @test.lcm - 1000 Time | 12328 Inten. 0.000] . Flow | 0.0 0.0 [mL
500 0
Press| 0.0 MP
(Detector A) Slope Test Oven| 001 20 (C
Initialize Zoom I\?m ;g ;g c
i ; ; ; ‘ Base Shift —= -
0.0 25 5.0 7.5 100 1 Normalize
B Instrument Parameters Yiew [Homal) (Advanc||  Display Settings.. |
[Sie setings LG TanePrag. | Avcpurge] Graph Eropertc..
Snapshot "
LC Time Program Detectar A a
L . 1 i
!;i? = . L€ Ston Time: mn Wavelength Chi: 254 nm
Data Aralyss Wavdlengthchz: |25 | m
Comment:
Pump End Time: 1 min
Flow: 0.000  mimin | [Zloven

2 Click the [Status] tab, enter the necessary parameters, and click [OK].

=
Display Settings =
General | LC Status
—

Draw Status Curve

Monitored Values: Setting Values:
I |Pump A Pressure p

[ ]Cwen Temp.

[C]Room Temp. 1

[F]Sample Cooler Temp.

Range
Temperature: 1] - 100 [ ]
Pressure: 0.0 - 100.0 MPa 2
Flow: 0.000 - 5000 mLmin
Concentration: 0 - 100 %
[ Right Intensity Axis: m ) 3

(o D[ oo | [ mooy J[ reb |

71 Select the desired display items in [Draw Status Curve].
2 Setthe display range for each status item.
3 Select the type of status to display on the intensity axis on the right of the graph.
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2.3 Data Acquisition Preparation

The selected status is displayed on the graph.

LC
LC Running Time: 4.35 / B0.00 min Detectar & Channel 1[254nm]: O
my Max Irtensity: 0 WPa
1000-JCetector & Channel 1:254nm(T .00} Time - 5955 —=== 2 100.0 -
Pump Press. &
750 Cven Temp 750
Room Temp.
Sample Cooler Temg.
500+ Fs0.0
250+ 250 -
L e —— Fnn 5‘

@ noTe

Settings are stored to memory for each user and instrument.

2.3.2 Auto-Purge the Pump and Autosampler

The mobile phase in the pump and the autosampler syringe rinse solution can be automatically purged.

A function is also provided to deliver solvent at a lower mobile phase flow rate after the autopurge ends
until the column oven reaches its preset temperature.

Autopurge is executed in the following order: purging of pump — purging of autosampler — purging at
initial concentration conditions (when pump mode is other than Isocratic) — warm up.

@ noTe

The [Autopurge] tab is displayed when an autosampler is used.

Click the [Autopurge] tab in [Instrument Parameters View], and set the autopurge
conditions for the pump.

1 2
B Instrument Parameters Yiew (M|l [ Advanced |
simple Settings | LC Time Prog. l Auto-purge U
Purge Order Mobile Phase Mame Purge Time Purged Pump -
st [Mobile Phase & -l s min Pump &: LC-2048
znd: [Mob\le Phase B v] 5 min
Mone S
Mone S
[ Auta-sampler: 25.0
Dlnit‘ Conc.-Replacement: S
Warm up
Wit time: o i
Pump A Flow: 0.0000  mLfmin
D Activate system after auto-purge -

7 Select the lines to be purged from the [Mobile Phase Name] list.
2 Entera [Purge Time] for each line.
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2 Set the autopurge conditions for the autosampler.
1 2

B Instrument Parameters View @ Download
Simple Settings | LC Time Prog. | Auto-purge ‘
-
Purge Order Maobile Hhase Mame Purge T|ne Purged Pump \:‘
Lst: [Mubwle Phas| A v] 5 mir Pump &; LC-2048
2nd: [Mubwle Fhas| B v] S min

ards ‘Nnne -| S |mir|
ath [hiore <[5 |lmin

[¥] Auto-sampler: 25.0  min l

[ 1rit. Cone.-Replacement: S i
armn up
Wit time: o min
Pump A Flow: m L rin

Activate system after auko-purge

1 select [Autosampler] .
2 Enter the [Purge Timel].

3 Set the [Warm-up] conditions.

B Instrument Parameters View S T——
Simple Settings | LC Time Prog, | Auto-purge ‘
-
Purge Order Mobile Phase Mame Purge Time Purged Pump \:‘
Lst: [Mubwle Phase & Purip A: LC-Z0AB
2nd: [Mubwle Phase B
ards ‘NEHE
4th: [one

Auto-sampler;

Init‘ Conc.-Replacement:

armn up
Wit time: o min
Pump A Flow: 0.0000  mLjmin l 1

Activate system after auko-purge

71 Enter the [Wait time] and [Flow].
Lf// NOTE

» [Warm up] is used to deliver solvent at a lower flow rate after purging of the autosampler ends
until the oven reaches its preset temperature.

» Enter “0” min at [Wait time] to disable the [Warm up] function.

4 Click the (Save) button on the toolbar.

The settings are saved to the method file.
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2.3 Data Acquisition Preparation

Click the (Autopurge) button on the toolbar.
Autopurge is started.

@ note

the [Autosampler] tab.
» After the autopurge ends, column equilibration can be checked using the baseline check function.

3" Reference
Refer to "2.3.3 Check the Baseline" P.21 for information on the baseline check procedure.

2.3.3 Check the Baseline

Use the baseline check function to determine whether the baseline noise and drift values are within the
preset time and at or below the threshold for each channel.

Click [Baseline Check Parameters] from the [Method] menu in the [Data Acquisition]

window.
V4 Realtime Analysis (Instrumentl - System Administrater) - Default Project - [Data Acquisition - samp.lcm, Datal lcd] (==
gﬂ‘ File Edit View |Method| Instrument Acquisition Data Tools Window Help - || &
% 0 ¥ H i 7;@ Instrument Parameters J %
8 _ I Baseline Check Parameters... |
E s LT ?
Data Processing Parameters(Detector Al
lxl ¢
H 0A/QC Parameters(Detector A)... hY | LC Ready

2 Set the baseline check parameters, and click [OK].

Baseline Check Parameters ==

1 —-[Nnise Caleulation Method: [ASTM '] ]

Deteckor Channel: Detectora(Chl) -

il End Threshald
2 ise . o 15.0 min S0 uy 3
it . - 150 min 5000 uvjh

4 _.[Maxlmum Time {min): 15.0 = ]a\lure Action: | Skip -

[ [+]4 |][ iZancel ][ Help ]

7 Select the noise calculation method.

2 Select [Noise] and [Drift].

3 Enter the time and threshold used for checking [Noise] and [Drift].

4 Entera [Maximum Time] to performing repeat the evaluation if the checks “fail”.

@ note

Select a [Failure Action] to be taken in the event of a baseline check failure. The [Failure Action]
parameter is used when [Baseline Check] is used in the Batch Table.

Click the (Save) button on the toolbar.
The settings are saved to the method file.
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4 Click on the (Baseline Check) button on the toolbar.

The baseline check is initiated, and the results of the baseline check are displayed after measurement

ends.

Realtime Analysis

I"_"I [270F] Passed baseline check

- Pass ASTM noise : 000WY, drift : 000U h

BT [ Hel

@ note

The results of the baseline check are saved in the database.
PDA baseline check cannot be performed for a channel set to [Max Plot] in the [Wavelength]
column of the [Multi Chrom] tab in the [Data Processing Parameters] sub-window.

2.3.4 Calculate the Baseline Slope (Slope Test)

When the Slope Test is performed, the baseline of the chromatogram is measured to automatically

calculate the Slope value.
The calculation results of the Slope Test can be set as the Slope value for the peak integration parameters.

1 Right-click on the graph in the [Chromatogram View], and click [Slope Test].
=g e x|

@ Realtime Analysis {Instrument] - System Administrator) - Default Project - [Data Acquisition - samp.lem]

%ﬂ‘ File Edit Wiew Method Instrument Acquisition Data Tools Window Help

Do <6 (0= 2 (@ e oo
IRl (ODE-s 0@ ?
=i 1=l ——-lx
lain Efy [ |EL LCReady Lc Ready
Realtime Batch ] Sample Hame ; & [
Acquisition bt Sample 1D ]
2 Filtering Condition: Data Comment
| |
s i | File Name Stat L€ Rurning Time: 17.17 /1.0 min D etector AZZ54rm], -3 ftem| Val| Se| Un
A.';Slm";‘"::“m [ samplem Edit _— Mazx Intensty : 3,002,199 Mod |Iso |Iso
— | Eftestlem - 00 eTalor & 25 qnmif 00 e 10348 [ Tnten TZ7E | Flow | 00|00 |ml
Start L
- Fress| 0.0 F
Single
Single Run Oven|0.0] 20(C |
L Tem |65 85 |C
500 [| (Detector A)SlopeTest || [ Wav | 25 | 35 [m
| Base Shift
250+ H | I I [T,

Click [Set to Parameter] to enter the on-screen value into the data processing

parameters.
Setting Slope
Slope: chi | 23548 ujmin

Sek to Parameter

The data processing parameter [Slope] value is set.

@ note

The Slope value is generally rounded up to value that is larger than the calculated value
For example, a Slope value of “1988” is changed to “2000”.
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2.3 Data Acquisition Preparation

Click the (Save) button on the toolbar.
The Slope value is saved to the method file.

[{// NOTE

The Slope Test cannot be executed during data acquisition or during PDA plotting.

2.3.5 Check the Condition of Consumables (System Check)

Check the system to verify that it is in good condition before starting data acquisition by checking the use
frequency of the instrument consumables (i.e. the system check).

[{l/ NOTE

Users are required to have the [Run System Check] rights to execute the system check.

o
1 Click the ﬂ (System Check) icon on the [Main] assistant bar.

2 Select the items to check, and click [Run].

Systern Check

Last Status Lc e
1 Date:
\[¥] Consumables Check l [ advanced Repart Stop
2 Result: ot tested (@lic creck J
Views Results,..
4 — @) — 3
A << ||;
iz Result [ Detactar Wavelength Check anes

Close

Help
Expected Run Time

Reset...

Remaining Time

1 Select [Consumables Check].
2 Select [LC Check].

3 Click [Advanced], and select the items to perform the system check on.
4 Select [Report Out] to automatically print the system check results.
@ note
*  When using the LC-2010/LC-2010HT, logs recorded on instruments can be displayed in result
reports. Up to 50 logs (30 on the CMD) can be displayed.
* When using a photodiode array detector, the [PDA] tab is displayed.
» If [Advanced Report] is selected, the system check is executed on all items.

+ Click [Advanced] in the [System Check] sub-window, and select [UV Detector Wavelength Check]
to simultaneously check the wavelength on the UV detector.
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3 After the system check ends, click [View Results].

System Check
Last Status LC Run
Date:
Consumables Check, [ Advanced Repart <ton
Result: Fut tested [FLC check
-\fisw Results. ..
Advanced<<

Wiew Result [T]uv Detector Wavelength Check
Expected Run Time :

The [System Check Results] sub-window opens.
@ note
» Click [Print] in the [System Check Results] sub-window to print the system check results.

» The system check results are saved to a file named according to the following rule:
“SysChk#_YYYYMMDDHHMMSS.Ics” (where, “#” is the system number.)

» To check the results of previous system checks, click [Load] in the [System Check Results] sub-window,
and select the desired results.

» Set [System Check] in a Batch Table, to check the use frequency of instrument consumables before
starting data acquisition. Refer to "4.2.3 Batch Table Parameters" P.80 for details.

» Realtime batch can be canceled according to the results of the system check by using the Batch Table
action function.

» The system check is based on the consumable criteria of each instrument. Check consumable criteria in
the [System Check] sub-window by clicking [System Check] in the [Properties] sub-window of each
instrument.

» Click [Reset] to open the [Consumables Reset] sub-window.
Reset the consumables when they have been replaced.

» Users are required to have the [Edit System Configuration] rights to set system check criteria.
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2.3.6 Control Toolbar

Change instrument status such as pump solvent delivery on/off, autosampler purge and rinse, heater
control on/off, and detector zero correction using the [LC Control] toolbar or [PDA Control] toolbar.

@ note

The displayed buttons vary depending on the system configuration of the instrument.

[LC Control] toolbar

2.3 Data Acquisition Preparation

.{3} Realtime Analysis (Instrument] - Systern Administrator) - Default Project - [Data Acquisition - samp.lem, Datal.led] EI@
ﬂ‘ Eile Edit View Method Instrument Acquisition Data Tools Window Help =[5 x
iD3H oo BOEEE Bloeow
i dHMan® ? (OEEs3 e 05 2

[PDA Control] toolbar
.{3} Realtime Analysis (Instrument] - Systern Administrator) - Default Project - [Data Acquisition - samp.lem, Datal.led] EI@
ﬂ‘ Eile Edit View Method Instrument Acquisition Data Tools Window Help =[5 x

038 <& |6 O -

I EHEMR ? iooEe S w05

HE (K =

Button

Name

Explanation

Instrument On/Off

Turns the ACTIVATE feature of the SCL-10Avp/SCL-10Asp system
controller on/off.
This button controls the pump and column oven for the CBM-20A/20Alite.

Controller LCD On/Off

Turns the LCD of the SCL-10Avp/SCL-10Asp system controller on/off.

Controller Lock/Unlock

Locks or unlocks keypad control of the SCL-10Avp/SCL-10Asp system
controller. Only software control is permitted when keypad control is
locked. This button is used to prevent operational errors.

Pump On/Off

Turns the solvent delivery pump on/off.

Purge autosampler

Executes an autosampler purge according to the [Purge Time] set on the
[Autosampler] tab in [Instrument Parameters View].

Rinse autosampler

Rinses the autosampler and sampling needle.

Oven On/Off

Turns the column heater oven on/off.

Zero Detector A

Returns the signal intensity of detector A to zero.

PDA Detector Lamp On/Off

Turns the PDA detector lamp on/off.

Zero PDA Detector

Returns the signal intensity of the PDA detector to zero.
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@ note

If the toolbar is hidden, use the right-click popup menu on the menu bar, and select the desired toolbar from
the displayed menu.

@ Realtime Analysis (Instrument] - System Administrator) - Default Project - [Data Acquisition - samp.lcm] EI@
%ﬂ‘fl\a Edit View Methed Instrument Acquisition Data Tools Window Help E“E”E
; ) = . . Toolbar Customize
028 <L (BO=LHE 7 Eeo s

E Standard
';]] LL@ |g| = &:3 @ gﬁ ? E Ij J"i" _\Fl uﬂ ﬂ_"_ﬁ‘?\ ? E Instrument Control

= x| == v] LC Centrol —-|x|
Wain iy & | LCReady | Data Acquisition c Ready
Realtime Batch | ) Sample Hame - =

2.3.7 Instrument Monitor

[Instrument Monitor] displays the instrument status and parameter settings. The instrument settings can be
changed without changing the instrument parameters in the method file by entering a value in the [Setting]
cell.

This section describes the procedure for changing the pump flow rate [PumpA. Flow].

% note
If the [Instrument Monitor] is not displayed, click the (Toggle Instrument Monitor) button on the toolbar.

Click the [Pump A Total Flow] cell in the [Setting] column, and enter the new pump flow

rate.
@ Realtime Analysis (1 tl - System Admini: '} - Default Project - [Data Acquisition - samp.lcm] EI@
Eile Edit View Method Instrument Acquisition Data Tools Window Help EEE
38 «k|L([O=kE " (@ee 25
S HREedME? (9 EdDdERao ?
==l ==l
Iain LClReady Lc Ready
Realtime Batch Gample Name [j
3 e
Acquisition Sampla 1D fj ::| I
Data Comment :
' [LC Running Time: 1.35 / 1.00 min Detector 4(E x0nm,E m:Onm]: 46ms/ Item Value Setting Units
'!.r;?ar:“ng?m - Max Intensty : 2,824,997 Mode Isocratic flow | Isocratic flow
1000t A ExOnm EmOAm{1.00)  TirE 12278 Tten o000 . Oven Temperatu 00 40|C
@ Temperature Limi 90 90 [C
Start 750 -
Frre e Pump & Total Flo| ( 0.000 ) 0.000 | mL/min
= Pump A Pressure [ MPa
Fump A Degass 0 kFa
500+ D Excitation Wavel [ 350 |nm
Emission Wavele| o 450 |nm
250 Vial No (Fraction o
Snapshot =
g
=i} : ‘ ‘
0.0 5.0 10.0 15.0 min
Data Analysis =
B Instrurnent Parameters View (_Nomal ) Chdvanced) | Erd Time 1.00r
| Data Acquisition ILC Time Prog. | Pump |Detecmr A | Column Oven | Fraction Colle| * | *
[ -

Press the [Enter] key.
The flow rate is changed.

@ note

» Change the displayed status items in [Instrument Monitor] in the [Table Style] sub-window. Right-
click on [Instrument Monitor], and select [Table Style] from the displayed menu.

+ If the value in the [Setting] column is changed in [Instrument Monitor], it is not saved to method
file.
Details of changes made are recorded in the operation log, and can be checked in the [Log
Browser] sub-window.
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2.4 Single Run

There are two ways of acquiring data, by single run (only one data acquisition), or by realtime batch
(sequential analysis of multiple samples).

This section describes the procedure for a single run.

l// NOTE
Verify that [Ready] is displayed on the status display.

=" Reference
Refer to "4 Realtime Batch" P.65 for information on sequential analysis of multiple samples.

2.4.1 Execute Single Run

Execute single run from the [Data Acquisition] window.

1 Click the ’6 (Start Single Run) icon on the [Acquisition] assistant bar.

2 Set the acquisition conditions, and click [OK].

Single Run =)
Acquisition Information
Sample Name: SampleData
Sample [D: SampleID
Method File: samp.lcm
Data File:
(TEsT-00Lid = 1
(¥lAvtodncrement: |12 ... - - 2
- =
D Report: =
Data Comment:
Sampler
Vial#: 1 ) EE T 3
( Injection Volume: 1 uL ) 4
I N
[ Advanced == ] l OK ]J [ Cancel ] I Help

1 Enter the data file name.

2 Select [Auto-increment], and the number type.
The data file name is automatically appended with an incremental number.

Example: “TEST-001.lcd”
ﬁl/ NOTE

When [Auto-increment] is selected, the file is not overwritten even if the file name was previously
used.

3 Enter the position of the sample for [Vial#].
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@ note

Enter “-1” to acquire data without injecting samples from the autosampler.

4 Enter the sample injection volume.

Single run is started.
During data acquisition, the [LabSolutions Service] icon in the Systray on the Taskbar flashes green.

1T:58 AM

Data acquisition ends when the data acquisition time in the method file has elapsed.

@ note

Do not turn the PC off while the [LabSolutions Service] icon is flashing.

2.4.2 Change the End Time During Data Acquisition

The data acquisition time can be changed during data acquisition.
This section describes the procedure for changing the data acquisition time.

lll NOTE
» During data acquisition, [LC Stop Time] on the [Simple Settings] tab in [Method View] cannot be changed.

» If the acquisition time is changed using [Change Acquisition Time], a record is created in the operation
log.

1 Click [Change Acquisition Time] on the [Acquisition] menu.

/4 Realtime Analysis (Instrumentl - System Administrator) - Default Project - [Data Acquisition - samp.lem(Read only), TEST-Llcd] F=E ==
gﬂ‘file Edit View Method Instrument |Acquisition| Data Tools Window Help BEE
~0 & D=«
_ | od Sample Information...
e 7 i

- IQ Change Acquisition Time...
T stop |

L Runnlng [+| Show Batch Queue...

LC Running

2 Enter an [Acquisition Time], and click [OK].

Change Analysis Time
Acquisition Time
Detector A 10 mirt
[ apply to Method File

——
|| Ok ||[ Cancel ][ Help

@ note

» If multiple detectors are used, click [All Times Change] to changes the data acquisition time to the
longest detector acquisition time.

» If [Change to Minimum Value] is selected, click [All Times Change] to change the data acquisition
time to the shortest detector acquisition time.

» Click [Apply to Method File] to apply the new acquisition time to the method file and use it for all
subsequent data acquisitions.

* You can not change the value as an analysis time that already passed.
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2.5 Check Analysis Results During Data Acquisition (Snapshot)
2.4.3 Stop Single Run

Single run can be stopped in the midway to end acquisition earlier than the preset end time.

1 Click the (Stop) icon on the [Acquisition] assistant bar.
Data acquisition is stopped, and a data file is created for the data so far.

2.5 Check Analysis Results During Data Acquisition
(Snapshot)

Execute snapshot during data acquisition to display and process the data obtained since acquisition was
started.
This section describes the procedure for executing a snapshot during data acquisition.

IC € Lol napsnot) icon on e cquisition] assistan ar.
Click the |24 (Snapshot) i the [Acquisition] assistant b

The data obtained so far is displayed in the [Data Analysis] window.

@ Postrun Analysis (Tnstrumentl - System Administrator) - Default Project - [Data Analysis - snp8E50.tmp] == ==
i Eile Edit View Method Laygut Tools Window Help =& %
B (D=l 7 eama )= |5 = § r
x| lxl
W[5 T B Chromatogram Yisw
LA R W Max Intensity : 2,824,997
2500-{Dx A TH85. nien. 12404
Filtering Condition: = 'Mlj\ e e I:’I &
2 A El
& T T T T T T T T
2 o.00 025 0.50 0.75 1.00 125 1.50 1.75 2.00 min
irE R i | File Mame Stat
o) - i Max Intensity : 2,824,957
|1 test 9220010 = — = e
— | 2 testzemoL. - Cetector A] Time 1582 Inten. 4272 w
o | ] test 9220010, -
& e - 2000
i)
i
o
5 1000 j\
T -
@
= &)
0.00 05s oko 0bs 150 152 150 RS 2bo” " min

2.5.1 Update Snapshots

Use snapshot update to load cumulative acquired data from a continuing data acquisition after snapshot
has been executed.

Click the (Update for Snapshot) button on the toolbar in the [Data Analysis] window.

The snapshot is updated to display the latest chromatogram.
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2.6 Automatic Instrument Startup

Use (Startup) to automatically start the instrument at a specified date and time.

1 Click the @ (Startup) button on the toolbar.

@ Realtime Analysis (Instrumentl - System Administrator) - Default Project - [Data Acquisition - samp.lem, Datal led] =
ﬂ‘ File Edit View Methed Instrument Acquisition Data Tools Window Help

iDeP <k BO=EHE » (Ble@ o
sQeEeayy? DEDEHEU@DN

2 Enter the date and time to start the instrument, and click [OK].

Startup
Startup
Start Date & Time: ( 5/24/2010 _w 11:25:31AM C) 1
(Starts immediately, when setting date and time has passed.)
Method File: 2
samp.lcm IE
ﬂ oK n [ Cancel ] [ Help ]

7 Set the date and time to start the instrument.
2 The method file can be selected by clicking .

@ note

When the method file is not specified, the analytical instruments are started up by the
parameters already downloaded to the instrument (i.e. parameters used in the previous data
acquisition) when a startup is performed.

The instrument starts up at the specified date and time.

@ note

» |If startup is executed in a batch file(s) registered to the batch queue, the startup begins after
processing of the previously registered batch file(s) ends.
For details on the procedure for changing the execution order of batch files registered to the batch
queue, refer to "4.5 Data Acquisition Using the Batch Queue Function” P.98.

» Startup can also be set in realtime batch.
For details, refer to "4.4.2 Start Data Acquisition at a Specified Date and Time (Startup)" P.89.
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2.7 Automatic Instrument Shutdown

Use [Shutdown] to automatically shut down the instrument after data acquisition ends.

1 Click the (Shutdown) button on the toolbar.

/4 Realtime Analysis (Instrumentl - System Administrator) - Default Project - [Data Acquisition - samp.lem, Datal.lcd] [=

Eﬂ‘f\l& Edit View Method Instrument Acquisition Data Tools Window Help

el 1= I BN E = ?
el 4k E E R ERTET R

2 Set the date and time to shut down the instruments, and click [OK].

Shutdown ==
Shutdown
Shutdown Method File: ] 1
samp.lcm @
[ Degasser(LC Pump, Subcantroller) OFF after cool down
{After the shutdown method is downloaded, LC is activated
during the cool down time, After the cool down time passes,
the oven and LCD are automatically turned off, )
” OK IJI Cancel I [ Help ]

7 Select [Shutdown Method File]. The method file can be selected by clicking .
5// NOTE

When a method file is not specified, the analytical instruments are shut down by the parameters
already downloaded to the instruments when a shutdown is performed.
2 Enter the time that the instrument is operated by the instrument parameters of the specified method
file.

The analytical instruments shut down when the [Cool down Time] elapses.

@ note

+ If shutdown is executed in a batch file(s) registered to the batch queue, the shutdown begins after
processing of the registered batch file(s) ends.
For details on the procedure for changing the execution order of batch files registered to the batch
queue, refer to "4.5 Data Acquisition Using the Batch Queue Function” P.98.

+ Shutdown can also be set in realtime batch.
For details, refer to "4.4.3 Shutdown Analytical Instruments After Data Acquisition (Shutdown)"
P.90.
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2.8 Change the Sampling Time (Period) or Frequency
(Rate)

The sampling time (period) can be set matched to the peak shape of the chromatogram to acquire.

Decreasing the sampling time (i.e. increasing the sampling frequency) enables narrower sharp peaks to be
detected. However, in this case, more noise might be detected, possibly preventing correct peaks from
being detected.

This section describes how to set the sampling time (period).

1 Click [Advanced] in [Instrument Parameters View].

B Instrument Parameters View i iaﬁa [’_‘1 Diownload

[ simple Settings [Lc Time Prog. [ AutoPurge]|

2 Click the [Data Acquisition] tab, and set the sampling time of the detector.

B Instrument Parameters View [ Momal | CAdval|zed]) li—t Dowrload
\
LData Acquisition |L]I'ﬁme Prog. | Pump | Detector A I Colum|i Oven | ¢[antroller I Autosampler I AutoPurge
L Time Program [¥] acquisition_fime (Dete Jtor &)
LC Stop Time: "
P 10.00 mir Sampling: @f|z * |Hz
Apply to All acquisition time O(|500 msec
Start Time: 0.00 i
End Time: 60.00 min

7 Select the unit to set ([Hz] or [msec]) from [Sampling].
2 Select the setting value from the list.

Click the (Save) button on the toolbar.
The settings are saved to the method file.

@ note

» The sampling time (period) is the signal interval to record to the data file, and becomes the data
points of chromatograms.
Note that data files increase in size the smaller the sampling time (i.e. larger the sampling
frequency) becomes.

» The sampling time (period), and data processing parameter [Width] and detector [Response]
(time constant) values also affect peak detection.
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H Setting the Data Sampling Time at [Sampling]

Set the sampling time to match the peak shape of the chromatogram.

Initial Value Base Period of each detector set in the [System Configuration] sub-window
Setting range Base Period 1 to 10 times of 20 msec to 1000 msec range

(In Dual Mode, 1 to 10 times of 100 msec to 1000 msec range)
Recommended 20 msec to 60 msec
values

@ note

Set 1 tenth of data processing parameter [Width] to be used as the upper limit (so that 10
or more data points fall within the minimum half-width value of the measured peak). For
example, in cases where data processing is performed at Width = 1 (sec), set so that the
sampling time is sufficiently shorter than 100 msec.

@ note

The base period is the signal interval sent to the PC from the detector. Set the base period in the [Properties]
sub-window for the detector in the [System Configuration] sub-window.

2.9 Daily Inspection of LC Hardware

Expected data acquisition results sometimes cannot be obtained even if each of the instruments on the LC
system are not malfunctioning.

Trouble can be prevented by inspecting each of the instruments before starting data acquisition, while
waiting for the baseline to stabilize, and after data acquisition ends. This section describes check points in
daily inspection.

H Before Starting Data Acquisition

Check Point Remarks

Be sure to filter the mobile phase. | A suction filter in the solvent delivery pump is used to prevent inflow of dirt
(solids) into the flowpath. However, since filter pores are 10 microns in
diameter, particles smaller than this diameter pass through the filter, resulting in
clogging or dirtying of the flowpath and column. We recommend filtering the
flowpath with a membrane filter with a pore diameter of about 0.45 microns.

Return the mobile phase to room If the temperature of the mobile phase is different from the room temperature,

temperature before use. the baseline may not stabilize and may drift, air bubbles may be generated, or
other troubles are likely to occur while the mobile phase is settling to room
temperature.

Note, that if water and organic solvents mix together, the temperature of the
mixed solution sometimes changes considerably from the room temperature.

In the case of a low-pressure Air bubbles in the gradient valve or from the solvent delivery pump up to the
gradient system, fill the flowpaths gradient valve may cause the retention time to fluctuate or be uneven. For this
with mobile phase using all 4 reason, fill the flowpath of each line with mobile phase.

solutions.
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Pay attention

to substitution
of the mobile

phase

with incompatible
mobile phase

Check Point Remarks
When substituting | Follow the procedure below to substitute the mobile phase:
with compatible . ) . .
mobile phase 1. Ppur the substitute mobile phase into a clean beaker (about 200 mL in
size).

2. After drawing out the suction filter from the reservoir bottle, and putting it in
the beaker in step (1) above, vibrate the filter section to rinse the suction
filter.

3. Turn the drain valve counterclockwise to open the valve.

4 Press (purge) on the solvent delivery pump. (Solvent is delivered about for
3 minutes at a flow rate of 8 mL/min, though this depends on the
instrument settings.)

5. Insert the suction filter into a new mobile phase reservoir bottle, and press
(purge) on the solvent delivery pump. Next, press to deliver
solvent and substitute the flowpath up to the column connection port.

6. Close the drain valve.

7. Connect the column, and turn the column oven on. (The oven starts to be
controlled.)

8. Deliver solvent at half the data acquisition flow rate.

9. When the column oven temperature stabilizes, deliver solvent at the data
acquisition flow rate.

When substituting | Substitute the mobile phase with an intermediate solution (e.g. 2-propanol) that

is compatible with the old and new mobile phases, and then replace the
intermediate solution with the new mobile phase. Follow the procedure above.

When substituting
the buffer solution
mobile phase

When using a buffer solution for one or both of the new and old mobile phases,
first substitute with distilled water as the intermediate solution, and then
substitute with the new mobile phase. After purging with distilled water, deliver
distilled water for a while (at least 20 mins at a flow rate of 1 mL/min).

During this operation, also rinse the plunger seal using the seal auto-rinsing kit.
This is needed to prevent deposition of salt in the buffer solution.

Note that crystals and leftover lees sometimes cannot be removed if 2-
propanol or other organic solvent is passed along the flowpath before rinsing
with distilled water.

Prime the suction tube with water if
it is not filled with mobile phase.

Prime the suction tube if it is not filled with mobile phase or if large air bubbles
can be seen inside.

1. Open the drain valve, and connect a 20 ml syringe to the drain tube ASSY
outlet port.

2. Press (purge) .

3. Pull on the syringe with large force in a purged state.

it.

Purge the instrument before using

Air bubbles sometimes occur in the head of the solvent delivery pump when
data acquisition has not been performed for some time or when the difference
between day and night temperatures is large. Purging the pump removes air
bubbles, preventing defective solvent delivery or other trouble.

1. Turn the drain valve counterclockwise to open the valve.

2. Press (purge) on the solvent delivery pump (for 3 minutes at a flow rate of

8 mL/min).

3. Close the drain valve.
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Check Point

Remarks

Check the rinse solution of the seal
auto-rinsing kit.

When a mobile phase containing buffer solution or phosphoric acid is used, be
sure to rinse the plunger seal. Use distilled water for the seal ringing solution,
and exchange the rinsing solution periodically (once every 2 or 3 days).
Otherwise, germs and bacteria will breed in the distilled water.

When using a solution incompatible with distilled water as the mobile phase, do
not rinse seals with distilled water.

Check the autosampler rinse
solution.

Use an autosampler rinse solution that is the same as the mobile phase.
However, be sure to remove any salt from the rinse solution. Also, since the
rinse solution contacts the mobile phase inside the high-pressure valve, select
a solution that does not cause deposition of salt due to contact with liquid.

Purge the autosampler's
measuring pump.

Air bubbles sometimes occur in the head of the measuring pump when data
acquisition has not been performed for some time or when the difference
between day and night temperatures is large. Purging the pump removes air
bubbles, preventing uneven peak area values or other troubles. To purge the
measuring pump, press (purge) .

To stop the purge, press (Purge) again.

Firmly close the autosampler door.

After closing the autosampler door, make sure that the door is firmly held
against the magnets on the instrument body.

Check the column oven preset
temperature.

The CTO-20A(30A) and CTO-20AC can be controlled from "room temperature
+10 °C" and "room temperature -10 °C", respectively. Note, however, that
when room temperature is around 26 °C, the CTO-20A cannot be controlled
stably with the temperature set to 35 °C.

Check the wavelength accuracy of
the UV-VIS detector.

The SPD-20A/20AV automatically checks the wavelength using the emission
lines of 253.7 nm (Hg lamp) and 656.1 nm (D2 lamp) after the instrument is
turned on. A warning message is displayed if the wavelengths are deviating.
When "CHECK NO GOOD" is displayed, execute "WAVE ADJ" with the cell
filled with water to check the wavelength again. If "CHECK NO GOOD" is
displayed again, this indicates an instrument malfunction.

In the case of the SPD-M20A, fill the cell with water, and check the wavelength
in the [Wavelength Check] sub-window of the [PDA Utility] sub-window.

B While Waiting for Baseline Stabilization

Check Point

Remarks

Check for liquid leaks.

Start solvent delivery, and make sure that all flowpaths, such as piping
connections, are free of liquid leaks. If liquid is leaking, re-tighten the leaking
spot, or replace consumables. On the 20A series, visual checks are basically
not required since each instrument is provided with a liquid leak sensor.

Check the pump pressure.

Good data acquisition results cannot be obtained if the pressure of the
solvent delivery pump is unstable. Pump pressure stability varies according to
the pressure value and type of mobile phase. The following are reference
fluctuation widths:

LC-20AD, LC-20AB,LC-20ADXR, LC-30AD: within 0.2 MPa

LC-20AT: within 0.3 MPa

Purge the pump when pressure fluctuation is large. If this does not remedy
large pressure fluctuation, probable causes are dirt in the check valve or
liquid leaks from the plunger seal.

For more details, refer to the Instruction Manual for the respective instrument.
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Check Point

Remarks

Check the baseline.

Make sure that the baseline is stable as in normal operation.
The following are probable causes of the baseline not stabilizing within the
preset stabilization time:

Abnormally large noise

A probable cause of this is air bubbles entering the detector cell and not
being able to escape. Rinse the inside of the cell since this kind of trouble
is likely to occur when it is dirty.

Also, replace the lamp if lamp energy is low.

Drift or irregular waviness
Rinse the line since there is the possibility that dirt in the column, piping,
detector cell or mobile phase is being detected.

Relatively regular (cyclic) waviness

This kind of trouble might occur when air blast from air-conditioning
equipment directly strikes the detector or when air-conditioning
equipment causes temperature control to fluctuate greatly, causing
extreme differences in room temperature. Adjust the air-conditioning
equipment so that air blast does not directly strike the detector.

H After Data Acquisition Ends

Check Point

Remarks

Rinse the column.

When data acquisition has not been performed for some time, rinse the
column, remove it from the instrument, and then put it in storage. The column
rinsing method varies according to the type of column. For details, refer to the
Instruction Manual for the column.

Rinse instruments.

When data acquisition has not been performed for some time, rinse and
remove the column according to the procedure above, and rinse the
instrument flowpath. At this time, short-circuit the inlet and outlet pipes
connected to the column with a coupling or other metal object, and then rinse
the pipes.

If the pipes are left connected to the column rinsed with solution containing
water, mold or bacteria sometimes breeds inside the instrument flowpath. To
prevent this kind of trouble, we recommend filling the instrument flowpath with
2-propanol, methanol or other kind of alcohol. Piping on both the inlet and exit
ports of the suction filter and detector can be filled with solution after they are
rinsed with solvent by immersing them in their reservoir bottles.

/A\Caution

Precautions When Selecting and Handling Mobile Phase Solvent

Do not use the following solvents when PEEK resin is used for piping.

Doing so might cause the intensity of the PEEK resin to drop, resulting in piping splitting and solvent

spurting out.

Concentrated sulfuric acid, concentrated nitric acid, dichloroacetic acid, acetone, tetrohydrofuran (THF),
dichloromethane, chloroform, and dimethyl sulfoxide (DMSO)

Note, however, that there is no problem in temporarily using a low-concentration water solution with an
acetone concentration of 0.5% or less for checking low gradient performance.
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@ note

« Select a mobile phase solvent for the LC or equivalent, and remove any fine particles or dirt with a filter
(0.45 um or smaller) before use.

» Avoid using solvents containing halogen ions (e.g. KCI, NaCl, NH4Cl) or solvents that generate halogen
ions by reaction since halogen ions sometimes corrode the stainless steel (SUS316) pipe material. If such
solvents must be used, rinse the entire flowpath sufficiently with distilled water immediately after data
acquisition ends.

* When the UV detector is used at high sensitivity, use a solvent for the LC having low UV absorbance as
the mobile phase solvent.

» Generation of air bubbles caused during mixing of solutions or by pressure and temperature changes,
defective solvent delivery and generation of noise in the detection cell can be limited by degassing the
mobile phase solvent.
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3 l GC Data Acquisition

This chapter describes the basic flow of operations from entrance of the data acquisition parameters
to the performance of a single run data acquisition on the GC.

3.1 [Data Acquisition] Window

Two views of the [Data Acquisition] window are available, the [Chromatogram View] is used to display
chromatograms and instrument status information and the [Instrument Parameters View] is used to display
the parameters set for each instrument.

3.1.1 Open the [Data Acquisition] Window

1 Click the tet icon.

LEAITETES

ik LabSelutions Main (System Administrator) E@

File View Process Window Help

@7

Current Project: Default Project
nammentTpe
et I

FEUTETE Instrument 1

z Select and double-click the instrument that will be used for data acquisition.

ik LabSelutions Main (System Administrator) E@

File View Process Window Help

@7
Current Project: Default Project
——

tel [
FEUTETE Instrument 1

The [Realtime Analysis] program opens.
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3 Click the (Data Acquisition) icon on the [Main] assistant bar.

@ noTE
) 0k o . . . . - . .
If the (Data Acquisition) icon is not displayed, click on the title of the assistant bar.

=)

ALUISIIon

gﬂ‘file Edit View Method Instrument Acquisition Data Tools Window Help IZ"E‘E
iDeB|«k BOs-4HE " (2aonjcoeow
i HMe ?
==l ———ir|x
GCNot Ready | o ot
Acquisition e T kel V] U] Gl
Sample Name : ial| 0

E‘ Sample 1D :

r D ata Comment : N0 C
Instrument G LP[O |k
Faremeters LC|0 | m

|GC Aunning Time: 0.72 / 60.00 min DFID: -3030u R‘F ﬂ. .

@ note

If [Not Connected] is displayed on the status display, refer to "3.2 The Instrument Is Not Properly
Recognized" in the Installation & Maintenance Guide.
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3.1.2 [Data Acquisition] Window Description

This section describes how to view and use the [Data Acquisition] window.

@ Toolbar @ [Chromatogram View]

U4 Realtime Analysis (GC-2030 200V-1-System Administrator) - [Data Acquisition - GC-1.gem]

[E=8 Eo >3
£ Fle Eclt View Method Instrument Acquisition Data Tools Window Help - =]
6 «k ERO=EE [Beals =]
£ ? I mEC @@
J ~l
o
GCReady ac Ready
TR =
Samplz Name: Vol 7
p/ Sample D
Data Comment PLTe c
e ac SPLPre kPa
aremeters
(G Flunning Time: 1.73 7 60,00 min FID: 0¥ Column_{ 0.00 {mL/m
Linear V om/s
w Max infensty : 40,000 Soit Rati
[FIDCT00) Time 16437 Tnten. o g Total Flo| mLmi
E‘ Purge i mL/m[® On_ 0 OF
r { Prmary | 600.0[kPa
olo B <o 3 100 E5 [ED 7s i
Coumn | 00[C
heck.. A
Tem| 00]C
[FDMak| He| |
EndTime:  60.00 min '-_‘, Dowrload ' Method:  GC-1.gcm Vak| 0.0 [mL/m[® On 0 OF
H2 | 0.0 [mL/m®On 0 OF
ArF|_0.0 [mLm|® 00 O OF
Autosampl |r+ Injection Port
Caifa Gas Zaothe || Free Zerothe
Leat| heck. Dtestar Datestar
AOC-20i (] spe Golumn FID
Vialt SPL Temperahue ~ Colun Temperature FID Temperature B
0 0.0 1250 Jc 00 /250 Jc 0.0 1250 Jc
SPL Pressure. L FID Makeup Gas Type
00 71000 kPa | | He
Column Flow FID Makeup Flow
000 462 nlimin 0.0 730.0|mlimin
Linear Velacity @ON ) OFF
0o 7622 emis FID H2 Flow
o > )
"1 Data Acquis. Detail..
g e

[Instrument Monitor]

(4] © [Control Panel]

No. Explanation

@ | Displays the [Standard] toolbar, [Data Acquisition] toolbar, [Instrument Control] toolbar, and [GC Control]
toolbar.

@ | Displays chromatograms and the instrument status curves.
3" Reference

Refer to "3.3.71 Monitor the Chromatograms and Instrument Status Curves” P.45 to display the status
information of instruments.

Displays the instrument status and parameter settings.

Click to transfer the data acquisition settings set in [Instrument Parameters View] to the analytical
instrument.

@ note

For the GC-2010(Plus), GC-2014, GC-2025 and GC-2018, the button is on [Method Editor] sub-
window.Refer to "3.2.1 Set the Instrument Parameters" P.42.

@ | In the [Control Panel], Set the data acquisition parameters, check the instrument status and control the
instrument. Displays the instrument parameters to acquire the data.

For [Instrument Monitor] mode, the instrument status can be checked.

For [Instrument Parameter] mode, the data acquisition parameters can be set.

@ note

For the GC-2010(Plus), GC-2014, GC-2025 and GC-2018, set the data acquisition parameters on
[Method Editor] sub-window. Refer to "3.2.1 Set the Instrument Parameters" P.42.
@ | Switches between the full screen and normal display.

oo
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3.2 Enter Data Acquisition Parameters

Enter the data acquisition parameters in [Control Panel].
The parameters are saved to the method file and used to perform data acquisition.

This section describes the operations in the [Control Panel].

3.2.1 Set the Instrument Parameters

[Control Panel] has two view modes, [Instrument Monitor] and [Instrument Parameter].

In the [Instrument Monitor] mode, the instrument status can be checked. By clicking the icon of each unit,
the data acquisition parameters for each unit can be set. In the [Instrument Parameter] mode, sub-window
for each configured instrument module is displayed so that data acquisition parameters can be set in more
detail.

This section describes how to set the data acquisition parameters and create a method file.

1 Set the view mode to [Instrument Monitor].

= Instrument Monitar Iz" &
EndTime: 6000 min |}  Download Method GC-1.gcm

Data Processing Parameters..

lll NOTE
For the GC-2010(Plus), GC-2014, GC-2025 and GC-2018, select the menu [View] - [Display

Settings of Instrument Parameter View] to change the display mode.

Click the icon of each unit and enter the data acquisition parameters.

[Method Editor] sub-window opens. Set the detector, oven temperature, carrier gas type, program type
and other parameters.

[E=% 88 =)

3%

=

Value | Unts G

GC Running Tine: 249552 /60,00 min FID: 0V

o Max ntensity: 0
o T Fen,

24300 24825 24350 24375 24300 24825 24350 2375

:

in (4 Dowrioad Method  6C-1.gom

Data Frocessing Paramelers

Autosampler + Injection Port Column Detector

1
y 4 —
Mma:l Editor (Instrument Parameters) an &?‘ H Fveneje? D;mE

i AOC20 Temperatre: %0/ © © 20
» Advanced

o
Eauibioon e 30| mn 252
o D Tenperaae
1% Dere =2 o Jc 00 20 Jc
 adverced C c 20
Column Information(CBP1-525-050) 248 FID Makeup Gas Type
24.4) He

FID Makeup Flow

Cohamn D:
RS "
Instalision Date: 472005 €00 010 020 020 040 050 060 070 BE0 0I0IgD

(00 /300 Jimin
B Gerera CoumMasTers: 320G oON CoFF

Cobn Oven Temprsae Praga ToalProgan Tine: 000 rin
Length: 250m = i > FID H2 Flow

0.0 sann \nimin ~
Inver Dismetec 0R2mmid Fate Tenperature Hold Time .
20

00 0 00
00 0 ]
00 0 000

1
2
s
set 0 00 ] 000
5
6
7

Fim Thickness: 050ym

Conment

00 0 000
00 0 000
00 0 00
6 00 0 (171
Oven Cosing Fste: 2000 ‘Crmin

] Overt Finl Temp, Hold

Close Help

42 Operators Guide



3.2 Enter Data Acquisition Parameters

@ note

« If [(Link to Oven Program)] is displayed on [Detector] window, [Stop Time] cannot be set since the
oven temperature program is linked to the data acquisition time. To set [Stop Time] different from
[Total Program Time], right-click on the [Method Editor] sub-window, and click and deselect [Link
Oven Program edit and Acquisition Time] on the displayed menu.

3 Click [Save Method File As] on the [File] menu.

-e‘_]i Realtime Analysis (Instrumentl - System Administrator) - Default Project - [Data Acquisition - Untitled] [E=nEoR|E=<=|
gﬂ‘ File| Edit ¥iew Method Instrument Acquisition Datz Tools Window Help — (&)
e MNew Method Fil Crl+M i[= =
E_J_E\N ethod I.E rl+ 2 E 0] & =
¥ Open Method File... Ctrl+0Q
El
L Cave hActhod Eile ™ P ¢ zlxl
EF‘B Save Method File As... “ Go Mot
. —E1| Save Method File As Template... | _“E_ \_( uj Gd

The [Save Method File As] window is displayed.

4 Enter the file name, and click [Save].

Save Method File Az =]

Filtering Condition: | Synchronize with the Fitering Condition of the Data explorer -

Method File Mame  Software Updastedby Updated File Size Comment

File Name: lEamp|

)
l[ Save ]' [ Cancel ] [ Help ]

A method file is created with the specified file name and the new instrument parameters are saved to the
file.
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3.2.2 Analytical Instrument Startup

This section describes how to transfer (download) instrument parameters to an analytical instrument and
the procedure for starting the instrument.

1

Drag-and-drop the desired method file onto the [Data Acquisition] window from the
[Data Explorer] sub-window.

@ note

If the [Data Explorer] sub-window is not displayed, click the (Toggle Data Explorer) button on
the tool bar.

W N

U4 Realtime Analysis (6C-2030 200V-I-System Administrator) - [Data Acquisition - GC-1.gem] =N =R =)
Eile Edit Yiew Method Instrument Acquision Data Tools Window Help [=I=][x]
2E 4k [BER(D=EE 2 BR|o® 25
x| 2 =l
[ wn | [roes GCReady o wew
CalabSolutons DataProjectt | et tom [ Valuo] Unis] G
S ample Name SR
EI Filename Modified Date || | [Sampie b SPL Pross | 00 [kFo
4 [ 6C-L.gem 3/30/2016 533 PEBEmT Column Flo|_0.00 | mLimin
e ac Linear Vel | 0.0 [omés
‘armcters = Soit Ao |00
G Running Time: 0.40 / 50,00 min FID: 0/ LT} e
W Max tensty ;0 Purge Flo | 0.0 [mUimin [@ On_0 OF
BT 00 iten Fomery Pr | 600.0 [kPa
Coumn Te|__00[C
0
Tomp
Woke
= Woke
H2 Fio
o = Arflo
EndTime: oMMy min (-4 Download Method  GC-1.gem
Data Frocessing P arameters.
Injection Port Column Detector
Carer Gias Zemthe || FiesZerothe
Leck Check. Detector Detector
“ i 3
SPL Golumn FID
Commert SPL Tempersture + Column Temperature FID Temperaiue -
(00 1250 |c 00 /250 Jc (0.0 7250 |c
SPL Pressue FID Makeup Gas Type
0.0 71000 kFa He
Column Flor FID Makeup Flow
000 7462 mwlimn 00 130.0|ml/min
Lingar Velocity @ON () OFF
0.0 F62.2  emss FID H2 Flow
Spit Raltio =2 00 dann Imliwin T
o 0 ] 3
LY EE 41k Data Aoquis Detail..
C: 17.7GB Free NUM

The content of the method file is displayed in the [Data Acquisition] window.

@ note

For GC-2010(Plus), GC-2014, GC-2025, and GC-2018, [Method Editor] sub-window is displayed

automatically after method file is opened.

Check the instrument parameters, and click |7 Downioad|,

The instrument parameters are transferred to the analytical instrument.

Click the (GC System On) button on the toolbar.
The carrier gas supply and oven temperature control are started.
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3.3 Data Acquisition Preparation

3.3 Data Acquisition Preparation

This section describes the procedures to perform before starting data acquisition, such as baseline check.

3.3.1 Monitor the Chromatograms and Instrument Status Curves

This section describes how to monitor chromatograms displayed in [Chromatogram View] and instrument
status curves.

Bl Chromatogram Display Settings

The chromatogram display scale can be changed.

This section describes how to monitor chromatograms on multiple channels.

1 Right-click on the graph in [Chromatogram View], and click [Display Settings].

JJ Realtime Analysis (Instrumentl - System Administrator) - Default Project - [Data Acquisition - Samp.gem] ===
File Edit View Method Instrument Acquisition Data Tocls Window Help (-
4= RN =1 [ 4
e ? o0
=l =l
|_wan | | |GCReady & Ready
Line 1 te| v Ul ad
Sample Mame : Vial| 0
E/’ Sample ID
Diata Comment INJ[0.|C
Instrument LP[0. |k
Parameters e LClo [m
GC Running Time: 7.63 ¢ B0.00 min DFIDT: -331Tuy R‘ P D. k
uY RC[0.|m
mnﬂnﬂnjcﬂmn ) Time [5.408 Mien. T.000 %
Col|0.|C
IL' Ly IL' Ly ‘ Li Ly ‘ (DFID1) Slope Test ] g
0.0 25 5.0 s 12.0 .5
@ B Instrument Parameters Wiew Advand Base Shift 5 :5_1 e
Start - — Blooooiioo -
Single Run il soc-20 | ] ac ()
| Display Settings... ” -
Injection Volume: 1.0 ul (10.0%
Franb Demartios [ [
2 Click the [GC] tab and enter the necessary parameters.
Dizplay Settings =]
Genera(| 5C [I tatus
[ Base shift @ Overlay ) — 1
Chromatogram
Intensity Range Magnification 2
Overlay) 100000 - 1000000 uy
FloeTt lormalize Lo [
[ Auto scale
Left Intensity Axis: DET1 hd Intensity axis Unit:  |uv - ]
( b9 53

1 Click [Overlay] to draw chromatograms overlaid.

2 Enter the channel intensity range for the Y-axis.
Click [Normalize] so that the intensity range falls within the minimum and maximum values of the
currently displayed chromatogram.

3 Select the channel and the display unit for the Y-axis.
@ noTE

The intensity range of each channel cannot be set in the [Overlay] mode.
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3 Click the [General] tab, enter the necessary parameters, and click [OK].

=

Display Settings

General ];c Ismm

Shwy Sample Information
[/ 5ample Name: 1
mple 1D

Data Comment

Time Range
‘ 2

20.00 min Normalize J

(Cox D coma [ v | [ e

1 Select [Sample Name], [Sample ID] and [Data Comment].
The sample information is displayed in the status display of the [Data Acquisition] window.

P
m ime Analysis 1 - System Admini ) - Default Project - [Data Acquisition - Samp.gem] ==
%ﬂ' File Edit View Method Instrument Acquisition Data Tools Window Help BE[
ID3H <k D=dE " Eoeaeesw
e 0 B I o
x| — 5|
IMain G Ready GC Ready
Acquisition Line 1 kel V[ Ul c
Sample Mame : Vial| 0
E‘ Sample 10
&/ Data Comment W[E[C
Instrument oc LPlo [k

2 Enter the [Time Range] for the X axis display range.
Click [Normalize] to set the display range of the X-axis to either the [Stop Time] currently set in the

method file.

Click the (Save) button on the toolbar.
The time range and intensity range are saved to the method file.

@ note

» Settings other than the time range and intensity range are stored to memory for each user and
instrument.

» The reference chromatogram is drawn overlaying [Chromatogram View].
Click [Open Reference Data File] in the [File] menu to select and display the reference
chromatogram.
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H Display Instrument Status Curves

3.3 Data Acquisition Preparation

The instrument status curves that can be displayed on the graph in [Chromatogram View] include [Column
Oven Temperature] and [Carrier Gas Pressure].

1 Right-click on the graph in [Chromatogram View], and click [Display Settings].

@ Realtime Analysis (Instrumentl - System Administrator) - Default Project - [Data Acquisition - Samp.gem] F=nEoh ==
%ﬂ' File Edit View Method Instrument Acquisition Data Tools Window Help S
iDaP|«|e D=4 @
e 0 B I o
x| zlx
IMain G Ready GC Ready
Acquisition Line 1 kel v Ul Cud
Sample Name : Vial| 0
El« Sample 1D :

/ Data Comment INJ 0| C
Instrumertt LP|D. [k
Farameters ¢ LC[0. |m

\GC Running Time: 7.63 / B0.00 min DFID: -331 1w F!.F I}. M’
v Max Intensity : 625,735 RC|O. |m
L 1DFIB1E1 [ Time 8408 Infen. U.m‘ %
Col|0.|C
uILl Li ‘L| Li ‘ Li | L. (DFID1) Slope Test ; ‘ }
0.0 25 5.0 7.5 15.0 S min
@ B Instrument Parameters Yiew ‘m Advan Base Shift li_.t Downioad
Start — i
Singl: Run il acc-ani ol Ge Hormalize
| Display Settings... | -
Injection Yolume: 1.0 ul {10.0 —
o Mo [

2 Click the [Status] tab, enter the necessary parameters, and click [OK].

Dizplay Settings

General | GC Status

==l

Draw Status Curve
Monitored Values:

Setting Values:

DCqumn Oven Temperature{Monitor}

[“]Injection Unit Temperature{Menitor)
[CCarrier Gas Pressure

[l Carrier Gas Flow

[CIR.Carrier Gas Flow

[FlColumn Oven Temperature {|

Toroe

Narmalize ]

Temperature: -20 - 420 C
Pressure: -10 - 210 kPa
Flow: 10.000 210,000 | mljmin ’
N
ron

1 Select the desired display items in [Draw Status Curve].

2 Setthe display range for each status item.

3 Select the type of status to display on the intensity axis on the right of the graph.
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The selected status is displayed on the graph.

GC
[GC Rurwing Time: 7.32 / £0.00 min DET1: Ouv
uV Max Intensity 0oc
1000000 TyETTT 00y Z T a
Column Oven Temperature(Moni
750000 Injection Unit Temperatureiie
Carrier Gas Pressure - 300
Carrier Gas Flow
Sooooo] R Carrier Gas Flow 200
250000 ter -
o
L4
0o s 5o 7s 10.0 125 150 175 min

@ note

Settings are stored to memory for each user and instrument.

If items are not displayed at [Draw Status Curve], select [Save the Status Monitor] in the
[Properties] sub-window for the GC in the [System Configuration] sub-window.

GC-2010

General | Cro/Relays | Device Information | Unit Position |

System On/Off Parameters

#of Analytical Lines: 2 %
START TIME: 0.0
Gas Pressure Unit: kPa - -
STOP TIME: 0.0
7] sLEeP TIME: 9995 | min
Sampling Period: 1 % sec =
FLOW OFF TIME: | 9999 —|min
Atmosphere compensation

GC System On When turning on the power

Installation Information. ..

[ ok

J

J [_conce

J

Apply
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3.3 Data Acquisition Preparation

3.3.2 Check the Baseline

Use the baseline check function to determine whether the baseline noise and drift values are within the
preset time and at or below the threshold for each channel.

Click [Baseline Check Parameters] from the [Method] menu in the [Data Acquisition]

window.
/¥ Realtime Analysis (Instrumentl - System Administrater) - Default Project - [Data Acquisition - Samp.gem] == ==
%ﬂﬁ\\e Edit View |Method| Instrument Acquisition Data Tools Window Help -8 %
% 0O ¥ [El ! E Instrument Parameters | @ %
A [ | Baseline Check Parameters... I
0 EH e

=l Data Processing Parameters(DFID1)...

2 Set the baseline check parameters, and click [OK].

-
Baseline Check Parameters &J

1 (Nuisa Calculation Method: | ASTM - J
Detector Channel: [Line 1]Detector -

Start End Threshold ]
2 0.0 - 150 min 5o w 3
0.0 = 15.0 min 5000 wh
4 {Masximum Time (min):  15.0 = Ea lure Action: [Sklp V]
|’[ OK n [ Cancel ] [ Help ]

7 Select the noise calculation method.

2 Select [Noise] and [Drift].

3 Enter the time and threshold used for checking [Noise] and [Drift].

4 Entera [Maximum Time] to performing repeat the evaluation if the checks “fail”.

@ note

Select a [Failure Action] to be taken in the event of a baseline check failure. The [Failure Action]
parameter is used when [Baseline Check] is used in the Batch Table.

Click the (Save) button on the toolbar.

The settings are saved to the method file.

&3

Click on the ﬁ (Baseline Check) button on the toolbar.

The baseline check is initiated, and the results of the baseline check are displayed after measurement
ends.

»

Realtime Analysis =)

"-‘ [2T0f] Passed baseline check

T Pass ASTM noise : 0.00ut, drift: 0.00ut/h

Sk Help

@ note

The results of the baseline check are saved in the database.
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3.3.3 Calculate the Baseline Slope (Slope Test)

When the Slope Test is performed, the baseline of the chromatogram is measured to automatically
calculate the Slope value.

The calculation results of the Slope Test can be set as the Slope value for the peak integration parameters.

1 Right-click on the graph in the [Chromatogram View], and click [Slope Test].

@ Realtime Analysis (Instrument] - System Administrater) - Default Project - [Data Acquisition - Samp.gem] EIE
%ﬂ‘ File Edit View Method Instrument Acquisition Datz Tools Window Help E
02«0 (= (@eale e
028 &6
e e ?
im
SES l=l =
Wain w % E [ GCReady 1
Acquisition Line 1 B
Instrum (=)
Object entl Sample Name ! test i
¥ | Filtering Condition: by Se = Sampie D test i
% HEJ Data Comment I
Instrumerit = B
Parameters ic | File Hame Status GC -
@Sampgcm Editing[Sy |G Running Time: 0.87 / 50.00 min DFIDT: 19850 -
| [ AART 20mgem - v Max Intensity : 525 735 l
|1 alkane_30mecm - 1000000 TTFT5TTT 00y Time  3.917 Tnten. 7000
| Tutorial_Methodlem - LL =
= PDA Methodlem - o] ([ oronsopeest | %
] Demo Methodlem - 00 25 ———— 13s 120 175 min
@ e sample lem - S
Stat e testiom - 0 Instiument Parameters View Base Shift [ EndTime G000 min 53 Down
Single Run | Tutorial Methodgem - _ Momalize &
| 2] Dema SysSuit Met.. - il acc-zn Piemlmes € mbbimenr

2 Click [Set to Parameter] to enter the on-screen value into the data processing

parameters.
Setting Slope DETL =
Slope: Chil uV/min

Set to Parameter

The data processing parameter [Slope] value is set.

@ note

The Slope value is generally rounded up to value that is larger than the calculated value.
For example, a Slope value of “1988” is changed to “2000”.

3 Click the (Save) button on the toolbar.

The Slope value is saved to the method file.

@ note

The Slope Test cannot be executed during data acquisition or during PDA plotting.

3.3.4 Detector Zero Correction

Use (Zero Detector) on the toolbar to correct the signal intensity of the detector or CBM-102 to zero.

The signal intensity of chromatograms is corrected to zero.

@ note

The buttons displayed on the toolbar vary depending on the system configuration of the instrument.
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3.3 Data Acquisition Preparation

3.3.5 Check the Condition of Consumables (System Check)

Check the system to verify that it is in good condition before starting data acquisition (i.e. the system
check).

@ note

» Users are required to have the [Run System Check] rights to execute the system check.
» For GC, the system check can be executed only if GC-2010 or GC-2014 is used.

|
1 Click the ﬂ (System Check) icon on the [Main] assistant bar.

2 Select the items to check, and click [Run].

7 Select [Consumables Check].
2 Select [GC Check].

3 click [Advanced], and select the items to perform the system check on.
4 Select [Report Out] to automatically print the system check results.

3 After the system check ends, click [View Results].

System Check
p
1 Date:
L Consumables Check) =
Result: ot tested S
2 [¥GE Chedc
e
4 (#Irepertout ) Advanced —— 3
__A <<
View Result Consumables GUEE
LCD Back Light Septum CRG Coolant
Fan Mator Insert
Heat Sensor cPU ECD Cell Frequency
DC Voltage Detector ROM Flow Unit Board ROM
Enyironment Detector ADC Flow Unit Board ADC
[ Primary Pressure Detector High Voltage Flow Control
il Detector Ignite

System Check
Last Status GC Run
Date:
Consumables Check Stop
Result: ﬂut tested e check =
GC Che:
[ View Results...
e i
vance
View Result Consumables
LCD Back Light Septum CRG Coolant
Fan Motor Insert

The [System Check Results] sub-window opens.
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4

OTE
Click [Print] in the [System Check Results] sub-window to print the system check results.

The system check results are saved to a file named according to the following rule:
“SysChk#_YYYYMMDDHHMMSS.Ics” (where, “#” is the system number.)

To check the results of previous system checks, click [Load] in the [System Check Results] sub-window,
and select the desired results.

Set [System Check] in a Batch Table, to check the use frequency of instrument consumables before
starting data acquisition. Refer to "4.2.3 Batch Table Parameters" P.80 for details.

Realtime batch can be canceled according to the results of the system check by using the Batch Table
action function.

The system check is based on the consumable criteria of each instrument. Check consumabile criteria in
the [System Check] sub-window by clicking [System Check] in the [Properties] sub-window of each
instrument.

Click [Reset] to open the [Consumables Reset] sub-window.
Reset the consumables when they have been replaced.

Users are required to have the [Edit System Configuration] rights to set system check criteria.

3.4 Single Run

3.4.1

There are two ways of acquiring data, by single run (only one data acquisition), or by realtime batch

(sequential analysis of multiple samples).

N

This section describes the procedure for a single run.

OTE

Verify that [Ready] is displayed on the status display.

ISy

Reference

Refer to "4 Realtime Batch" P.65 for information on sequential analysis of multiple samples.

Execute Single Run

Execute single run from the [Data Acquisition] window.

1 Click the (Start Single Run) icon on the [Acquisition] assistant bar.
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3.4 Single Run

2 Set the acquisition conditions, and click [OK].

Single Run @
Line 1
Acquisition
Acquisition Information
Sample Mame: SampleMame
Sample ID: SampleID
Method File: Samp.gem
Data File:
( EST-001 1.ged [=D); 1
( [¥] Auto-Increment: Il. 2 V] J 2
. =
[[lReport: Method.Isr
Data Comment: -
4 ’
Samnl
amnler S 3
( Vialz: ! J
[ without sample Barcode:
Syringe Volume: 10 uL
[ Advanced > ] [ oK l [ Cancel ] [ Help ]

1 Enter the data file name.

2 Select [Auto-increment], and the number type.
The data file name is automatically appended with an incremental number.

Example: “TEST-001.lcd”, “TEST-001.gcd”
@ note

When [Auto-increment] is selected, the file is not overwritten even if the file name was previously
used.

3 Enter the position of the sample for [Vial#].
ll/ NOTE

» Selecting [Without sample] or entering "-1" at [Vial #] acquires data without injecting samples

from the autosampler.
Data acquisition can be started without pressing the [Start] button on the GC.

+ If the autosampler is TurboMatrix, data acquisition cannot be started by entering "-1" at [Vial
#].

4 Enter the sample injection volume.

Single run is started.
During data acquisition, the [LabSolutions Service] icon in the Systray on the Taskbar flashes green.

Data acquisition ends when the data acquisition time in the method file has elapsed.

@ note

» Do not turn the PC off while the [LabSolutions Service] icon is flashing.
» In the case of a dual-line configuration, set the data acquisition parameters on the [Line 1] and
[Line 2] tabs.
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3.4.2 Change the End Time During Data Acquisition

The data acquisition time can be changed during data acquisition.
This section describes the procedure for changing the data acquisition time.

@ note

» The end time for the detector in [Method View] is changed.

« If the acquisition time is changed using [Change Acquisition Time], a record is created in the operation
log.

1 Click [Change Acquisition Time] on the [Acquisition] menu.

I/} Realtime Analysis (Instrumentl - System Administrator) - Default Project - [Data Acquisition - Samp.gem{Read only), TEST-Lged] [F=lfEr
%“J‘flle Edit View Method Instrument |Acquisition| Data Teels Window Help EE
<0 B D= 2

i# Sample Information...
& ?
o ﬁ) Change Acquisition Time...
im 7 @ Stop
1=l | [ Show Batch Queue.., =]

2 Enter an [Acquisition Time], and click [OK].

Change Acquisition Time Q

Acquisition Time
DET1 o] min
[ Apply to Method File

([ 0K m Cancel ” Help ]

@ note

» If multiple detectors are used, click [All Times Change] to changes the data acquisition time to the
longest detector acquisition time.

+ If [Change to Minimum Value] is selected, click [All Times Change] to change the data acquisition
time to the shortest detector acquisition time.

« Click [Apply to Method File] to apply the new acquisition time to the method file and use it for all
subsequent data acquisitions.

* You can not change the value as an analysis time that already passed.

3.4.3 Stop Single Run

Single run can be stopped in the midway to end acquisition earlier than the preset end time.

1 Click the (Stop) icon on the [Acquisition] assistant bar.
Data acquisition is stopped, and a data file is created for the data so far.
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3.5 Check Analysis Results During Data Acquisition (Snapshot)

3.5 Check Analysis Results During Data Acquisition
(Snapshot)

Execute snapshot during data acquisition to display and process the data obtained since acquisition was
started.

This section describes the procedure for executing a snapshot during data acquisition.

IC [ napsnot) icon on e cquisition] assistan ar.
Click the |24 (Snapshot) i the [Acquisition] assistant b

The data obtained so far is displayed in the [Data Analysis] window.

@ Postrun Analysis (Instrument] - System Administrator) - Default Project - [Data Analysis - snp2062.tmp] =@ ==
%m File Edit Wiew Method Layout Tools Window Help - | & x
i Ol=[dl 2 iform = AL vy
SE zl=l
o} = i B Chromatogram View
Data Analysis 1‘1"U(uv Max Intensity . 625,735
341205
Filtering Condition: oFT] Jk A me nEn J %
2 5 »
& 0.00 025 050 0.7 1.00 125 min
praliam & | File Name Status
uv Max Intensity : 625,735

E alkane_24meged

] AART B0m ecd

5 alkane 30mecd

1ot test 9172010 001 Jed

) DataZod

1] Datal Jed

&“‘ Datal ged

] Datal Jod

1] Demo_Data-001 Jed

] Demo_Data-002led
< -

- M 0 B b tim - Daal Takle |

DFID1 Time Infen. -

{

300000

m

200000 [

L .l'w d NA‘ ke ) i ks ok
o o
005 s %

100000

[ EBiatch Data Set

0
0.00

i G -

=
4!
1
[0]

3.5.1 Update Snapshots

Use snapshot update to load cumulative acquired data from a continuing data acquisition after snapshot
has been executed.

1 Click the (Update for Snapshot) button on the toolbar in the [Data Analysis] window.

The snapshot is updated to display the latest chromatogram.
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3.6 Automatic Instrument Startup

Use (Startup) to automatically start the instrument at a specified date and time.

1 Click the @ (Startup) button on the toolbar.

Realtime Analysis (Instrumentl - em Administrator) - Default Project - [Data Acquisition - Samp.gem, TEST-1.ged] [
lysi Syst j q p-g g

gﬂ‘file Edit View Method Instrument Acquisition Data Tools Window Help E
DeP <L D02 i2EA|e© o5

(@

2 Enter the date and time to start the instrument, and click [OK].

Startup g
Startup
[Start Date &Time: 2/ 9/2008 ~ 30:08PM |2 ) 1
(Starts immediately, when setting date and time has passed.)
Method File: } 2
Start.gem| @J
n OK. n[ Cancel ] [ Help

7 Set the date and time to start the instrument.
2 Select [Method File]. The method file can be selected by clicking |-

@ note

When the method file is not specified, the analytical instrument is started up by the parameters
already downloaded to the instrument (i.e. parameters used in the previous data acquisition)

when a startup is performed.
The instrument starts up at the specified date and time.

@ note

» If startup is executed in a batch file(s) registered to the batch queue, the startup begins after

processing of the previously registered batch file(s) ends.
For details on the procedure for changing the execution order of batch files registered to the batch

queue, refer to "4.5 Data Acquisition Using the Batch Queue Function” P.98.

» Startup can also be set in realtime batch.
For details, refer to "4.4.2 Start Data Acquisition at a Specified Date and Time (Startup)" P.89.
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3.7 Automatic Instrument Shutdown

3.7 Automatic Instrument Shutdown

Use [Shutdown] to automatically shut down the instrument after data acquisition ends.

1 Click the (Shutdown) button on the toolbar.

/4 Realtime Analysis (Instrumentl - System Administrator) - Default Project - [Data Acquisition - Samp.gem, TEST-1.gcd] =

] Eile Edit View Method Instrument Acquisition Data Tools Window Help
6«0 [&BOELE ° 228l &
e = ,_H ?

2 Set the date and time to shut down the instrument, and click [OK].

Shutdown &‘
Shutdown
Shutdown Method File: 1 1
Shutdown.gcm E] J
Cool down Time: 0 = min 2
l[ OK ]] [ Cancel ] [ Help

1 Select [Shutdown Method File]. The method file can be selected by clicking .
@ note

When a method file is not specified, the analytical instrument is shut down by the parameters
already downloaded to the instrument when a shutdown is performed.
2 Enter the time that the instrument is operated by the instrument parameters of the specified method
file.

The analytical instruments shut down when the [Cool down Time] elapses.

@ note

» If shutdown is executed in a batch file(s) registered to the batch queue, the shutdown begins after

processing of the registered batch file(s) ends.
For details on the procedure for changing the execution order of batch files registered to the batch
queue, refer to "4.5 Data Acquisition Using the Batch Queue Function" P.98.

« Shutdown can also be set in realtime batch.
For details, refer to "4.4.3 Shutdown Analytical Instruments After Data Acquisition (Shutdown)"
P.90.

+  With GC-14A/B, analytical instruments are not shutdown. The shutdown method is downloaded
but the instruments continue to run even if the cool down time has elapsed.
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3.8 Change the Sampling Rate

The sampling rate can be set matched to the peak shape of the chromatogram to acquire.

Decreasing the sampling rate enables narrower sharp peaks to be detected. However, in this case, more
noise might be detected, possibly preventing correct peaks from being detected.

This section describes how to set the sampling rate.

Click the detector icon in [Control Panel].

[Method Editor] sub-window opens.

B G Svetem Check

I
EndTime: 6000 min |7} Download Method:  GC-1.gcm

Data Frocessing Parameters

- ©!<>\
¢

2 Set the sampling interval of the detector.

Method Editor (Instrument Parameters)
Line 1
R AOC-200 Temperature: 250 'C mLimin 310
¥ Advanced o & 308
Ca— 1
s Sampling Rate: 40 - T
7 G Stop Tie: B0.00| min 208
€3 Coum Link to Dven Program) 294
Doty i 000 rin 2
00 010 020 030 D40 0.50 0.0 070 D80 090100
Subisact Detector it
) seneral
Makeup Gas: He Flow Progran: __Makeup ~ | Total Program Time:  0.00 min
Makeup Flow: 300/ ml/min Fate Flaw Hald Time
- 200 L)
[T Detector Flow Const Mode w0 o0 w0
H2 Flow 400/ ml/min 000 (1] 000
000 (] 000
Air Flow 4000 ml/min

000 (1) 000
000 1] 000
000 1] 000
000 (1) 000

1 Select the setting value from the list.

Click the (Save) button on the toolbar.
The settings are saved to the method file.

@ note

» The base period is the signal cycle sent to the PC from the detector.Set the base period in the
[Properties] sub-window for the detector in the [System Configuration] sub-window.

« The sampling rate is the signal interval to record to the data file, and becomes the data points of
chromatograms.
Note that data files increase in size the smaller the sampling rate becomes.

» The sampling rate, and data processing parameter [Width] value also affects peak detection.
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3.9 Set the Instrument Parameters for the Dual-Line Configuration GC

H Setting the Data Sampling Rate at [Sampling Rate]

Set the sampling rate to match the peak shape of the chromatogram.

Initial Value Base Period of each detector set in the [System Configuration] sub-window
Setting range Base Period 1 to 20 times of 4 msec to 80 msec range
(If Base Period is 100 msec or longer: 1 to 10 times)
Recommended Data acquisition with a packed column: 40 msec to 160 msec
values Regular capillary data acquisition: 40 msec to 160 msec

High-speed data acquisition with a narrow-pore column: 20 msec to 60 msec

3.9 Set the Instrument Parameters for the Dual-Line
Configuration GC

This section describes how to set the data acquisition parameters (instrument parameters) for the dual-line
configuration GC.

Select [Line 1] and [Line 2] in [Control Panel], and set the parameters.

1 Click [Line 1] in [Control Panel].

Df w Wiew I'-‘1-:--:|E-' s‘ i Spstem Check... E i : E'Etartu:- % Shutdown... UQ— C 5

EndTime: 60.00 min |©3  Download ©ILINE1 (ILINEZ | Method GC-1.gem
Data Processing Parameters.

2 Click the icon, and set the instrument parameters in [Method Editor].

Method Editor (Instrument Parar

o Jc 00 7250 JC

24.5]

BP1525.050) FID Makeup Gas Type
24.4] He

00 7300 Jmmin

4172008 4850 010 020 030 0.40 050 0.0 G.70 G.E0 G.80 10D FID Makeup Flon

3200C
Column Oven Temperature Program: Total Program Time:  0.00 min @ON ©0FF

FID H2 Flon

0.0 sann Imlimin T

%0m

02m D Rate Tenperature Hold Time
50 2]

000 0 000
000 0 000
000 0 000
000 0 000

050um 1
2
3
0
5 000 0 000
6
7
8

000 0 000
000 0 000
000 0 om0
0ven Cooling Rate: “Cirin

(] Overt Final Temp. Hold

[IZ" Reference
Refer to "3.2.1 Set the Instrument Parameters" P.42 for more details.
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3 Set the parameters for [Line 2] by the same procedure.

4 Save the instrument parameters to the method file, and click [* & bownioad |,

3.10 Acquire Data from the [Start] Button on the GC Unit

If [Acquisition Start from Instrument] is selected, data can be acquired simply by pressing the
on the GC unit.

button

This section describes how to acquire data by pressing the button on the GC unit using the pre-

loaded method file.

[{l/ NOTE
» This function cannot be used for the system with GC-14A/B.

» If the screen is locked by the popup sub-window for setting or due to data acquisition, data acquisition
cannot be started.

1 Click [Options] on the [Tool] menu.

E’j Realtime Analysis (Instrumentl - System Administrator) - Default Project - [Data Acquisition - Samp.gem, TEST-1.ged] =
gﬂ‘ File Edit View Method Instrument Acquisition Data |Tools| Window Help |Z|
g OD3H| &M@ m ? g i System Configuration Audit Trail Settings...
CRI Event Settings...
s -
~ Check Raw Data...
EG (=
HE Uaﬁ Options...
x|

x|

o

Customization

I T 7
Lire 1

Sample Mame : SampleN ame

Iain
Acquisition

2 Click the [Start Acquisition] tab, enter the necessary parameters, and click [OK].

| Obiect jeingg

L

Setting Options g
== —— | Autocopy PDF Output |
Start Acquisition ') compatible I CLASS-VP file conversion
macqu\smnn Start from Instrument! )’

N

[Daﬁult DataFle:  defaltged

Show the data acquistion start dialog for manual injection.

[ ox ]|[ Cancel | [ Hel

1 Select [Acquisition Start from Instrument].
2 Enter the default data file name at [Default Data File].

Press the button on the GC unit.

Data acquisition is started.
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3.11 If Single Baseline of instrument Is Unstable

@ note

The acquired data is saved under the name of the file displayed at [Default Data File] in the [Setting
Options] sub-window. Even if the data acquisition continues to be performed, the file is not
overwritten since the data file name is automatically appended with an incremental number.

Bl If Data Could Not Be Acquired Successfully

Check the following if data could not be acquired.

Download is not executed.

If the [Data Acquisition] window is started up or a method file is changed, be sure to download the file 3
before starting data acquisition.

In the case of GC units connected via the CBM-102, data acquisition can be performed only if the method
is downloaded.

Programs such as oven temperature program are not set.
Correct data acquisition can be performed only if the GC program is set.
Be sure to set the oven temperature program.

Be sure to set the hold time for isocratic analysis.

3.11 If Single Baseline of instrument Is Unstable

Shortly after the GC unit is started up, if the previously acquired sample remains in the injection unit or the
column, the baseline may become unstable or extraneous peaks may appear.

If this occurs, condition or clean up the column.

Perform the same procedure to clear the sample in the column if data acquisition fails due to a sample
injection error.

H Change the Column Temperature for Instrument Parameters
This section describes how to change the column initial temperature from 50 °C to 120 °C and to return to

50 °C of initial temperature after conditioning and confirming that the baseline becomes stable.

Click [Column] icon in [Control Panel].

[Method Editor] sub-window opens.

End Time:  60.00

ument Honitor System Cheo
n |74 Downoad Method:  GC-1.gcm

Autosampler+ Injection Port
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2 Enter “120” at [Temperature].

Method Editor (Instrument Parameters) =
[oner
T AOC-20l Temperature: 1200 |z &

O e Ecubration Time. 0] min 1206
s 1202
CAG
> dvanced L5
Colunn InfomationlCBP1-525:050)
Colun D 1184
L FD e
Instalation Date; 4172008 800 010 020 0a0 Gan oS0 oe0 070 GE0 00100
[ Gereral Column Max Temp 200
Column Oven Tempersture Program Total Progrem Time: 0,00 min
Lengih %0m
N —— o Rate Temperature Hald Time B
- 1200 000 B
Film Thickness: 050pm f 0 a0 00
E— 2 000 [T} 000
3 L) o0 L)
S, [ 000 1] 000
5 000 (1] 000
6 000 (] 000
7 000 [T} 000
8 000 o0 oo T

Oven Cocling Rate: 200.0| G /min

Ovent Final Temp. Hold

3 Close the [Method Editor] sub-window, and click |, bowniaad .

Wait a while until the baseline becomes stable.

@ note
For GC-2010(Plus), GC-2014, GC-2025 and GC-2018, close the [Method Editor] sub-window by

clicking [  f Download and Close J to download the parameters automatically.

4 When the baseline becomes stable, open the [Method Editor] again, enter "50" for the
initial temperature at [Temperature], and download it to the instrument by the same
procedure.
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3.11 If Single Baseline of instrument Is Unstable

H Acquire Data Without Injecting Samples

Data acquisition is performed without injecting samples to check the baseline, under the same acquisition
parameters as for the programmed temperature analysis, where column oven temperature is gradually

raised.

1 Click the (Start Single Run) icon on the [Acquisition] assistant bar.

2 Select [Without sample], and click [OK].

Single Run ==
Line 1
Acquisition
Acquisition Information
Sample Mame: Samplehlame
Sample ID: SampleID
Method File: Samp.gem
Dats File:
TEST-2.g0d
[¥] Auto-Increment: L2 .. -
. " =
[[report: Method.Isr =]
Data Comment: -
Sampler
Barcode:
Syringe Volume: 10 uL
[ Advanced »» ] [ oK ] [ Cancel ] [ Help

@ note

In the case of a dual-line configuration GC, make settings both on the [Line 1] and [Line 2] tabs.

H Acquire Data With Solvent Injected (Without Injecting Samples)

In cases such as if extraneous peaks appear, data acquisition is performed with solvent rather than a
sample injected to check chromatograms. Follow the same procedure as for regular data acquisition.

I3 Reference
Refer to "3.4.1 Execute Single Run" P.52 for details on single run.

@ note

If there is dirt in the injection unit, increase the temperature in the unit to clear the dirt. At that time, multiple
injections of solvent sometimes increase the effect of clearing the dirt.

Also, replace glass insert and septum as required.
For more details, refer to the Instruction Manual for the GC unit.
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Realtime Batch

Realtime batch is sequential data acquisition of multiple samples. Execution of realtime batch starts
with the preparation of a Batch Table.
This chapter describes the procedures for automating data acquisition.

» Making Batch Tables

» Baseline check to verify the stability of the baseline

+ [Startup] to begin realtime batch analysis at a specified date and time

* [Shutdown] to shutdown the instrument after realtime batch ends

4.1

Display Batch Tables

Click the E (Realtime Batch) icon on the [Main] assistant bar in the [Realtime Analysis] program to
display the Batch Table.

Folder: C:\LabSolutions\Data"Project 1
Analysis | Vial# | Tray Name | Sample Name | Sample ID | Sample Type | Method File | Data File | Level# | Inj. Volume | Report Output | Report Format F
1 IL 1 [ [ [ 0:Unknown | [ I 7] 10 & ‘

4.2

4.2.1

Create Batch Tables

Enter the sample information, vial #, method file name, and data file name in a Batch Table to sequentially
acquire data from multiple samples.

This section describes how to create a Batch Table

Batch Table Wizard

Batch Tables can be made easily by using the Batch Table Wizard. This section describes how to create a
Batch Table separately for LC and GC since the Batch Table Wizard varies according to the instrument in
use. See "For LC"and "For GC" below.

@ note

Some features of the Batch Tables cannot be set with the Batch Table Wizard. It is necessary to directly edit
the Batch Table to set these functions.
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I 4 Realtime Batch

Bl ForLC

1 Click the ﬁ‘l (Wizard) icon on the [Realtime Batch] assistant bar.

Fealtime Batch

Method
Development

i

Settings

2 Enter the parameters, and click [Next].

Batch Table Wizard g
= = ). 1
Batch Table: @) Mew () Append )
- Demo_Method.k 2 )
( Method File ema_Method.lem M ) 2
Injection Volume: 10 ul
Select standard location in the sequence.
] =] )
( Number of Sample Groups: 1 J 3

() Unknown Only E E EEE
() Standard Only E E EEE
@ Btandard & Unknawn: E E E EE 4

© Bracket Galiration ﬁm

Bracketing: Overlap
Use the same vial(s) in Bracket
QAJQC Samples ] 5
[T Insert QA/QC Samples J
< Back (l Next > " [ Cancel ] [ Help.

1 Click [New] at [Batch Table] to create a new Batch Table file.
Click [Add] to add a row to the currently displayed Batch Table.

2 Enter the [Method File].
3 Enter the [Injection Volume].
4 Enter the data acquisition pattern for the standard samples and unknown samples.

Enter a number for [Number of Sample Groups] to indicate the number of times the data acquisition
pattern will be repeated.

Select [Bracket Calibration] to select the type of bracket quantitation.

33" Reference
For details, see "4.4.6 Bracket Quantitation" P.94.

5 select [Insert QA/QC Samples] to insert a QA/QC sample.

If [Insert QA/QC Samples] is selected, the [Batch Table Wizard - QA/QC Sample] sub-window is
displayed. If [Insert QA/QC Samples] is deselected, proceed to Step 4.
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4.2 Create Batch Tables

3 Enter the QA/QC sample information, then click [Next].

Batch Table Wizard - QA/QC Sample
QAJQC Samples
Sample Name: QAfQC sample [ Auto-increment
Sample ID: S5T-0001 Auto-ncrement
Data File Name:

{Auto Filename) =2 Auto-ncrement

Autosampler

Tray Definition:  (Rack 1.5 mL 105 vials

Mumber of QA/QC Sample Vials: 1 B

Repetitions per Run: 1

Vial#: 1
Print Report
Report Format File:
PeakReport_1.Isr
< Back M Next > ] [ Cancel ] [ Help

4 Enter the standard sample information, and click [Next].

Batch Table Wizard - Standard Sample

Standard Sample

Sample MName: Standard Sample [ Auto-increment 1
Sample ID: 5TD-0001 Auto-ncrement

Tata 1S rane,

Create file names automatically 2
{Auto Filename) | [7] Autp-increment
MNumber ot Calibration Levels: 5 & 3
Number of Standard Sample Vials per Level: 1 B
Repetitions per Run: 1 &
Autosampler 3
Tray Definition: | Rack 1.5 mL 105 vials

Tray =
Vial # = &

Clear all calibrations at the beginning

Use the same standard sample vial for all groups
Print Report

Report Format File: 4

PeakReport_1.Isr

Data Comment:

< Back ‘I Mext = I[ Cancel ][ Help

1 Enter [Sample Name] and [Sample ID] for the standard sample.

If [Auto-increment] is selected, the [Sample Name] and [Sample ID] are automatically appended with
an incremental number.

7 Entera [Data File Name].
Select [Create file names automatically] to automatically generate a data file name.
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[I¥" Reference
For details, see "Set the Data File Name" P.106.

3 setthe [Number of Calibration Levels] (number of calibration points), [Repetitions per Run] (number
of injections) and select [Clear all calibrations at the beginning] to initialize the calibration curve.

The final vial No. of the standard sample you have set is displayed at [Vial#] in the Batch Table.
4 Select [Print Report] and set [Report Format File] to create reports.

5 Enter the unknown sample information, as with the standard sample, and click [Next].

Batch Table Wizard - Unknown Sample =

Unknown Sample

Sample Name: Unknown Sample Auto-increment
Sample ID: UNK-D001 Auto-ncrement
Data File Name:

[¥] Create file names automatically

{Auto Filename) | [¥] Autg-increment

Number of Unknown Sample Vials in each Group: 1 EI

Repetitions per Run: 1
Autosampler o
[ray Definition: [Rack 1.5 mL 105 vials - |
Tray:
vl = -
Print Report

Report Format File:

PeakReport_L.lsr

Data Comment:

f —
< Back [ [ext = Cancel Help
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6 Set the summary report output parameters, and click [Next].

Batch Table Wizard - Summary Report

[

QAfQC
D Print Summary Report

Summary Report Format File:

¥

Analysis
Print Summary Repart

(@) Standard Samples

() Summarize per each Group

() Unknown Samples

() Summarize of All Samples

Summary Report Format File:

SummaryReport_1.lsr

N

&)

< Back [[ Mext > I[ Cancel ][

Help

4.2 Create Batch Tables

1 Select [Print Summary Report] for [QA/QC], and select a [Summary Report Format File].

@ note

[QA/QC] is not displayed if [Insert QA/QC Samples] is deselected in the [Batch Table Wizard]

sub-window.

2 Select [Print Summary Report] for [Analysis], and select the type of sample summary that will be

reported.

3 Select the [Summary Report Format File].

Select the items to be executed, and click [Next].

If [Startup] or [Shutdown] are selected, a setting sub-windows for each item is displayed. (Steps 8 or 9)
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If all of these items are deselected, proceed to Step 10.

-
Batch Table Wizard - Other Settings [
Auto Conditioning
Startup Set the startup method and pumping period.
g_ Please set the start date and time in the batch settings,

AutoPurge Perform AutoPurge using the spedfied
3 condition in method.

Baseline Check

3

{Acquire)

3

[ 5htdown: Set the shutdown method and cool down time,

<Back | text> J|[ cancel | [ nel

8 Select the startup settings, and click [Next].

@ note
The startup start date and time cannot be set in the Batch Table Wizard. Refer to "4.4.2 Start Data

Acquisition at a Specified Date and Time (Startup)" P.89 to enter a specified date and time.

-
Batch Table Wizard - Startup ==

Startup

(Eumpmg Period: 5 E‘ min } 1
Startup Method File: I 2

Start.lem

<gack ([ next> J|[ cancel | [ hHep |

7 Enter an instrument startup time at [Pumping Period].
2 Select [Startup Method File], and enter the method file.
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4.2 Create Batch Tables

9 Select the shutdown settings, and click [Next].

Batch Table Wizard - Shutdown ﬂ
Shutdown
Shutdown Method File: ] 1
Stop.lem J
pr— )
{ Cool down Time: | min J 2
[ < Back ” Mext > U l Cancel ] [ Help

1 Select [Shutdown Method File], and enter the method file.
2 Enter an instrument shutdown time at [Cool down Time].

1 0 Enter a batch file name, and click [Finish].

Batch Table Wizard - Save Batch File ﬂ
Batch File
Save Batch File
Batch File Name: Sample] @
[ < Back [" Finish ]‘] l Cancel ] [ Help l

This completes Batch Table setup using the Batch Table Wizard. The batch file is created using the
specified file name. This Batch Table is displayed in the Batch Table sub-window. Check the contents of the
Batch Table.
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Bl For GC

1 Click the ﬁ‘l (Wizard) icon on the [Realtime Batch] assistant bar.

Fealtime Batch

Method
Development

|t
i
Settings

ﬁ‘;

Wizard

2 Enter the parameters, and click [Next].

Batch Table Wizard g
( Batch Table: @) New () Append } 1
( Method File: Sample.gcm E] } 2
( Table Type: @ Line 1 Line 2 Line 1 &Line 2 } 3

(" Select standard location in the sequence.

. =]

Number of Sample Groups: 1
() Unknown Only E E EEE
() Standard Only E E EEE
@ Standard & Unknown E E EEE 4

© Bracket Galiration ﬁm

Bracketing: Overlap =
Use the same vial(s) in Bracket

QAJQC Samples
Wl

S
&)}

< Back (l Next > "[ Cancel ][ Help.

1 Click [New] at [Batch Table] to create a new Batch Table file.
Click [Add] to add a row to the currently displayed Batch Table.

2 Enter the [Method File].

3 Select the [Table Typel].
In the case of dual-line configuration, select [Line 1 & Line 2].

4 Enter the data acquisition pattern for the standard samples and unknown samples.
Enter a number for [Number of Sample Groups] to indicate the number of times the data acquisition
pattern will be repeated.
Select [Bracket Calibration] to select the type of bracket quantitation.

33" Reference
For details, see "4.4.6 Bracket Quantitation" P.94.

5 select [Insert QA/QC Samples] to insert a QA/QC sample.
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@ note

4.2 Create Batch Tables

Refer to "4.4.8 Set the Injection Volume and Multi-Injection Counts for the GC" P.97 to set the
injection volume for each sample using the same method file.

If [Insert QA/QC Samples] is
displayed. If [Insert QA/QC S

selected, the [Batch Table Wizard - QA/QC Sample] sub-window is
amples] is deselected, proceed to Step 4.

3 Enter the QA/QC sample information, then click [Next].

Batch Table Wizard - Linel QA/QC Sample [
QAfQC Samples
Sample Name: QAJQC sample [ Auto-ncrement
Sample ID: S5T-0001 Auto-ncrement
Data File Name:

[7]Ereate fiie names auitom:

(Auto Filename)
Number of QA/QC Sample Vials:

Repetitions per Run:

Vial#:
D Print Report

Reeport Eormat File:

(2| [V] Autoincrement

L

)
< Back ”[ Next > ]I[ Cancel ] [ Help

Batch Table Wizard - Linel Standard Sample ﬁ
Standard Sample
Sample Name: Standard Sample [} Agtc-increment]
Sample ID: STD-0001 Auto-ncrement J
Data File Mame: )

Create file names automatically

{Auto Filename)

|§ Auto-ncrement

( Mumber of Calibration Levels:

Mumber of Standard Sample Vials per Level:

Repetitions per Run:
Vial #

Clear &l calibrations at the beginning

ol ([ | {Fol | [

Use the same standard sample vial for all groups

(" [Z]print Report

Report Format File:

CalibrationCurveReport_1.lsr

Data Comment:

< Back m Next >

]][ Cancel ] [ Help

4 Enter the standard sample information, and click [Next].
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1 Enter [Sample Name] and [Sample ID] for the standard sample.
If [Auto-increment] is selected, the [Sample Name] and [Sample ID] are automatically appended with
an incremental number.

2 Entera [Data File Name].
Select [Create file names automatically] to automatically generate a data file name.

33" Reference
For details, see "Set the Data File Name" P.106.

3 Setthe [Number of Calibration Levels] (number of calibration points), [Repetitions per Run] (number
of injections) and select [Clear all calibrations at the beginning] to initialize the calibration curve.

The final vial No. of the standard sample you have set is displayed at [Vial#] in the Batch Table.
4 Select [Print Report] and set [Report Format File] to create reports.

5 Enter the unknown sample information, as with the standard sample, and click [Next].

Batch Table Wizard - Linel Unknown Sample g

Unknown Sample

Sample Mame: Unknown Sample [ Auto-increment
Sample I UNK-0001 Auto4ncrement
Data File Name:
Create file names automatically

{Auto Filename) = Autp-ncrement
Mumber of Unknown Sample Vials in each E‘
Repetitions per Run: E‘
vial # 3 B -

Print Report

Report Format File:

QuantitativeResults_1.lsr

Data Comment:

<Back (| ez ) [ concel | [ beb

@ note

If [Line 1 & Line 2] is selected at Step 2, the setting sub-windows for standard sample and unknown
sample for Line 2 are displayed consecutively. Set each item in the same way as for Line 1.
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6 Set the summary report output parameters, and click [Next].

Batch Table Wizard - Summary Report

[

QAfQC
D Print Summary Report

Summary Report Format File:

¥

Analysis
Print Summary Repart

(@) Standard Samples

() Summarize per each Group

() Unknown Samples

() Summarize of All Samples

Summary Report Format File:

SummaryReport_1.lsr

N

&)

< Back [[ Mext > I[ Cancel ][

Help

4.2 Create Batch Tables

1 Select [Print Summary Report] for [QA/QC], and select a [Summary Report Format File].

@ note

[QA/QC] is not displayed if [Insert QA/QC Samples] is deselected in the [Batch Table Wizard]

sub-window.

2 Select [Print Summary Report] for [Analysis], and select the type of sample summary that will be

reported.

3 Select the [Summary Report Format File].

Select the items to be executed, and click [Next].

If [Startup] or [Shutdown] are selected, a setting sub-windows for each item is displayed. (Steps 8 or 9)
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I 4 Realtime Batch

If all of these items are deselected, proceed to Step 10.

Batch Table Wizard - Other Settings [

Auto Conditioning

Startup Set the startup method and pumping period.
Please set the start date and time in the batch settings,

3

Baseline Check

3

{Acquire)

3

[ 5htdown: Set the shutdown method and cool down time,

<Back [ Mext> ||[ canca | [ Hel

8 Select the startup settings, and click [Next].

@ note
The startup start date and time cannot be set in the Batch Table Wizard. Refer to "4.4.2 Start Data

Acquisition at a Specified Date and Time (Startup)" P.89 to enter a specified date and time.

-
Batch Table Wizard - Startup ==

Startup

(Eumpmg Period: 5 E‘ min } 1

Startup Method File: I

Start.lem

<gack ([ next> J|[ cancel | [ hHep |

7 Enter an instrument startup time at [Pumping Period].
2 Select [Startup Method File], and enter the method file.
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4.2 Create Batch Tables

9 Select the shutdown settings, and click [Next].

Batch Table Wizard - Shutdown ﬁ
Shutdown
Shutdown Method File: ] 1
Stop.gam @J
)
{ Cool down Time: 0 | min J 2
[ < Back |[ Mext > U l Cancel ] [ Help

1 Select [Shutdown Method File], and enter the method file.
2 Enter an instrument shutdown time at [Cool down Time].

1 0 Enter a batch file name, and click [Finish].

Batch Table Wizard - Save Batch File ﬂ
Batch File
Save Batch File
Batch File Name: Sample] @
[ < Back [" Finish ]‘] l Cancel ] [ Help l

This completes Batch Table setup using the Batch Table Wizard. The batch file is created using the
specified file name. This Batch Table is displayed in the Batch Table sub-window. Check the contents of the
Batch Table.
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4.2.2 Edit Batch Tables

This section describes 2 functions, [Fill Series] and [Fill Down], that are often used for direct Batch Table

editing.

B Append Table Settings with an Incremental Number

The [Vial#], [Sample Name], [Sample ID], and [Data File] entries in the Batch Table are appended with an

incremental number.

This section describes how to add an incremental extension to the [Vial#].

1

2

Enter the [Vial#] for the top row.

Analysis Vialit | Tray Name | Sample Name | Sample ID | Sample Type Method File Data File Levelit Inj. ¥olume Report Output
1 1 Standard Sample | STD-0001 1:Standard:[1] Sampletethod.lcm [&uta Filename) 1 1 [l
2 1 Standard Sample | 5TD-0002 1:5tandard Sampletethod.lem [&uta Filename) 2 1 [l
3 1 Standard Sample | 5TD-0003 1:5tandard Sampletethod.lem [&uta Filename) 3 1 [l
4 1 Standard Sample | 5TD-0004 1:5tandard Sampletethod.lem [&uta Filename) 4 1 [l
5 1 Standard Sample | 5TD-0005 1:5tandard Sampletethod.lem [&uta Filename) 5 1 [l
[ 1 Unknown Sample| UNK-0001 O:Unknown Sampletethod.lem [&uta Filename) a 1 [l

Right-click the top [Vial#] cell, and click [Fill Series] from the displayed menu.

Analysis Yialit | Tray Name | Sample Name | Sample ID | Sample Type Method File Data File Levelt | Inj. Volume Report Dutput
1 (‘ Fill Series 1e) STD-0001 1. Standard:(l] Sampletethod lom [Auto Filename] 1 1 ]
2 \ = =/ STD-0002 1.5tandard Sampledethod. lcm [Auto Filename) 2 1 ]
3 Fill Down le [5TC-0003 | 1:5tandard S ampleMethod lom {Buto Filename) 3 7 a]
4 Cut le [ STD-0004 1.5tandard Sampledethod. lcm [Auto Filename) 4 1 ]
5 - le [ STD-0005 1.5tandard Sampledethod. lcm [Auto Filename) a 1 ]
3 Copy le| UNE-000T | O Linknovm SampleMethad lom 1Auta Filename 0 1 |
Plerin

@ note

If [Vial#] is blank, the [Vial#] sub-window opens. If a value is entered in the [Vial#] cell that value is

used incrementally fill the [Vial#] cells in the rest of the table.

If the [Vial#] sub-window is displayed, enter the [Row#], [Vial#], [Repetitions], and select

[Auto-increment], then click [OK].

Wial# ==
Rowt: [ B - & |
Vil 1 [ Repetitions: 1 1=

Auto-increment

[ [a]:4 ] [ Cancel H Help ]

The [Vial#] column is incrementally filled.

Analysis Yialit t Tray Name | Sample Name | Sample ID [ Sample Type Method File Data File Levelt | Inj. Volume Report Dutput
1 1 I Standard Sample | 5TD-0001 1:5tandard:(1] Sampledethod. lcm [Auto Filename) 1 1 [
2 2 1 Standard Sample | STD-0002 1.5tandard Sampledethod. lcm [Auto Filename) 2 1 ]
3 3 1 Standard Sample | STD-0003 1.5tandard Sampledethod. lcm [Auto Filename) 3 1 ]
4 4 1 Standard Sample | STD-0004 1.5tandard Sampledethod. lcm [Auto Filename) 4 1 ]
5 a 1 Standard Sample | STD-0005 1.5tandard Sampledethod. lcm [Auto Filename) a 1 ]
E R 1 Unknown Sample| UNE-0001 0:Unknown Sampled ethod. lcm [Auto Filename) a 1 ]

[Fill Series]

[Fil

Series] functions according to how the cell is selected and the value entered in the cell.

If the end of the character string is not a number (ex: “standard sample”)
A 3-digit number is appended starting with the row following the selected cell.

» o«

“standard sample”, “standard sample 001", “standard sample 002", and so forth.

If the end of the character string is a number (ex: “STD01”)

The cells are filled with STD01, STD02, STD03 and so forth.

If only 1 cell is selected (ex: “ABC”)

The cells following the selected cell become ABC001, ABC002, ABC003 and so forth.
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4.2 Create Batch Tables

+ If multiple cells are selected (ex: “STD1”, “AAA” and “STD5” are selected in this order)
The selected cells are changed to STD1, STD2, and STD3.
+ If a blank cell is selected (ex: a cell in the [Sample Name] column)
The [Sample Name] sub-window opens. Enter the sample name parameters, and click [OK].

Sample Name ==
Rowst: fl | - 8 =
Sample Name:
[ Auto-increment 1
[ [+]4 ] [ Cancel ] [ Help

H Copy Settings
The individual columns of the Batch Table can be copied.
This section describes how to copy and fill the [Sample Name] column.

1 Enter a [Sample Name] in the top row.

Analysis | Viallt | Tray Namel Sample Name I Sample ID | Sample Type Method File Data File Levell | Inj. Volume Report Dutput
1 1 1 \[5T0 )5 TD-00071 1:Standard:(1] SampleMethod.lem [fwto Filename) 1 1 [
2 2 1 ‘standard sample | 5TD-0002 1:5tandard Sampletethod.lcm [#wito Filename)] 2 1 O]
3 3 1 Standard Sample | STD-0003 1:5tandard Sampletethod.lcm [#wito Filename)] 3 1 O]
4 4 1 Standard Sample | STD-0004 1:5tandard Sampletethod.lcm [#wito Filename)] 4 1 O]
] 5] 1 Standard Sample | STD-0005 1:5tandard Sampletethod.lcm [#wito Filename)] 5] 1 O]
E E 1 Unknown Sample| UME-0001 0:Unknowin Sampletethod.lcm [#wito Filename)] 0 1 ]

Right-click the top cell of the [Sample Name] column that is to be copied, and click [Fill

Down].
Analysis | Vial#t | Tray Name | Sample Namel Sample ID | Sample Type Method File Data File Levelit Inj. Yolume Report Dutput
1 1 1 570 Fill Series Sarnpletethod. lerm [Auta Filename) 1 1
2 2 1 Standard Sarm—— ) Sarnpletethod. lerm [Auta Filename) 2 1
3 3 i Standwd Sarl Pl Down ) SampleMethad.lem o Filoname) 3 1
4 4 1 Standard 5am Cut Sarnpletethod. lerm [Auta Filename) 4 1
5 5 1 Standard 5am - Sarnpletethod. lerm [Auta Filename) 5 1
3 [ 1 Unknawin San Copy Sarnpletethod. lerm [Auta Filename) 0 1

The contents of the top cell is copied to the subsequent cells of the [Sample Name] column.

Analpsis | Viall# [ Tray Name|| Sample Name | Sample ID | Sample Type Method File Data File Levell | Inj. Volume Report Dutput
1 1 1 STD STD-000 1:Standard:(1] SampleMethod.lem [fwto Filename) 1 1 [
2 2 1 510 STD-0002 1:5tandard Sampletethod.lcm [#wito Filename)] 2 1 O]
3 3 1 51D STD-0003 1:5tandard Sampletethod.lcm [#wito Filename)] 3 1 O]
4 4 1 51D STD-0004 1:5tandard Sampletethod.lcm [#wito Filename)] 4 1 O]
] 5] 1 51D STD-0005 1:5tandard Sampletethod.lcm [#wito Filename)] 5] 1 O]
E E 1 51D UMK-0001 0:Unknowin Sampletethod.lcm [#wito Filename)] 0 1 ]

[Fill Down]
[Fill Down] functions according to how the cell is selected.
» Ifonly 1 cell is selected (ex: “STD”)
All selected cells following the selected cell become STD.

+ If multiple cells are selected (ex: “STD1”, “AAA” and “STD5” are selected in this order)
All cells become the same STD1 as the initial cell.
+ If a blank cell is selected (ex: a cell in the [Sample Name] column)
The [Sample Name] sub-window opens. Enter the [Sample Name] parameters, and click [OK].

Sample Name =
Row#: L
Sample Mame:
[ awto-increment 1

[ (o] 4 l[ Cancel ] [ Help
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4.2.3 Batch Table Parameters

In addition to sample information and sample type, method file, data file, and report output settings, the
following Batch Table parameters can also be set.

Parameter

Contents

Run mode

Determines whether there is a standby period before data acquisition, and whether to
execute data acquisition and data processing on each row of the Batch Table.

Background compensation

Performs compensation using the blank (solvent only) chromatogram to subtract
baseline drift or solvent peaks.

IZ° Reference
For details, refer to "4.4.5 Background Data File" P.93.

System check

Performs a system check before data acquisition, enter the system check parameter in
the top row of the Batch Table. Click the [System Check] cell, and enter the system
check parameters in the [System Check] sub-window.

System suitability

Checks the suitability of the system based on the analysis results of known multiple
samples.
The results can be displayed or output in text format.

Custom parameters

Calculation formulas can be set for totaling the peak area of related substances in
analysis data and for compensating quantitative values. The results are output to a
Quantitative Results Table or reports.
3" Reference

For details, refer to "4.4.7 Custom Calculation Function" P.95.

Action

The batch processing can be controlled according to pass/fail of the check conditions in
each row of the Batch Table.

Options 1 to 10

Up to ten additional information columns can be added to the Batch Table.
Once you enter [Option Title] in <Settings> - [Option Items] Tab, this additional sample
information is saved in the same data as [Sample Name] and [Sample ID].
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4.2 Create Batch Tables

H Hide or Display Batch Table Items

Use the [Table Style] sub-window to hide or display columns in the Batch Table.

This section describes how to add or delete displayed items to the Batch Table.

1 Right-click on the Batch Table, and select [Table Style].

Falder: C:4LabSalutionshD ata\Praject]

Analysis st [T blamn T e amnta N ame Sample ID | Sample Type Method File Data File Levelt | Inj. Volume Report
1 Fill Series fample [ STD0001 | 1.Standard (] SampleM ethod lom 1£uto Fllename) 1 1 i
2 Fill Do jample | 5TD-0002 1:5tandard Sampletethod.lcm [Auto Filename) 2 1 i
3 fample | STD-0003 1.5tandard Sampledethod. lcm [Auto Filename) 3 1 i
4 Cut fample | STD-0004 1.5tandard Sampledethod. lcm [Auto Filename) 4 1 i
5 Copy jample | 5TD-0005 1:5tandard Sampletethod.lcm [Auto Filename) a 1 i
E Paste Sample| UNE-0001 0:Unknown Sampled ethod. lcm [Auto Filename) a 1 i

Copy Entire Table
Clear

= Select Row
Select &

2l Copy Row

=4 AddRow..

=* Insert Row

=X Delete Row

£/ Table Easy Settings...
=iy Surnrmary Settings..

E

Browse Data...
Edit Method...
Edit Report Format,.,

Qg

/%y Settings...

Sy Table Style..,

2 Select the desired items, and click [OK].

Display Hidden Batch Table Items
1 2 3 4

Table Style =]
Item Settings | Font
Hide ltems Digolan ltems
Auto Purge 1 Sarnple ID
Baseline Check = Sample Type
Background Method File
Background Data File l Addagy J Data File
ISTD Amt. m Level#
Sample Amt. Inj. Yolume:
Dil. Factor << Remove [ mepon Dutput
System Check Report Foimat File
Custorn Parameters Drata Commenk
System Suitability
User Prog, -
< s b | Humber of fired columns: 0 =
l akK U [ Cancel ] [ Help

Select the items to display from the [Hide ltems] list.

Click [Add].

The selected items are added to the end of the [Display Items] list.

Select an item to change the display order.

Click [Up] or [Down].

The top item in the [Display ltems] list is displayed in the first (left) Batch Table column.

AW N =
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Hide Items in the Batch Table

Table Style
Item Settings | Fant
Hide ltems Displau Items
- (vialt
ot Format File i Tray Hame
Fun Made Sample Mame
Auto Puige L Sample ID
Baseline Check = Sample Type
Background Methad File m
Background D ata File I Add» ] DataFile
ISTD Amt. [0 Leveld
Sample Amt. Irj. ol
DimFDaztDT l<< Bemove] F?tlapu?luumuetput
System Checl: Report Format File
Custom Parameters eata Comment
System Suitability ‘ |
User Prag. -
Rl o |t Mumber of fived columns: 0 [
(o [ canes [ He |

7 Select the items to hide from the [Display ltems] list.
2 Click [Remove].
The selected items move to the [Hide Items] list.

@ note

Realtime batch is executed based on settings in the Batch Table even if the items are hidden.
For example, if a summary report output and summary report format file are entered, the summary
report is output after realtime batch ends even if these items are hidden in the Batch Table.

4.2.4 Before Editing Batch Tables in Dual-Line Configuration

In the case of dual-line configuration GC, realtime batch analysis can be performed in dual-line
configuration. To perform realtime batch analysis in dual-line configuration, a Batch Table must be switched
to the Batch Table for dual lines before editing the Batch Table.

This section describes how to switch to the Batch Table for dual lines. Referring to "4.2.1 Batch Table
Wizard" or "4.2.2 Edit Batch Tables", create a Batch Table using the Batch Table for the dual lines.

1 Click the 1,;5 (Settings) icon on the [Realtime Batch] assistant bar.

Realtime Batch

o

Heth

wod
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4.2 Create Batch Tables

2 Click the [Type] tab, select [Line1 & Line2], and click [OK].

Settings @

‘ General | Bracket | Drata File: Marne I Starrun | shutdown |
‘ ASCIL Conversion I File Conwersion | QAT I Option Itams" Type |I‘]athnd Repﬂrtl

) Line 1

“ilinez

@ Line 1 &Line 2

[#] Use Method Inj. Volume 8 Mulki-Inj. Counts

ﬂ [+]4 D[ Cancel ][ Help.

@ note

Selecting [Line 2] configures batch processing to be executed only for [Line 2].

If [Line 1 & Line 2] is selected, the lines are displayed in the Batch Table by a row number and a line
number such as "1-1" or "1-2", and the Batch Table edition or realtime batch analysis is executed by two
rows at a time.

Analysis | Vial# | Sample Name | Sample ID | Sample Type Method File Data Fle Level# | Report Output Report Format File | Data C
1-1 0:Unknown ] [
12 0:Unknown 0 [

Editing the Batch Table items in the second row for Line 2 is restricted as follows.
+ The [Sample Type], [Method File], [Level#], [Baseline Check], [System Check], [User Prog.], and [Action]
items are in common with the Line 1 and cannot be edited for Line 2.

* In [Run Mode], there are common items set for both Line 1 and Line 2 and items set for each Line.
Therefore, in the [Run Mode] sub-window for setting the cell content, common items are set on Line 1 and
only [Data Acquisition] and [Data Analysis] at [Process] can be set on Line 2.
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4.3 Data Acquisition Using Batch Tables

Perform data acquisition using the Batch Table created in "4.2 Create Batch Tables".

This section describes partial execution of a Batch Table, how to stop realtime batch, and how to pause
realtime batch to edit the Batch Table.

4.3.1 Partial Execution of a Batch Table

This section describes how to perform data analysis on only part of the Batch Table (1 to 3 rows).

1 Select the row numbers to be analyzed.

I Analysis

0:Unknawn SampleMethad.lom
\ 0 Unknawn SampleMethad.lom [Auta Filename)
| 0Unknawr SampleMethad.lcm [&uta Filename) |

Unknown Sarmple| UNE-0001
| Unknawr Sample| UNK-0002
| Unknawn Sample| UNK-0003

Realtime Batch

Settings
-
T

“wizard

3 Check [Selected Row(s)], and click [Start].

Select Batch Execution Range ==
Execution Range
—
(0 Selected Rowis)  1-3 ]

A screen for confirming partial execution opens.

4 In this screen, click [OK].
Batch processing of the selected rows is executed.
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4.3.2 Stop Realtime Batch

1 Click the m (Stop) icon on the [Realtime Batch] assistant bar.

hain
Acguisition

Realtime Batch

2 Select the processes to stop, and click [OK].

Stop Process =

Are you sure you want ta stop following process?

Data acquisition under execution
Batch Pracessing

ﬂ Ok ‘I[ Cancel ] [ Help ]

Batch processing is stopped.

@ note

+ If only [Data acquisition under execution] is selected, the current data acquisition is stopped and
processing moves to the next row of the Batch Table, and data acquisition is started on that row.

+ If only [Batch Processing] is selected, processing for the entire Batch Table stops after the current
data acquisition ends.

+ If both [Data acquisition under execution] and [Batch Processing] are selected, Batch Table
processing stops in the middle of the current acquisition.

» When data acquisition is resumed in the row after the stop of batch processing, some information
such as, pass/fail information for the QA/QC function, may be cleared.
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4.3.3 Pause Realtime Batch to Edit the Batch Table

Realtime batch can be paused and the non-acquired rows of the Batch Table can be edited (add, insert,

delete).
This section describes how to delete a non-acquired row of the Batch Table.

@ note

» This operation cannot be performed on rows that have already been acquired.
« If the TurboMatrixHS is used for GC, realtime batch analysis cannot be paused.

During realtime batch, click the m (Edit Table/Restart) icon on the [Realtime Batch]

assistant bar.

Main

Acguisition
Realtime Batch

2 Set the row where realtime batch is to be paused, and click [OK].

Pause

Data acquisition will be paused at line. a

Data acquisition of the specified line will be waiting ta start.
‘You can edit the batch kable from the specified line,

[ [s]4 ] [ Cancel ] [ Help ]

Data acquisition goes into the standby state at the selected row, and batch processing is paused.

@ note

Data acquisition continues until the row selected in the [Pause] sub-windows reached. The [Release
Paused Status] sub-window opens when the pause is executed.

Release Paused Status

It's necessary to release paused status{table editing
status) to continue batch processing.

[ Release ] [ReleaseLaterl l Help ]
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4.3 Data Acquisition Using Batch Tables

Select the row to be deleted on the Batch Table, right-click on the selected row, and click
[Delete Row].

Analusis | Viallt I Tray Hame | Sample Namel Sample 1D | Sample Type I Method File | Data File | Lavelﬂl |
1 Standard Sample | 5TD- EIEIEI1 T Slandald {(1] SampleMethd lcm
Standard Sample 5TD Standard Sampletethod. lcm 1ojex g_004.
3 e [ 5100003 Samplehethodcm Sample_US| ch _
'_:.—HTTFW_II_H'HW Al — Comple DERd [ T
a Fill Down Jnknuwn Sample| UNK-D0O02 0:Unknown SampleMethd Icm Samp\e 007.lcd
3 - Unknown Sample| UNK-O003 | C:Unknown | SampleMethodlcm | Sample_008.0cd | [1]]
Cut
Copy
Paste
Copy Entire Table
Clear
== SelectRRow
Select &
2 Copy Row
=4 AddRow..
=* Insert Row
X Delete Row
£/ Table Easy Settings...
The selected row is deleted.
Analysis I Tali | Tray Name I Sample Namal Sample 1D I Sample Type | Method File I Data File | Levellf | |
1 1 amp\eMelhud Icm
2 2 1 g g 5 B
3 3 1 Standard Samp\e STD-0003 1:5t andard Samp\eMelhud lcm Sample_005, \cd 3
4 5] 1 Unknown Sample| UME-0002 0:Unknowin Sampletethod.lcm Sample_007 lcd 0
] E 1 Unknown Sample| UME-0003 0:Unknowin Sampletethod.lcm Sample_008.lcd 0

Click the (Save) button on the toolbar.
The method file is overwritten and saved.

Click the m (Edit Table/Restart) icon on the [Realtime Batch] assistant bar.
Batch processing is resumed from the paused row.
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4.4 Automation of Data Acquisition Operations

Using the Batch Table to automate data acquisition allows for the automation of baseline check, system
check, startup and shutdown as well as mobile phase substitution (autopurge).

This section describes how to automate data acquisition, output of summary reports, background
compensation, bracket quantitation, and the custom calculation function.

@ note

Use the Batch Table [Action] function to control batch processing actions.

4.4.1 Check Baseline Stability Before Data Acquisition (Baseline Check)

This section describes how to check the baseline before starting data acquisition. Set the baseline check
thresholds and other items in the baseline check parameter of the method file.

3" Reference
See "2.3.3 Check the Baseline" P.21 for LC, or "2.3.3 Check the Baseline" P.21 for GC, for details on setting
the baseline check parameter of the method file.

1 Select [Baseline Check] in the row where baseline check is to be performed.

I Reference
If [Baseline Check] is not displayed in the Batch Table, refer to "Hide or Display Batch Table ltems"
P.81.

Analysis Levellt Inj. Yolume Report Dutput Report Format File Data Comment Baseline Check

<lg=

enfefofraf—
Y Y Y P Y

1
1
1
1
1

Click the (Save) button on the toolbar.
The baseline check settings are saved to the batch file.
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4.4.2 Start Data Acquisition at a Specified Date and Time (Startup)

Use realtime batch Startup to automatically start realtime batch at a preset date and time. This section
describes how to use Startup.

1 Click the EE (Settings) icon on the [Realtime Batch] assistant bar.

4

Click the [Startup] tab, enter the conditions for automatically starting the analytical
instruments, and click [OK].

Settings [zl
| asci Conversion | File Conversion | afoc | Zmssmimme— Methad Report |
| Genersl | Bracket | DataFiehame | Statup | shutdown
(@I startun ; 1
/] Sgt start date and time when starting batch
1] 6f2015 6:56:21 AN 2
Methad File:
Start.cm 3
Pumping Perind: 5 = min
(o ) conea | [0

1 Select [Startup].

2 When [Set start date and time when starting batch] is selected, the sub-window for entering the start
date and time is displayed.

The analytical instruments are started at the specified [Start Date & Time].

3 Select [Method File], and click to select the referenced file that contains the parameters for
analytical instruments startup.

» Enter a time in [Pumping Period] for the analytical instruments to operate at the initial conditions
before batch processing begins.

+ If a method file is not specified, the analytical instruments are started up by the parameters
downloaded to the instruments when the startup is performed.

Click the (Save) button on the toolbar.
The startup settings are saved to the batch file.
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4.4.3 Shutdown Analytical Instruments After Data Acquisition
(Shutdown)

Use realtime batch Shutdown to automatically shut down the analytical instruments after realtime batch
ends. This section describes how to use Shutdown.

1 Click the (Settings) icon on the [Realtime Batch] assistant bar.

Realtime Batch

Click the [Shutdown] tab, enter the conditions for automatic shutdown of the analytical
instruments, and click [OK].

Settings
| asci conversion | File conversion | @aiqc | option tems | Method Renort |
Genersl | Bracket | DatsFileMame | startup [ Shutdown

( [ shutdawn ; 1

[ shutdown Method File:
&

Cooldown Time: 0 = min 2
[¥] Degassing Unit{LC Pump, Subcontraller) OFF after cool down
{After the shutdown method s downloaded, LC is activated
during the cool down time. After the cool down time passes,
the oven and LCD are automatically turned off, )
[TImove Autosamoler needle to 7 home

[ Powser OfF after shutdawn

(E oK il] cancel | [ Help

71 Select [Shutdown].

2 Select [Shutdown Method File], click to select the referenced file that contains the parameters
for shutdown of the analytical instruments.

Enter a time in [Cool Down Time] for the instruments to run after analysis and before shutdown.

If a method file is not specified, the analytical instruments are shut down by the parameters
downloaded to the instruments when a shutdown is performed.

Click the (Save) button on the toolbar.
The shutdown settings are saved to the batch file.
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4.4 Automation of Data Acquisition Operations

B Turn the Detector Lamp Off

When creating a shutdown method file, select [Off] in the [Lamp] parameter.

B Instiument Parameters View _71 Download

Data Acquisition | LC Time Prag. |Pump | Detector & ‘Cn\umn |Cﬂntrnl\er | Autasampler Aum—purgel

-

Model: SPD-20A

Lamp:

Polarity:

Response:

Cell Temperature: 40 C
wWavelength
wavelength Chl: 254 i

Output

Inkensity Unit:
Auxiliary Range: Al

Recorder Range:  1.0000

[] Synchronize with Ausdiary Range -

4.4.4 Print a Summary Report

A summary report summarizes the chromatograms and the statistical calculation results from multiple data.
This section describes how to set a summary report.

1 Drag and select the rows in the Batch Table to be included in the summary report.

Analysis Inj. Yolume Report Dutput Report Format File Data Comment Baseline Check 5 ry Type 5 y Report Format File

None

1 =]
2 1 Tl il Mane
3 v

4 I | N

None

# note
If the [Summary Type] and [Summary Report Format File] items are not displayed in the Batch Table,

refer "Hide or Display Batch Table Iltems" P.81.

2 Right-click on the selected rows, and click [Summary Report Settings].

..@ Realtime Analysis (Instrumentl - System Administrater) - Default Project - [Realtime Batch - Sample.lcb] EI@
Eﬂ Eile |Edit| View Instrument Batch Tools Window Help =& %
D& ? IR BERERERC =
0 Fill Series
é _-_ﬂ@ Fill Down
Cut Ctrl+X i | =l
Copy Ctrl+C Analysis | Vial# | Tray Name | Sample Name | Sample ID | Sample Type LC Ready
1 1 1 QA/GC sample | S5T-0001 §:Unkenown(Q
= 2 z 1 Siandard Sample 1. Stendand: ) N | [
Copy Entire Table 3 3 7 Stendard Sample 1 Stancard
byt w 4 4 1 Standard Sample 1:Standard
Clear Delete -
- 5 5 1 Standard Sample 1:5tandard m
== Select Row Status £ 3 1 Standard Sample 1:Standard Ttem | Val | Unit
Select All Chrl+ A Editinel: 7 7 1 Unknown Sample | INK-0001 0:Unknown Tode |Tso0
W = Copy Row B Flow | 0.00 [mL/
il =; AddRow -
=X Insert Row _
Fress .0
- Cven 0
=X Delete Row - Temps| 65 |C
7 Table Easy Settings... Wavel | 254 | nm
»(SE Summary Report Settings... )
4 Open Data File... +
57 Edit Method File...
=4 Edit Report Farmat File..,
|5, Batch Table Wizard..,
< [ b
] -ﬂ- Realtime B.
i T — T
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3 Select a [Report Format File], and click [OK].

+ Click to change the referenced file.
» The selected start row and end row numbers are displayed at [Row Number]. Change the numbers to
change the rows to be printed in the summary report.

ﬁ
Row Mumber: 4 ﬁ - 6 E‘
o

[Renort Format File:  SummaryRepart_1 st =

=" Reference
See "8.4 Create a Report Format File" P.237 for details on the report format.

Click the (Save) button on the toolbar.
The summary report settings are saved to the batch file.
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4.4.5 Background Data File

Background data refers to a chromatogram obtained by performing the gradient analysis (LC) or

programmed temperature analysis (GC) without injecting a sample. Use the background data file to

compensate for baseline drift in the acquired sample date.

This section describes how to acquire background data and perform background compensation in the

same realtime batch.

4.4 Automation of Data Acquisition Operations

Analysis | Sample Name

Sample ID | Sample Type

7 Select the row where background data will be acquired.

@ note

Ensure that the background data row is above the sample rows.

Method File Data File Background Background Data File Levellt | Inj.
1 Baseling Qe nknown S amoletd ethod.lem Baseline.led [l 0
2 Standard Sample | STD-0001 1:Standard:(1) SalipleMethod.lcm Datal.led [ ((Baseinelcd ) 1
3 Standard Sample | STD-0002 1:5tandard Sa[pleMethodlcm Diata2.led || | Baselineled | H
4 Unknown Sample| UNK-0007 CtUnknown S a|pletethod. lcm Diatad.led \ED)) \Baceline Ind ) 0
5 Unknawn Sample| UMNK-0002 0:Unknawn SalipleMethod.lcm Datad.led §| Bazefine.lcd 1]
E Unknawn Sample| UMNK-0003 0:Unknawn SalipleMethod.lcm Datal.led Bazefine.lcd a

 If [Auto Filename] is selected for the [Data File] column, click the !E (Settings) icon on the

[Realtime Batch] assistant bar, and select [Create filenames automatically with] on the [Data

File Name] tab.

["|reate fienames automatically with

Batch File Name
Method File Mame Batch Start Date
User Mame Add >= Up
Sample Mame
sample 10 <« Remove Down
Instrument Marme: =
Batch Start Time

00, 002, ...

2 Select [Background] for the rows where background compensation will be applied.
3 Entera [Background Data File] for each of the rows where [Background] is selected.

¥ Reference

If [Background] and [Background File] are not displayed in the Batch Table, refer to "Hide or

Display Batch Table ltems" P.81.

Click the (Save) button on the toolbar.

The background compensation settings are saved to the batch file.

Analysis | Sample Name | Sample ID | Sample Type Method File Data File Background Background Data File Le
1 Baseline 0:Unknawn Sarnpletethod. lerm [Auta Filename) [l
2 Standard Sample | 5TD-0001 1:Standard: (1] Sarnpletethod. lerm [Auta Filename) | Bazeline.lcd
] Ctandard Gapmnle | TR T-Crandard Carnrl=Mathad e [FOpy Teal P el Il
Settings @
ASCIT Conversion File Conversion QASOC Option Items Method Report
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4.4.6 Bracket Quantitation

When sequential data acquisition is performed on multiple samples, the detector sensitivity may change
over time and sometimes affect the initial and final data acquisition results. To correct this situation, the
quantitative value for unknown samples can be obtained by bracketing the unknown sample with standard
samples, and creating a calibration curve from the standard sample data acquired before and after the

unknown sample.

Three different types of bracket calibration curves are available, [Overlap], [Sequence] and [Average].
Select the appropriate type according to how the standard sample calibration points are set.

This section describes

how to select bracket quantitation.

1 Click the (Settings) icon on the [Realtime Batch] assistant bar.

Realtime Batch

2 Click the [Bracket] tab, select the bracket quantitation type, and click [OK].

Settings

=]

ASCIL Conyersinn | File Conversion | 94/0C | cption Ttems | Mathod Repart |

Bracki)t ‘ Data File MName | Starkup | Shutdown

General —l

@ Hone:
o ") Dverlap
9 ") Sequence
e ) fwerage

[ DK ][ iZancel ][ Help

No. | Parameter

Explanation

@ | Overlap

Quantitates the unknown sample using the calibration curve made from the results of the
standard samples acquired before and after the unknown sample.

@ | Sequence

Quantitates the unknown sample using the calibration curve made from the results of all
standard samples regardless of the position of the bracketed unknown sample.

© | Average

Quantitates the unknown sample using the calibration curve made by averaging the results
of all standard samples before the unknown sample and the results of the standard sample
directly after the unknown sample.

Click the

(Save) button on the toolbar.

The bracket quantitation settings are saved to the batch file.
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4.4.7 Custom Calculation Function

The custom calculation function allows for automation of operations, such as totaling of the peak area and
quantitative value compensation.

This section describes how to set custom parameters.

1 Click the [Custom Parameters] cell in the Batch Table where custom calculations are
necessary.

3" Reference
If the [Custom Parameters] column is not displayed in the Batch Table, refer to "Hide or Display
Batch Table Items" P.81.

2 Enter [Title], [Formula] and constants to display in the Compound Result Table, and

click [OK].
1 2} (3]
Custormn Param [ters =
T Title Formula Const A Const B Const C
1 1 1 1
2 1 1 1
3 1 1 1
4 1 1 1
5 \ 1 1
[ (o] 4 l [ Cancel l [ Help
No.| Parameter Explanation
© [Title Enter a title to displayed in the Compound Result Table.
@ |Formula Enter a formula using numeric values, macro variables and operators (+, -, *, /, e).

» Macro variables
Retention time (RetTime), area (Area), height (Height), concentration (Conc)
» For a specific peak
RetTime [1] (retention time of peak with compound ID “1”)
» To specifying peaks between data
RetTime [1] (3) (retention time of peak with compound ID “1” of data at 3 rows above the
preset row)

© [ConstAto C [Up to any three constants can be specified in each calculation formula.
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Click the (Save) button on the toolbar.
The custom parameter settings are saved to the batch file.

@ note

Execute batch processing to check the calculation results, and then check the results on the [Compound] tab
in [Results View]. If custom parameters are not displayed, display them using the [Table Style] sub-window.

[ Postrun Analysis (Instrumentl - System Administrater] - Default Project - [Data Analysis - Demo_Data-004.lcd] (== ==
@l Eile Edit View Method Leyout Tocls Window Help =I=]x]
o &« b O ? Eeas o) w |5 % |8 4
==
Wain B Chiomalogiam Yiew
Data Analysis ey Max Intensity : 45,560 [54:“2;0%:[\;;4;?;]
e T Thten . -
B j\ ,ﬂ\ JnL % [Driginal Method Fils Name]
% A e T = = o - = o o = Diemo_Method lem
Data Report - e
[Sarmple Name]
my Max Intensity : 48,560 LMK,
[Detector £ 252nm] Time 6144 Inten 3142 .
[Sample 1]
100
Apply to Method o
22 [Acquired by]
SHIMADZU
4 ” ~  [Date Acquired]
141672003 6:56:29 AW
Wizard o %
T T T T T T T T T [Sampls Type]
E_IW 00 1.0 20 30 40 50 6.0 70 20 80 min Unknawn
M <> Results View - Compound Table B <> Method View - Peak Interation Parameters v Edit
Manuzl Peak )G
Integration Feak Table |_Comnound | cresm | Csibesion cie | Integration | Identification |, @ | Compound | Group | Perfar 4 [
ID# || Conection arca | Compared with p|_Area total valu Channel: [petector A~ (54 =
i 44512489200 397775 | 1073061 57661 4
H 434652,34003 386894 | 107305157660 \idths S e o
3 220 BE9ES 3B0ED | 171 57661 i Copy to Al Channek
4 346670.95320 3.97800 | 107305157660 Slope: 5000 Wjmin
Pragram
T. DBL: 0 min
Min, Area/Height: 1000 counts Moise,/Drift Calculation.
Calulated by: @ Area Height B
< . b | »
[ Dats Analysis
HUM

Hl Custom Parameter Example

Custorn Parameters

# Title Formula Const A Const B Const C
1 Correction ar | Area™® 1. 1 1
2 Compared Areall)/breal3) 1 1 1
3| Avea total val| Areall areal2]+Areal3]+Areal4] 1 1 1
4 1 1 1
5 1 1 1

E OK ] [ Cancel ] [ Help

The 1st row is an example of a compensated area calculation. In this example, each peak area of the
unknown sample is multiplied by the compensation factor to obtain the compensated area.

The 2nd row is an example of a calculation between samples. In this example, calculation uses the peak
area of an unknown sample and the peak area of a standard sample that was acquired three samples
before the unknown sample.

The 3rd row is an example of calculation between peaks. In this example, the total value of 4 peak values
is calculated.
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4.4.8 Set the Injection Volume and Multi-Injection Counts for the GC

With the GC unit, the injection volume and Multi-injection counts are set for each sample in the Batch Table
to perform data acquisition using the same method file.

This section describes how to set the sample injection volume or multi-injection counts in the Batch Table.

1 Click the !E (Settings) icon on the [Realtime Batch] assistant bar.

Click the [Type] tab, deselect [Use Method Inj. Volume & Multi-Inj. Counts], and click

[OK].
Settings @
‘ General | Eracket | Data File Name I Stf.‘._—l\ Shutdown |

‘ ASCII Conversion I File Corversion | QBQC I Option Itsml | Type | |’Isth0d Repurtl
—

@ Lline 1
Dilinez

@ Line 1 & Line 2

(I—h_lsa Methad Ini. Vilome & Mult Tni. Cnunts)

[ [+]4 ]I Cancel ] [ Help.

@ note

In the case of a dual-line configuration GC, select the line to use in the Batch Table.

3 Set [Inj. Volume] and [Multi Injection] in the Batch Table.

I3~ Reference
If [Inj. Volume] and [Multi Injection] are not displayed in the Batch Table, refer to "Hide or Display
Batch Table Iltems" P.81 at "4.2.3 Batch Table Parameters".

4 Click (Save) on the toolbar.

[Inj. Volume] and [Multi Injection] settings are saved to the batch file.

@ note

ltems in the [Setting] sub-window are stored to memory for each batch file.
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4.5 Data Acquisition Using the Batch Queue Function

This software allows you to perform continuous data acquisition using different batch files. Batch files used
for continuous data acquisition are registered to a memory area called the “batch queue”.

In the batch queue, registered batch files are displayed as a list, and are executed in order by realtime
batch from the top of the queue.

The order of registered batch files can be changed and registered batch files can be deleted from the list.

4.5.1 Register Batch Files to the Batch Queue

1 Click the (Batch Editor) icon on the [Main] assistant bar.

2 Open the batch file in the [Batch Editor] window.

3 Click the m (Queue Batch Run) icon on the [Batch Editor] assistant bar.

Batch Editor

2

Seltings

ﬁf’;

The batch file is added to the batch queue.
éll NOTE

» The information for batch files that are registered to the batch queue is retained even if the
[Realtime Analysis] program is exited.

» The status of a batch file registered to the batch queue can be set to “Waiting” (pause) before
realtime batch analysis begins on that batch file. Select [The batch queue is registered as a state
of “Waiting”] on the [Batch] menu, select the rows of the batch queue to set to the “Waiting” status,
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4.5 Data Acquisition Using the Batch Queue Function

and click [Start] to save the batch queue settings.

@ Realtime Analysis (Instrument] - System Administrator) - Default Project - [Batch Editor - Sample.lch] =n(ECH|
%E File Edit View (Batch| Tools Window Help -8
; _] ¥ H v Addto Batch Queue.. = g

. o Lﬂ The batch queue is registered as a state of "Waiting”. )

Fef 9 U8 4 = show Batch Queue..
4.5.2 Change the Batch Queue Order or Delete Batch Files

1 Click the (Batch Editor) icon on the [Main] assistant bar.

2 Click the (Batch Queue) icon on the [Batch Editor] assistant bar.

Batch Editar

b

Settings

&7

To change the order of batch files in the batch queue, select the desired row, and click

[Up] or [Down].

[o =]

5| Realtime Analysis - Batch Queuelnstrumentl

State of Progress

Status  Waiting

Waiting Estimated End Time  Startup/Shutdown

M.. Batch File Operator Date Registered
1 Samplellcb System Administrator  11/9/2007 408 PM Waiting  11/12,/2007 1100 A
2 [Sample2ich [ System Administrator [ 11/8/2007 Yiaiting Aaningsa. | ]

3 Sampledlch System Administrator 11792007 430 PM Waiting  11/12/2007 1230 P

[ Start ][ Glose ][ Help ]

Operators Guide 99



4 Realtime Batch

The order of batch files in the batch queue is changed.

Status Waitine State of Proeress

M.. Batch File Operatar Date Reeistered Waiting Estimated End Time  Startup/Shutdown
Sample2Ich System ddministrator  11/9/2007 419 PM Wiaiting  11/12/2007 11:00 A

2 Samplel lch System Administrator 11792007 408 PM Waiting  11/12/2007 1145 &

3 Samplellch System Administrator  11/9/2007 420 PM Waiting 1771272007 1230 P

[ Start ]I Cloge I[ Help ]

4 To delete a registered batch file from the batch queue, right-click on the desired row,
and click [Delete].

Status Waiting State of Progtess

M.. Batch File Operator Date Registered ‘Waiting Estimated End Time  Startup/Shutdown

1 Sample2lch System Administrator 1192007 499 PM Waiting  17/12/2007 11:00 &
2 Samplel lcb System Administrator  11/9/2007 4038 PM Waiting  17/12/2007 1145 &
1

v Waiting
Edit
Delete
Take Quer Acquisition

Table Style...

[ Start ][ Close ][ Help ]

Refresh F5

The selected row is deleted from the batch queue.

Statuz Waiting State of Proeress Up Dawn

M.. Batch File Operatar Date Registerad ‘Wiaiting  Estimated End Time  Startup/Shutdown

1 Samplelch System Administrator  11/9/2007 419 PM Waiting  77/12/2007 11:00 &
2 Bamplellch System Administrator  11/9/2007 408 PM Wiaiting  11./912/2007 1145 &

[ Start ][ Close ][ Help ]

5 Click [Start].

Realtime batch is started in the new batch file order.
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4.5 Data Acquisition Using the Batch Queue Function

4.5.3 Priority Batch

The currently acquiring batch file can be paused to give priority to another batch file that must be measured
immediately in realtime batch. This is called “priority batch”.

1 Click the M (Batch Editor) icon on the [Main] assistant bar.
2 Display the batch file to give priority to in realtime batch.

3 Click [Start Priority Batch] on the [Batch] menu.

(E=8Eol 5

J_]i Realtime Analysis (Instrument] - System Administrator) - Default Project - [Batch Editor - Sample.lch]
= [[&]] %

= File Edit View |Batch| Tools Window Help
= Add to Batch
TH | < #) Add to Batch Queue ==

The batch queue is registered as a state of "Waiting".
1 R 1 -
i R ] e ﬁ Show Batch Queue...

H J*‘Ej T“@ Start Priority Batch ]
e 1 3 1 ]

The priority batch is started.
# notE

» Priority batch is started after the current data acquisition ends.
 Priority batch cannot be set to batch files set with bracket quantitation, summary report, QA/QC,

and batch action.
The following shows an example of how the [Batch Queue] sub-window changes when priority batch is

set for batch file Sample3.Icb.

B Realtime &nalysis - Batch Queuelnstrumentl = [E][E=]
Status  Priority Runnir State of Proeress 144
M.. Batch File Operatar Date Reeistered Waiting Estimated End Time  Startup/Shutdown
1 Sampledlch System Administrator  11/12/2007 10:22 11/12/2007 1115 A
2 Samplelch System Administrator  11/9/2007 419 PM Waiting  11,712/2007 1200 P
3 Samplellch System Administrator  11/8/2007 408 PM Waiting  11/12/2007 1245 F..
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4.6 Create a Calibration Curve to Quantitate an
Unknown Sample

If data processing parameters have already been determined for a target compound, they may be
extracted from a method so that a calibration curve can automatically be established during acquisition of
standard samples and used for quantitation of unknown samples.

This section describes how to set data processing parameters and Batch Table items to perform
quantitative calculations.

4.6.1 Edit the Data Processing Parameters
1 Click the !Qf (Data Analysis) icon on the [Acquisition] assistant bar.

Drag-and-drop the data file onto the [Data Analysis] window from the [Data Explorer]
sub-window.

Select a data file with data acquisition conditions (instrument parameters) that match those for the target
component to be analyzed.

Refer to "6.5.1 Compound Table Wizard" to set the data processing parameters using
the Compound Table Wizard.

3 Click the (Wizard) icon on the [Data Analysis] assistant bar.

Campound Table Wizard 1/5 ==

[This wizard automatically creates a compound table, Please note that the current compound
table will be replaced with the new one created by this wizard.
On this page, please set the peak processing parameters for peak detection.

Zhannel: Deteckor A - Chi (254nm) ']

width: 5 sec Copy to all Channels

vy

Program

Slope: 5000 v min

Drift: 0 W fmin

T.DEL: 1] min

Min. AreafHeight: 1000 counts MoisefDrift Caleulation. ..
Caleulated by: @ Area () Height

< Back l ext = ][ Cancel ] l Help ]

5 Click (View Mode) in [Method View].

The data loaded in the [Data Analysis] window is reanalyzed according to the new parameter settings.
Check the analysis results in [Chromatogram View] and [Results View].

6 Click the (Apply to Method) icon on the [Data Analysis] assistant bar.
The parameters are exported to the method file.

=" Reference
For details, see "6.7 Save (Export) to Method Files" P.174.
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4.6 Create a Calibration Curve to Quantitate an Unknown Sample

4.6.2 Edit Batch Tables

This section describes how to the set the [Method File], [Sample Type], [Level#], [Data File], [Sample
Amt.], [Dil. Factor.], and [ISTD Amt.] items required for quantitative calculation.

@ note

See "4.2 Create Batch Tables" P.65 for details on other items.

Hl Add Rows to Batch Tables

1 Right-click on the Batch Table, and select [Add Row] from the displayed menu.

Analysis | wiattt | Trau Mame | Samnle Mame | Sample ID | Sample Type | Method File | Data File | Leveln |
1 Eill Series | [ D-Unknawn | [ [ il
Fill Dawvn
Cut
Copy

Copy Entire Table

Clear
== Select Row
Select Al

= Coow Row

E.. Add Row,..

== Insert Roww

2 Enter the number of samples, and click [OK].

Add Samples =)

Mumber of Samples: | 3

Rows are added to the Batch Table.

Analysis | Vial#f | Tray Name | Sample Mame | Sample ID | Sample Type Method File Data File Levellt
1 CtUnknown 0
2 CtUnknown 0
3 CtUnknown 0
4 CtUnknown 1}
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Bl Set the Method File

1 Click the [Method File] cell on the Batch Table.

Analysis | Viallt | Tray Name | Sample Name | Sample ID | Sample Type Methnd File | Data File Levellt
1 [ ( =) 0
2 O:Unknown | 0
3 0:Unknawr [ 1
4 0:Unknawr | 1

2 Select the method file, and click [Open].

Select Method File E

Filtering Condition: lSynchromze with the Filtering Condition of the Data explorer. V]
Method File Name Software Updated by | Updated | File Size
samp lcm LabSolutions  System Administrator  9/24/20710 11:56:50 AM{-07:00) 144 KB
Tutorial_Method lem LabSolutions  System Administrator  9/22/2010 10:58:50 AM(-07:00) 576 KB
Demo_Method lem LabSolutions  System Administrstor  8/17/2010 4:57:54 PM{-07:00) 336 KB
test lcm LabSolutions  System Administrator  9/17/20710 4:42:25 PM-07.00) 144 KB
PDA_Method lem LabSolutions  System Administrator  4/2/2010 3:57:57 PM{-07:00) ITTKB

Demo_SysSuit_Methodlem LabSolutions  System Administrator  2/3/2010 7:54:40 PM{-08:00) 302 KB

u Open |] [ Cancel ] [ Help ]_:;

The method file is set.

Analysis | Vialt | Tray Name | Sample Name | Sample ID | Sample Type Methnd Fila Data File Levelit
1 0:Unknawn ( SampleMethodlcm ) 1
2 0:Unknawn a
a M rk rmae n

3 Set other [Method File] cells in the same way.

3" Reference
Refer to "Copy Settings" P.79 to copy and paste the same method file name to multiple rows.
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4.6 Create a Calibration Curve to Quantitate an Unknown Sample

H Set the Sample Type
Set the type of sample to measure.

In the case of a standard sample, set the first standard sample to [Initialize Calibration Curve] and the next
standard sample to [Add Calibration Level]. The default setting [0: Unknown] is used for unknown samples.

1 Click the [Sample Type] cell of the first standard sample.

Analysis | Viallt | Tray Name | Sample Name | Sample ID | Sample Type | Method File Data File Levellt
1 0:Unknawn EU Sampletethod.lcm a
2 0:Unknawn | Sampletethod.lom a
3 0:Unknawn | Sampletethod.lom a
4 0:Unknawn | Sampletethod.lom a

2 Click [Standard], select [Initialize Calibration Curve] and click [OK].

Sample Type =)
& Urknown i alibration
® Standard @ Initialize Calibration Curve
& Control
§ Unspiked fsdd Calibration Level
& Spiked

 Standard(ISTD Recovery) Replace Callbration Level
& Unknown{QAMQC)
[ Backup Method

| [s]4 ] [ Cancel ][ Help

The initial cell for the sample type is displayed as [1: Standard (1)].

3 Click the [Sample Type] cell of the next standard sample.

Analysis Viallt | Tray Mame | Sample Name | Sample ID | Sample Type | Method File Data File Levellt
1 1:Standard:(| | Sampletethod.lom 1
2 Glnknown (#1) SampleMethodicm a
3 0:Unknawn i Sampletethod.lom 0
4 0:Unknawn | Sampletethod.lom 0

4 Click [Standard], select [Add Calibration Level] and click [OK].

Sarnple Type ==
& Unknown Calibration

$ Standard @ Initialize Calibration Curve

& Control

§ Unspiked #dd Calibration Level
& Spiked

 Standard(ISTD Recovery) Replace Callbration Level
& Unknown{QAMQC)

[ Backup Method

[[ [s]4 ]][ Cancel ][ Help ]

The [Sample Type] cell is displayed as [1: Standard].
Repeat steps 3 and 4 for multiple standard samples.

Analysis | Vialll | Tray Name | Sample Mame | Sample ID | Sample Type Method File Data File Levellt
1 1 Standard (1 Sampletsthod.lsm 1
2 1:Standard ) SampleMethodlom 1
3 U:Unknown Sampletethod.lcm o
4 0:Unknown Sampletethod.lcm o
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B Set the Level#

Set the standard sample [Level#] according to the concentration value in the Compound Table of the
method file. The calibration points are created from the level number of the Compound Table and the area

and height values of the preset standard sample.

@ note

[Level#] values are not used for unknown samples, even if they are set.

1 Click the [Level#] cell for the standard sample.

Analysis Vial | Tray Mame | Sample Name | Sample ID | Sample Type Method File Data File Levelit
1 1:5tandard:(1] Sampletethod.lem k]
2 1:Standard Sampletdethod lom | 1])
3 O:Unknowe Sampletethod.lem [
4 O:Unknown Sampletethod.lem 1]
z Enter the level number.
Analysis Vial | Tray Mame | Sample Name | Sample ID | Sample Type Method File Data File Levelit
1 1:5tandard:(1] Sampletethod.lem 1
2 1:Standard Sampletdethod lom ( al)
3 O:Unknowe Sampletethod.lem [
4 O:Unknown Sampletethod.lem a

The level number is changed.

3 Set the [Level#] cell for other standard samples.

B Set the Data File Name

Either directly enter a file name in the [Data File] cell, or automatically create the data file.

This section describes how to automatically create a data file name.

1 Click the (Settings) icon on the [Realtime Batch] assistant bar.

Realtime Baich
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4.6 Create a Calibration Curve to Quantitate an Unknown Sample

2 Click the [Data File Name] tab, set each item, and click [OK].

Seilings @
[ |scn Conslrsion | File C|puercion T oninc ([ aotion ttem:| | Method Report |
| | General | | Bracket [[| DatsFiemame | || Startup| | shotdown
l | —— -
reate filnames automa |cally with
Prefix:
-
Itenns Lisk: Selected Items:
Eatch Table Row ‘ Batch File Name
Batch Start Date —
Ceanz>)
Batch Start Time:
\ |
} 6
Auto-increment Forrmat: IDDI, ooz, ... - |
[ (o] 4 l [ Cancel l [ Help

7 Select [Create filenames automatically with].

2 Select the items for the file name to automatically create from the [ltems] list.

Enter a character string in the [Prefix] box to create a data file name with a fixed character string.

3 Click [Add].

Items are added onto the end of [Selected Items], and the file name is created using the currently
displayed items.

4 Select an item in the [Selected Items] list to change the display order.
5 Change the display order by clicking [Up] or [Down].

@ note

Automatically created file names use an _ (underscore) to join together items in order starting
with the top item in the [Selected Items] box.

For example, when a file name is automatically created using Batch File Name (AAA), Batch
Start Date (2008/04/01):

the file name is “AAA_20080401".

6 Select a numeric format to automatically append the file name with an incremental number at [Auto-

increment Format].

The data file name in the Batch Table is displayed as [Auto Filename].

Analysis | Sample Mame | Sample ID | Sample Type Method File Data File Background Background Data File Levelit | Inj
1 Baseline 0:Unknown Sampletethod.lcm (At Filename) [l 0
2 Standard Sample | STD-0001 1:5tandard:(l) Sampletethod.lcm (At Filename) i Baseline.lcd 1
3 Standard Sample | 5TD-0002 1:5tandard Sampletethod.lcm (At Filename) i Baseline.lcd 2
4 Unknown Sample| UNK-D007 0:Unknown Sampletethod.lcm (At Filename) 7l Baseline.lcd a
a Unknown Sample| UNK-O002 0:Unknown Sampletethod.lcm (At Filename) 7l Baseline.lcd a
B Unknown Sample| UNK-O003 0:Unknown SampleMethod.lom | [Awato Filename) 7l Baseline.lcd a
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H Set the Sample Amount, Dilution Factor, and ISTD Amount.
Enter values in each cell of the Batch Table to set the [Sample Amt.] (weight) and dilution factor for an
unknown sample, and ISTD amount (for internal standard method) to spike the unknown sample.

This section describes how to set the ISTD amount.

@ note

» Enter the ISTD amount for sample types other than the standard sample when the quantitative calculation
method is internal standard method.

« Enter the concentration of the ISTD for the number of internal standard substances set in the Compound
Table.

» Set [Dilution Factor] to either [Apply] or [Not Used] in the [Data Processing Setting] sub-window in the
[System Settings] sub-window.

Data Processing Settings =5
Instrument Tvpe:
Display Format
Value Dizplay Tvpe Decimal Digitz | Significant Digits | Rounding -
Retention Time Default 3 7 Half Adjust
Concentration Default 3 7 Half &djust
Goncentration® Default 3 7 Halt Adjust E
Marm. Goncentration Default 3 7 Half Adjust
Area Default 1] 7 Half &djust
fAreak Default 3 7 Halt Adjust
Area Ratio Sieniticant Digits 2 [ Half Adjust
Height Default 0 7 Half Adjust
Height¥ Default 3 7 Halt Adjust
Height Ratio Sieniticant Digits 2 [ Half Adjust
Areas Height Default 3 7 Half Adjust
Mumber of Theoretical Plate Default 1} 7 Halt Adjust
HETP Default 3 7 Half Adjust
Theoretical Plates/meter Default 1] 7 Half &djust
Tailine Factor Default 3 7 Halt Adjust
Resolution Default 3 7 Half Adjust
I Default 3 7 Half Adjust 2
LG/GG
[ Dilution Factor @ fpply ©) Not Used ]
o Gl Groge @ Cone () et o ) [ camel | [ Feb

=" Reference
If [Sample Amt.], [Dil. Factor] and [ISTD Amt.] are not displayed in the Batch Table, refer to "Hide or Display
Batch Table Iltems" P.81.

1 Click the [ISTD Amt.] cell for the unknown sample.

Analysis Vial | Tray Mame | Sample Name | Sample ID | Sample Type Method File Data File Levelit | ISTD Amt Inj. Yolume
1 1:5tandard:(1] Sampletethod.lem 1| [Levell Con 10
2 1:5tandard Sampletethod.lem 2 | [Levell Con 10
3 O:Unknowe Sampletethod.lem 1| [Levell Cor. 10
4 O:Unknown Sampletethod.lem 1 [[Levell Ech 10
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4.6 Create a Calibration Curve to Quantitate an Unknown Sample

2 Enter the concentration for each internal standard substance, and click [OK].

ISTD Bmount =
[#]Use level 1 cone. in the compound table of a methad file J__ 1
ISTD Group Concentration

>

== el = ]a]e e

==

N

[[ [s]4 ]][ Cancel ][ Help

7 Deselect [Use level 1 conc. in the compound table of a method file].

If [Use level 1 conc. in the compound table of a method file] is selected, the level 1 concentrations of
the compounds specified as the internal standard substances in the method file are used. Select this
checkbox when a standard sample and unknown sample are spiked with the same amount of
internal standard substances.

2 Enter the concentrations of the internal standard substances in each group.

3 Enter the [ISTD Amt.] cell for other unknown samples.

4.6.3 Data Acquisition Using Batch Tables

Perform data acquisition using a preset batch file.

1 Click the G (Start Realtime Batch) icon on the [Realtime Batch] assistant bar.
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When data acquisition is started, the [Realtime Batch] and [Data Acquisition] windows change as follows.

/4 Realtime Analysis (Instrumentl - System Administrator) - Default Project - [Dats Acquisition - samp.lem(Read only), Ssmple_9242010 1.lccl] (== ==
ﬁ* File Edit View Method Instrument Acquisition Dsts Tools Window Help =1=10=]
iDad | <k BO=EE 2loep#
T HE I e R L ?
H = = ) e e A N
[ == T —
Realtime Batch - Sample.ch &l
— —
Analysis Methed File Data File 1ST ~
1 SST-0001  6:Unknown(@ samplom  Sample_5242010_1led q
2 STD-0001 | 1:Standard:() Sample_5242010_2led 1 Leve
I3 [ Standard Sample | STD-0002__| 1:Standard samplem | Sample_5242010 3led | 2] 1 (Leve
Ta K] [ andaed Comnln | €TH AAATY [EEE——m—] T omme o | Conln GWAAR Alad | 2l ERETPS
\l < =] 3
I T 1=
Hain L | ik LCRunning c Runnin
Batch Editor i Sample M. TOAMC I [
. ample Name sample =
Acquisition et ment1 Sample D : 557-0001 =
w | Filtering Condition: Dista Gt .
; oo
L || Fils Name Stat. * |LC Running Time: 0.47 / £0.00 min Detector A(254nm]: %2 ftem| Val| Uni| ~
Instrument B I Anall= Tode | T
Parameters B samp om nal = my Wax Intensity : 2,062,745 ode[lso [ |[]
S| o) Tutorial Methodlem = 1000 tector & 252nmi1.00] Time 0.000 Tien 72782 . Flow [0.0 [mL/|
| Demo Methodlom - @
[ testlem - 500 -
Start 5] alkane 30mgcm -
- Press | 0.0 | MP
Single Ru <[ ¥
ings S latnd B % Oven[0.0[C
Comment: ; y T T Temp| 65 |C
0.0 5.0 10.0 15.0 min
p =5 Wav | 25 [nm
—_— Vial N[ 0-0
{F: Baich Edior 41 Data Acquisi rimet 00 0l |
Message Sub Message -
7 [End AdioPurge processing.
Stop the bassins check K]
Start Data Acquisiion. &1:Defaull Project - 2-2/2-3 - Sample_8242010_1 Jod - 2010/09/24 13:17:55 an
[ [\ Message / [N m »
C 117GR Free NLIM

During data acquisition, the [LabSolutions Service] icon in the Systray on the Taskbar flashes green.

éll NOTE

Do not turn the PC off while the [LabSolutions Service] icon is flashing.

3" Reference
See "4.3.2 Stop Realtime Batch" P.85 for details on how to stop or pause realtime batch.

B When an Autosampler Is Not Used

For LC

When a manual injector on the LC is connected to the Manual Inject (start) terminals of the system
controller, initiate acquisition by rotating the manual injector to the inject position.

For GC
If the connection is configured to initiate data acquisition by the START input signal of the GC, inject the

sample, and then press the button on the GC. For more details, refer to the Instruction Manual for

the GC unit.

In all other cases, click [Start] in the [Start Data Acquisition] sub-window and press the [start / stop] button
on the CBM-102.
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4.6 Create a Calibration Curve to Quantitate an Unknown Sample

4.6.4 Check the Quantitation Results

Check the quantitation results for the unknown sample in the [Data Analysis] window.

1 Click the !é_? (Data Analysis) icon on the [Realtime Batch] assistant bar.

hiain

Acquisition
Realtire Batch

Start
Realtime Batch

Batch Queue

Edit Tables
Restart

The [Postrun Analysis] program is displayed, and the data file for the selected row on the Batch Table is
loaded.

2 Click the [Compound] and [Calibration Curve] tabs in [Results View], and check the
quantitation results.

B ¢ Results View - Compound T able

Peak Table | Compound |Gruup |Cahhratiun Curve

ID# Mame Ret. Time Conc. Unit Chann
1 Methyl_paraben 2636 1.000 | marL Detector &
2 Ethyl_paraben 3.216 1.000 | marL Detector &
3 Propyl_paraben 3.926 1.000 | marL Detector &
4 Butyl_paraben 4,619 1.000 | marL Detector &

B <> Fesults View - Calibration Curve

Pesk Table | Compound | Group | Calibration Curve

D# x| @ Compound ) Group
1 Methryl_parabe
Cong

1.00-

0.75

050

025

0.00 T T T T T T T

10000 20000 30000 40000 50000 GOOOD 70000 Area
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4.7 Acquisition Cycle Time Optimization

The total time for the batch analysis can be reduced by using the acquisition cycle time optimization
function that overlaps autosampler pretreatment for next sample during current data acquisition.

ll/ NOTE
This function can be performed when using CBM-20A/20Alite(Ver.2.0 or later) as a LC System Controller. (It

is available for any autosampler controlled by CBM-20A/20Alite.)
For GC, This function can be performed when using GC-2030 and AOC-20i, AOC-20i+s or AOC-20d.

Both method file and batch file should be set to use the acquisition cycle time optimization function. This
section describes how to set these parameters.

4,71 Set the Instrument Parameters (LC)

1 Click the (Data Acquisition) icon on the [Main] assistant bar in the [Realtime
Analysis] program.

2 Click [Advanced] on the [Instrument Parameters View] to open the [Advanced] sub-
window.

Click the [Controller] tab, and select [Automatic] for the [Autosampler pretreatment
beginning].

B Instument Parameters Yiew [ Mormal | [Advanced) Encl Ti

Data Acquisition | LC Time Prog, | PDA | Column Oven | Controller |Aumsam;

Model: CBM-204
External output
El Power On
[ Event 1
[ Event 2
[[]Event 3

[FlEvent 4

Acquisition cycle time optimization

Autosampler pretreatment beginning

Pretreatment overlap time : 0.00 min

=" Reference
Refer to Help for details.

4 Click [Save Method File As] on the [File] menu to save the method file.
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4.7.2 Set the Instrument Parameters (GC)

1 Click the & (Data Acquisition) icon on the [Main] assistant bar in the [Realtime
Analysis] program.

2 Change the [View Mode] to [Instrument Parameter] on the [Control Panel] and click the
[AOC-20i] (or [AOC-20i+s], [AOC-20d]).

- Zero Fres - o Consumables ||, Injection Unit
Zero Detector | [N pgyecior @ Secpiviskew | &7 Relay O# Reset B} Maintenance

.
6000 min |74 Download Method:  01_GC2030.gcm

10| L (10.0ul syringe) Multi Injection Count: 15

Injection Volume:

3 Check the [Activate Overlap], and set [Type] and [Time].
|

Injection Volume: 10 ul  (10.0ulsyrings)  Multi Injection Count =
#of Rinses with Presolvent: 0 Fumping Time 5| times
#af Rinses with Solvent(Post): 1 Inj. Port Dwell Time 00| sec
#of Rinses with Sample: 2 Terminal Air Gap O Yes @No
Plunger Speed(Suction): @High () Middle ) Low Plunger Washing Speed: @ High ) Middle ©) Low
Viscosity Comp. Time: 02/ sec Washing Volume: OBl @8ul
Plunger Speed(Injection) @High () Middle ) Low Syringe Suction Position 0| mm
Syringe Insertion Speed @High O Low Syringe Injection Position: 0| mm
Injection Mode: Nermzl [=] Use3Solvent Vials & Wil @ 3Vials
Solvent Selection: @AMIABC ©OnlyA @ Only B ©O0nlyC
Activate Overlap
e
Time: 0.0 min

[I5" Reference
Refer to Help for details.

4 Click [Save Method File As] on the [File] menu to save the method file.
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4.7.3 Create Bath Tables

Click the L 21 (Realtime Batch) icon on the [Main] assistant bar.

Open the batch file in the [Realtime Batch] window.

Enter the method file saved above to all rows of [Method File] column.

@ note

» By entering the method file to the top row and then selecting [Fill Down] from right-click menu on
the cell, it can be set to all rows.

» The overlap injection can not be performed when the method file name is different between lines.

Click the (Settings) icon on the [Realtime Batch] assistant bar.

Select a [Start pretreatment for next sample during current data acquisition] checkbox
in the [General] tab.

Settings [
‘ ASCI Convergion | File Conversion | QAQG | Option ltems | Method Report ‘
General | Bracket I Data File Name | Startup I Shutdown ‘

Start/End Setting

© Siart from Continuine Fowi
©) Start from # T B
[[JEnd 1o 2 =]

"] Repeat batch run (Only for Acquisition)

Dgahhratinn and data processing parameter are succesded
between different method files

#ficquisition cvcle time optimization{Only for Acquisition)

The cycle time optimization disables some of batch settines and operations.
Thig tunction is not performed if the instruments don't support it.

[7]Start pretreatment for next sample during current data acquisition

[ ok [ e | s |

=" Reference
Refer to Help for details.

6 Save the batch file and execute the batch analysis.
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Calibration Curves

This chapter describes how to make calibration curves and check calibration curve information.
There are two ways to make a calibration curve:

» Automatic creation by batch processing

* Manual creation in the [Calibration Curve] window

This section describes how to make calibration curves automatically by postrun batch processing at
"5.1 Calibration Curves by Postrun Batch" and manually in the [Calibration Curve] window at "5.2
[Calibration Curve] Window".

=" Reference

See "4.6 Create a Calibration Curve to Quantitate an Unknown Sample" P.102 for details on automatically
making calibration curves using realtime batch.

5.1 Calibration Curves by Postrun Batch

Use postrun batch to automatically make a calibration curve using the data file of a standard sample that
has already been acquired.

This section describes how to set data processing parameters and Batch Table items to make calibration
curves.

5.1.1 Edit the Data Processing Parameters

This section describes how to edit the data processing parameters of method files using standard samples
data.

1 Click the E (Data Analysis) icon on the [Main] assistant bar in the [Postrun Analysis]
program.

Drag-and-drop the data file of the standard sample from which data has already been
acquired onto the [Data Analysis] window from the [Data Explorer] sub-window.

3 Click the (Wizard) icon on the [Data Analysis] assistant bar.
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I 5 Calibration Curves

Refer to "6.5.1 Compound Table Wizard" to set the data processing parameters using
the Compound Table Wizard.

Campound Table Wizard 1/5 ==

his wizard automatically creates a compound table, Please note that the current compound
-able will be replaced with the new one created by this wizard.
n this page, please set the peak processing parameters for peak detection.

Zhannel: Deteckor A - Chi (254nm) ']
Width: 5 set Copy to Al Channels
Slope: 5000 v min [
Drift: 0 W fmin

Program
T.DEL: 1] min

Min. AreafHeight: 1000 counts MoisefDrift Caleulation. ..
Calculated by: @ prea () Height

< Back [ ext = ][ Cancel ] l Help ]

5 Click (View Mode) in [Method View].
The data loaded in the [Data Analysis] window is reanalyzed according to the new parameter settings.
Check the analysis results in [Chromatogram View] and [Results View].

6 Click the (Apply to Method) icon on the [Data Analysis] assistant bar.
The parameters are exported to the method file.

=" Reference
For details, see "6.7 Save (Export) to Method Files" P.174.

5.1.2 Edit Batch Tables

H Create Batch Tables
This section describes how to create batch tables. There are two ways to create a Batch Table according to
how data is acquired.

* New Batch Table
» Load the Batch Table used for data acquisition

New Batch Table

Click the 5| (Postrun Batch) icon on the [Main] assistant bar in the [Postrun Analysis]

program.

r

D ata énalysis
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5.1 Calibration Curves by Postrun Batch

(Postrun Batch) icon is not displayed on the assistant bar, click on the

assistant bar title.

Lata Anansis

2 Click [Add Rows with Selected Data File] on the [Edit] menu.

@ Postrun Analysis (Instrurentl - System Administrator) - Default Project - [Postrun Batch - Untitled (LC)] =N x|
E Edit] View Eatch Tools Window Help [=]=][x]
iy |E, * C
Fill Series Postrun | Sample Name | Sample ID | Sample Type | Method File | Data File
Fill Down I 1 | 0:Unknawn | |

Cut Ctrl+X
Copy Ctrl+C
Paste Chrl+V
Copy Entire Table

Clear Delete
Select Row
Select Al Ctrl+A
Copy Row
Add Row...

Insert Row

Delete Row

Summary Report Settings...

’ [g Add Rows with Selected Data File...

Select the data file name and then click

The data file name is displayed in the [Selected Data Files] box. Repeat this procedure to select all of the
files required for postrun batch.

Select Data File
Filtering Condition: | Synchronize with the Fiteing Condtion of the Data explorer. -

Data File Acquired Software Sample Mame *

K " . 4
|l Nemoy D= 010 o 1116/9007 £-RR-3G Ndu!"ﬂ-.’?!’“] LabSaltions UMK A

Demo_Data-003 lcd /16/2 X 0)| LabSoltions STD

o[ oG Daia-T0Z1cE 7 LabSoktions STD @

4 m *

Selected Files: ﬁ

Demo_Data-0031cd

The Batch Table is created from the information in the selected data file.

@ Postrun Analysis Instrumentl - System Administrater) - Default Project - [Postrun Batch - Untitled (LC)] EI

{8 File Edit View Batch Tools Window Help [Minirmize|[ ]

028 <6 R O=d 2 NEESEEE]S
=l =l
| main ERERE B Postrun | Sample Name | Sample ID | Sample Type Method File
Postrun Batch ‘ | 1 510 1 T.Standard \LC\Demo_Method Jem
_ Object: 2 510 2 1:Standard \LC\Demo_Method Jom
- 3 STD 3 1:Standard \LC\Demo Methodlom | 31-Demo Data-003cd
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I 5 Calibration Curves

Load a Batch Table Used for Data Acquisition

Click the (Postrun Batch) icon on the [Main] assistant bar in the [Postrun Analysis]

program.

(Postrun Batch) icon is not displayed on the assistant bar, click on the assistant

bar title.

=)

Lala Anavsis

E.

L

Data Report

Drag-and-drop the batch file used for data acquisition onto the [Postrun Batch] window

from the [Data Explorer] sub-window.

L X

Wi ]

) - Default Project - [Postrun Batch - Untitled (LC)]

[32 Postrun Analysis

55 File Edit Yiew Batch Tools Window Help
038 | <@ B[O ? %[ REFRE=E| 0D
S =l
| wain EERE: Postrun | Sample Name | Sample ID | Sample Type Method File Data File
Postrun Batch 1 510 1 1 Standard \[C\Demo_MethodJcm | 29 - Demo_Data-001Jcd
Object: 2 STD 2 1:5tandard \LC\Demo_Method lom 30 - Demo_Diata-002)cd
3 5TD 3 1:5tandard “WLC\Demo_Method lem 31- Demo_Data-003lcd
o Filtering Condition:;
5
i | File MName Stat
@ Tutorial Batc.. -
— || AN Ratch ich -
1 & Dema Batchl.. J-
Seftings m Dema_Sysdui. -
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H Set the Sample Type

Set the type of sample to measure.

5.1 Calibration Curves by Postrun Batch

In the case of a standard sample, set the first standard sample to [Initialize Calibration Curve] and the next
standard sample to [Add Calibration Level]. The default setting [0: Unknown] is used for unknown samples.

1 Click the [Sample Type] cell of the initial standard sample.

Postrun

Sample Name

Sample Type |

Sample ID Method File Data File Levellt | Report Dutput Repoi
1 STD1 0 Unknown ( amp.lcrn Datal.led 0
2 STD2 0:Unknawn | amp.lcrn DataZlcd 0
3 STD3 0 Unknawn | amp.lcrn Datadlcd 0

2 Click [Standard], select [Initialize Calibration Curve] and click [OK].

Sample Type

==

& Lnknown

& _oneral
& Unspiked
@ Spiked

& Unknown{QAMQC)

& Standard(ISTD Recavery)

Calibration

Add Calibration Level
Replace Calibration Level

[ Backup Methad

@ Initialize Calibration Curve

(

(o] 4 ”[ Cancel H Help

The initial cell for the sample type is displayed as [1: Standard (i)].

3 Click the [Sample Type] cell of the next standard sample.

Postiun | Sample Name | Sample ID | Sample Type I Method File D ata File Levellt | Report Dutput Repoi
1 STD1 1:Standard: [ | amp.lcrn Datal.led 1
2 STD2 0 Unknown @ amp.lcrn DataZlcd a
3 STD3 0:Unknawn i amp.lcrn Datadlcd a
4 Click [Standard], select [Add Calibration Level] and click [OK].
Sample Type ==
& Unknown Calibration
@ Initialize Calibration Curve
& Contral
@ Spiked
§ Standard(ISTD Recavery) @ I lib |
& Lnkoamn(QA/a0) Replace Calibration Lewel
[ Backup Methad
[ (o] 4 I Cancel Help
The cell for the sample type is displayed as [1: Standard].
Repeat steps 3 and 4 for multiple standard samples.
Postrun | Sample Name | Sample ID | Sample Type | Method File Data File Levelit | Report Output Repoi
1 STD1 1 Etandardt | samp.lcm Datal.lcd 1 =]
2 5TD2 1:Standard samp.lcm Data2 led 1 ]
3 STD3 O:Unknown | samp.lcm Datalled a &
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I 5 Calibration Curves

B Set the Level#

Set the standard sample [Level#] according to the concentration value in the Compound Table of the
method file. The calibration points are created from the level number of the Compound Table and the area

and height values of the preset standard sample.

@ note

[Level#] values are not used for unknown samples, even if they are set.

1 Click the [Level#] cell for the standard sample.

Postrun | Sample Mame | Sample ID | Sample Type Method File Data File Leveltt Report Dutput Repoi
1 STD1 1:5tandard:(I] samp.lem Datal.led 1 7]
2 5702 1:5tandard samp.lcm Data? led ( 1) 7]
3 STD3 0:Urknawn samp.lem Datad led U 0
2 Enter the level number.
Postrun | Sample Mame | Sample ID | Sample Type Method File Data File Levellt Report Output Repoi
1 STD1 1:Standard: (1] zamp.lcrn Datal led 1
2 S5TD2 1:Standard zamp.lcrn Data2 lcd a))
3 STD3 0:Unknawn zamp.lcrn Datad.lcd 0

The level number. is changed.

3 Set the [Level#] cell for other standard samples.
5.1.3 Postrun Analysis Using Batch Tables
1 Click the E (Start Postrun Batch) icon on the [Postrun Batch] assistant bar.

Postrun Batch

Postrun batch is started.

Postrun

Sample Name

Sample 1D

Sample Type

Method File

Data File

Levelit

Report Dutput

Repoi

STD1

1:Standard: (1]

zamp.lcr

Datal.lcd

1

STD2

1:5tandard

samp.lcm

Data2 lcd
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5.1.4 Check Calibration Curves

5.1 Calibration Curves by Postrun Batch

Check whether the calibration curve has been successfully drawn in the [Calibration Curve] window in
"6.1.3 Postrun Analysis Using Batch Tables".

Select the [Method File] cell in the batch table, and click the (Method Development)
icon on the [Postrun Batch] assistant bar.

Postiun | Sample Type[ Data File Levellt | Report Dutput Repoit Forma
1 1:Standard:[I] Datal.led 1

2 1:5tandard Data2led 2

3 0:Unknawn Datalled 0

Check the calibration curve in the [Calibration Curve] window.

[ Postrun Analysis {Instrumentl. - System Administrator] - Default Project - [Calibration Curve - Dema_Methed.lcm] == =e
HE, Eile Edit View Method Data Toeols Window Hel
P
03P |« @& D=s =T — = -
S |
Wain MEEEERES 0 Calibration Curve Yiew @) Compound () Group = Data Files -
= - - Level 1:1 ]
£ Methh b ) s 4 E
Pastrun Batch letnly_paraben Derno_Data001 icd |,|
Calibration Filtering Condifion: - Conc. 2 |
g Condition: B
= w “ Demi_Data-002
u‘r.J; & ] - Level3: 4
F:m: i | File Name St = B Chromatogram Yiew
ek 1] Diea_Data-003.cd Ec 2
Integration for - . -
N Dt —| 1 Demo Date-D02)ed  EqS e Standard | A Sl [ A=t [ L] sample ofo.
=0 Diata-00 Jad £ 19 Calib Curve:Linear =
o] = mo_Data—001 Jo d Farollot Fermed my Max Intensity - 61,510
@ | ] Demo Data-007/ed - Weight:None lime; fen B
o - 50 4
ﬁ % | i Demo Dats-t06led - g PrtectorAZS4mm o
- £ | ) Demo_Data-005 led - Tovel]  Conc
bt || | L0 Demo Dottt - : - . " %
= | | Tutorial UnkoD2ecd - 5 7 B B
o] Tutorial k0 ged - 3 2 = . b
&% ] Tistoris| Stdi0@esd -
e/ 1 Tuttorial Stei0Recd - 0 Methad View - Compound Table @ Edit
Wizard 1ue] Tutorial Std007 ged -
%;Ef:‘jl’cmn:z - Integration [ Identification | Quantitative | Compound | Group [ Performance | custom [ gc check | Retention Index
< [l ¢
Acquired by SHIMADZ i :
- y 2 Ethy cctor A 3525 1 2
DuiErrE AL 3 | Propyl_parsben | Target | Detector A-C | 3925 | 1] H|
Version: 1 3 | Buty_parsben | Target [Detector A-C__| 2819 1] A
Sample Type: Standard
Level # 3 ] = ] »
Sample Name: sSTD |
iy 3 5:Postrun Batch [ Caiiation C..
x Sub Message -
i 4
[\ Message / [| ¢ ma '
NUM
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I 5 Calibration Curves

5.2 [Calibration Curve] Window

Check calibration curves made in realtime or postrun batch in the [Calibration Curve View] window and
make calibration curves by manually adding calibration points.

The [Calibration Curve] window has four views, [Calibration Curve View] displays calibration curves,
[Method View] displays the data processing parameters, the [Data Files] tree view displays the data files
used for calibration curves, and [Chromatogram View].

5.2.1 [Calibration Curve] window Description

This section describes how to view the [Calibration Curve] window.

@ note

The layout of each view can be changed in the [Calibration Curve] window.
Two modes are provided for the display layout, [Normal Mode] and [Many Ingredients Mode], which is used
when there are many identified peaks.

@ Toolbar @ [Calibration Curve View] @) [Data File] tree view
[ Postrun Analysic [Instrumentl - Systern Administrator) - Default Project - [Calibratio [ Curve - Demo_Method.lem] (== ==
§IE?B|E Edit View| Method Data Tools Window Help _[&][=
EEEIEREEEEE §[Detecto & EEEIEIE]
=l =l
Wain |5 3 B Callbralion Lurve View (@) Compaund () Groue (E Datafies A
Postrun Batch B = e 21 Methly paraben [t [ * B Level 11 K
ST . B Demo_Data-001 led |
alibration Filtering Condition:  [ey § | T Bl Level2:2
¥ - - [1] Dema_Data-002 led
mﬁ! E A S Level3: 4
P": & | File Mame 5t - [(3 Chomatogiam View
s ] Detmo_Dats-003Jed Ec 2] -
el (| — ﬁDemDZDaIa-DDEch Ed= : Etend Senderd A singe [2= s [ T sample nfo. |
& | = 0emo Data-001ked el = Tt Fored v Max ntensity : 1,510
¢ | | Dema_Data-007Jed - VWaight Nons o] Time Ten "
ﬂ 2 | | Demo Dats-008led - L G [OeiecrA 254mn i [Ch t
= - - — romatogram
Marual Pedlc [ [ ﬁgemu_ga:aiggi.:c: i} Level| Conc. Al (4) . g
integration & | [ Demo Data-004 o 7 [ 85734 o 1| g View]
| [ Tutorial Unk0O2gcd - 2 3 165387 Bl T
] Tutorial_Unk0D1 ged - 3 A Il 12976 ‘ = »
=3 o] Tutorial Std009ged - N — /
2 =) Tutorial Std008ged - & Method View - Compound 1 able ( So View | [ Emt}__e
Wizard o] Tutorial Std007ged - - -
o a7 Integration | Identification | Quantitative | Compound | Group [ Performance | custom | oc check | Retention Index
< |:| b
e SHIMADZ i 0 = ! = 6 [Method View]
ToelEnEl  LURAE 3 | Propyl_paraben | Target [Detect I 1] 2]
Version 1 Z | Butyl_parsben | Target [Detector A-C_| 4619 1] A
Sample Type: Standard
Level # K e = ‘ .
Sample Mame: STD
| s o & Postrn Betch 2 Calbraton C..
= Message | Sub Message B
4 [r [\ Message / [| o [ v
No. Explanation
@ | Displays the [Standard] and [Calibration Curve] toolbars.
@ | Displays a calibration curve graph, calibration curve information and Calibration Table.
© | Displays the data files for the individual levels used to make the calibration curve.

Calibration points for each level can be added or deleted.
Add data files by dragging-and-dropping them from the [Data Explorer] sub-window.

Displays the chromatograms and sample information of the data files used to make the calibration curve.

Parameters are displayed in the [View] mode, and can be changed in the [Edit] mode.

@00

Displays the data processing parameters in the method file.
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5.2 [Calibration Curve] Window

5.2.2 Make Calibration Curves in the [Calibration Curve] Window

This section describes how to manually make calibration curves.
Data processing parameters must be set before calibration curves can be manually created in the

[Calibration Curve] window.

1 Click the (Calibration Curve) icon on the [Main] assistant bar in the [Postrun

Analysis] program.

Z Select the method file.
» Existing method file

1 Drag-and-drop the method file onto the [Calibration Curve] window from the [Data Explorer] sub-

window.
@ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Calibration Curve] ==E=H
%'E?EHE Edit View Method Data Tools Window Help =&
JRRe ? | & | &
-l x| =l
Main [ ERE B Calibration Curve View @) Compound () Group
= [
Postrun Batch e Instru =1 Methly_paraben
Calibration J mentl
| Filtering Condition:
i}
e | Pl Status M Chromatogram Yiew
I megPr:E':n e Demo_tethodlom = sl -
o Dt — | [ samplzlem - ingle | A= muii | [ sample nfo.
| testlem - my Max Intensity - 0
|58 Tutorial Methadjem - | Time Int&n.
* New method file
71 Click the (New) button on the toolbar.
@ Postrun Analysis (Systemn Administrator) - [Calibration Cunve] (= EoH 5|
E@?Eile Edit Wiew Method Data Tools Window Help _ll=|| =
Q= BEEYEER %5 =
=l Il
Main Folder: B Calibration Curve View @ compound () Group
Calibration [‘..\Data\Pro]ectl v] #1 il

The following message is displayed.

2 Click [OK].
Postrun Analysis ==
40 ‘I [2114] ¥ou need to select a file in order to refer to the detectar
L ¢ configuration,
ﬂ oK D [ Hep

@ note

This window opens only when [Calibration Curve] window is displayed from Database postrun

program.
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I 5 Calibration Curves

3 Select the method file used for data acquisition or a method file with the same system configuration,
and click [Open].

|
Select Reference File (=]
Filtering Condition: | Synchronize with the: Filtering Condition of the Data explorer. ']
Dats File Acquired Software Sample Mame Sample 1D *
AART_30m gcd 2/17/2005 7:36:38 AM{-08:00)  LabSolutions
DataZ led 5/16/2010 7:39:51 PM{07:00)  LabSolutions  test test
Datalled 9/14/2010 5:53:31 PM07:00)  LabSolutions  test test
Datal.ged 9/14/2010 5:50:58 PM(-07:00)  LabSolutions  test test
[ Diztat led 5/14/2010 548 18 PMEDT I LabSoldtions  test test
Demo_Data-007.Icd 1/16/2003 6:26:02 AM(-08:00) ) LabSolutions  STD 1
|b| Uemo_Data-Uldlcd 116/ 2003 b:3bio3 AMIHUE:UU)  LabSolations  STD 2
Demo_Data-003 led 1/16/2003 6:47:40 AM(-08:00)  LabSolutions  STD 3
Demo_Data-007 led 1/16/2003 7:30:28 AM{-08:00)  LabSolutions  UNK 1004
1% Demo_Data-006cd 1/16/2003 7:19:47 AM(-08:00)  LabSolutions  UNK 1003 ad
«| " ] *
e BB Vetnod |
[l Open I] l Cancel I l Help

@ note

This window opens only when [Calibration Curve] window is displayed from Database postrun
program.

The detector is set based on the system configuration information in this file.
The [Calibration Curve] window changes to [Untitled].

|
[ Postrun Analysis 1 - System Admini: } - Default Project - [Calibration Curve [ Untitled, ==

E'E.‘IE\IE Edit View Method Data Tools Window Help BE
038 oo BEED " @G- |als®

3 Click the [Data] tab at the bottom of the [Data Explorer] sub-window.

[ —
[ Postrun Analysic - System Admini ) - Default Project - [Calibration Curve - Untitled] ===
File Edit View Method Datza Tools Window Hel
P
UAH |« @& Ol - foseswa  x] o & F )
SMENE 1=l
WMain Ly '@ I |d‘ ‘ B Calibration Curve View @) compound ) Group (= Data Files -
P I o Level1
Postrun Batch #1  Level2
Calibration Filtering Condition: byS - Level 3
2 o Level 4
£ * Level§ -
, L | File Name ELle B Chromatogram Yiew
Demo_Data-001 lcd - s
Integration f M - =|
i || —| L0 Demo Data-002kd - | A snge | A= wui | [ sample nfo |
5 | ] Dema_ Data-0031cd - b my Max Intensity 0
& | | Demo_Data-007ed _ - Tme  2.045 Inten. 0. A
M‘:" & | Deno Dstart0Gled - R S s - i
% | [+ Demo_Data-005 lcd - 1 I
Tl = ﬁnemwam—nm d - H=gil & ] , %
. | [ Tutarial Unk0D2ged - Bl =
o] Tutorial Unk0D1ged - - = 5
_% 1] Tutorial_Std009 £ed -
= |ier] Tustorial_Std00B £ed - B Method Yiew - Compound T able &l View | @ Edit
Wizarc |3 Tutor ial Std007 ged - - - — " -
M Toster il SHANNA ard _I= Integration | Identification | Quantitative | Compound | Group | Performance | Custom | QC Check | Retention Index
<[ 3 D& i X )
Acquired by
Date Acguired:
Version:
Sample Type:
—— < I 3
Sample Name:
Tapbly & Postun Batch B Cairation C..
Message | Sub Message | i
[T+ ]\ essage / I« =i ,
UM
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5.2 [Calibration Curve] Window

Drag-and-drop the data file of the standard sample onto the target level in the [Data
Files] tree view from the [Data Explorer] sub-window.

@ note

Drag-and-drop the data file onto the same level position as the concentration set in the Compound
Table of the method file.

@ Postrun Analysis (Instrumentl - System Adrinistrator) - Default Project - [Calibration Curve - Untitled] ==
File Edit View Method Datz Tools Window Hel t
P
DAH B[Ol fowscwrd o]0 |5 |
x| x|
Main Ll |W._"_5 | g | Jﬁ | B Calibration Curve View @) compound () Group
Paostrun Batch #1 il
Calibration Filtering Condition:
w
= H
& “ Level §
— i | File Name St M Chramatogram View
e i) Tutarial Std007 zcd -
Integration for = i y
All Data | e Tutorial Std006 2cd - A single |t Mult | Sample Info.
& | 2 Tutorial Std00Bged - my Wax Intensity - 0
LE ETutDr\al_SthUdgcd - zd Time 3.05T Inten. 0.000
ﬂ'“ & | W Tutorial Stdindged - |F :
N 5 | et Tutorial Std002 ged -1
b 2 | w9 Tutorial Std001 ged -
= w8 Titarial nk 00 led bty T
3.00 3.25
| Tu = ’
=% o] TutorialStdunded -
| 1] Tutorial Std008.cd - 8 Methad View - Compaund Table [E3View| 2 E
Wizard et Tutorial Std007 led - - - " -
R Tustewiad SHANNE Lt - Integration | Identification | Quantitative | Compound | Group I Performance I Custom | QC Check | Retention Index
4 [ * Channel Ret. Time )

_|

he data file is added to the level.

[ Postrun Analysic Instrumentl - System Administratar] - Default Project - [Calibration Curve - Untitled] == ==
JFile Edit View Method Data Tools Window Help [=]=][x]
EET I e = R = T IE AT
=l ==l
Main L @5 | Iﬂ | j | B Calibration Curve View @) compound () Group (= Data Files =
Postrun Batch #1 i = 1
Calibration Filtering Condition: byS v ] - Let
F ¥ - Level 3 m
T & 21 Level 4 -
o | File Name Stf=
Peak 81 Chiomatogram View
e J1a] Tutorial Std009 led - 2] ]
N Dat, — | i Twtorial S008I - Ao Singie [ 2= wuit [ 1] sampie info. |
5 | 115 Tutorial Std007 Icd - ] v Max ntensity : 108,259
@ | ] Tutorial StdD06led - [ Tme 2892 (nlen. | SB.001] .
m B | W Tutorisl Stm05led - d 100 |Petsctor A:254nm -
Mol Pk § | 1] Tutorial StdD04 Jed - EET =
‘f';‘:;m:: 2 | 1) Tutorial Std00% led - Level| Conc 0 -
— | 1 Tutorial Std00Zled BE A
1] Tustorial_StdD07 Jed - b Lol lhd b
=% ] Testled - 00 7= =0 7 1de
B/ 15 PDA_Demo_Data-0071.. - .
Wizard % PO Dmo Data-0061. - 1 Method View - Compound T able @ Edt
\Q\ PDA Demo Data-0051.. - Integration [ Identification | Quanttative | Compound | Group [ performance [ custom | oc check | Retention Index|
4 r D4 |  Name | Type | Channel | Ret.Time | Conc{l) | Conc.(2) | ‘

Repeat the above step and drag-and-drop the additional standard sample data file onto the target level
when multiple standard samples are used.
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5 Calibration Curves

Postrun Analysis

- System - Default Project - [Calibration Curve - Untitled]

P File Edit View Method Date Tools Window Help [= =[]
IN3H|«@ ? foseswa  x] o & F )
S E =lx
WMain Ll ||§3 B Calibration Curve View Compound () Group (= Data Files -
#1 ! i
PO 2R Tutorial_ St led L
Calibration Filtering Condition: S Level 2 r
2 i Tutorial_Std002 led
z 2] 3
i | File Name stfa | Tutorial_StdD03 led i
1] Tutorial_Std009 lod - 2] =
— | [ Tutorial Std00Bled - (=) Gl iy
& | ] Tutorial Sta007 ked - 1] S single [ A= wuii | ] sample Ino. |
& | ] Tutorial_Std006 led - v T
® | | Tutorisl St05led - [ S e e
5 | [+ Tutorial Std004 Jed - 250000 {ppDetector 4 2520
& | |8 Tutorial S5d003 led - Level| Conc. =
| [ Tutarial Std002led - = fl f\
1] Tutorial_Std007 led - d o Jbk (ol L
15 Testled - 08 7= B 75 100
i PDA_Demo_Data-007... -
5 P Do D006 | 81 Method View - Compound T able (G5 View | 2 Edi
IH‘ PD# Demo_Data-0051.. - _ [ Integration | Identification | Quantitative | “ompound | Group | Performance | custom | QE check | Retention Index |
<l r || DZ | MName |  Type | Channel | Ret.Time | Conc.{l) | Conc.(2 |
[

@ note

Set the [# of Calib. Levels] on the [Quantitative] tab in the [Method View] to increase the number of
levels in the calibration curve.

U Realtime Analysis 1 - System A - Default Project - [Calibration Curve - Untitled] =% Fol| =)
[E7 File Edit View Method Data Iools Window Help REIE

OsEE? iB=m—d»@s®
U ) e B2 (M Ba 7

S @m0 Eo ?
=l —zl=
Main I B Calibration Curve View @) Compound () Group it c
—Iﬁa # G Tutoris_5td00 led
Acquisition #1
Calibration Filtering Condition: 0] Tutarial_Std002. led
5 £ Level 3
] : Tutorial_Std002 led @
= = 3] ; -
T | File Name ; i T
1] Tutarial Std002ecd o] B Chromatogram View
| |1 Tutorial Std001 £cd - J_ sogle [ = s | =) semple o
o | [ Tutorial Unk002ded - = :
S | [l Tutorial Urk0Tlog. - s W e blersty: 108214
B | ] Tutorial Std009 1ed 100_[)&&3“; parh =D - o
£ | [ Tutorial Std008 Icd Pl B
& | 17 Tutorial Std007 Jcd T
| 1] Tutorial Std006 Jcd 13 =0 T ) 0] 2
18] Tutorial Std00B Jod I A %
1] Tutorial Std004 od | e
|15 Tutorial Std003 lod - 0.0 25 50 75 100

MTutnriaLSthD? Ied B Method View - Quantitative Parameters S Wi E Edit

1] Tustorial_Std007 Jed

1] Testled Integration | Identification | Quantittive || ompound | Group [ Performance [ Custom [ QC Check [ Retention Index|
[RORA P Poteoin?t L — g
< [l 3 Quantitative Method: i mall F
Acquired by System ) [Emmal Stadarg '] Format of Concentration

Date Acguired: 512720

” 7 Calculated by: Decimal Digits Significant

fersion. ; =
Calibration Curve Digits

Sample Type: Standart

Level & 1 [ =of Calib, Levels: 5 B ]

Sample Name:  Paraben s o l crousing Tyoe: i

urve Fit Type: - .
Sample |D: Standart = inear
Comment: L1 Data Acgus.. (B Caliraton ..
C: 114GB Free NUM SCRL

5 Click the (Wizard) icon on the [Calibration] assistant bar.
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5.2 [Calibration Curve] Window

Refer to "6.5.1 Compound Table Wizard" to set the data processing parameters using
the Compound Table Wizard.

Cornpound Table Wizard 145

able will be replaced with the new one created by this wizard.

his wizard automatically creates a compound table. Please note that the current compound
n this page, please set the peak processing parameters for peak detection.

Channel; Detector A - Chi (254nm) ']

Width: S sec Copy to All Channels

Slope: 5000 uvfmin

Drift: a u¥fmin jh‘
Program

1. DEL: a min

Min. AreafHeight: 1000 counts Maise/Drift Calculation. ..
Calrulated by: @ Area () Height

< Back. [ Mext = ][ Cancel l [ Help

Click (View Mode) in [Method View].
Data processing is performed on the data loaded in the [Data Files] tree view according to the parameters
set in the Compound Table Wizard.

[} Resltime Analysis (Instrument] - System Administrator) - Default Project - [Calibration Curve - Tutorial Methad.lem] (== ==
W File Edit View Method Data Tools Window Help =1=10=]
N 2H|< @& 0= E=mr— A WA
o s WU Ry )

i i
SEY S| —zlx
Wain EN B Calibration Curve View @) Compound () Group £ Data Files Al =
Acquisition Instr #1  Methylparaben L) [ 5 Level 1 .10_ |E
== Obiect e Tutorial_$td001.led
Calioration nt1 i) Tutarial_5td002.lcd
| Filtering Consiion < Tutorial_Std003 lod =
x ) Level2: 20 il el
| File Mame Status R | ]
c m;;:bﬂ - =) Tutorial Methodlem  Editing] B9 Chromatogram Yiew
= = - 204 Extemal Standard 5
Al Data =) PDA Methodlem Calib Curve:Linear | = Sle | A= wult [ [o] sampe info,
i) Demo Methodlem -
Zero:Not Forced
=) sampledem - 10] Weight:None 100 Ly L
E_l _ Time Trten -
¥ et Wean RF : 17156
4] Demo_SysSuit Met.. - = ] =
Manuzl Peak e Syt Toaloe | re  FFSDLLIITI [
Integration Conc. m = 0 il
1 0 [
2 20 %
ﬁ? 3 40 3
Wizard < [ 0.0000 0.0005 0.0010 0.0015
B Method View - Compound Table @ Edt
Integration | Identification | Quantitative | Compound | group | Performance [ custom | Qc check | Retention Index
4 it r D# Name Type Channel Ret. Time Conc.(1) Conc.(2)
Comment i Wethyiparaben | Target Detector A-C 3046 10 E
F] Ethylparsben | Target Detector A-C 3.924 10 2
3 Propyiparaben | Tamet Detector A-C 5.505 10 E
4 Butylparaben | Target Detector A-C 8267 10 2
o 0 v
41k Data Acquis... B Calibration C..

Click the (Save) button on the toolbar.
The method file and the data file(s) in the [Data Files] tree view are saved.

@ note

In the case of a dual-line configuration GC, select the line to export the method from, and click [OK].

Select Line (2 [

Which line?

Cancel
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I 5 Calibration Curves
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6 l Data Analysis

This chapter describes how to display the results of acquired data and set data processing
parameters during postrun analysis. The [Data Analysis] window displays the contents of a single
data file.

=" Reference
» Use the [Quant Browser] window to display the contents of multiple data files, refer to "9 Quant Browser”
P.263.

» Refer to "5 Calibration Curves" P.115 for details on creating calibration curves used for quantitative
calculations.

6.1 [Data Analysis] Window

The [Data Analysis] window is comprised of the following views:

» [Chromatogram View] - displays chromatograms and instrument status

» [Results View] - displays Peak Tables and quantitative results
* [Method View] - displays the data processing parameters

6.1.1 Open the [Data Analysis] Window

1 Click the 3 icon in the [LabSolutions Main] window.

Iratrlmeries

i LabSelutions Main (System Administrator) [ =)

File View Process Window Help
@& 7

m Project: Default Project

e I

LE =TS

Adrrlstraticr

fi= gz
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6 Data Analysis

2 Right-click [Instrument] and click [Postrun].

" 14 LabSclutions Main (System Administrator)

File Wiew Process

Window Help

elelEs

@7

Il Project: Default Project

———

w

LCEOAETE:

o

Il

Batch Queue...

Offline Editor...

Realtime Analysiz...

[ Postrun Analysis...

Browser...

Table View

Icons View
Arrange Icons

Background...

Table Style...

Show Postrun Analysis window.

Refresh

Take Over Acquisition

Release Occupied Instrument

Clear Background

F3

@ note

The [Data Analysis] window can also be opened by clicking the (Data Analysis) icon on the

[Acquisition] assistant bar.

Drag-and-drop a data file onto the [Data Analysis] window from the [Data Explorer] sub-

window.

iAd&m & @

[ Postrun Analysis (InstrumentL - System Administrator) - Default Project - [Data Analysis - Untitled]
[ File Edit View Method Layout Tools Window Help

=zl

x|

0= ? ¢ e |5 B e
R

[Far

[ wan L [m [ 1 B Chromatogram View
Data Analysis 100 Max Intensity 0 %
Time 0007 Inten 0]
Filtering Condition: o
- " T . T . T T
£ 0.00000 0.00025 0.00050 0.00075 0.00100 0.00125 0.00150  min
i
Data Report Z I File Mame St~ Max Intensity . 0
100 Time 0000 Tten 1 .
[ Demo_Data-001 Jed =
] [ Demo_Data-U0Zlcd = ~ m
o | [ Demo Data-t03led - w b
Apply to Method [l ST ETRE ETES IR B *
= || Dema Data-006ked - %
5 | |47 Demo_Dats-005Jed - o T T T T T T
= @DemD_Dala-UMJCd - 0.00000 0.00025 0.00050 0.00075 0.00100 0.00125 0.00150  min
Wizard | [ Tutorial UnkoD2ged - B ¢ Results View - Peak Table B ¢ Method View - Peak Integration | 21, [ [t
s Tutorial Unk001ged - P— —— perp— - =
el ) Tutoris Std0Beed - sk Table | Compound | Group [ Calibration Curve | ntegration | Identification | Quantitative | Compour
¥ L Tutorial Std00geed - Peakif| Ret.Time | Aea | Hegh | . \ =
Manual Peak |7 Tistorial Std007 ged - - 3
Integration (R Tobewial SHANNA ced ) i width: ¢
i = wiidth: 5 sec | I
Acquired by SHIMADZ depe: = imin
Date Acquired:  1/16/200¢ Drift: 0 wvfmin
Version: 1 P
T.DBL: 1000 min
SomvleType: Sandar [ ) .
Level # B B Min, Area/Height: | 1000 counts a7
\:/—| d e
Sample Name: SO | ™ L
L Data Anayes

The content of the data file is displayed in the [Data Analysis] window.
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6.1 [Data Analysis] Window

6.1.2 [Data Analysis] Window Descriptio

This section describes how to view and use the [Data Analysis] window.

@ note

The size of each view can be changed. Click [Save Layout] on the [Layout] menu, and save the changed
layout under a new name.

@ Toolbar @ [Chromatogram View]
[ Postrun Analysis (Instrumentl |- System Administrator) - Default Project - [Data Analysis - Demo_Data-001 lcd] [ ==
P File Fdit View Methad | |unit_Tanle Window Heln _ =[x
el = e R P ol &% @ ie ] b
HF] =l | - =
[Cwan | [ 5 = [& ] B Chiomatogiam Yiew
Data Analysis PR Max Intensity : 18,067 a
B Filiering Conditien. [0y 5 ~ {Defector & 254 AN A L o e §|
L= £ 00 1’0 B 30 £0 5o 60 70 20 S0 min
— &
Data Report = | File Name Gt - " Max Intensity : 16,07
[Detector A 254nm Time 2988 'Inten 0.3

1] Dema_Data-001 Jed Ec
1] Deto_Data-D02 led -
1] Dema_Data-00% led -
1] Detmo_Dats-D07 led -
1] Dema_Data-006 Jed -
1] Deto_Data-00S Ied -
1] Dema_Data-004 Jed -
ton| Tutorial_UnkDO2 ged -
] Tutorial_Unk00T ged -
ien] Tutorial_Std008 ged -
1] Turtorial Std008 ecd -
L3

i

]

104
0741\,—1
T T T T T

T T T T
0o 10 20 an 40 sn &0 70 20 an min

B <> Results View - Paak Table B <> Meathod View - Peak |r’\teglEtIDIU S View | [ Edit 8

| BachDataset |

Pesk Table | compound | Group [ calibration Curve Integration | Identification | Quantitative | Compour+ [ *
Peak# Ret. Time Heigh

Channel: = ) =
i : it Detector A - Ch1 {(254nm) d

1

5 321

N p 3218

< a5 width: 5 sec
4 4518

Manual Peak. 1| Tutorial Std007 ged
g 15 Tutorial Std00F zuu

L Tastewial SHANN and
4|

1 Siope: 5000 Wjimin

Acquired by Tetal
Date Acquired:
Version: T.DBL: o min
Sample Type
Level &

Sample Name [« [+ [\ Detector A-Ch1 || « [ UL '
Sample ID: )
| comment [ Data Ancysis |

Drift: o u¥fmin

Min. AreaHeight: | 1000 counts Noi

@ [Results View] 0 [Method View]

Explanation
Displays the [Standard] toolbar, [Data Analysis] toolbar, and [Background Compensation Bar].

ooz

Displays the chromatogram for the currently open data file.

[Chromatogram View] displays graphs with the [Full Chromatogram] on top and the [Zoomed Chromatogram]
on the bottom. If the data has been acquired from multiple detectors, [Other Detector] graphs can also be
displayed.

[Pressure] and [Flow] can be set to overlaying [Chromatogram View] in the display settings.

" Reference
Refer to "Status Display in the [Chromatogram View]" P.132 for details.

© | Displays the parameters in the [View] mode.
Switch to the [Edit] mode to change the parameters.
Change back to the [View] mode to perform postrun analysis using edited parameters.

@ | The data processing parameters are displayed on the [Integration], [ldentification], [Quantitative], [Compound],
[Group], [Performance], [Custom], and [QC Check] tabs.

=" Reference
Refer to "6.2 Peak Integration Parameters" P.134 for details.
@ | The analysis results are displayed on the [Peak Table], [Compound], [Group], and [Calibration Curve] tabs.
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I 6 Data Analysis

B Status Display in the [Chromatogram View]
The pressure, temperature and other conditions at the time of data acquisition are displayed and can be
overlaid in the [Chromatogram View].

1 Right-click on the graph, and click [Display Settings].

2 Click the [Status] tab, make the necessary selections, and click [OK].

Chromatogram View Display Settings

Chramatogram|| Status ‘

Sample Information
(" Draw Status Curve
Monitared Values: Setting Yalues:
[C]Pump Press. A& []A.Canc
[|etector 1 Cell Temp. fJ[B.Conc
[[]oven Temp. 1
[]Room Temp,
[#]5ample Cooler Temp.

L

L

(Range

Temperature: a - 100 C

Pressure: 00 - 47ES MRa Mormalize 2

Flow: 0000 - 1000 mimin

L oncentration: a - 100 k)

( Right Intensity Axis: [Prassure V] ) 3
(C o ) oot [ momy [ wep |

1 Select the status items to be overlaid on the chromatogram.
2 Setthe display range of each status item or click [Normalize].
3 Select the parameter to display on the right axis of the graph (Intensity Axis).

B Top of Peak Comment

1 Right-click on the chromatogram, and click [Graph Properties].

[ Postrun Analysic (T tl - System Admini ) - Default Project - [Data Analysis - Demo_Data-001.lcd] (=N e ==
Il File Edit View Method Layout Tools Window Help [=]=][x]
o0& |« &[0 [0 ? s olw |5 |B 8 e 13[4
x| x| =l
Main ™ EZ‘} Ij B Chromatogram Yiew
Dita Analysis 7y WMax Intensity : 16,067
1 = e 155 3 ER|
l,-‘ Filtering Conition S Detector A Z54nm| A A ‘;\ I Ime: nten I
o 2 00 10 270 2o 40 p &0 70 20 90 min
- B
el i | File Name Gt~ miv Wax Intensity : 18,067
1] Demo_Data-001 Jed Ed| Detector A 254nm Time  3.973 .Inten. 6.084 .
= —— | |1 Demo_Data-002.cd - |2
f’-@ 5 | 9 Dema Data-03ed - w E
CEUAENEGEER || < | ) Demo Data-007)cd - 2
Z | Y Demo Data-008Jcd
> 5 | 5 Demo Data-005led - ks
e Z | 1 Demo Data-O04led - an BG e B p
Wizard — | ) Tutorial Unk0D2ged -
) Tuterial UnkOD ged - B < Resulls Yiew - Peak Table
ﬂ!% @Tutor!a\_stdtlﬂggcd - Peak Table | Compound [ Group | Calibration Curve | Autg-scale to Selected Peak
1) Tuterial_Std00Gecd - T e —
Manual Peak o Tutorisl Stdd07gcd - Sk - Time Aea | | SLUEEE L
Integration I Turoris btseed - B B 5 Confirmation of Noise/Drif...
‘:uhﬁﬂnrla\ SHANNR el = 5 Ja3 141 Display Settings..
4 ZE15 57964 5 -
Acquired by = o i) Manual Integration Bar
Date Acquired: Begister Selected Peak to Compound Table...
Version
Copy
Sample Type:
Level # | Graph Properties...
Samole Name 4Tr \Detector A-Ch1 || « [m] | —
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6.1 [Data Analysis] Window

Select the peak top comment that is displayed on zoomed chromatograms, and click
[OK].

Chromatogram Yiew Properties ==

General | Color | Font
Grid
¥ s Grid
Y axis Grid

IMagrification Button
W Serall Bar
Chromatagram Label [~ Display File Name
[ Display ¥-axis by exponential Farmat, Extra Curve Label
Graph Comment
[T Display ¥-axis value at intensity.

Peak

Peak Top Comment
[CIPeak Mark [7] Peak# [0
[] Baseling: [¥]Hame [Crr
[CIFRC Result [Tl area [“]Height
[C1FRe viale [] Concentration
[C]FRe Simulation
[Cluse Line

{[ QK ]][ Cancel ] [ Apply ] [ Help ]

The selected comment is displayed at the top of the peak in the enlarged chromatogram.

Max Intensity @ 16 067
Time 0345 nten. 0003 .

my
etector £ 254nm

o
1
y|_paraben|
y[_paraben|
ropyl_paraben|
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I 6 Data Analysis

6.2 Peak Integration Parameters

Change the peak integration parameters and repeat peak integration.

@ note

While in the [Data Analysis] window, the changes to peak integration parameters are applied only to data
processing parameters in the current data file.

The parameters must be exported to a method file before they can be applied to other data, then data
processing using this newly saved method must be applied to all of the additional data. Refer to "6.7 Save
(Export) to Method Files" P.174.

6.2.1 Peak Integration of Detected Peaks

This section describes how to set peak integration parameters.

1

Click (Edit Mode) in [Method View].
Click the [Integration] tab, and change the parameters as required.

Click to change the integration time program and peak selection range.
Program

If analysis was performed on multiple detectors, the parameter changes can be applied to the other
channels by clicking [Copy to All Channels].

Click [Noise/Drift Calculation], and make changes to the [Noise/Drift Calculation Settings] in the sub-
window that is displayed.

B <> Method View - Peak Integration Parameters [@ Edit

p
Iﬂtegf’atlon)Ident\f\catinn |Quantitative |Cﬂmpnund |Grnup |Perfnrmante ICustnm gla]als

A
Charinel: [petector 4 - cht (z54nm) - m

width: 5 seC Copy to All Channels

vy

Program

Slope: 5000 i fmin

Corift: 1) W fmin

T.DBL: i} min

Min. AreajHeight: | 1000 counts NoisefDrift Calculation. .
Calculated by @ Area Height

IIZ° Reference
Refer to Help for details about each of the parameters.

Click (View Mode) in [Method View].

The data loaded in the [Data Analysis] window is reanalyzed according to the new parameter settings.
Check the processing results in the [Chromatogram View] and [Results View].
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6.2 Peak Integration Parameters

6.2.2 Remove Unwanted Peak Integration

Hl Remove Integration of Unwanted Peaks with Minimum Area/Height

Use a larger [Min. Area/Height] value to exclude integration of small peaks.
The following example describes how to change the [Min. Area/Height] value from “1000” to “10000”.

1 Click (Edit Mode) in [Method View].

2 Click the [Integration] tab, and change the [Min. Area/Height] value to “10000".

B <» Method View - Peak Integration Parameters 5d View | [# Edit
Integration lIdantiFitatmn IQuantitatwe ICnmpﬂund IGrnup IPeanrmanca | Custom | 1"

Charnel: [Detector & - cht @254nm -

width: 5 sec Capy to All Channels

Slope: 5000 uvfmin —j'

Drift: a u¥fmin &\_

Program
T.DEL: a min

(M\n‘ fireafHeight:  10000] caunts ] MoisefDrift Caleulation. ..
Calculated by: @ Area _) Height Advanced..

@ note

Select [Height] at [Calculated by] to remove the integration of unwanted peaks based on peak
height.

Click (View Mode) in [Method View].

The data loaded in the [Data Analysis] window is reanalyzed according to the new parameter settings.
Check the processing results in the [Chromatogram View] and [Results View].

my Max Intensity: 497,941
500-{AD1 Time 29.206 [nten. 0746] A

400

200

3015327
34724514

200+

1/15944

_—
'_[3

2/16.044
[ #6/26.414
36/28 453

100+

B
w L 42 F 33700
i %4754
47357749
LD[E <

450 | min

o
@
=3
=1
=)
=
o
o
=1
=)
o
=1
o
o
=1
=)
o
=)
s
ol
=)

-+

my Max Intensity: 497,941
50-JAD1 Tima 17.021 _ Inten 0760 -

400

22/24514

200+

1 5/0.000

200

100

Me3/26.414
[p4/28.453

is/az.oas
27/33.700
F28/35.778
D)E <

af 149334

480 min

=)
]
o
o
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=)
o
]
o
w
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o
o
=)
s
=1
=)
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I 6 Data Analysis

B Remove Integration of Unwanted Peaks with the Integration Time Program

The integration time program allows for detailed peak integration, that is not normally possible with typical
integration parameters.

The following example describes how to remove integration of unwanted peaks using the integration time
program.

You can delete unwanted peaks by setting period in which peak detection is not performed in the Time
Program Table in the [Integration Time Program] sub-window.

1 Click (Edit Mode) in [Method View].

2 Click the [Integration] tab, and click .

Program

B <> Method Yiew - Peak Integration Parameters b View | [# Edit

Integration ]Ident\f\catlon |Quantltatlve |Compound |Group |Performance ICustom ol ek

Channel; [petector & - cht (zs4nm) -

width: 5 seC Copy to All Channels

Slope: 5000 i fmin j

Corift: 1) W fmin ——h‘_
Program

T.DBL: a min

Min. AreajHeight: 10000 counts NoisefDrift Calculation. .
Calculated by @ Area () Height

3 Create an integration time program, and click [OK].

4yl Integration Tire|e Program - Datal.lcd Channell =]
R.Time; | 2,045 Inten: 362.6 Reference Chrom Cha#: | Detector 4:254nm vl
(v N Maix Irtensity : 16,067
o @ 5] =)
=8 1] @ -
== & ]
1] IR ] = ad
= = = =
I =
& =
2
1
o Period of "Integration Off" [=3e)
&
il
¥ ] (=), 3
g Start Time: 0l min
:
| End Time: 2,045 i
Ab ™) [ addTable
5o o 2 30 <o 50
% (B
A o R ra(EI I A L Py e i e
|| Timegmin) | Command | vale | ok
N I | 0
Load Data...

1 Click as (Period of “Integration Off”).
2 Use the cursor to select the start and end positions of the range where integration is not performed.

3 Evaluate the [Start Time] and [End Time] in the [Period of “Integration Off’] sub-window, and click
[Simulate].
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The time and processing commands are added to the time program.

Examine the resulting integration.

my

&l Integration Time Program - Datallcd Channell
R.Time:  3.444 Inten: 13098.6

Reference Chrom Cha:

Detector A:Z54nm ']

Max Intensity - 16,067

4B03M 3172

15414111462

113392

o~

10 20 3o

T
40

T
50

T
50

6.2 Peak Integration Parameters

ol 7o g0 an 10,0
N R N VYN T Y e GO VO VI S NP R
Time[min) Command Value Ok
oYy o
3 Wl 0.000 i
4
NOTE

Use the mouse to click @] &) to zoom in or out a chromatogram and change the display of the

specified view area.

Click (View Mode) in [Method View].

The data loaded in the [Data Analysis] window is reanalyzed according to the new parameter settings.
Check the processing results in the [Chromatogram View] and [Results View].
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I 6 Data Analysis

6.2.3 Analyze Tailing Peaks

This section describes how to process a target peak that overlays the tail of the main peak.
1 Click (Edit Mode) in [Method View].

2 Click the [Integration] tab, and click .

Program
B <> Method Yiew - Peak Integration Parameters & View
Integration Jldent\ﬂcatlon | Quantitative | Compound | Group | Performance I Custom [+ [ *
Channel; [petector & - cht (zs4nm) -
Width: 5 ser Copy ta All Channels

Slope: 5000 W fmin M
Drift: 0 e frin

Program
T. DBEL: o riir
Min. AreafHeight: 10000 counts Naise/Drift Calculation. ..
Calculated by: @ Area ) Height

3 Set the peak to perform tailing processing on, and click [OK].

4yl Integration Tirme Program - Alcahal003(STD for ID Table).ged Channell =]
R.Time: 3481 Inten: 4815.1 Reference Chrom Ch#: |FIDL vl
uv Maix Irtensity : 19,052
=] =
] g 3 2
= 2
Period of "Tailing On" == 2
s
=
Simulate
Start Time: min D
Cacel 2
End Time: 3,451 min =
Add [able 2
&
£ -
Hl T
I . q
175 200 255 24 275 300 3.2 =)o 375
1 [l 3
Aot 1R re sf(F)in A A | A e e A A B
|| Timegmin) | Command | vale | ok
N I | 0
Load Data...

7 Click [/+] (Period of “Tailing On”).

2 Use the cursor to select the start and end positions of the range where tailing processing is
performed.

3 Evaluate the [Start Time] and [End Time] in the [Period of “Tailing On”] sub-window, and click
[Simulate].
The time and processing commands are added to the time program.
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Examine the resulting integration.

6.2 Peak Integration Parameters

&l Integration Time Program - &lcohol001(STD for ID Table).gcd Channell

R.Time: 2,380 Inten;  16348.3 Reference Chrom Chi#: IF1D1

uy

Max Intensity . 19,052

311249

15000

12500+

10000

7500+

5000

7289119677

T H318474

&= T T T T T

1.75
<

A b R ne e e 4 T b dhy e AL

e

o~

DB«

Command
T ailing On

Time(min)
33
3.481

11w

o
<|

T ailing Auto

N |3

0.000

Cancel

Load Data. ..

Simulate
Help

@ note

If the peak on the tail of the main peak is small, adjust the Slope value until it is detected.

Click (View Mode) in [Method View].

The data loaded in the [Data Analysis] window is reanalyzed according to the new parameter settings.
Check the processing results in the [Chromatogram View] and [Results View].

@ noTe

Referring to the procedure above, click [£4] (Period of “Leading On”) if the target peak overlaps the front of
the main peak.

6.2.4 Manual Peak Integration

It is possible to manually integrate peaks that are not properly integrated using the automatic integration
parameters in the method file.

5// NOTE
* Manual peak integration commands are saved only to current data.

« Manual peak integration commands cannot be exported to the method file.

» To execute the same processing command on multiple data files, make settings in the Integration Time
Program in [Method View], and save that method file for use. Alternatively, copy the content in the Manual
Peak Integration Table, paste it into other data tables to apply it on them, and then perform analysis.

« The content in the Manual Peak Integration Table is retained even if postrun analysis is performed using
the other method files.
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I 6 Data Analysis

H Display [Manual Integration Bar]

1 Click the m (Manual Peak Integration) icon on the [Data Analysis] assistant bar.

[ Pastrun Analysis (System Administrator) - [Data Analysis - Demo_Data-00L.lcd] [ole =5
f[ File Edit View Method Layout Tools Window Help REES
PEREN I EF R re— R P C %
iy
Main Folder: B Chiomatogiam View
Data Analysis | |[cc = Mo tonsty: tegey a0 Nl
efecior & Z5am] Time 5633 Hen 265 .
B Filenarne Mod ~ ol [ [DiginaMethed Fie Name]
o Y Er— i) ' Demo_Methodien
) Derno_Data-001 3726/ [serceliae]
11 Derno_Data-002  3/26/ °7 %
=] ats-003 3726/ o ) 20 30 a0 50 &0 70 50 30 i [Peretom
3736
v Mex Intensty : 16,067
3726 _ P = En [Acquired byl
e elesior A 250 T 4778 I T . iedby
372 [Date Acquited]
2] 15 /16/2003 10:26:02PM
L5 GPC Data-t02 W20y {Sample Type]
115 GPC Data-003 1720, o Standard
] GPC_Data-004 1720/ [Levelt]
[ 6PC Data00s 1720 i
=5 PDA Demo_Dat.. 3726, &l
)
- 3% Mave Chromatogram {1 Valume]
. 326 & Initialize Shift U
.y
3;25 Auto-scale to Selected Peak ]
. 3/25/ [v] Peak Pasition Line
= % b a7 [Tiay Namel
Canfirmation of Noise/Drift. et

v

Display Settinas.

= [ED) ManualIntegration Bar ~ | o [roue [erfarmanis I2
E Wal  Beg Peak ta Cornpound Table. —
T 750 13172 Copy [
7 o523 15409
3 54141 1452 Graph Properties, Copy to Al Channels
) 57961 R
Tad 27192 53435 Piint Graph D
I Sione: 000 winin =
[T\ Detoctor A - Ot (254nm) § < [ 7] ol B 5

"l Dt s |

Show or hide the manual peak integration bar.

[Manual Integration Bar] is displayed.

@ note

[Manual Integration Bar] can also be displayed by clicking the (Manual Integration Bar) on the
toolbar or right-clicking on [Chromatogram View] and selecting [Manual Integration Bar].

Two types of [Manual Integration Bar] formats are available, Standard toolbar and Advanced toolbar. The
format type can be switched by changing the setting.

This section describes the Normal toolbar.

Manual Integration Bar (Standard Toolbar with Labels)

Manual Integration Bar (=]
P 2uto Mode D movenL ‘QMM BL(Vertical) £ Insert Peak
Y sert Peak(Free) 4&5phtpgak 29 Unify Peaks S Reject Peak
DA\ Force 8 A Force T/ Not i FarceL/biat [ET] Clear All Table
TDgg\eManualeakl. ¥ Undo Redo ‘;‘: Settings ? Help
Icon Name Explanation
Auto Mode This mode selects the optimal processing based on the relationship

between the position of the mouse cursor and the chromatogram
automatically.
The command shortcut key can also be used.

Move BL

't

Moves the peak detection points (start or end) along the X-axis (time).

Move BL (Vertical)

+

Moves the peak detection points (start or end) along the Y-axis (intensity).

Insert Peak

Inserts a peak start and peak end point for a peak that was not previously
integrated.

Insert Peak (Free)

2| P

Specifies the times and intensity values of the start point and the end
point of the peak, and inserts the peak.
A vertically divided peak can be inserted.
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6.2 Peak Integration Parameters

Icon Name Explanation

Split Peak Splits a peak vertically at a specified time.

“';L If there is a valley near the specified time on the chromatogram, the peak
is split at the time on the valley.

Unify Peaks Unifies two peaks adjacent to a vertical division line that is specified by
clicking the mouse. Or, unifies multiple peaks between two points, which
are specified by dragging the mouse, into a single peak.

Reject Peak Removes the peak that is specified by clicking the mouse.
S Or, removes multiple peaks between two points that are specified by
A

5

1z

dragging the mouse.

Force B/V Changes to detection of baseline separation if the separation state of two

adjacent peaks is vertical division.

Changes to vertical division if the separation state is baseline separation.
o Force T / Not Performs tailing processing if the specified peak is vertically divided. This

L processes a peak as a peak included in the tailing.

If the specified peak is on tailing, vertical division processing is

performed.

. Force L / Not Performs leading processing if the specified peak is vertically divided.

N This processes a peak as a peak included in the leading.

If the specified peak is on leading, vertical division processing is

performed.

Clear All Table Deletes all the content in the Manual Peak Integration Table and sets the

Eﬂ peak detection method to automatic peak integration.

; Toggle Manual Peak Toggles the Manual Peak Integration Table between display/hide.
= Integration Table

Furthermore, there are three operation types, auto mode, selecting processing commands on the toolbar,
and operation by shortcut keys. This section describes operations in auto mode.

Bl Move the Peak Detection Point in Auto Mode

1 Click the [ (Auto Mode) icon to start the auto mode.

Manual Integration Bar =]

@e+Aa4rninE@EN 2

z Move the mouse to near the detection point to move to.

B Chiomatol

Manual Integration Bar =
AP ANAEADGE Mo o RS

10
Ly
T T T T T T T T T g
0o 10 20 30 40 50 60 70 =0 20 min
. M Intensity . 18,067
20 o Joetector & 75 anm Time 4668 Ter B .
175
150
125
100
759
50
259 .
&
on
E‘
in

The detection point is highlighted.
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I 6 Data Analysis

Click the detection point to move to and confirm it.

This can be controlled by dragging the mouse.

O Chiomata
Manual Integration Bar =]
X - —m s Inenety : 16 067
-
A A 4o A i D B ]
104 ]|
ol @
a
T T T T T y T T T
0o 10 20 b 40 50 50 70 80 90 nn
v M tensty 16,067
2n o-Pelector & 25ann| The 4872 Trten 575
1754
1509
1254 a
10.0]
759
50
259 -
0o &
a
43 44 45 45 47 48 ) S0 mn
< = i

A vertical blue line is displayed.

@ note

At this time, if the detection point is specified with the [Y] key held down, the point can be moved in
the intensity axis direction.

If the point is specified with the [F] key held down, it can be moved in both the X and Y directions.

4 Align the mouse (vertical line) to the time of the move destination and click the mouse.

B Chromatof

Manual Inteqration Bar

EAA0 4500 0E =

=
o o Intensity - 16,087
‘,_;ﬂ ?  en

ol «

oo 1.0 20 30 40 50 6.0 7o 80 30 min
W Max Intensity : 16,067
20.pJDetector & 254nm] Time 4733 Irten. 7054
1754
15.04
1254
10.04
754
5.0+
257’——4
D
0.0+
13 a1 45 46 a7 18 19 50 min
< =] v
The peak detection point is changed and baseline is adjusted.

o

Chromato;

v
Dl

Manual Inte gratian Bar

@ AAAN4HmANRENEE

=)
= e Intensty . 18067
‘._:2‘ ?  fren

1754

15.04

1254

1004

.
20 o Joetector & 75 anm

Max Infenstty ; 16,067
Time 4893 ien Z 1T

50 mn

=]

ol
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6.2 Peak Integration Parameters

B Remove a Peak in Auto Mode

1 Click the [ (Auto Mode) icon to start the auto mode.

Manual Integration Bar =]

@4+ AQLRARNNDE -2

Z Move the mouse to inside the peak to remove.

O Chiomalo =
Manual Integration Bar =)
i [ - 6,067
HEALAGA LA LN NE B0 |32 b .
10| ]
o [
y y v v v v : v : dl
0o o 20 B 40 B 0 7o b b min
W b Irtensity : 16,067
17 5-Joetector A 254 Time 4625 ten T .
150]
1257
1009 o
753
50]
257 o
- o
[
00]
g

The peak inside is filled.

3 Right-click on the graph, and click [Reject Peak(No Correction)] on the displayed menu.

B Chromatos .
Manual Inte gration Bar (=
1]

EEAAALAm AR\ NE BN 2

I

@ 2
E:
B «

00 10 20 30 a0 50 50 70 a0 @0 min
Max Itensty | 18,087
47 54Delector & Pt Tie 533 ien TS0 .
1509
1259
1004 m
75 Reject Peak(No Correction)

Refect Peak(Auto-correct)
509 Split Peak
Force Tailing / Not

Force Leading / Not e

o]

The peak is removed.
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B Chiomatol

Manual Integration Bar B
6067

B A PANASANMNNE EO R ? 2

o« [

00 10 20 30 40 50 50 70 80 a0 min

M Intensity - 16,067
Z07]

'
17 5-petector & 25anm Time 4743 ien

15.0

1259

1004
@

ol

w0 3hs Wk 155 ) 455 4t0 | 4rs 450 WEs | min

B Unify Peaks in Auto Mode

This section describes how to execute the peak integration processing command on multiple peaks as a
single peak.

1 Click the o (Auto Mode) icon to start the auto mode.

m
LS LB AN NE E0 o ?

2 Move the mouse to near the vertical division line to unify.

B Chiomatoj

Manual Integration Bar ®
ool [ & A AL AL ARNMNEE 32 .
@

-1l

(D«

200 280 500 380 400 480 530 550 min

w Max Intensity : 8,158,332
] Time 7943 Wen.  T1Z321] .
3500000
3000000
25000004
2000000 a
1500000
10000004
s00000-]
¥
T * .
-500000 ®
q
77 75 78 20 & 82 nin
« = v

The vertical division line is highlighted.
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8 Chromatos
Manual Integration Bar

=
5,332

e .
oy [ AP ALA A AR MEE @ .
2500000
i 1 i g
T T T T T T T T T g
so 180 150 200 230 380 330 400 430 500 530 mn
w Max Intensity : 6,158,332
] Tme 7993 Inen. 1112321 .
3500000
30000004
25000004
20000004
1500000
10000004 H
5000005 Unify Peaks |
o Force BV Peaks
w 1 -
500000 %‘
J =
i 78 78 a0 g1 82 min
’
8 Chiomato —
ual Integration Bar ]

v A 6,332
snummﬁ.agga4m/;mmmm B g ? p
2500000

} l l g
T T T T T T T T T g
150 200 250 00 330 400 450 500 550 mn
w Max: Intensity : 8,158,382
ol Tine  B100 Inten T8 .
3500000
3000000
25000004
2000000
1500000
10000004
s00000-]
v
T <
~500000-
i [S]
77 75 78 &0 1 82 min
’

6.2 Peak Integration Parameters

3 Right-click on the graph, and click [Unify Peaks] on the displayed menu.

The peak integration processing command can also be executed on multiple peaks as a single peak
by changing the [Width] value on the [Integration] tab page in [Method View].

[I¥" Reference

For details on the [Width] value, refer to Help.

6.2.5 Enable/Disable Each Processing Command

This section describes how to enable/disable each processing command using the Manual Peak

Integration Table.

1 Click the ™ (Toggle Manual Peak Integration Table) icon on [Manual Integration Bar].

tanual Integration Bar

M APATpoALMNNEE -2

The Manual Peak Integration Table is displayed.
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2 Clear the checkbox for the processing command to disable and click [Analyze].

Manual Integration Bar

BAAALA®ANMMNE

Time(min] Command Value
1|V 4.767 |Move BL 5,401
2 5174 |SplitPeak |
3 ¥ 4518 |Reject Peaks 5393
4 |V 0.000 0

Only the processing commands with their checkboxes selected are executed again.

[{// NOTE

Pressing the [Delete] key deletes the row selected in the Manual Peak Integration Table.

6.2.6 Overlay Data in the Analysis Sub-window

A reference data file can be opened on the current open data file and displayed as an overlay in the
[Chromatogram View].

1 Select [Open Reference Data File] on the [File] menu.

(33 Postrun Analysis 1 - System Admini | - Default Project - [Data Analysis - Demo_Data-001.lcd] [r=n o=

Il File| Edit View Method Layout Tools Window Help EX

2 Open Data File.., Ctrl+0 F— 1| w2 5} % E@ % 2 ﬁ ﬁ
Close Data File
i — -l =l
. B Save Data File Ctrl+ S B Chromatogram Yiew
E’ Sl P Max Intensity : 16,067
i i =
g Save Data and Method File a -|DetectnrA2k4nm 11\ J'\ i I Time  T.091 | nen. ZE'I_ %
Apply to Current Acquisition Methad 0o 10 20 30 40 50 6.0 7.0 8.0 80  min
¥ % Load Method Parameters... - = Max Intensty 16,067
i Save Method As... Detector A 25&nm| Time  7.587 . Inten. 0343 .
(ﬁ? Open Reference Data File... 10 D
Close Reference Data File G
IS -

2 Click the data file to display, and click [Open].

Open Data File ]

Filtering Condition: | Synchronize with the Fittering Condttion of the Data explorer. - I
Data File Acquired Software Sample Name Sample D -
3 Dema_Data-001 Jcd 1/16/2003 6:26:02 AM(-08:00) LabSolutions STD 1
[ Dema_Data-0021cd 1/16/2003 6:36:53 AM(-08:00) LabSolutions STD 2 A
[ Demo_Deta-103 Ied 1/16/2003 6:47:40 AM-08:00)  LabSolutions  STD 3 3
E Demo_Data-107 led 1/16/2003 7:30:28 AM(-08:00) LabSolutions UNK 1004
E Demo_Data-006.lcd 1/16/2003 7:1%:47 AM(-08:00) LabSolutions UNK 1003
Q Demo_Data-005.lcd 1/16/2003 7.09:08 AM(-08:00) LabSolutions UNK 1002
|8 Demo_Data-004Jcd 1/16/20032 6:58:25 AM{-08:00) LabSolutions UNK 10
E Tutorial_Unk002lcd 5/12/2009 5:05:26 AM{-07:00) LabSoldtions Sample B Unknown02
E Tutorial_Unk0011cd 5/12/2009 4.54:52 AM{-07:00) LabSolutions Sample A UnknownD1
Q Tutorial_Std003 lcd 5/12/2003 4.44:16 AM(-07:00) LabSolutions Parsben Midture Standard 40ppn
E Tutorial_Std008 led 5/12/2008 4.33:42 AM{-07:00) LabSolutions Parsben Midture Standard 40ppn
Q Tutorial_Std007lcd 5/12/2008 4.23:.08 AM{-07:00) LabSolutions Parsben Midure Standard 40ppn
=
< I | 3

I Open I [ Cancel ] [ Help
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The chromatogram in the selected data file is displayed on the sub-window.

@ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Data Analysis - Deme_Data-001.lcd] (==t
E Eile Edit View Method Layout Tools Window Help
{30 & o 0[O ? e d|w g B0 s
=l =l
m B Chiomatogram Yiew
Data Analysis 7 Max Intensity : 16,1
2 7od 7051 . Inten. 4
!/ Filtering Condition: by S - ‘Lw m R hil L o N e -
- £ 0.0 10 20 30 40 50 5.0 70 &0 9.0
- o
Data Report | File Name St~ W Max Intensity : 61,
wDemo Date- 00 Jed  Ex fpstector & 222nm] e =
—| it Demo Data-0020ed - |= o o
- ] Demno_Data-003 Jed - g
@ | ) Demo Data-00Tled =
E | w3 Demo Data-00fled -
5 | = Demo Datar00Bled - ]
& | 1] Demo_Data-004Jcd - 0.0 10 2’0 3o £o ' 60 70 8o 30
— | ) Tutarial Unk002 gcd -
1] Tutorial_UnknD1 ged _ B <> Results View - Peak Table 0 <> Method View - Peak Integration F 23 View |
ax Tustor al 5td009 god - Peak Table |Camnound | Group | Calibration Curvel Integration |Idenﬁﬁcanon I Quantitative | Compol
o] Tutarial Std00% 2cd - = =
Manual Peak. 1] Tutorial_Std007 ecd - I T e l = "_m_}_ — I — l g ‘ Channel: Detector A - Ch1 {254nm)

@ note

» Up to 16 data files can be drawn overlaying each other as reference chromatograms.

« If the data file was obtained by data acquisition on multiple channels, the [Select Channels] sub-
window opens to allow for proper chromatogram selection.

Select Channels

(@ Using the composition of the detector

) Select Channel

Hoeterora
[ClExtracted Chromatogram
[F1Cht 254nm

» To display the baseline of a reference chromatogram, right-click on the zoomed chromatogram,
and select at [Graph Properties].

3" Reference
Refer to "6.1.2 [Data Analysis] Window Descriptio” P.131 for details.

» The peak integration parameters for the reference chromatograms cannot be displayed or
modified.

6.3

Peak Identification Parameters

This section describes how to set the allowable time width (window/band width) used for identifying peaks
based on the Compound Table and which of the identification methods, absolute retention time method or
relative retention time method is used.
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1 Click (Edit Mode) in [Method View].

2 Click the [Identification] tab, and set each parameter.

B <> Method View - [dentification Parameters £ View [[# Edit
Integlatlonl Identification LEluarmtatlve Compound | Group | Peformance | Custom IQC Check | Retention Index‘
Identfication
Window./Band:
Window: 1
Identfication Method: (| Absolute At | 2
Pesk Selection: Closest Peak - 3
[T Display not identified peaks as peaks with zero areaheight)
Add the peaks with zero areatheight) to calibration e'.e) 4
Retertion Time Update ]
@ Mone (") Replace () Average J 5

1 Select either [Window] or [Band] at [Window/Band].
If [Window] is selected, enter [Window] in % units, and if [Band] is selected, enter [Default Band
Time] in minutes.

Parameter

Contents

Window

The allowable time width for the peak top is set as a percentage (%) of the retention time. All
peaks are calculated with the same window percentage.
Allowable time width (min) = + (Compound Table retention time (min) x window (%) + 0.02)

Band

The allowable time width of the peak top is set as an absolute time. The allowable time width
can be set to each peak in the Compound Table.
Allowable time width (min) = + Default Band Time (min)

2 Select either [Absolute Rt] or [Relative Rt] as the peak identification method.

Parameter Contents

Absolute Rt

Identifies target peaks from the retention time of each peak and their allowable times
preset to the Compound Table.

Relative Rt

Compares the retention time of the sample peak to the retention time of the reference
peak to compensate for retention time deviation caused by fluctuation of the data
acquisition conditions. A reference peak must be set in the Compound Table.

=" Reference
For details, see "6.5.4 Directly Edit the Compound Table" P.170.

3 Select the peak to identify from [All Peaks], [Closest Peak], and [Largest Peak].

Parameter

Contents

All Peaks

If multiple peaks fall within a single allowable time range, all peaks are identified as the
target compound despite whether the Window method or Band method is set as the
allowable time width setting method.

Closest Peak | If multiple peaks fall within a single allowable time range, only the peak closest to the

retention time in the Compound Table is identified as the target compound, despite
whether the Window method or Band method is set as the allowable time width setting
method.

Largest Peak |If multiple peaks fall within a single allowable time range, only the peak with the largest

peak area or height value is identified as the target compound, despite whether the
Window method or Band method is set as the allowable time width setting method.

Similarity

[Similarity] can be selected when the photodiode array detector is used. The similarity
between the spectrum at the retention time of the peaks in the allowable identification
width and the standard spectrum registered in the Compound Table is calculated, and only
the peak with the largest similarity value is identified as the target compound.
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@ note

If peak identification is based on internal standard substances or if peak identification is
performed on reference substances, the peak having the maximum area or maximum height is
automatically identified regardless of the [Peak Selection] setting.

4 set [Display not identified peaks as peaks with zero area (height)].
If this checkbox is selected, the information of that compound is displayed at [Results View].

5 set how the Compound Table retention time is automatically updated based on the retention time of
an actually identified peak each time that data processing is performed on the standard sample.

Parameter Contents
Replace Replaces the retention time of each compound in the Compound Table with the retention
time of the actually identified peak.

Average Replaces the retention time with the value obtained by averaging the retention time of each
compound in the Compound Table and the retention time of the actually identified peak.

Click (View Mode) in [Method View].

The data loaded in the [Data Analysis] window is reanalyzed according to the new parameter settings.
Check the processing results in the [Chromatogram View] and [Results View].
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6.4 Quantitative Parameters

This section describes how to set the quantitative parameters used to calculate the concentration values of
the target peak.

Quantitative Processing Reference

Quantitate by external standard method. "6.4.1 External Standard Method" P.150

Quantitate by internal standard method. "6.4.2 Internal Standard Method" P.152

Quantitate by standard addition method. "6.4.3 Standard Addition Method" P.154

Calculate the percentage (%) of each component by "6.4.4 Corrected Area Normalization Method" P.156

corrected area normalization method.

Quantitate multiple compound peaks as a group "6.4.5 Grouping" P.158

Make the calibration curve of the natural logarithmic axis | "6.4.6 Calibration Curve for Exponential Calculation”
P.159

Correct the concentration value of a standard sample "6.4.7 Standard Concentration Factor" P.160

using the standard concentration factor.

Quantitate using the calibration curve of other "6.4.8 Reference Standard ID and Correction Factor"

components. P.161

6.4.1 External Standard Method

This method involves calculating concentrations from the peak area or height of unknown samples using a
calibration curve based on a standard sample. This is the most frequently used quantitative calculation
method.

Data acquisition is performed on a fixed volume of multiple concentrations of a standard solution that were
prepared to bracket the anticipated concentration of the substance in the unknown sample.

A calibration curve is made using the absolute concentration of the standard solution (absolute amount) as
the vertical axis and the respective peak area or height as the horizontal axis.
(The X- and Y-axes display can be changed using [X Axis Calib. Curve].)

Concentration Area
h rt A Calibration
C1 #
Ca
A
Cs
C. # ‘ Cs P
[
Concen- |
- tration [
(" A3 | .
o | (= ° |
P
[
~ - | -
As C1 Pl
C # (I
4 ! .
o
| H
|

i | |
A1 Az As As A4
Area

Fig.6-1 External Standard Method (Absolute Calibration Curve Method)
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After the calibration curve is created, the same volume of the unknown sample solution is analyzed under
the same conditions used to analyze the standard solutions.

The peak area or height (A5) of the unknown sample is determined and the concentration (C5) of the
substance in the unknown sample can be calculated from the calibration curve.

This section describes how to quantitate using the “external standard method”.
1 Click (Edit Mode) in [Method View].

2 Click the [Quantitative] tab, and set each parameter.

B <> Method View - Quantitative Parameters £d View [[# Edit
_Integratmn IdentlFlcatan Quantitative JCompound IGroup IPerFormance | Custom | QC Checkl
Quantitative Methad: ] | Iniks mall 1
[Extarnal Standard v] J
[CIFarmat of Concentration

Caleulated by: @ Area () Height @) Decimal Digits Significant
Digi

Calibration Curve iigits

( ) - 2
# of Calib, Levels: 3 = | |5ample Infarmation, ..

Mok Lised -
Zero: Mot Forced )
wWeighting Method:
% Axis Calib, Curve: ) Conc, @ AreafHeight

1 Select [External Standard] for the [Quantitative Method].
2 Enter the number of concentration levels (calibration points) at [# of Calib. Levels].

3 Click the [Compound] tab, and enter the concentration for each of the standard samples
in the [Conc. (1)], [Conc. (2)] and [Conc. (3)] columns.

This example uses a 3-point calibration curve.

B ¢ Method View - Compound Table G Wiew
()
Integration IIdsntiFi:at\un IQuantitatw:U Compaund U;ruup IPerFUrmancs | Custom [ OC Check|
ID# Name Type Channel Ret. Time Conc.[1) Conc.(2) Conc.[3)
1 Methwl_paraben | Target Detector & -C 3.945 10.000 20.000 40,000
2 Ethyl_paraben T arget Detector & -C 5.677 10.000 20.000 40,000
3 Propul_paraben | Target Detector & -C 9,342 10.000 20.000 40.000
4 Butyl_paraben T arget Detector & -C 12979 10.000 20.000 40.000
5 T arget Detector & -C 0.001 0,000 20000 0,000

[Not Used] is displayed if the concentration cell is selected and the keyboard [Delete] key is pressed
or if “-1” is entered in the cell.

Use this method when separate standard samples are prepared for individual target components.
4 Click (View Mode) in [Method View].

5 Save the method file before creating the calibration curve.

3" Reference
For details on how to make calibration curves, refer to "4 Realtime Batch" P.65 or "5 Calibration
Curves" P.115.
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6.4.2 Internal Standard Method

This highly precise method involves performing quantitative calculation with an area ratio or height ratio to
correct for injection volume errors.

The internal standard (ISTD) substance should be a stable compound that separates completely from
other peaks in the sample, has a similar chemical nature and elutes near the substance to be quantitated.

The standard solutions are prepared with 1 or more known concentrations of the target substance (“X” from
here on) and a specified concentration of the internal standard substance (“ISTD” from here on). Then data
acquisition is performed on fixed amounts of these standard solutions.

A calibration curve is created using the ratio of “X concentration/ISTD concentration” in the standard
solution as the vertical axis and the ratio of “peak area of X/peak area of ISTD” as the horizontal axis.
(The X- and Y-axes display can be changed using [X Axis Calib. Curve].)

Target substance

concentration
Concentration Area conc:esz;lrjati on
Target ISTD N . Calibration
substance A1 Asto
C1 Cisto # A ‘ C4/CistD
Cs/Cisto
- ” |
A2 At . !
3/CistD
C2 Cistp # ‘ ‘ :
1
1
- - I
As  Asmo C2/Cistp 1
Cs Cisto # ‘ ‘ :
1
1
~ - C1/Cisto 1
A+ Ao 1
Ca Cisto # ‘ : : : : :
i | | L
A1/Aisto  A2/Aisto As/AisTo As/AisTo
As/AisTD

Target substance areal/internal standard area

Fig.6-2 Internal Standard Method

A sample solution is prepared by spiking the unknown sample with the same concentration of ISTD as was
used in the standard solution preparation. Data acquisition is performed on the same volume of unknown
sample solution under the same conditions used to analyze the standard solutions.

The peak area ratio between X and ISTD (A5/Aistd.) for the unknown sample is calculated and the
concentration ratio (C5/Cistd) is calculated from the calibration curve.

This section describes how to quantitate using the “internal standard method”.

1 Click (Edit Mode) in [Method View].

152 Operators Guide



6.4 Quantitative Parameters

2 Click the [Quantitative] tab, and set each parameter.

B <> Method View - Quantitative Parameters Sal View
| Integration I IdantiFitatan Quarnktitative JCnmpﬂund I Group I Perfarmance | Custom | QC Checkl
[Quantitative Method: ] Unit L 1
lIntemaI Sendaid d “ D Format of Concentration

iZalculated by: @ Area ) Height
Calibration Curve

I, 3
# of Calib, Levels: 3 = [|=ampie Irormaton. - 2

@) Decimal Digits Significant
Digits

Curve Fik Type: Lingar - Grouping Type:
(P E— Mot Used >
Zero; Mot Forced hd
‘Weighting Method: Mone -
% Axis Calb, Curve: ) Conc, @ AreajHeight

7 Select [Internal Standard] for the [Quantitative Method].
2 Enter the number of concentration levels (calibration points) at [# of Calib. Levels].

3 Click the [Compound] tab, and set the [Type], [Conc.], and [ISTD Group] for each

compound.
This example uses the following calibration curve parameters.
B <> Method View - Compound Table £ View
| Integration I Identification I Quantitat\veu Compound JGrnup I Performance | Custom I Qc Checkl
ID# Name Type Channel Ret. Time Conc.[1) Conc.[2) Conc.[3) ISTD Group |
1 Peakt, ISTD Detector & - C 3945 1.000 1.000 1.000 1
2 PeakB Target Detector &y - C BETT 1.000 2.000 4.000 1
3 PeakC ISTD Detector & - C 9342 1.000 1.000 1.000 2
4 PeakD Target Detector &y - C 12,973 1.nnn 2 nnn 40nn 2

Make a calibration curve using 3 concentrations of standard solution:
* PeakA:ISTD

» Peak B: Target substance. Quantitated using Peak A.
* Peak C:ISTD
» Peak D: Target substance. Quantitated using Peak C.

@ note

* The ISTD concentration values are used to calculate the calibration curve as the ISTD amount.

» If multiple ISTDs are used, number the substances in the [ISTD Group] column so that the ISTDs
corresponding to the target substance are in the same ISTD group.

4 Click (View Mode) in [Method View].
Lf'/ NOTE

* The amount of ISTD in the standard sample is entered in the Compound Table. The amount of
ISTD in unknown samples is entered in the Batch Table and in single run. Refer to "4.6.2 Edit
Batch Tables" P.103 for details on entering the ISTD amount.

+ To make a calibration curve with multiple calibration points (levels) add equivalent amounts of
ISTD to standard solutions of different concentrations. If the standard solution is spiked with the
ISTD before it is diluted, only a 1-point calibration curve is created.

* Prepare standard sample solutions by diluting a stock solution in stages to achieve multiple
concentrations of the target substance. Prepare the unknown sample solution at the appropriate
concentration. Spike all of the diluted standard samples and the unknown sample with equal
amounts of the ISTD.

When the unknown sample is spiked with the same amount of ISTD as the standard solution,
quantitative calculation can be performed by comparing the sample amount and ISTD amount
with all levels of the ISTD concentration fields set to “1”.
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5 Save the method file before creating the calibration curve.

=" Reference
For details on how to make calibration curves, see "4 Realtime Batch" P.65 or "5 Calibration Curves
P.115.

6.4.3 Standard Addition Method

This method involves analyzing an unknown sample that has been spiked with a known amount of the
target substance and an unspiked unknown sample. Quantitation is performed using the difference
between the measured peak areas or heights.

Equivalent aliquots of the same unknown sample solution are prepared. One aliquot remains unspiked and
the other aliquots are spiked with differing known concentrations of the target substance. All of the
unknown sample solutions are analyzed and the results are used to quantitatively calculate the amount of
target substance in the unspiked unknown sample. The calibration curve created with the spiked amount of
substance (concentration) as the horizontal axis and peak area or height as the vertical axis.

This method is often used in situations where the components of unknown sample matrix compromise the
sensitivity of the target substance.

The sample solution (source solution) is divided into several equal parts, and each part is spiked with
standard solution and used for data acquisition.
(Example C1: unspiked, C2: 1.0 mg/L, C3: 2.0 mg/L)

The calibration points of the peak area (A1, A2, A3) and spiked amount (0, 1.0 mg/L, 2.0 mg/L) from the
data acquisition results, are used to make a 3-point calibration curve (linear).

The absolute value where the calibration curve intersects the X-axis (point of intersection - C4) indicates
the concentration (X) of the target component.

Source C1 Peak area
solution Unspiked
Source c2
solution 1.0 mg/L added P
~ L R s C il '-...’
-’. !
] s :
| | # ] g '
Lot 1
- 1 1
Source C3 A1 -7 : |
solution 2.0mg/Ladded [ ~T777" e 4 : !
] [ e : :
# ﬁ c4 « C100) C2(1.0) C3(2.0)
Sample Spiked concentration (mg/L)
concentration
img/L)

Fig.6-3 Standard Addition Method

This section describes how to quantitate using “standard addition method”.
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1 Click (Edit Mode) in [Method View].

2 Click the [Quantitative] tab, and set each parameter.

B <> Method View - Quantitative Parameters

£ View

6.4 Quantitative Parameters

| Integration I IdentlFlcatmnl Quantitative JCompound I Group I Performance | Custom | QC Checkl

Quantitative Method: 1 | teies mall 1
[Standard Addition hd ]J
D Format of Concentration

Caleulated by: @ Area () Height @ Decimal Digits Sigrificant

Calibration Curve 5 Digits

" 75 N ——]
(# of Calib, Levels: 3 = } T 2
Mok Lised -

Zero: Mot Forced )

wWeighting Method:

% Axis Calib, Curve: ) Conc, @ AreafHeight

7 Select [Standard Addition] for the [Quantitative Method].
2 Enter the number of concentration levels (calibration points) at [# of Calib. Levels].

@ note

The unspiked sample is one calibration point and 2 spiked samples are used, making the

number of calibration points, 3. (1 unspiked sample + 2 spiked samples = 3). Therefore, set the
number of levels to “3”.

Click the [Compound] tab, and enter the [Conc.] of the standard sample.
This example uses the following calibration curve parameters.

B <> Method View - Compound Table Sal View
Integration IIdantiFitatmn IQuantitatwe[ Compaund |Grnup IPeanrmanca | Custom | 0C check |
ID# Name Type Channel Ret. Time Conc.[1) Conc.[2) Conc.[3)
1 Peaks, Target Detector &y - C 3.945] 0.000 10.000 20.000
2 PeakB Target Detector &y - C B.ETT| 0.000 10.000 20.000
3 PeakC Target Detector &y - C 9.342] 0.000 10.000 20.000
4 PeakD Target Detector &y - C 12,973 0.000 10.000 20.000

Level 1: Unspiked sample “concentration = 0"
Level 2: 10 mg/L spiked sample
Level 3: 20 mg/L spiked sample

@ note

» Enter “0” for [Conc. (1)] since it is used for the unspiked sample calibration point.

+ Set [Type] to standard for the unspiked and all of the spiked samples, and perform data
acquisition using the method file saved above. (Perform postrun batch analysis if the data has
already been acquired.)

Then, change [Type] to [Unknown] for only the unspiked sample, and reprocess the data using
the using the method file that contains this calibration curve to obtain the quantitative results.

4 Click (View Mode) in [Method View].
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6.4.4 Corrected Area Normalization Method

This method involves, first, correcting the peak area or height of each component peak in an unknown
sample and totaling these values. The percentage of the corrected area or height for each component with
is calculated with respect to that total value is assumed to be the quantitative value.

This section describes how to obtain the sensitivity correction factor using a standard sample of known

concentration and how to perform quantitation by the “corrected area normalization” method by manually
entering that sensitivity correction factor.

@ note

With corrected area normalization, the percentage of the area or height value of all detected peaks is
assumed to be the quantitative value.

B Sensitivity Correction Factor Using a Standard Sample

This section describes use of a mixed sample as the standard sample.
1 Click (Edit Mode) in [Method View].

2 Click the [Quantitative] tab, and set each parameter.

B <> Method View - Quantitative Parameters & iew [ [ Edit
Integration | Identification ( Quantitative ) Compound | Group | Performance | Custom | G Chack |
Guantitative Method: 1 I 1
[Corrected Area Normalization - ]I
|:| Format of Concentration
Calculated by: @ area () Height @ Decimal Digits Significant
Calibration Curve S Digits
# of Calib. Levels: 1 = |Sample Information, ..
[Curve Fit Type: Linear - } ST 2
Mok Used A
Zero: Force Through =
‘Weighting Method:
¥ Ais Calib, Curve: (7 Cone, (@ AreafHeight

1 Select [Corrected Area Normalization] for the [Quantitative Method].
2 Select [Linear] for the [Curve Fit Type].

3 Enter the concentration in the [Conc.(1)] cell for each compound in the [Compound] tab.

B <> Method View - Compound T able £ View
Integration | Identification |Quantitative Compound |Grnup |Perfnrmante ICustnm I( L ’_
ID# Mame Type Channel Ret. Time Conc_[1)

1 Peakd Taiget Detector &4 -C 3.945 20.000
2 PeakB Taiget etector 4-C 0677 20.000
3 PeakC Taiget Detector &4 -C 9.342 20.000
4 PeakD Taiget etector &4-C 12973 20, EIEIEIA

4 Click (View Mode) in [Method View].
l’/ NOTE

Refer to "5.1 Calibration Curves by Postrun Batch" and use the standard sample data to make a
calibration curve. The 1st coefficient obtained is the sensitivity correction factor.
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H Enter the Sensitivity Correction Factor

This section describes how to manually enter the sensitivity correction factor if it is known.
1 Click (Edit Mode) in [Method View].

2 Click the [Quantitative] tab, and set each parameter.

B <> Method View - Quantitative Parameters 43 View
| Integration I Identification LQUGHUtGUVEJCompound I Group I Performance | Custom | QC Checkl
Quantitative Method: ] Uit mall 1
[Cnrrected Area Normalization - ]J [T Format of Coneantration
Calculated by: @ Area () Height @ Decimal Digics  Sigrificant
Calibration Curve 5 Digits
# of Calib, Levels: 1 =
(Curve Fit Type: [Manual RF {Linear) - ! Grouping Type: 2

Mok Lised -
Zero: Farce Through )
wWeighting Method:

% Axis Calib, Curve: ) Conc, @ AreafHeight

7 Select [Corrected Area Normalization] for the [Quantitative Method].
7 Select [Manual RF (Linear)] for the [Curve Fit Type].

3 Enter the sensitivity correction factor in the [1st Coefficient] cell for each compound in
the [Compound] tab.

B <> Method View - Compound Table S iew
Integration I Identification I Quantitative [ Compound ]Gruup I Performance | Custom | Qc Checkl
ID# Name Type Channel Ret. Time Conc.[1) 1st Coefficient Intersection |

1 Peaks, Target Detector & - C 3945 20.000 1.340437e-005 | 0.000000e+000

2 PeakB Target Detector & - C 5677 20.000 1.173229e-005 | 0.000000e+000

3 PeskC Target Detector & - C 9.342 20.000 1.847023e-005 | 0.000000e+000

4 PeskD Target Detector & - C 12973 20.000 1.725211e-005 ]| 0.000000e+000

5 Target Detector & - C 0.00m 20.000 0.000000e+000 | 0.000000e+000

4 Click (View Mode) in [Method View].
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6.4.5 Grouping

Bundling homologs or isomers when there are multiple compounds is called “grouping”.

Grouping is effective in dividing the peaks into groups to perform quantitative analysis only on individual
groups or when measuring the amount of impurities in a certain main component as a single group.

This section describes how to perform grouping quantitation.
1 Click (Edit Mode) in [Method View].

2 Click the [Quantitative] tab, and select [Group Calibration] or [Conc. Summation] for the

[Grouping Type].
B <> Method View - Quantitative Parameters &d iew | [# Edit
Integration |Ident\ﬂcatlon[ Quantitative ]Compound |Group |Performance ICustom IQC Checkl
Quantitative Method: Unit: mall
[Externa\ Standard ‘] .
D Format of Concentration
Calculated by: @ area () Height @ Decimal Cigits Significant
Calibration Curve 3 Digits
# of Calib, Lewvels: 1 = |sample Information. ..
: — Mok Lsed A
ero: -
ok Force Mot Lised
Group Calibratio
Weighting Methad:
¥ dais Calib, Curver () Cone, (@ areafHeight

» The sum of the peak areas or heights of the grouped compounds is used with [Group Calibration],
a calibration curve is created for each group, and quantitation is performed for each group.

» Acalibration curve is created for each compound and quantitation is performed for each
compound, with [Conc. Summation]. Then the sum of the concentrations of the grouped
compounds is used as the concentration of the group.

3 Click the [Compound] tab, and enter the same group number in the [Group#] column of
all of the compounds in a group.

B ¢ Method View - Compound T able 54 View
Integration | Identification | Quantitative [Cﬂmpnund ] Group | Performance I Custom I Qc Chs:kl
ID# Name Type Channel Ret. Time Conc.[1) Grouplt

1 Peakd T arget Detector & -C 3.945 1.000 a

2 PeakB T arget Detector & -C 5.677 1.000 1

3 PeakC T arget Detector & -C 9,342 1.000 1

4 PeakD Target Detector &-C 12979 1.000 0

g T arget Detector & -C 0.001 20.000 a

4 Click the [Group] tab, and enter [Name], [Conc.], and [Unit].

0 <> Method View - Grouping Table £d View
Integration IIdent\f\catinn IQuantitative ICﬂmpnund(| Groun_serformance |Custnm |QC Chatkl
Groupdf Mame Conc_[1) Unit Fit Type Zero ‘Weigh
1 Growpl 5.000 D efault Default Default
z T PEEDD PEEDD PEEDD

5 Click (View Mode) in [Method View].
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6.4.6 Calibration Curve for Exponential Calculation

Since the sample concentration and sensitivity are not directly proportional when using an LC-ELSD
detector or the GC-FPD detector S mode, make a calibration curve using the exponential function.

This section describes how to perform quantitative calculation using a calibration curve calculated from the
exponential function.

1 Click (Edit Mode) in [Method View].

2 Click the [Quantitative] tab, and select [Exponential] for the [Curve Fit Type].

B <> Method View - Quantitative Parameters £ View [[# Edit
| Integration I IdentlFlcatmnl Quantitative I Compound I Group I Performance | Custom | QC Checkl
Quantitative Methad: Uit mglL
[Extarnal Standard v]

D Format of Concentration

Calculated by: @ Area ) Height
Calibration Curve

# of Calib, Levels: 3 = |sample Infarmation. ..
Curve Fit Type: Exponential ~ Grouping Type:

(@ Decimal Digits  Sinificant
Digits
3

Zero: Paint ko Point
Quadratic
weighting Method: | Cubic
Mean RF
¥ axis Callb, Curve: | [EREREED i

Manual RF (Linear)
Manual RF (Exponential)

@ note
» Atleast 2 standard samples (i.e. 2 calibration points) are required to create a calibration curve
with the exponential calculation. Select 2 or higher at [# of Calb. Levels].

+ [Zero] cannot be set for the exponential calibration curve since the curve does not pass through
the origin.

» Both of the axes of the graph for the exponential calibration curve are logarithmic.

3 Click the [Compound] tab, and enter the [Conc.](s).

B ¢» Method View - Compound Table L Wiew
Integration I Identification I Quantitat\ve[ Compound USrnup I Performance | Custom | QC Check|
ID# Name Type Channel Ret. Time Conc.[1]) Conc.[2) Conc.[3)
1 Peaks, Target Detector &y - C 3.945] 1.000 10.000 1000.000
2 PeakB Targst Detector & - C 5.E77 1.000 10.000 1000.000
3 PeakC Targst Detector & - C 9342 1.000 10.000 1000.000
4 PeakD Targst Detector & - C 12.979 1.000 10.000 1000.000

4 Click (View Mode) in [Method View].
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6.4.7 Standard Concentration Factor

Make a calibration curve using values obtained by multiplying concentration values of each level with
compensation factors.

This section describes how to set the standard concentration factor.
1 Click (Edit Mode) in [Method View].
2 Click the [Compound] tab.

3 Right-click on the Compound Table, and click [Table Style].

B <> Method View - Compound T able G view
Integration | Identification | Quantitative | Compound |Group | Petformance I Custam I Qi Checkl
[o} 3 MName ¥ Undo Conc.[1] Conc.[2) Conc.(3)

1 Peaké - 45 10.000 20.000 40.000

F PeakB | % Fedo 77 10.000 20,000 40,000

3 PeakC Cut 42 10.000 20.000 40.000

4 PeakD - 73 10.000 20.000 40.000

5 Copy 01 10.000 20.000 40.000

Paste

Copy Entite Tahle
Clear

Select Al

Add Row

Insert Row

Delete o

Sort by Retention Time
Wiew Mode

Edit Mode

¥ Cancel Edit
([ Table Sde.. )

4 Add the [Standard concentration factor] column to the Compound Table in the [Table Style]
sub-window, and click [OK].

Table Style =5
Item Settings | Fant
Hide Items Display Items
Ph. Select - Marme
Calc. by Type
Fit Type Ret. Time
Zera Conc.(1]
Wweight Conc.(2)
“whindow/Band W 21 o
Spiked addoze) == 2
3rd Coefficient L
2nd Coefficient 3
15t Cosfficient <« Remove Down
Intersection
Ref STD ID
- Initialize: 1
Mumber of fized columns: 0
( ok [ cancel |[ Hep |

71 Select [Standard concentration factor] in the [Hide Items] list.
2 Click [Add].
The [Standard concentration factor] item is added to [Display Items] list.

ﬂ// NOTE
Change the display order of items in the Compound Table, by selecting the item in the [Display

Items] list and then clicking [Up] or [Down].
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5 Enter the [Standard concentration factor] column.

B ¢ Method View - Compound Table L View
Inkegration I Identification I Quantitative lCDWDUUﬂdJ Group I Performance | Custam | QC Checkl
ID# Name Type Ret. Time Conc.[1) | Conc.[2] | Conc.(3) Standard concentration factor

1 Peakd, Target 3.945 10.000 20.000 40.000 1.000000

2 PeakB Target B.E77 10.000 20.000 40.000 1.000000

3 PeakC Target 9.342 10.000 20.000 40.000 1.000000

4 PeakD Target 12.973 10.000 20.000 40.000 1.000000

] Target 0.001 10.000 20.000 40.000 1.000000

6 Click (View Mode) in [Method View].

6.4.8 Reference Standard ID and Correction Factor

If standards cannot be prepared for impurities or related substances, create a calibration curve using a
standard substance with the same (or proportional) response factor, and quantitate the concentration of the
impurities or related substances using that calibration curve.

@ note

Use the value obtained by multiplying the peak area or height or the peak area or height ratio of the internal
standard by the correction factor, to create the reference standard calibration curve specified by ID.

1 Click (Edit Mode) in [Method View].
2 Click the [Compound] tab.

3 Right-click on the Compound Table, and click [Table Style].

B ¢ Method View - Compound Table L Ve
Inkegration I Identification I Quantitative | Compound ‘Group I Performance | Custam | QC Checkl
ID# HName : Conc.[1] Conc.[2] Conc.[3]

1 Peakd, 145 10.000 20.000 40.000

2 PeakB W7 10.000 20.000 40.000

3 PeakC 142 10.000 20.000 40.000

4 PeakD 379 10.000 20.000 40.000

] Lopy I} 10.000 20.000 40.000

Paste

Copy Entire Tahle

Select &1
Add Rowy

Sort by Retention Time

Wiew Maode

Edit Mode

¥ Capcel Edit
[| Table Style... )
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Add the [Ref STD ID] and the [Correction factor] column to the Compound Table in the
[Table Style] sub-window, and click [OK].

Table Style E
Itemn Settings | Fant

Hide Items Display Items
Band - Marme
Pk. Select Tupe
Calc. by Ret. Time
Fit Type Conc 1]
Zera Conc.[2]
Wweight \Cone (31 | T
windowsBand N — 2
Spiked =
3rd Coefficient o] ]
2nd Coefficient |<< HEWUVEl | Down ‘
15t Coefficient
Initisliva 1
Hurnber of fived columns: 0 1=

=

u oK ]J[ Cancel ][ Help

1 Select [Ref STD ID] and [Correction factor] in the [Hide ltems] list.
2 Click [Add].
The [Ref STD ID] and [Correction factor] item are added to the [Display ltems] list.

él/ NOTE
Change the display order of items in the Compound Table, by selecting the item in the [Display

Items] list and then clicking [Up] or [Down].

5 Enter the [Ref STD ID] and [Correction factor] column.

0 <> Method View - Compound T able Sd View
Integration | Identification | Quantitative | Compound |Grnup | Performance I Custam I QC Chatkl
ID# Name Type Ret. Time Conc (1) | Conc. (2] | Conc(3)| RefSTD ID Correction factor \

1 Peaks Targst 3545 10.000 20.000 40.000 2 0.9538600

2 Peakp Targst 5.E77 10.000 20.000 40.000 1.000000

3 PeakC Targst 9342 10.000 20.000 40.000 2 0.B648200 |

4 PeakD Targst 12979 10.000 20.000 40.000 1.000000

5 Target 0.007 10.000 20.000 40.000 [

6 Click (View Mode) in [Method View].
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6.5

6.5.1

Compound Table

The Compound Table must be completed to identify detected peaks or to perform quantitative calculation
on the detected peaks. There are various ways of entering data into the Compound Table. Use the method
that is the most convenient.

"Compound Table Wizard"
"Compound Table from the Peak Table"

"Compound Table Retention Times Using the Mouse"
"Directly Edit the Compound Table"

Compound Table Wizard

This section describes how to complete a Compound Table using the wizard. Using the wizard also allows
the peak integration, peak identification, and quantitative parameters to be entered in the consecutive sub-
windows.

1 Click the (Wizard) icon on the [Data Analysis] assistant bar.

Data Analysis

E

%

Data Report

2 Enter the peak integration parameters, and click [Next].

Compound Table Wizard 1/5

[This wizard automatically creates a compound table, Please note that the current compound
table will be replaced with the new one created by this wizard.
On this page, please set the peak processing parameters for peak detection.

Channel;

width:
Slope:
Drift:

T. DBEL:

Min. AreafHeight:

Caleulated bry:

==

Detector 4 - Chi (254nm) -

S sec Copy to All Channels

5000 uvfmin j'

a u¥fmin m —=
Program

a min

1000 counts Maise/Drift Calculation. ..

< Back. [ Mext = ]l[ Cancel l [ Help

3" Reference

Refer to "6.2 Peak Integration Parameters" P.134 for details on setting the peak integration

parameters.
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3 Select the [Select] column to register a peak in the Compound Table, and click [Next].

Compound Table Wizard 2/3 E
Selec||Ret. Timel Area Height | ~ Eelect peaks you want ko define by checking boxes
= 26| 7a7e| tamy ||| Fnthepesktable
2| 3218 85323 15028
3| 3.683 1612 171 u Max Intensity . 16,067
3 e 3.9%6 54296 | 11440 i éﬂ g -
Detector 0 (254nim)
5% 1,620 57393 129 T taftel
o
1 100004 m
5000
o
- 8
[+ [+ ]\Detector A - Ch1 (254nm) / o 50 min
[ < Back [l Next = I] [ Cancel ] [ Help ]

4 Enter the quantitative parameters, and click [Next].

Compound Table Wizard 3/5 E

Quantitative Method: Unit: mgjL

External Standard Format of Concentration

Calculated by @ frea () Height @) Decimal Cigits Significant

Calibration Curve Digits
=]

# of Calib, Levels: 3

Curve Fit Type: Linear - Grouping Type:
Mok Used A
Zero: Mok Forced hd

‘Weighting Method;

® Axis Calib, Curve: () Conc, @) Area/Height

< Back “ Next = I” Cancel ] l Help ]

I Reference
Refer to "6.4 Quantitative Parameters” P.150 for details on setting the quantitative parameters.

5 Enter the peak identification parameters, and click [Next].

Compound Table Wizard 4/5 =
Identification
Window,Band: 1@ Window (@) Band
Window: 5 %

Default Bandwidth: min
Identification Method: Absolute Rt A

Peak Selection: Closest Peak )

Cisplay not identified peaks as peaks with zero area(height)
[[] add the peaks with zero areafheight) to calibration level

Retention Time Update:
() None: () Replace @) Average

< Back Il Mext > "[ Cancel ] l Help ]

X" Reference
Refer to "6.3 Peak Identification Parameters" P.147 for details on setting the peak identification
parameters.
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6 Enter the [Name], [Type] and [Conc.] column in the Compound Table, and click [Finish].

Compound Table Wizard 5/5 =<5
Fallowing compound table is created.
Check the contents and modify it if necessary.
1D# Name Type Rel. Time Conc.[1) | Conc.[2) | Conc.[3) || Ref STI

1 RT:2.636 | Target 2636 1.000 1.000 1.000

2 RT:3.216 | Target 3216 1.000 1.000 1.000

3 RT:3.926 | Target 3.926 1.000 1.000 1.000

4 RT:4.620 | Target 4.620 1.000 1.000 1.000

5 Target 0.001 1.000 1.000 1.000

< 1 r

< Back [[ Finish ” [ Cancel ] [ Help

» The default [Name] is “RT (Retention Time) + peak retention time”.

» Edit the Compound Table to match the parameters set in quantitative processing.

The settings made in the wizard are saved to the data processing parameters in the open data file.

=" Reference
+ Refer to "6.7 Save (Export) to Method Files" P.174 to save settings made in the wizard to method file.
» Refer to "5 Calibration Curves" P.115 for details on creating calibration curves.
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6.5.2 Compound Table from the Peak Table

Peaks displayed in [Chromatogram View] can be registered to the [Compound] tab in [Method View].
This section describes how to register peaks in [Chromatogram View] to the Compound Table.

1 Click the [Peak Table] tab in [Results View].

2 Right-click [Peak#] for the desired peak, and click [Register Selected Peak to Compound
Table].

@ Postrun Analysis L - Systern Admini: } - Default Project - [Data Analysis - Demo_Data-001.lcd] [
%W Eile Edit View Method Layout Tools Window Help

iod s« 0 |0l ? (eeea o]0 |5 %8 e
xlx|

x|
Main Ll @ j B Chromatogram View
Data Analysis 7Y Max Intensity
. - [Detector A 754nm] Time nten.
Filtering Condition: [y 5 7] + R
E. ¥ |
= £ 0.0 10 20 30 40 50 60 70 80 a0
LN || | File Name 5t + )
] Dema_Data-007 Jed Ec my LT TETE)
5
rf—-] —| wo Demo Data-0020ed - 1o fpetector & 28 &nm] Tmé 1521 nten.
L"’L‘b = M Demo_Data-003.)ed -
Apolyto Method [{ICN BFRVRREEIESIEICY 10
Z | 1) Demo_Data-D06 Jcd -
&7 £ | ] Demo_Data-005 Jed - ]
7 @ | e Demo_Data-| L -
£ E | a2 Demo_Data-004 Icd
Wizard = MTumr\al_UnkDU?gcd - fil
M Tutorial_Unk007 gcd -
ﬂ:‘* o Tutorial Sid008gcd - 00 10 i 20 40 =0 B 70 &0 90
L] Tutarial Std008ecd -
Manual Peak MTumr\al Std07 gcd - A < Results View - Peak Tahle A <> tethod View - Peak Integration F 534
Integration -
ﬁ?tma:g::gg:gc: Peak Table | Compound | Group | Calibration CurvEl Integration |Idanhﬁ:ahﬂn | Quantitative I &
Jue] Tutorial J={t -
o] Tutarial Std004.2cd - Charnel: Detector A - Ch1 (254
o] Tutarial S5td00%gcd -
i Tutorisl Std002ecd - Lopy width: N
1] Tutorial Std001 zed - - 7 Copy Entire Table )
{ Slope: ulVfmin
<l ’ Tora|  Register Selected Peak to Compaund Table ot - .
rie: ! uv/min
Acquired by Show Total . "
Date Acquired: Ty - be: o min
Wersion: able Style.. Min. Area/Height: counts
R m - .

The selected peaks in the Peak Table are registered to the Compound Table.

3 Click the [Compound] tab in [Method View].
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4 Enter [Name] and [Conc.] of the registered peak in the Compound Table.

[32 Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Data Analysis - Dema_Data-001.lcd]

File Edit View Method Layout Tools Window Help

=5 EEm =5
[ [=][x]

P& -

N EF R = —
==l

Sk

| ain

E

ES[FRE

&

® |

i

Data Analysis
of
2
Data Report
Apply to Method

ﬁ*;

=
Manual Peak
Integration

Filtering

| BachDatmSet |

Filtering Condition:

File Name
1] Dema_Data-001 Jed
1] Deto_Data-D02 led
1] Dema_Data-00% led
1] Detmo_Dats-D07 led
1] Dema_Data-006 Jed
1] Deto_Data-00S Ied
1] Dema_Data-004 Jed
ton| Tutorial_UnkDO2 ged
1] Turtorial_Unk001 god
ien] Tutorial_Std008 ged
1] Turtorial Std008 ecd
ien] Tutorial Std007 ged
1] Turtorial Std006 ecd

ien] Tutorial_Std005 ged
1] Turtorial Std004 gcd
ien] Tutorial_ Std003 ged
1] Turtorial Std002cd

1] Tutorial Std001 ged
«

St 4
Ec

n

B Chiomatogiam Yiew

1rr\.f

Max Intensity . 18,087

Detector A 254nm)

ime. 1550 Inten ekl g

0o 10 20

T T T T T T 1
70 80 min

Max Intensity : 16,067

my
[Detector A 254nm

Time | 5.820 Inten 2941 .

@

T T T
0.0 1.0 2.0 3.0

90 %

T T T T T
40 s0 8.0 70 8.0 min

B <> Results View - Paak Table

£ () Msthad View - Compound T able

EED

peak Table | compound [ Group [ caiirl« [ »

[ integration | dentification | Quantitative | Compound | Groul« [ »

Peak# | Ret. Time Area
1

(S

Name

Type

Channel

\i

Wethly_parsben

Target

Detector A-C |

=rorooTT

Ty

Propyl_parsben

Target

.21
52
.61

4

e [rf

Detector A-C
-C

Butyl paraben | Target Detector A

Total 2z

Acquired by
Date Acquired:
Version:
Sample Type
Level #
Sample Name
Sample ID
Comment

[T+ T\Detector 4| « []

"l Data Ansiysis |

Click the ¢» (Wide Size) button to maximize the view width. Click the | 11 (Normal Size) button to restore

the view size.

B 1l Method View - Compound Table & Wiew
Integration I Identification I Quantitative ‘ Compound ‘Grnup I Performance | Custom | Qc Checkl
ID# | Mame | Type | Channel | Ret. Time | Conc.[1) | Conc.[2) |
1 |RT:2E36 | Target |Detectar &-C | 2536 | 10.000 | 20,000 |

5 Click (View Mode) in [Method View].

3" Reference

+ Refer to "6.7 Save (Export) to Method Files" P.174 for details on saving to the method file.
» Refer to "5 Calibration Curves" P.115 For details on creating calibration curves.
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6 Data Analysis

6.5.3 Compound Table Retention Times Using the Mouse

Retention times in the Compound Table can be easily set with the mouse in [Chromatogram View].
Click [ Edt | (Edit Mode) in [Method View].

2 Click the [Compound] tab, and select the desired [Ret. Time] cell.

[ Postrun Analysis (Instrumentl - System Administrater) - Default Project - [Data Analysis - Demo_Data-001lcd] (=5 [EoR(Ex3)
@l File Edit View Method Layout Tools Window Help [=1=][=]

e 7 Emrn 5% @ is "
=l
e [Ey | |J§ | B Chiomatogram Yisw

Data Analysis mv Max Intensity . 18,067
I

1
E.

) . Detector & 254nm] Time T 1560 Tten
Filtering Condition:  [by 5 v Petector 22540 g
=

0-
Data Report

AP & <[
Lzl

| ain

T T T T T T T T T 1
0 10 20 30 40 50 6.0 70 80 80 min

Filtering

File Name St~
i) Demo_ Data-001Jed  Ec my Max Intensity - 16,067
M Demo_Data-002 lcd _ 1E_Datec1nr A 254nm| Time | 0.240 Inten 0.007] .
1] Dema_Data-00% led -
1] Detmo_Dats-D07 led - 103

1] Dema_Data-006 Jed - B
1] Deto_Data-00S Ied - =
1] Dema_Data-004 Jed - -

ton| Tutorial_UnkDO2 ged - o %

n

Apply to Method

ﬁ*}

Wizard

| BachDatmSet |

a5 Tutorial UnkO0leed -

ﬂ‘a o Ttorisl StelSged - 00 10 20 B 40 ) 20 70 ) 90 min
1] Turtorial Std008 ecd -
Manual Peak ) Tutorial St007ged - B ¢ Rsstils iew - Pask Tatls B ¢ Msthod View - Comprund T able

Integration - =
] Tutorial Std006 ecd PesiTable | Compound | Group | Calil + |+ | || Intearation | Tdentfication | qusntitativ(| Compound srau + [+
ien] Tutorial_Std005 ged -

] Tutorial StdD04 sod Peaki#| Ret. Time Arca D& Channel Rel_Time Conc.(1)
ien] Tutorial_ Std003 ged - Detector A-C_( 2665])

7
p 3216 52| |2 Detector A-C — 1

L Tutorial Std002zed - 3996 EL Dstector A-C 3525 1
1

1

] Tutorial Sd00T ged  ~ ~ 4 4818 575 | |2 Detector A-C 4519
1 D L Total 27154 Detector A-C 0.001

Acquired by
Date Acquired:
Version:

Sample Type
Level #
Sample Name
Sample ID

Comment [ [ N\petector A « [ ]

"l Data Ansiysis |

(T »

NUM SCRL

The peak position lines are displayed in red in the [Chromatogram View].

@ note

Right-click on the chromatogram, and if [Peak Position Line] on the displayed menu is not selected,
select [Peak Position Line] to display the peak position line.

@ Postrun Analysis (T tl - System Adminis ) - Default Project - [Data Analysis - Demo_Data-001.1cd]
Eile Edit View Method Layout Tools Window Help

et AT R P
x|
I Main B Chromatogram View
Data Analysis 17, Max Inten
3 - Detector A 254nm Time | 1220 Inlen
Filtering Condition: 5=
. ng -w R
¥ =
= 2 0.0 10 20 30 20 0 €0 70 80
ol | File Name st~
1] Dt _Data-001 Jod Ec m ] Max Inten
c
_ \&7 Demo_Data-002cd - 4] Detector A 254nm Time | 3.240 Inten
" = M Demo_Data-003 lcd -
LRELEGEEY || o | Demo_Data007 icd -5 103
Z | ) Demo Data-D0Bled -
=7 £ | ] Demo_Data-005 Jed - ]
e E | 5 Demo Data-004led -
Wizard | ) Tutorial_UnkD02cd - o2
E] Tutorial_Unk001 gcd -
" o] Tutarial Std009.cd - T T T
ﬂ‘“ E] Tutorial Std003 gcd - & . L =L e Auto-scale to Selected Peak 3
Manuzl Peak 1] Tutorial Std007 zcd - B ¢ Results View - Peak Table [T Peak Position Line ]
TESEITT ] Tutorial Stdl0fged - =
- Peak Table | compound | Group | Calit] * Confirmati f Noise/Drift...
o Tutorial Stdi0Geed - pound | Group | SIS T
&'] Tutorial 5td004 gcd - Display Settings...
MTUWBLSMUDSECC‘ - &) Manual Integration Bar
18 Tistarial StdiN? erd - =
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6.5 Compound Table

3 Select the peak whose retention time is to be changed.

Display position check line

/

@ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Data Analysis - Dero_Data-001.lcd]
File Edit View Method Laygut Tools Window Help

[ mlf= P [ =T N - AR

IH & |« (a

=
i -ixl /
| Main Ll |li1|‘} I =] I A | O Chromatogram i
Data Analysis . Max Intens
- L ""J0etector A Z54nm[ ime Infen.
Filtering Condition: hd
|| e ]
% = T T T T T T T T
o I 0.0 1.0 20 3.0 40 5.0 6.0 7.0 8.0 £
Data Report & | File Name St~
my Max Intens
ﬁgda:: -ICdd - 1 Jpetector & 252nm Time | 3.920 Inten
| |iu] Datal ge - -7 EZJ
&%]& & | 1] Datal led - |=
CETOETEN | o | L] Demo Data-001led  Ec e
5 | ] Demo_Data-002lcd - i
&3 £ | || Demo_Data-003Jed - ke
£ I | |3 Demo Data-0070ed - . N
Wizard | [+ Demo_Data-006Jcd -
1] Demo_Data-005)ed - T T T T T T T T
E. lﬂDemD Diata-004 led _ 0o 10 20 30 40 50 8.0 70 30 3
* lﬂ Tutarial_Unk002 ged - B <> Results View - Peak Table B ¢» tethod Yiew - Compound Table bd
Manual Peak L Tutarial_Unk001 god -
|mE.g|—:|ﬁ:n jT:tZ:::\_S:dUUQ:DCd B Peak Table | Compound I Group I Calit * | * | || Integration I Identification | Quantitative ‘ Compour
‘EITutoria\_SthUEgcd - Peak# Ret. Time D& Type Channel F
|5 Tutorial Std007ged - 1 1 Taget Detectora-C
o Tutorie| Stel0Becd - < s Jad Delodnr AL
- B arg ector A-
.:qlgftona\ Stlbecd - 3 a T Setemord G

_‘

he retention time change is automatically registered to the Compound Table.

[32 Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Data Analysis - Dema_Data-001.lcd]

i@l File Edit View Method Layout Tools Window Help

1= AP Y e = P R s A A S
£ brid
ME] =l
| Main ™ |W-L“_5 hg |} | B Chiomataaram Visw
Data Analysis 1 Max Intensity ;18,067
. .- Detector A 254nm) ime . 3020 Inten 5z
Filtering Condition: (b3 ]
E. ¥ 0
% =] F T T T T T T T T T —
Deta Report = 0o 10 20 30 40 50 6.0 70 80 80 min
ElRER i | File Name 5t *
my Max Intensity . 18,087
] Datal Jed - - Joeiecior A25anm Time | 4680 Infen T4 .
F:;j —| 7 Datal zed - =
/S 5 | 15 Dataled - |= i
Apply to Method @ | ] Demo_Data-001 Jed Ec 10 (]
5 | | Demo Data-002led - ;
&0 £ | /] Dsmo_Dats-003 Ied -7 -] 2
E 2 | 1 Demo Data-DiTled - .
Wizard | 7 Demo_Data-006 cd - %
)| Demo Data-00Bled - T T T T o T T T —
E. MDemnDatafﬂﬂMcd _ 0o 10 20 30 40 50 6.0 70 80
¥ o] Tutorial UnkO02eed - 0 < Fiesulls View - Peak Table 8 ¢ Method View - Compound T able
Manual Peak i Tutorial UnkD0T ged -
ntegrotion ﬁT:tZ:::fS?dDDQ::Cd - Peck Table | compound | Group [ calitl* [+ ] || ntegration | identification | Quantitative | Compound | grou[+ [
) Tutorial StdllBgcd - Peaki! Dt Type Channel_ |_Ret Time I |
] Tutorial Std007ged - 1 Target Detectar A-C (
) Tittoris| Std00ged - § 13’93 g?ejm A g
M arg ector A - i
ﬂﬁmnalsmmsm = r Toret Detedtor AC EEN
Total 5 Target Detector A-C 0.001 [
Acquired by
Date Acquired:
Version:
Sample Type
Level

é” NOTE
Fine-adjust the peak position line by dragging the line with the [Shift] key held down.

4 Click

IZ° Reference
» Referto "6.7 Save (Export) to Method Files" P.174 for details on saving to the method file.

» Refer to "5 Calibration Curves" P.115 for details on creating calibration curves.

(View Mode) in [Method View].
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I 6 Data Analysis

6.5.4 Directly Edit the Compound Table

Click the target compound cell to edit a cell in the Compound Table.
This section describes how to select the Window/Band method and compound type.

H Select the Window/Band Method for Each Compound

The identification method set on the [Identification] tab in [Method View] is used for all of the compounds. It
can also be set to each compound in the Compound Table.

1 Click (Edit Mode) in [Method View].
2 Click the [Compound] tab.

3 Right-click on the Compound Table, and click [Table Style].

B <> Method View - Compound T able G view
Integration | Identification | Quantitative | Compound |Group | Petformance I Custam I Qi Checkl
[o} 3 MName Undo Conc.[1] Conc.[2) Conc.(3)

1 Peaké - 45 10.000 20.000 40.000

F PeakB Bedo 77 10.000 20,000 40,000

3 PeakC Cut 42 10.000 20.000 40.000

4 PeakD - 73 10.000 20.000 40.000

5 Copy 01 10.000 20.000 40.000

Paste

Copy Entire Tahle
Clear

Select Al

Add Row

Insert Row

Delete Row

Zort by Retention Time
Wiew hMade

Edit Mode

¥7 Cancel Edit

| Table Ste..

4 Add the [Window/Band] and the [Band] column to the Compound Table in the [Table
Style] sub-window, and click [OK].

Table Style
Itemn Settings | Font
Hide Items Display Iterns
| Charine! - Marme
i L Type
A 1
Pk. Select Conc.(1]
Conc.(2)
= [ Add s> .) Conc (3] e 2
SpRea ‘ << Remove Down
3rd Coefficient L4
2nd Coefficient
15t Coefficient
Intersection -
{ n b Mumber of fired columns: 0 =

[[ aK ]” Cancel ” Help ]

1 Select [Window/Band] and [Band] in the [Hide ltems] list.
2 Click [Add].
The [Window/Band] and the [Band] item are added to the [Display Items] list.

@ note
Change the display order of items in the Compound Table, by selecting the item in the [Display

Items] list and then clicking [Up] or [Down].
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6.5 Compound Table

5 Set [Window/Band] and [Band] parameters.

B 1l Method View - Compound Table &d Wiew | [ Edit
Integration I Identification I Quantitative ‘ Compound ‘Grnup I Performance | Custom | Qc Checkl -
ID# Ret. Time Conc_ (1) Conc_(2) Conc_[3] Window/Band]|[ Band

1 2636 10.000 20.000 40.000)(Band 2,000

2 3216 10.000 20.000 40.000)| Default - Diefault

3 3.926 10.000 20.000 40.000|| Distaul L Difaul

4 4.620 10.000 20.000 40.000) | windav Default

H 0.001 10,000 20,000 40 andl Default

1 Click the [Window/Band] cell for the desired compound, and select [Default], [Window] or [Band].
2 Enter the allowable time width in the [Band] cell, if [Band] is selected.

@ note

If [Window/Band] is set to [Default], the value set on the [Identification] tab is used.

6 Click (View Mode) in [Method View].

3" Reference
» Referto "6.7 Save (Export) to Method Files" P.174 for details on saving to the method file.

» Refer to "5 Calibration Curves" P.115 for details on creating calibration curves.

Hl Compound Type

This section describes how to set the reference compound for peak identification using the relative
retention time method.

1 Click (Edit Mode) in [Method View].

Click the [Compound] tab, and select the [Type].
Click the [Type] cell of the desired compound, and select [Reference].

@ note

Use this method to set the ISTD as the reference for the internal standard method. Click the [Type]
cell of the ISTD, and select [ISTD & Ref.].

B 1 Method View - Compound Table &d Wiew | [ Edit
Inkegration I Identification I Quantitative [CDWDUUW JGroup I Performance | Custam | QC Checkl
ID# MName '| Type n Ret. Time Conc.[1) Conc.[2) Conc.[3] Wi
1 Peakd -~ 2836 10.000 20.000 40.000 |Bar
2 PeakB 3216 10.000 20.000 40.000 | Def
3 PeakC 157D 3926 10.000 20.000 40.000 | Def
q PeakD Rieference 4520 10.000 20,000 40,000 | Def
= ISTDERef 0.001 10.000 20,000 40.000 | Def

3 Click (View Mode) in [Method View].

@ note

If changes are made to the parameters such as [Type] on the [Compound] tab, the calibration curve will
change. In this case, the current calibration curve information saved in the data file is automatically deleted.

I3 Reference
Refer to "6.7 Save (Export) to Method Files" P.174 for details on saving to the method file.

Refer to "6.7 Save (Export) to Method Files" P.174 for details on creating calibration curves.
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I 6 Data Analysis

6.6 Column Performance Parameters

This section describes how to set the various calculation methods for supporting the system suitability test
and how to check calculation results.

+ USP

« USP2

« JP

« JP2

- EP

+ BP

- DAB

- EMG

+ EMG (50%)

» area/height

+ user-defined

" Reference
For details about the column performance equations, refer to Help or the Data Acquisition & Processing
Theory Guide.

1 Click (Edit Mode) in [Method View].

2 Click the [Performance] tab, and select the appropriate checkbox(es) at [Calc. Method].

B 11 Method View - Column Performance Parameters G view [ Edit
| Integration I Identification I Quantitative I Compaund I Grou;U Performance Ijiusbom | QC Check I Retentis * | *
Calc. Method User
use Oer [CIemc(s0z) Method Name:
Ousez  Oer DAFEEME‘QM number of Thearetical Plate
[k [[pas  [F]ser Defined: S
w2 Fleme Peak Widthat: 0 %% Peak Height
Unretained Peak Time Cogfhicient: a
@ 1st Peak Ti
(@ IstRestTime Tailing Factor
@ SetTime 0 in
N Peak Widthat: O %% Peak Height
Cglumn Length: 150 mm Resolution
[ caleulate identified peaks only Peak Widthat: O %, Peak Height
[ calculation of Relative Retention Time Coefficient: )
Reference Peak: | ID# 1

Unretained Peak Time Correction

Copy to All Detectors

@ note

» Select [User Defined] to display the [User] parameters box.
» Either select [1st Peak Time] or enter a [Set Time] at [Unretained Peak Time].

» Select [Column Length] to calculate the number of theoretical plates.

3 Click (View Mode) in [Method View].

172 Operators Guide



6.6 Column Performance Parameters

Click the [Peak Table] tab in [Results View], and check the number of theoretical plates
and resolution.

B 1l Fesults View - Peak Table

[ Feak Table [compound | Group [ calibration curve

Peakit ID# Name Area% NTP[USP) HETP[USP) | Resolution(USP)
1 1| Peaks 27.220 4153 36.068 =
2 2 | PeakB 31.295 6706 22,366 36139
3 0.587 4211 35.618 2431
4 3 | PeakC 19.776 127115 11.797 1.325
] 4 | PeakD 21122 21054 7125 5.203
Total 100.000

To check the tailing factor, right-click on the Peak Table, and click [Table Style].

B 1l Fesults View - Peak Table

Peak Table | compaund | Group | Calibration Curvel
Peakil ID# | Mame |  AreaX [ NTP(USP) HETP[USP] | Resolution[USP)
9 T Paakn [ 27200 159 36.068 -
2 Copy 706 22,366 3619
3 Copy Entire Table 211 35618 2431
4 715 11.797 1.325
5 Register Selected Peak ta Compound Table 054 7128 5.203
 Total | Sow Total
|| Table Style.. |]
AT D\ st X T 0T IR A 7 T T m *

Add the [Tailing F.] in the [Hide Items] column to the Compound Table in the [Table Style]
sub-window, and click [OK].

Table Style =]
Item Settings | Font

Hide Items Display ltems
Peak Start - Fiet. Time
Peak End Area
Grouph | :Eiiht

2o | arl 1
TG PO Urit_ .
i | Add>> | o 2
Separation b MName
Height? Area

i << Remove N?S[USF‘] Dawn
USP width HETP[USP]
‘wfidth(52) Resolution[USP]
“Wwidth(107%]
“width(507%]
%] -
1SE H.‘?!f .”.‘f“jfm?nl\ Number of fired columns: 0 =
U akK U [ Cancel ] [ Help ]

1 Select [Tailing F.] in the [Hide Items] list.
2 Click [Add].
The [Tailing F.] item is added to the [Display Items] list.

@ note

Change the display order of items in the Compound Table, by selecting the item in the [Display
ltems] list and then clicking [Up] or [Down].

[Tailing F.] is displayed in the Peak Table.

B 1l Fesults View - Peak Table

Peak Table |Compound | Group | Calibration Curvel

Peakit Mame Area¥ NTP[USP) HETP[USP) Hesulutiun[USP]‘ Tailing F.

1 Peakd, 27.220 4159 36.068 = 1.206
2 PeakB 31,295 E70E 22 366 3619 1134
3 0,567 4211 35618 2431 =
4 PeakC 19776 12715 11.797 1.325 1175
5 PeakD 211122 21054 7125 5.203 1.1682
Tatal 100.000

@ note

Add [Tailing Factor] or [Resolution] display settings to the [Quantitative Results] report items to print
the results in the output report.

Operators Guide 173




I 6 Data Analysis

6.7 Save (Export) to Method Files

After setting the quantitative parameters and the Compound Table, save (export) the new settings to the
method file.

1 Click the (Apply to Method) icon on the [Data Analysis] assistant bar.
E.

raw ]

D ata Report

2 The name of the method file used for data acquisition is displayed. Click [Save].

Save Method As
Filtering Condition: [ Symchronizs with the Fittsing Condition of the Data explorer -
Method File Name Software Updated by Updated File Size C
Demo_Methodlem LebSolutions  System Adminisrator  9/14/2010 5:53:35 PMLO7.00) 235 KB
sample lcm LebSolutions  System Administrstor  9/14/2010 1:53:20 PM{-07-00) 272 KB
testlom LebSolutions  System Adminisrator  9/14/2010 11.08:15 AM{O700) 160 KB
Tutorial_Method lom LebSolutions  System Administrator  4/2/2010 4:02:50 PM{-07:00) 477 KB

[E) PDA_Methed Jem LebSolutions  System Administator  4/2/2010 35757 FMEDT:00) 377 KE
58 Demo_SysSut_Method lom LabSolutions  System Administrator  2/3/2010 754:40 PMI08:00) 208 KB

251 CL =S Demo_Method Jom)

[ seve ] [ ceoncel | [ ke

@ note

Enter a new name at [File name] to create a new method file.

3 Select the method items to save, and click [OK].

Select Method Parameters

(@) Current Settings () Acquisition Settings 1

S

(Data Processing
Data Processing Parameters
- Peak Integration Parameters -
- Identification Parameters
- Quantitative Parameters
- Compound Table
- Calibration Curve
- Column Performance Parameters
- Multi Chromatogram Table 2
- Purity Parameters
- Speckrum Parameters
- Library Search Parameters
[] i Parameters
- QijQC Parameters
[T system Sultabilicy Settings
L

H

(o]

1 select [Current Settings].

[Current Settings] saves the latest currently displayed method parameters.
[Acquisition Settings] saves the method parameters used for data acquisition.

2 Select the method items to save.

The selected method items are saved to the method file.
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6.7 Save (Export) to Method Files

@ note

In the case of a dual-line configuration GC, select the line to export the method from, and click [OK].

Select Line [P [t

Which line?

e
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I 6 Data Analysis
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7 [ PDA Data Analysis

This chapter describes how to analyze chromatograms or spectra obtained by data acquisition with
the PDA (photodiode array) detector, execute purity calculations on detected peaks, and perform
library searches.

71

[PDA Data Analysis] Window

The [PDA Data Analysis] window is comprised of the following views:
[Contour View] - displays a contour view with absorbance color-coded
[Chromatogram View] - displays chromatograms and status curves
[Spectrum View] - displays the UV spectra
[Purity View] - displays the purity calculation results of detected peaks
[Results View] - displays quantitative calculation results

[Method View] - displays and editing data processing parameters

7.1.1 Open the [PDA Data Analysis] Window

Click the (PDA Data Analysis) icon on the [Main] assistant bar in the [Postrun
Analysis] program.

Drata Analysis

Drag-and-drop the data file onto the [PDA Data Analysis] window from the [Data
Explorer] sub-window.

=lxl

0 File Edit View Methed Spectrum Leyout Tools

EO= »

==

| ain

L

3 [E s

PDA Data

Data Report

Filtering

Filtering Condition:

byS ~

| BatchDataSet |

File Name
1] Tutorial Std004.lcd
1] Tutorial St4003.Jcd
] Tutorial S5t4002.cd
o] Tutorial Std007 Jed
|pu] Tesst led

|1 PDA_Dema_Data-0071
15 PDA_Dema_Data-00E ..
15 PDA_Dema_Data-00 ..
1] PDA_Dema_Data-004.1..

Nindow Help

[ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [PDA Data Analysis - Untitled]

BEA E@D|® e

[E=EEo 5

- |5

B Cantour View

nm Extract : Time 0.00

)

Wavelengt

B Gpectium Visw(Estracted)

0.10

Wavekngin

mAl

»

Do« |

T
250

| B Purity View

%ﬂw\f&w
0 10078

Peak |« Chanrel | «

Max Intensity: 0 0
0.0]

0]

The contents of the data file is displayed in the [PDA Data Analysis] window.
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I 7 PDA Data Analysis

7.1.2 [PDA Data Analysis] Window Description

This section describes how to view and use the [PDA Data Analysis] window.

@ Toolbar @ [Contour View] © [Spectrum View]
Postrur| Analysis (Instrumentl - System Administrator) - Default Proji|zt - [PDA Data Analysis - PDA_Demeo_Data-001.lcd]
y y j y
E File Hdit View Method Spectrum Lavout Tools Window Hillo — & x
PP &< kO 2 gk TES e Hw ® e
%l ==l
[ wan M IERE T Coniow iew A Spectum View(E dracted]
PDA Data mExtract : Time -0.00  Wavelength agmAL _— .,
3 Wavelen, mAl -
B Filiering Condition: |6y 5 = e i
Yo .“;” m
= & 0.0 3
ata Report i | File Name St *
1] Datal Jed g
ﬁ‘\ x| Data’ ged Lo 7 —
/N 1] Datal Jed - -

Apply to Method

Spectrum
Indexc

Wizard

| BachDatmSet |

1] Demo_Dats-001 Jed
1] Dema_Data-002 led
1] Deto_Data-D03 Ied
1] Dema_Data-007 Jed
1] Deto_Data-D06 Ied
1] Dema_Data-005 Jed
1] Deto_Data-004 led
1] Turtorial_Unk002 god
o] Tutorial_UnkDOT ged
1] Turtorial Std003 gcd
ien] Tutorial_Std008 ged
1] Turtorial Std007 ecd
ien] Tutorial_Std008 ged
1] Turtorial Std00G ecd
ien] Tutorial_Std004 ged
<l

n

Acquired by
Date Acquired:
Version:
Sample Type
Level #
Sample Name
Sample ID
Comment

L
U3 PDAData A_ |

mn B Pty View

o " @ [Purity View]

T

B LChiomatogram Yiew Peak [« ] Chaninel [4

Al Max Intensity : 13,436

o «

Ch1

== == - Prak Puity { ek Profie 7
T <> Fesulls view - Paak Table B <> Method View - Mull Chiomatogram T able (| 50 View] (# Edt 9
pesk Table | compound [ Group [ calikl« || | MultiChrom |integration [ 1dentification | Quantitative [ conl« [ »
Peak#| Ret. Time Aea - - o——
| | e [ T[] By [ Moo= @ [Method View]
T © 254 2 100

1

4

4

[ NExtracted 1] < ] <l ,

NUM SCRL

@ [Results View]

Explanation

Displays the [Standard] and [PDA Data Analysis] toolbars.

o 0|F

Displays the contour graph with PDA data color-coded into absorbance ranges.

Drag the m and E to display the chromatograms and spectra extracted at that position in [Chromatogram
View] and [Spectrum View].

© | Displays the UV spectrum at selected retention time or a selected peak.
Right-click the [Spectrum View] to select operations such as switching of the view mode (Extracted or
Registered) and UV library search for selected spectra.

@ | The [Peak Purity] tab displays the purity result for the selected peak.
The [Peak Profile] tab displays the overlaid chromatogram for the selected peak at multiple wavelengths.

Select the [Edit] mode to change various parameters in [Method View].

Displays the data processing parameters of the currently open data file.
The [Multi Chrom], [UV Spectrum], [Library Search], and [Purity] tabs are displayed in addition to the tabs
displayed in the [Data Analysis] window.

@ | Displays the peak integration and quantitative results.
The display content is the same as [Results View] in the [Data Analysis] window.

© | Displays the chromatogram at the wavelength on the [Multi Chrom] tab in the data processing parameters and
the chromatogram extracted from the contour.

Right-click on the graph in [Chromatogram View] to select operations such as switching the view mode
(Overlay Chromatograms, Stack Chromatograms and Single Chromatogram), registration of multi
chromatograms, and manual peak integration.

Use [*1*| to change the channel and peak position.
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7.1 [PDA Data Analysis] Window

lll NOTE
« Only data file can be displayed in the [PDA Data Analysis] window.

Drag-and-drop the other data files onto the [PDA Data Analysis] window to change to the content of their

data files.

+ If the data file was acquired by simultaneous use of another detector, the chromatogram acquired by that

detector is also displayed in the [Data Analysis] window.

H View the Data in Its Entirety (3D Image)

PDA data can be shown in its entirely as a 3D image.

1 Click [3D Image] on the [View] menu.

@ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [PDA Data Analysiz - PDA_Demo_Data-001 lcd]

File Edit |View| Method Spectrum Layout Tools Window Help

=m0

= |[&]]| =

= [[# 30Image.. _ - — = 8
i2g —.ﬂ[" = llin |5 EEE e A E o EEs
=1 Lontour View L3
WMain 1 ChiomatagmamiView ' 0 Contour View B Spectum Yiew(E sracted)
nectrum View »
FDA Dala Ereft‘_“f" . a amExtract : Time -0.00 Wavelength amAU
The [3D Image] sub-window opens.

-’,ﬁ! 3D Image = (=]

@ note

Click @] in the top right corner of the sub-window to close the [3D Image] sub-window.

+ The [3D Image] sub-window can be enlarged by dragging on the sub-window, and the display

angle can be changed by dragging on the periphery of the 3D display area.

» The [3D Image] sub-window does not support the [256 Colors] Windows graphic mode. Use it in
environments with the [High Color] setting or above. Do not change the number of colors for

graphics while the [3D Image] sub-window is displayed.
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I 7 PDA Data Analysis

7.1.3 Display Chromatograms Extracted from [Contour View]

In [Contour View], the chromatograms or spectra can be extracted from [Contour View] by using the
extraction lines.

This section describes how to change the extraction position of the wavelength (Y-axis) and display the
chromatogram at that position in the [Chromatogram View].

Drag [€d to move to the target position.
(Click = to fine-adjust the wavelength extraction position.)

B Contour Yiew

The extracted chromatogram is displayed in the [Ex] (extracted chromatogram) region in the
[Chromatogram View].

B Chromatogram View Peak [«1» Channel [« Futract

Max Intensity : 6,633

mAL
47nm.4nm (1.00 /\‘/U -
=
, g
3.0 4.0

0.0 10 200

ml
min

< [l +
may Max Intensity : 13,668
25&nm,&nm (1.00 -
10+
ch A %
T T T T T
0.0 1.0 20 30 4.0 min
<« = +

@ note

+ The wavelength extraction position can be checked by the wavelength displayed by [€a on [Contour View]
or by the wavelength displayed in the [Ex] region in [Chromatogram View].

* Right-click on [Contour View] and select [Graph Properties] to adjust the Contour Properties. Select
[Display Settings] to adjust the Contour View Display Settings.

» The extracted chromatogram is only displayed if [Display Extracted chromatogram] is selected on the
[Multi Chrom] tab in [Method View].

B <> Method Yiew - Muli Chromatogram T able £ View [[# Edit
Multi Chrom | Integration | Identification | Quantitative | Cormpound | Graup | Performance | UV Spectrum Ilerary IPur\t‘ 1
Disp- ‘Wavelength| Bandwidth | Magnifica-
Chit | jay Type [ +/-(nm) tion
1 V] | Absorbance 254 4 1.00
2 D Reference Correction
3 —
3 = Ref. Wavelength: | 350 nm
g =i Ref, Bandwidth; | 20 nm
= —
5 [ | [¥] Display Extracted Chrnmatngram]
qD - Extraction Settings
7 = @ absorbance () Derivative
5 —
3 = Bandwidth: nm
7 —
£ —
3 =l Magnification: 1
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7.1 [PDA Data Analysis] Window

7.1.4 Display Spectra Extracted from [Contour View]
The chromatograms or spectra can be extracted from [Contour View] by using the extraction line.

This section describes how to change the extraction position of the time (X-axis) and display the spectrum
at that position in the [Spectrum View].

Drag [ to move to the target position.
(Click [+[*] to fine-adjust the time extraction position. )

B Contour Yiew

o 225 25 Retention Time 4.79  Wavelength 368

250

300

740
oo 1.0 2.[ 30 4.0 min

The extracted spectrum is displayed in [Spectrum View].

| Bl i

B Spectium Yiew(Extracted)

maU
2,579 I'ﬁ Wavelength- 1591.537 - mAU 7023 .

o

@ noTe

« The wavelength extraction position can be checked by the wavelength displayed by [} on [Contour View]
or by the retention time displayed in [Spectrum View].

» Right-click on [Contour View] and select [Graph Properties] to adjust the Contour Properties. Select

[Display Settings] to adjust the Contour View Display Settings.

Right-click on the spectrum and select or deselect [Registered Spectrum] and switch between [Spectrum

View (Registered)] and [Spectrum View (Extracted)].

(===

@ Postrun Analysis (Instrument] - System Administrator) - Default Project - [PDA Data Analysis - PDA_Deme_Data-001.lcd]
=[5 x

%@EME Edit Miew Method Spectrum Layout Tools Window Help

ioP&| <R (& ([O=d 2 v % Ban| Hm|H e
SE] l=l
Main Ll 1-7_3 |'_-'| _j} B Contour View M Spectum View[Estracted)
PDAData nmExtract: Time 0.85 Wavelength mal
S - j‘ Wavelength 201.802 TnAU U.UTU| -
l/ Filtering Condition: byS « 0. Mnaess 00
ra ) g
= E
LR | E | File Mame St - .
1] Datal Jod - |~
Fl | ] Datal zcd - L Registered Spectrum
=
-8 ~ | 9 Datal Jed - " =N -
E 55 Register Extracted Spectrum to Tabl
LR | & | Demo Data-00licd - | m o Py o Cegsterbirscied speciium to fabe
.g’ 17| Deme_Data-002.jed - aJr x |2 Show Spectrum Table..,
0; =
'L% BDemoiData*DDS.\cd - B Chromatogram Yiew Peak [~ Channel [ % Library Search...
o E Dermo_Data-007 lod - Spectrum Calculation »
] Demo_Data-006.cd - mAU Max Intensity : 973 0
- g | _ "JTime [ 4473 mten. L2 I Spectrum Operation J

Spectrum

1M Pz e Mzta—NS lnd
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I 7 PDA Data Analysis

7.1.5 Manipulate Extracted Chromatograms and Spectra

Double-click anywhere on a chromatogram (or spectrum) display to check the chromatogram waveform or

spectrum shape.

H Display the Spectrum of a Desired Retention Time Extracted from the

Chromatogram

Double-click a selected chromatogram at a desired retention time to display the spectrum of that retention

time in [Spectrum View].

B Chromatogram Yiew Peak [+ ]+

maU

Channel [+ ]+ | Extract

Max Intensity : 6,633

0.0 10 20
LI |

maU

T
min
+

Max Intensity : 13,668

Chl

0.0 1 20
=l

@ note

DD 1+ »

DS+ »

B Spectium Yiew(Extracted)

Wavelength 191.537 mAU

7.023]

nm

DID

To check the spectrum of a time at the top of a detected peak, click [Peak |*|*|]. The spectrum moves to the

top of the detected peak.

H Display the Chromatogram of a Desired Wavelength Extracted from the

Spectrum

Double-click a desired wavelength of a spectrum to display the chromatogram at that wavelength in the
[EX] (extracted chromatogram] section of the [Chromatogram View].

B Spectum View(E stiacted)

1105

T 20 Wawelength- 191537 - mAU 7.023)

B Chramatogram Yiew Peak [4]» Charinel [« ] r| Estract

mal Max Intensity : 6,633

247nm.4nm (1.00
| }\
T
2

S

T
min
»

Max Intensity : 13,688

Dl 1+ »

Chi

10}/ 38}
(D@ 1+ >

@ note

» Chromatograms extracted from [Spectrum View] cannot be displayed if a channel other than [Ex]
(extracted chromatogram) is selected in [Chromatogram View].

» The extracted chromatogram cannot be displayed if [Display Extracted chromatogram] is deselected on
the [Multi Chrom] tab in [Method View].
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7.2 Register Chromatograms

7.2

Register Chromatograms

Chromatograms extracted from 3D data can be registered in the Multi-Chromatogram Table.

7.21

Register Chromatograms to the Multi-Chromatogram Table

Register a chromatogram to the Multi-Chromatogram Table to perform operations such as comparison of
multiple chromatograms, output of reports and peak integration.

This section describes how to register chromatograms to the Multi-Chromatogram Table.

Right-click on the chromatogram in [Ex] (extracted chromatogram), and select [Register
Extracted Chromatogram to Table].

@ Postrun Analysis (Instrument] - System Administrator) - Default Project - [PDA Data Analysis - PDA_Demo_Data-001.lcd]

==&
%U& Eile Edit View Method Spectrum Layout Tools Window Help = |[=
HE = NP w == P 5% | LET HEN|EE o
ol x| =zl =l
m B Contour Yiew B Spectrum Yiew(E stracted)
PDAData nmExtract: Time 0.85 \Wavelength AL
) . Wavelength 201802 AU 0.070] w
l/ Filtering Condition: byS 0.5-¥0.855/1.00 |
% g =
- E
famfei i | File Name st o "
1] Datat Jed - %
——| | Datal ged - 20 d0 "om
2
& | [ Datal led -2
1 | 1] Demo_Data=001 lod -7 B Puity View
| | Demo Data-002led - dle] 1=
0
£ 1] D _Data-002 Icd - B Chromatogram View Peak [« - Channel [« P
& | 1] Demo_Data-007 Ied - N
| [+ Demo_Data-O06led - AU Max Intensity : 873 £
- 1 {Time [ 2319 Tnten 0.0 LiF]
‘5 Demo_Data-005lcd - Eesnrdanm 1001 @‘ 5 a
‘Q Demo_Data—004 lcd - [ ﬁ—'—v—m'a
lﬂTutur|aI_L|nkEIEI'21§‘3\:i - 2k T
1 25
1] Tutorial Unk0Ol ged - -
o] Tutorial Std009zed - 1MAU _ Maxint
| Tutorial Std00Becd - e S
o Chi 254nm,4nm (1.0 Overlay Chromatograms
1] Tutarial Std007 £cd - :
&Tutnrial St zcd _ Stack Chromatograms
=] Tutorial_Std005 ecd - o 25 Single Chromategram
ﬁTutoriaLSthUﬂigcd - B B <> Results Yiew - Peak Table Eiew @ Edit
g : Peak Table | Compound [ Group [Call  Auto-scale to Selected Peak e | Con t )"
Acquired by Peak# | Ret.Time A po —
Date Acquired: i == (& Reg!ster Extracted Chromatogram to Table “J{agpiﬁt‘ajl|
Mersian: Toial L% Register Lambda max Chromategram to Table | tion

The extracted chromatogram is registered to a channel in the Multi Chromatogram Table.

@ note

» The extracted chromatogram cannot be displayed if [Display Extracted chromatogram] is
deselected on the [Multi Chrom] tab in [Method View].

» Right-click on the chromatogram, and select [Register Lambda max Chromatogram to Table] to
register the lambda max chromatogram for the target peak to the Multi Chromatogram Table.
Then, double-click near the peak top of the target peak in [Chromatogram View]. The
chromatogram is registered to the Multi Chromatogram Table.

+ If the chromatogram display mode is [Overlay Chromatograms] or [Stack Chromatograms], new
chromatogram are displayed in [Chromatogram View] as they are registered to a channel in the

Multi Chromatogram Table.
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I 7 PDA Data Analysis

2 Click (Edit Mode) in [Method View].

3 Click the [Multi Chrom] tab in [Method View], and select the registered chromatograms.

B <> Method Wiew - Multi Chiomatogram Table £ View [[# Edit
Multi Chrom | Integration IIdentlFlcatmn IQuantltatwe ICompound IGroup IPerFormance LY Spectrunn |L\hrary |Pur|t' i |’
Disp- Wavelength| Bandwidth | Magnifica-
Chit | "y Type ) +/-(nm) tion
1 = Ahsorbance 2R 4 1.00
2 (& Ahsorbance 258 4 1.00 Reference Correction
i :, Ref. Wavelength: i
] | i
3 = Ref. Bandwidth: nm
7 |
] 17 Display Extracted Chromatagram
E] | : Extraction Settings
0 | _ -
T i1 @ Absorbance () Derivative
7] 17 .
= |- Bandwidth: nm
4 |
] |
3 |5 Maognification: 1

1 Select [Display Extracted chromatogram] to display the chromatogram in [Chromatogram View].
2 Click the [Wavelength] cell.

Select [Max Plot] from the [Chromatogram Type] and enter a [Start Wavelength] and an [End
Wavelength] to display that chromatogram as a Max Plot.

Wavelength Settings ===

Chromatogram Type

(@) Absorbance (7) Derivative
() MaxPlot
() Average
‘Wavelength Bandwidth
258 nm +H-o4 nm

I (o] 4 Il Cancel ][ Help

l// NOTE

Max Plot refers to the chromatogram obtained by plotting the intensity of the maximum absorbance in the
specified wavelength range.

Click (View Mode) in [Method View].
The chromatogram is displayed in [Chromatogram View].
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7.2 Register Chromatograms

7.2.2 Peak Integration Parameters

The peak integration parameters for PDA data can be individually edited for each channel in the Multi
Chromatogram Table.

This section describes how to select a channel and perform data processing on that channel.
1 Click (Edit Mode) in [Method View].

2 Click the [Integration] tab, and select the target channel from the [Channel] list.

B <> MethodView - Peak Integration Parameters b View | [# Edit
Multi Chromll Integration Jldent\f\catlon |Quantltatlve |Compound |Group |Performance IU\II Spectrum | ol ek
Channel: [E_xtrattad Chromatagram hd ]]

‘Width: 5 sec Capy to All Channels

Slope: 1000 u¥fmin Y
Drift: o U fin

Program
T.DBL: 1000 min

Min. AreafHeight: 1000 counts Moise/Drift Calculation. ..
Caleulated by: @ area ) Height w

[T Register Spectrum to Table

i

3 Edit the peak integration parameters.

[I5" Reference
Refer to "6.2 Peak Integration Parameters" P.134 for details on peak integration operations.

4 Click (View Mode) in [Method View].

The chromatogram in the selected channel is reintegrated with the new peak integration parameters.

@ noTe

Right-click on the chromatogram in [Chromatogram View], and select [Manual Integration Bar] to manually
integrate the chromatograms for each channel. Refer t0"6.2.4 Manual Peak Integration” P.139 for details on
manual peak integration.
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I 7 PDA Data Analysis

7.3 Register Spectra

Register spectra extracted from 3D data to the Spectrum Table to perform a library search and calculate

the similarity between each spectrum and the reference spectrum.

7.31

their similarity can be calculated.
This section describes how to register extracted spectrum to the Spectrum Table.

@ note

Right-click on the spectrum and select or deselect [Registered Spectrum] and switch between [Spectrum

View (Registered)] and [Spectrum View (Extracted)].

Register Spectra to the Spectrum Table

If the displayed spectra are registered to the Spectrum Table, they can be compared with other spectra and

1 Right-click on [Spectrum View], and click [Register Extracted Spectrum to Table].

[ Postrun Analysis Instrumentl - System Administrator) - Default Project - [PDA Data Analysis - PDA Deme Data-0011cd] f=-IFE
EEEHE Edit View Method Spectrum Layout Tools Window Help E
HE Y= R R Tw) =] n|g 2 E% Ban 2@|H i
SE ==l
| Main Ll ‘Eﬂ I I} | | Contour View | Spectrum View[Etracted)
PDA Data mExtract: Time 0,85 Wavelength mAU
Tavelengh 656088 [ial 0.0
B Filtering Condition: 2| oo
. £
. Ir
Data Report & | File Hame Stj=|
1] Datal Jed -
ﬁ,_ﬂ e MDatﬂgcd - "—?
1’-:‘_.. 5 @Datﬂ Jed - |8 e Zoo
LEGCLETEE | 5 | LY Demo Data-O0lied - |~ ;
o - Registered Spect
& | A Demo Data-002led - ol Fgistered Spectrum
i @Demu_Data-UUS.\cd - | B Chomatogram Yiew Paak |1 - Eha|@ Register Extracted Spectrum to Table |
B LM Nama MatafnT a4 - T FL o Fe o ime ToLI
The extracted spectrum is registered to the Spectrum Table.
2 Right-click on [Spectrum View], and click [Show Spectrum Table].
[ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [PDA Data Analysis - PDA_Demo_Data-001.lcd] ==
%EEHE Edit Miew Method Spectrum Layout Tools Window Help E‘E
He 1= EAPICY | =K 0|5 (% TEE EEn| E@( e
=l x| ==l
Main Im IE& } B8 Contour View B8 Spectrum View(E stracted)
PDAData nmExtract: Time 0.85 Wavelength mal =
Wavelength 469.707 maU 0.028)
B Filtering Condition: ML) 5ot .00
s g
Data R £
ata Report = n
T | File Mame sl 2l L
1] Datal Jed -
F‘:——:j | = Datal gcd - £ —
‘TT& = \ﬂDatﬂ Jcd -2 I
LGB | < | L Demo Data-001 Jed - 13
A ) Demo_Data-002.Jod - Registered Spectrum
£ | 1] Demo_Data-003 Jcd -
§ ﬁDemﬂZData—DD? led - =) e in Peak 5% Reqister Extracted Spectrum to Table
— | 4 Demo Data-006led - AU (|2 Show Spectrum Table..
Do Diata 005 lod B T Time[ Z0E il
] Demo Data-005.1c o-{EeEerzrm{llast | 39, Library Search..
] Demo_Data-004 led - T T
Spectrum Calculation » 0.0010 min
o) Tutorial_ Unk002ged - L MAU Max oo o .
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7.3 Register Spectra

Edit the Spectrum Table.

7 Check the content of the [Data Source], [Param.], and [Scale] cells of the registered spectrum.

If an extracted spectrum has been registered, [Time] is displayed at [Data Source], and the retention
time when it was extracted from the chromatogram is displayed at [Param.].

Spectrum Table =)

Spectrum Table

ID# Dli:; S[;Sll[a:e Param. | Scale Maﬂgir{ica Lambda max Lambda min Similarity | Chif
1 J| || Time 228 [Set 1.00 255/226 223/232/340 1

2 J| || Time 262 |Set 1.00 285 232/340 1

3 J| || Time 286 [Set 1.00 243 236 1

4 Time ()] Set

2 Click the [Data Source] cell and select [Library] and select the UV library file to register a spectrum in
a library file to the Spectrum Table.

Spectrum Table =S
DR Dli;;- SE::ze Param. | Scale Maﬂzirtica Lambda max Lambda min Similanty | Chit
1 (v (Library (@Dset 1.00 1
S ; ¥:x: @ Sele;t LI Library FT\E = . * @
. Tine Laok in: UM Libram - & 2 =&
L Marne Date modif.. Type Size

"/hb 3 Sample
Recent Places uy
W Samplel

Desktop

o
W

Admin
Computer
K.

=

Metwork

File name: | h ﬂ foen D

Files oftype: LY Library File (1) -] [ caneel |

l [+]4 I l Cancel I l Apply I l Help I

3 Select the spectrum in the library file from the [UV Library-Select Spectrum] sub-window, and click
[OK].

UV Libirary-Select Spectrum - CALabSolutionsiUvLibrandSampleLllb ==
Spectium Information Reg. Count 9
Mo.| Ret. Time| Formula | Date Registered | Registered by | W.L. Rang| W.L. Step | Lambda min/ma
10034 06/03/23 System 195-390 0.00 190-800 21
2,846 06/05/17 190-500 1.24 210360
] E 1.24 2 1]
3.081 06/05/30 190-800 1.24 210360
26816 06/05/30 190-800 1.24 210360
2577 06/05/30 190-800 1.24 210360
22683 06/05/30 190-800 1.24 210360
1.941 06/05/30 190-800 1.24 210360
1.769 06/05/30 190-800 124 210360
4 | n 3
Library Comment Spectum
maL
a 75 .
5.0+
[
25+
0.0+ L @
) T T T T T T =l
200 300 400 500 GO0 o0 nm
” Ok l” Cancel ] [ Help ]
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I 7 PDA Data Analysis

4 Click [Apply], check the display in [Spectrum View], and then click [OK].

Spectrum Table
Spectrum Table
g O Data | ooy [ soals | Magnifical ks max Lambda min Similarity | Chl
lay | Source - tion v

1 /| |Library lel.lIb (3] Set 1.00 ( 234/278 2517331 1

2 V| | Time 262 Set 1.00 £ah PEFIERN) 1

3 | |Time 286 |Set 1.00 249 23 1

4 | |Time 286 |Set 1.00 249 23 1

5 Time 0.0 Set

[ [a]:4 ][ Cancel ]u Apply U[ Help

@ note

« If [Spectrum View (Registered)] is displayed, double-click anywhere in [Chromatogram View] to register
the extracted spectrum to the Spectrum Table.

» Select [Register Spectrum to Table] on the [Integration] tab in [Method View] to automatically register the
spectrum at all peak top times to the Spectrum Table.

7.3.2 Calculate Spectrum Similarity

The similarity between the reference spectrum and another spectrum in the Spectrum Table can be
calculated if a reference spectrum ([Ref]) is registered to the Spectrum Table.

This section describes how to register a reference spectrum to calculate similarity.

Right-click the ID No. to be used as the reference spectrum, and click [Set to Reference
Spectrum for Similarity].

[Ref] is displayed in the [Similarity] for the selected ID#.

Spectrum Table

Spectrum Table

Disp-| Data Magnifica
ID# lay | Source Param. | Scale o

[C] [Time 2E2  |Get 1.00 255 232
1.00 255 231/318

Lambda max Lambda min Similanity | Chit

L Copy
Select All
Delete

Frint Spectrum Table..,
Library Search...
Export Spectrum &s..,

Register Spectrum to Librang.,

Set to Reference Spectrum for Similarity
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7.3 Register Spectra

Click [Apply], and check [Similarity] of the spectrum currently registered to the
Spectrum Table.

Spectrum Table ==

Spectrum Table

1D# DI:;- SE:::B Param. | Scale Mag:lrflu:a Lambda max Lambda min Similarity | |Chit
7] [Time 262 [Set 1.00 255 237 05420 |11
Time 391 [Set 1.00 255 231/31F 05266 || 1

LR~ X1 BN

] [Time 001 [Set

@ note

[Similarity] is displayed as a value with respect to [Ref] = 1.

3 Click [OK].

@ note

Right-click on the [Spectrum View] and select [Registered Spectrum] to display the spectrum
currently registered in the Spectrum Table.

@ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [PDA Data Analysis - PDA_Demo_Data-001.lcd] = EoR |
File Edit View Method Spectrum Layout Tocls Window Help lz"E”zl

4= NN EN | =[Pl in(g R TES Ban B H i
x| =l
I Main Ll |@B hgl |J@ ‘ | Contour Yiew | Spectun View(E siacted)
PDA Data nmExtract : Time 0.85  Wavelength mall
Wavelength 201.302 ) 0070 .
Filtering Condition: -S A JI L 'M |

w S b o5 Mn2ees 1 nn
2

Sl || | File Name st~ ,

1] Datat Jed -
%I | 1] Datal cd - L Registered Spectrum
‘1N o | 1 Data Ied -2 =
Apply to Method % 2 Demo_Data-001 Jed _|E o Pup G Register Extracted Spectrum to Table
= i< Dema_Data-002 Ied - o[ - [=] Show Spectrum Table...
0
bt |17 Demo_Data-003Jcd - B Chromatogram Yiew Peak [~ Channel [« 4 Library Search...
] L _ L.
«© ‘ﬂ Demo_Data-0071cd . Spectrum Calculation 3
| 17 Demo_Data-008 led - AU Max Intensity : 873 o e ,
M Demo_Data-005 led _ Inten 0.0 al pectrum Uperation
S S Al ¢
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I 7 PDA Data Analysis

7.3.3 Create a Spectrum File

Spectra can be exported to common format (.jcm) files. Exported files are used to register to library files
and to perform peak identification based on similarity.

This section describes how to export a spectrum in [Spectrum View] to a file, and how to export spectra
registered to the Spectrum Table to files.

H Export a Spectrum in [Spectrum View]

1 Right-click on [Spectrum View], and click [Export Spectrum As].

[ Postrun Analysis 1 - System Admini ) - Default Project - [PDA Datz Analysis - PDA_Demo_Data-001.lcd] == ==
£l File Edit Miew Method Spectrum Layout Tools Window Help [=]=][x]
e & <6 Ed=4 in|g|® Bo% BeEn @@ s
=l ==
| Main W [E | |J§ ‘ B Contour View B Spectum View(Extracted)
PDA Data mExtract: Time 0.85 Wavelength mAU
Wavelength 489.707 fnal 0.028] .
B | Filtring Condior: s fozssire
% g o
= I
ki & | File Name St al
] Datal led -
Fg] | ] Data ged -
Lfag, | [ Datal ied - = |
Applyto Method [N RIRT R EER 1) -7 E L
5 | i Demo Data-D02led - Ea] = =
5 | | Demo Data-003bed - S T = T SR
5 | romatagram Yiew 5
& | |4 Demo_Data-007led - sl anel [4] % Register Extracted Spectrum to Table
- Demo Data-006 ed - mal Max Intensity : 873
Fre — | (] Demo Dats-006 i oAl R [ Show Spectrum Table..
Index o7 Demo Data-O05Jed - P v S Lorary Search
1] Demo_Data-004Jed - =
= |18 Tutorial_UnkO02ecd - Spectrum Calculation v
" 1) Tutorial_ k00l ged = chi Spectrum Qperation »
Wizard . _
M;utﬂ'{ail:ggg@: (28 Export Spectrum As.. | )
s Tutorial SHdOE g mall Max Intensity : §72 b= —

@ note

If the view mode is [Spectrum View (Registered)], select the spectrum label before right-clicking on
[Spectrum View].

B Spectium Yiew(Extracted)

mALL

15(Z o E oAl Tawelengh 0524 AL 079 .
ﬁssm % 05253
1wl i
[
gl
L= T
i
A j
200 300 400 500 60 700 rim

2 Enter the file name, and click [Save].

@ Save As (=]
Savein ) Project] - @ m-
T Marne Date maodif.. Type Size
=l | Specljcm

Recent Places [ Speczjem

|
Desktop
o
il
Admin
A
Computer
[ ™
e

Metwork

File name: l Specd - ) i Save ]
Save as type: [uv Spectrum File [*jzm) v] Cancel

The spectrum file is created.
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H Export Spectra Registered to the Spectrum Table

7.3 Register Spectra

1 Right-click on the ID No. of the spectrum to export, and click [Export Spectrum As].

Spectrum Table
Spectrum Table
1D# Dli;;- SE:::B Param. | Scale Mag:irflil:a Lambda max Lambda min Similarity | Chit
1 7] [Time 262 [Set 1.00 255 22 05420 1
2 ] |Time 391 [Set 1.00 255 2317316 05266 | 1
3 242 1
4 Copy 266/228 223/232/340 06262
5 Select &Il 255 2327313 06288
[
— Delete
Print Spectrum Table..,
Library Search...
Export Spectrum 8.,
Ranickar Trarti i bn Likeans
Z Enter the file name, and click [Save].
@ Save As ==
Save in Praject] - @ 3 £ -
R Harme Date radif..  Type Size
= g | Specljcm

Recent Places

Desktop

W

Admin

1Y

=

| Specjom

Computer

5-

Metuork

File name: [ Specd

v) [[ Save ]]

Save as type; [UV Spectum File [*jcm)

)

I

Cancel ]

The spectrum file is created.
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7.4

7.4.1

UV Spectrum Library

A file that contains multiple UV spectra is called a library file. Library file allow for the comparison of
unknown spectra to a library of known spectra to identify the unknown compound.

This section describes how to make a library file according to the following procedures.
1. "Create a Library File"

2. "Register a UV Spectrum to the Library File"

3. "Edit a Library File"

=" Reference
Refer to "7.5.1 Identify Peaks by Spectrum Similarity” P.198 or "7.5.2 Use [Library Search] to Search for

Spectra"” P.201 for more details.

Create a Library File

A UV spectra library file must be created before extracted spectra can be added to it.

Click the (UV Library Editor) icon on the [Main] assistant bar in the [Postrun
Analysis] program.

Postrun Batch

2

Data Comparison

2 Click [_1| (New) on the toolbar.
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3 Enter a [File name], and click [Save].

@ Save A3
Saveirc | Project]
T Hame Date modif.. Type
':’} | Specljcm

Recent Places

Desktop

|| Specjom

Size

<N

hv

m
i
Adrin
LY
Computer
[
-l
Network
(Fi\e name: Specd - ] Save
Save as lype: [UV Spectrum File [*jem] v] Cancel

The UV library file is created.

7.4 UV Spectrum Library
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I 7 PDA Data Analysis

7.4.2 Register a UV Spectrum to the Library File

This section describes how to register the UV spectra displayed in the [Spectrum View] and spectra files to
the library file made in "7.4.1 Create a Library File".

B Register a UV Spectrum File

3" Reference
Refer to "7.3.3 Create a Spectrum File" P.190 for details.

Right-click on [Spectrum Information] in the [UV Library Editor] window, and click
[Register from UV spectrum file].

T I
(53 Postrun Analysis 1 - System A ) - Default Project - [UV Library Editor - Sample.lls] [ )iE =
éﬂ’ Eile Edit View 3earch Tools Window Help BEE
D3P | <@ (&EO=4 2 OB 2R

==l SE
Main jnn |@} | | i ‘ Spectrum Information Reg. Count: [0
# | Compound Name | Ret. Time| Lambda Range | Lambdamax |  Lambdamin | O
L5 -
'Ei‘ " Filtering Condition:
Data Analysis = Cut
= -
& | File Mame st~ Lop
ﬁfm' |1 Datal Jcd - Baste
| |5 Datal gcd - Copy Entire Table
FalAT | 15 Datat e -2 o
Analysis oy = Llear
| |1 Demo_Data-00TJed - ey
= | o5 Demo Date-O02led - S
Lﬂ 5 | |1+ Demo_Data-103 lod - 4 Filter Spectra..
T & | |1+ Demo_Data-007 Jcd - B Show All Spectra
Calibration | [+ Deme_Data-006 Icd - =
Curve M Detmo Data-005 Jed _ [d Export Spectrum As...
M Dst:Data-UEM.ch - E Register from UV spectrum file... ]
R SRR ) [Ty e v—

Select the desired UV spectrum file and then click

The UV spectrum file name is displayed in the [Selected Files] box. Repeat this procedure to select all
files required for the UV library.

[
@ Register frarm U Spectrurm File

-
Marne

| Specljcm
__|Specdjem

Date modified

Lookir: | Project!

Type

- Q& aE
Size

| Specdjcm

Files aof type:

Spectum File [*.jem;”. spe;™ifr)

[ Cancel ]

Selected Files:

[#]

C:lLabSolutionsiDatalProject 115pect jem
C:\LabSolutions\DatalProject 1\5pec2. jom
Ci\LabSolutions\DatalProject 1\5pecs . jom

The selected UV spectra files are registered to the UV library file.
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7.4 UV Spectrum Library

H Register a UV Spectrum

Right-click on [Spectrum View] in the [PDA Data Analysis] window, and click [Register
Spectrum to Library].

[543 Postrun Analysis (Instrument] - System Acministrator) - Default Project - [PDA Data Analysis - PDA_Demo_Data-001.lcd] | = o |
[% File Edit View Method Spectrum Layout Tools Window Help _[=][*

AP & <. |[EO=H 5 LEL SR B iy

S| zl=l
[ wain | |[ia EREREN B Contour View 81 Spectium Vien(Etracted)
PDA Data mExiract: Time 0.85  Wavelength mAU
. " Wavelengih S05415 fAU 0036
y Filtering Condiion:  |by § = 34 P i
LA |
Data R g
ata Report = -~ 2
i | File Name St~ . &
1] Datal Jed - =
ﬁ — | = Date 200 - "om
‘ TN 5 | 15 Dataled -
Apply to Method 0 | ] Demo_Data001 lod - = Registered Spectrum
o - -
s -4 Deme Data-002lcd 3 Register Extracted Spectrum to Table
5 | [ Demo_Data-003 led - B Chiomatadram Yiew Peak (<] (] Shey Spectrum Tabl -
& | 1] Demo_Data-007 led -F =| >how spectrum Table... o
—| ) Demo_Data-006lcd - mAU Max X
JDemn’Da a_m5 ‘Dd _ T Timg Inten. F Library Search... 2
] Demo_Data lc (|8 v Spectrum Calculation 4 =
) Dermo Data-00dlcd - Spectrum Operation » Bobio i
o) Tutorial_Unk002ged - i =F
o] Tutorial_UnkDOT ged - Ch ["d Export Spectrum As...
1] Turtorial Std003 gcd - £
. Register Spectrum to Library...
] Tutorial Std008 gcd - : (@ Fe Ls L

The spectrum is added to the UV library file.

2 Select the desired UV library file, and click [Open].

(53 Open U Library File ==
Laak ir: UvLibrary - @ ¥ o m-
R Name’ Date modif... Type Size
"P [ 3Sample ]
Recent Places =
& Samplel
! SSamplez
3Sample3
Dekich \.U:Sampleﬂl
v
s samplel
| L
¥ e temp
Admin
[
LY
Computer
[ ™
—
Metuork

File name: Sample - Open

Files of type [ Libray Fite 1) -] [ cancel |

The spectrum is added to the UV library file.
[{” NOTE

» Right-click on the ID No. of the desired spectra, and select [Register Spectrum to Library] to add spectra
in the Spectrum Table to the library file.

Spectrum Tahle ==
Spectrum Table
1D# Disp| Data Param. | Scale Magnifica Lambda max Lambda min Similarity | Chit

tion

lay | Source

1.00
250 242
Select All 200/228 22342327340 0.5252
255 2327313 0.5288
Delete

Print Spectrum Table..,
Library Search...

Export Spectrum A&s...

[ Register Spectrum to Librany.,

| Set to Reference Spectrum for Similarity
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I 7 PDA Data Analysis

* If the view mode is [Spectrum View (Registered)], select the spectrum label before right-clicking on
[Spectrum View], and then select [Register Spectrum to Library].

B Spectrun View(Extracted)

Ml

1 (EESTE n&7ad Wavelength 285264  mall 0.796]
1= e g& 05262 3

10—IJ a
5]
@ 5
R
o] % 2.5
o 30

D@

3 0 ado st sto 7l m

20

7.4.3 Edit a Library File

This section describes how to edit the spectrum files registered at "7.4.2 Register a UV Spectrum to the
Library File".

Click the \‘b (UV Library Editor) icon on the [Main] assistant bar in the [Postrun
Analysis] program.

2 Click the (Open) button on the toolbar.
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3 Select the desired UV library file, and click [Open].

[} Open LI Library File
Lookir: | UtLibrary - G ? 4 '
T Name} Date modif.. Tvne Size
el SSampIe
Recent Places =%
s Samplel
- SSampIeE
. SSamplzﬁ
Eeckiop SSampIeél
uw
3""_ s sampled
Hl U
k e temp
Admin
A
Cormputer
[ W
Metwork
File name: Sample -
Files of type: L Library File [*.1Ib) v] Cancel

4 Edit the [Spectrum Information] in the UV library file.

1

2

7.4 UV Spectrum Library

[ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [1|V Library Editor - Sample.l]s] =2 Eoh ==
File Edit View Search Tools Window Help [= =[]
8 |« @ B[Ol ? inE =%
| )|
m Spectrum Info|mation Reg. Count: [ 4]
# ( Compound Name |[Ret. Time LarbdaRa\ge[Larbdamax Lambda min Op
. 75 L |
!i., o || FEEDETT E;; Fyl_parsben i 710950
Data Analysis S 3 |Fropyl_parsben ||3.0281 2 |
T = = =
£ 2| Butyl_paraben 3822 2 2
ic | File Name 5t 0 I\ | | |
1] Datart led -8
| |2+ Datal eed -3
P-Bwﬁh?:i: o | ) Dataled -
| |3 Dema_Data-001 led -
E | | Demo Data-002ied -
£ | 1] Demo_Diata-003 led -
Z | a7 Demo_Diata-007 led -
| 3 Demo_Data-006 led -
e o) Demo Dats-005ked -~
= 1] Demo_Data-004 led -
& o] Tutor il UnkO02ecd - | n C
] Tutorial Unk0D1 ged -
Fostrun Batch lj- N Library Comment Spectrum
<= »
mAU
" Aoquired by il TWavelengihn AT a
L8 Dte Acquired: o i
Data Comparisan Version: g
Sample Type: 2 %
[ :
F Level & 200 300 400 500 &0 700
5 5 nm
7. Sample Name:
PDA Dala Emmroll I\ POA Data A WP UV Library E
MUM SCRL

7 Enter the [Compound Name] if one was not already entered.
2 Enter the wavelength range in the [Lambda Range] column for use the library search.

3 Check the [Lambda max] and [Lambda min] values.

@ note

The items displayed at [Spectrum Information] can be edited with [Table Style].
Right-click on [Spectrum Information], and select [Table Style].

Click the (Save) button on the toolbar.
The UV library file is saved.
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I 7 PDA Data Analysis

1.5

7.51

Specify a Compound From a Spectrum

Compare the spectra of known compounds with the spectrum of an unknown compound to identify and
specify the compounds from a spectrum.

This section describes the following operations.

» "Identify Peaks by Spectrum Similarity"
» "Use [Library Search] to Search for Spectra”
» "Spectrum Conditions of the Search Target"

Set the spectrum conditions of the search target to perform higher precision similarity and library searches.
Identify Peaks by Spectrum Similarity

1 Click (Edit Mode) in [Method View].

2 Click the [Identification] tab, and select [Similarity] in the [Peak Selection] list.

[ Postrun Analysis (Instrument]. - System Administrator) - Default Project - [PDA Data Analysis - PDA_Demo_Data-001.lcd] (== ==
Sig File Edit View Methed Spectrum Layout Teols Window Help =[x

O=d ? n|lg2|“EE ESER B E
=l
| Main Lk @ | |ﬁ ‘ B Cortour View B Spectrumn Yiew|Extracted)

PDA Data nmExIract Time 0.85 Wavelength mal

Filtering Condition:

File Name St~
1] Datal Jed -
] Datal ged -
1] Datal Jed -
] Demo_Dats-001 Jed -
129 Demo_Data-002led -
] Demo_Dats-003 Jed -
121 Demo_Data-007 Jed -
Spectum ] Demo_Data-008 Jed -
Index 1] Demo_Data-006 led -

u
Wavelength 654755 WAL -0.075]

0.5-40.885/1.00

= >

Data Report

Filtering

ol

Apply to Method

Al -

B Chromatogram Yiew Peak [«]+ Channel [«

| BachDataSet |

mAl Max Intensity : 973 L

] Demo_Data-004 Jed
=% |15 Tuterial_Unk002zcd
[ o] Tutarial_Unk00T god
L |15 Tutarial 5td009cd
] Tutorial_Std00B ged
1] Tutorial_Std007 gcd
] Tutorial_Std008 ged
1] Tutorial_Std00Gecd Pesk Purity § Peak Profile /

@T“m“atftdggjgcf A8 | M <> Results View - Peak Tabls B ¢ Method View - Identification Parsmeters 53 View [ (# Edit

Ch1

Ch2

BT I
* el [ Peak Table | Compound | Group | cait | | |[Multi Chrom [ Integratior(| Identification |)juantitative [ Con| .«

Acquired by Peak# | Ret. Time Area i
Date Acquired: 7 7788 5 Default Bandwidth: 0.01 min

Version: Totsl £ Identification Method:
Sample Type:
Besk elctor: e —1

Level #
Al Peal
[Clisplay not identified p Closest Pask

D LarﬁEst Peak

@

Sample Name:
Sample ID:

Comment: [\ Extracted 5§ « [ ]
g PoA Dot &[G OV Loy |

KIIM SCRI
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7.5 Specify a Compound From a Spectrum

3 Click the [Compound] tab, right-click on the Compound Table, and click [Table Style].

[ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [PDA Data Analysis - PDA_Deme_Data-00L Jcd]

i File Edit View Method Spectrum Loyeut Tools Window Help

(IS B )
[=[=][=]

loH & |« 6 |E =L 2 in 5 AT =R E:
L] S E|
[ wain wo |m B & ] O Contour View 3 Spectim ViewEdracted]
PDA Data nmExtram :Time 228 Wavelength maU
. é'ﬁ‘avelenglh mal ~
/ Filtering Condition: byS « 250 o
B/ w o]
i £
= E
Bmalied | Fite Name 5t~ <
1] Datal Jed - A 4 Cut
] | ] Datal gcd - = L copy
b 4 | 1) Dota ded -1
LEVEEE || 0 | ] Demo Data001)ed - |7 "4 [8 PuityV|  Copy Entire Table
Z | w)Demo Datar002lcd - I o
5 | 1] Demo_Data-003 led - = ear
Z | o Demo Data-007led - — R e Pesk [Aa]  Channel [3 0542 SelectAll
| 1 Demo_Data-006 cd - Max Intensity : 573 e r
1] Deto_Data-00S Ied - Ex _Tme Tnten. I a
1] Dema_Data-004 Jed - noly IneetR
ton| Tutorial_UnkDO2 ged - Delete Row
1) Tutorial_Unk0dl ged - Sort by Retention Time
ien] Tutorial_Std008 ged - e o
1] Tutorial Std008 ecd - Pesk pur View Mode
1 Tutorial Std007 0d - e Edit Mode

1] Tuttorial Std006 £cd

ien] Tutorial_Std005 ged

1] Tuttorial Std004 £cd
Rk

Peak Puit

O <> Results Wiew - Peak Table

O <> Method View - O

<l b Peck Table | compound | Group [ calitl* [+ || mtegration | identficd 1
Acquired by Peak# [ Ret. Time Area 1D# NE'E‘ Table Style...

Date Acquired: 1 1789 658 1 Methyl paracer—y Targer IR =il
Version: Total &5e| [|[2 Byl peben | Target Ch1 25%0m
- 3 Propyl paraben | Target Chi 254

Level # z Butyl persben | Target Ch 2Bénm

Sample Name: 5 Target Ch1 254nm

¥ Cancel Edit

Register Standard Spectrum ~ *

- |

Make the settings in the [Table Style] sub-window, and click [OK].

Tahle Style
Iterm Settings | Font
Hide ltems Display ltems
Unit - Name
Band r Type:
DL _Colart | Charinel
Ret Time
Conc.[1]
T (21 .
Calo. by RN d
Fit Type:
Zero
weight << Remove Diowany
*window/Band
Spiked
3rd Coefficient itial
2nd Coeflicient - Iritizize
1 L | Wumber of fived columns: 0 =

(

0K

JJ[ Cancel H

Help

)

1 Select [Std. Spectrum], [Min Similarity], and [Wavelength] in the [Hide ltems] box.
2 Click [Add].
[Std. Spectrum], [Min Similarity], and [Wavelength] are added to the [Display Items] box.

@ note

Change the display order of items in the Compound Table, by selecting the item in the [Display
Iltems] box and then clicking [Up] or [Down].
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I 7 PDA Data Analysis

Right-click the [ID#] of the compound whose similarity is to be identified, click
[Extracted Spectrum], [UV Spectrum File] or [UV Library File] at [Register Standard
Spectrum], and register the standard spectrum for the compound.

B <> Method View - Compound T able £ View
Mulki Chrori | Inkegration | Identification | Quant\tatlvel Compound |Group | Perfarmance |UV Spectrum I 1l
ID# |  Conc.(2) | Conc.(3] | Std. Spectrum| Min Similarity | Wavelength |
2.000 4.000 | None 0.50000 | 1390 - 800
0.30000 - 800
a7 Undo 030000 | 150 - 800
4 | u Redn [ 0.30000 | 130 - 500 |
5 | - | 0.30000 | 130 - 500 |
Cut
Copy
Paste

Copy Entire Table

Clear
Select Al

Add Rowy

Insert Row

[ »

Delete Roww
Sort by Retention Time

Wiew Mode

EditMode

#7 Cancel Edit

| Register Standard Spectrum | Extracted Spectrum

Showw Standard Spectrurn, . U Spectrum File..,
Rermgve Standard Spectrum U Library File..,

Table Style... |

6 Enter the [Min Similarity] and [Wavelength] that is associated with the [Std. Spectrum].

B <> Method View - Compound T able £ View
Mulki Chrori | Inkegration | Identification | Quant\tatlvel Compound |Group | Perfarmance |UV Spectrum I 1l
D% Conc.[2] Conc.[3] Sid. 5 Min Similarit Wavelength |

1 2.000 4.000 | None 0.50000 | 130 - 800

2 2.000 4.000 | 2. 2685 | 050000 | 130 - 800

3 2.000 4.000 | None 0.50000 | 130 - 800

4 2.000 4.000 | None 0.50000 | 130 - 800

5 2.000 4.000 | None 0.30000 | 130 - 800

7 Click (View Mode) in [Method View].

@ note

* Right-click and select [Show Standard Spectrum] to check a registered spectrum.

» The peak is not identified if the similarity between the standard spectrum and the spectrum of the time at
the top of the detected peak falls below the threshold.
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7.5 Specify a Compound From a Spectrum

7.5.2 Use [Library Search] to Search for Spectra

This section describes how to perform a library search.
1. Set library search criteria

2. Execute the library search

B Library Search Criteria
The following example describes how to set the criteria to search the similarity between an unknown
spectrum and the spectra registered to the library file.

1 Click (Edit Mode) in [Method View].

2 Click the [Library] tab, and enter the search criteria.

1
B <> Method View - Library Search Paramet [rs Gd iew
Tntegration | dentiication | uantitative | (|ampound | Group | performance | v spectrurs(| Ubrary Jpurity |« [
Seatch Parameters Library Files
[T1Use All Library Files in L¥Library Folder
‘Wavelength Range:
[Tluse All Library Files in a Specified Folder
L - =
Maix # of Hits: Library File n 2
1 B 1
- 2 =
3
4 4
H E
[Tl Prefileer )
Enable Index Parameter -
T
2 ] =
X 3
I ol | 4
R
R
5
=T 2
€| ] +
1 Setthe [Wavelength Range] and [Max # of Hits].
@ note
[Max # of Hits] is the number of spectra to display in the [UV Library Search Results] sub-
window.
7 Setthe [Library Files] parameters.
@ note
» Select [Use All Library Files in UVLibrary Folder] to search all of the library files in the
UVLibrary folder.

» Select [Use All Library Files in a Specified Folder] and specify a folder to search all of the
library files in a specific folder in the UVLibrary.

3 Select [Prefilter] and [Enable], then click the [Index] cell and select a keyword to further filter the
search results by compound name, retention time or another keyword.

3 Click (View Mode) in [Method View].
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7 PDA Data Analysis

/

B Execute the Library Search

When the library search is executed, matching spectra are displayed in order from the highest similarity to
the lowest in the [UV Library Search Results] sub-window.

The following example describes how to select a spectrum in [Spectrum View (Registered)] and perform a
library search.

@ note

To perform a library search on the extracted spectrum, first, display the spectrum extracted from [Contour
View] or [Chromatogram View] in [Spectrum View (Registered)], and execute the library search.

Select the spectrum in the [Spectrum View], right-click on the view, and click [Library

Search].
[543 Postrun Analysis (Instrument] - System Acministrator) - Default Project - [PDA Data Analysis - PDA_Demo_Data-001.lcd] | = o |
{iE File Edit View Method Spectrum Layout Tools Window Help _[=][*
o= = RPN Rl w]l= P & % Ben @5mlH s
SE zl=l
[ wein MEESEREY B Contour View 81 Spectium Vien(Etracted)
PDA Data mExtract : Time 2.28 Wavelength mAU
Filtering Condiion:  |by § = 250
!"’. 2 104
G- £
= ]
Data Report & | File Mame St~ £
) Data Jed _ i Regstered Spectrum
= | 1] Datal ged - EZ Register Extracted Spectrum to Table
VR i) Datal Jed 8
= atal o -
5 = | Shoy Spectrum Table...
LN | o | Demo Data-d0l ed - (T " o -
5 | uDemo Data002cd - ] = [E Library Search. I
fﬁ 1] Deto_Data-D03 Ied - 5 Chamaigran Vien e T SpECTUTT CacnoT T
& | 1] Demo_Data-007 led - 057 Spectrum Operation 4
| 7 Demo_Data-006 cd - mAU Max Intensity : 573
= T = T e T &l 17 Export Soectrum As...

The spectra found (hit) by the search criteria are displayed in the library search results.
The following sub-window displays search results when the [Max # of Hits] is set to “3”.

21U Library Sfarch Results =2 ECH <=
Lillraty Search | Wiew
Unknown Spectium Info.  Retention Time : 1.76
[H“ Cnt:3 ] Lambds ma - 250.27 ]
# | Compound Name| Ret. Time| Lambda min/mal Lambda max Lambda min Operation Similarity q
2 2846 210-360 249.75 241.27 0.895700 Sl o
3 | 3108 | 210-360 | 254.90 | Zmoosneiz | | 0EE1543 |5
4 T | r
p
1 maL
35 Taroet Wavelength 380504  mall 0362 .
brary
30+
25
e
154
10+
5
o &
o a
200 280 a00 | a0 | 400 480 500 S0 Eon | B0  7on | 730 nm
No. Explanation
@ |[Changes the spectrum displayed in the graph.

The number of graphs to display can be set at [Display Settings] on the [View] menu.

Determines the number of hits displayed in the search results window.

2]

Displays the [Ret. Time] and [Lambda max] values for the UV spectrum of the target peak.

3]
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7.5 Specify a Compound From a Spectrum

No.

Explanation
@ |Displays a table of spectrum information that was hit (found) in the search.

The spectrum information is displayed in order from the highest similarity to lowest.
@ |Displays the searched spectra (Library) overlaying the unknown spectra (Target).

@ note

Click [Repeat Search] on the [Library Search] menu, and change the search criteria in the [Library
Search] sub-window to perform the search again with new criteria.

7.5.3 Spectrum Conditions of the Search Target

Set the spectrum conditions during extraction of the UV spectrum to perform higher precision peak
identification and library searches.

1 Click (Edit Mode) in [Method View].

2 Click the [UV Spectrum] tab, and set the spectrum conditions.
2 1

]

Method View - UY Spe |trum Parameters &d Wiew | [ Edit

Ce|npound I Group I Perform| mce[ UY Spectrum J Library | Purity | Custam | QC Check

L|¥ Spectrum Filtering

Lambda minfmasx Detection

flleering Type: ([Mone ~|) "avelength Range:

Mone z1o =) - zen =
[T nterpolate (= = o
[“1J3ackgraund |; 1st Derivative

2nd Derivative

Decimal Digits:
Smoothing points of retention time

direction for spectrat Similariy Caleulation
‘Wavelength Range:

2102 - om0 2] m

Decimal Digits:

1 Select [Smoothing] in the [Filtering Type] list to perform spectral smoothing.
2 Select [Background Compensation] to perform background compensation on spectra

3 Click (View Mode) in [Method View].
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7.6 Peak Purity Analysis

The peak purity can be calculated and the peak shape of chromatograms at each wavelength can be
compared to check whether detected peaks contain impurities.

3" Reference
Refer to Help for details on peak purity analysis.

7.6.1 Peak Purity Calculation Parameters

This section describes how to set the calculation range and the compensation conditions based on the
noise spectrum.

1 Click (Edit Mode) in [Method View].

2 Click the [Purity] tab, and set the conditions for the peak purity calculation.

= Method View - Purity Parameters 5d View | [# Edit
Compound |Grnup |Perfnrmante IU\II Spectrum | Lihrary[l Purity ‘]Custnm | Qc Checkl A
Moise Spectrum FUNCY _alCUIations 5
Retention Time Range Ma Irtensity: 0
f 210
rremir) fo (e " j 1
: 360
45 - o 4 To nm
B o: ! %‘ Sten: 1 o 2
Compensation [i]
0 oz L i i Gl Coefficient:
0 Sl 100 Background Compensation —— 3
iZompute noise spectrum AL Comoute Pt
[ fram current data for P v
pesk purity Identified Peaks - —_— 4

Compute noise speckrum

- Identified Peaks
Open Data File, .. All Peaks

Mot Calculated
dentified Peaks

1 At [From] and [To], enter the wavelength range where purity will be calculated.
2 At [Step], enter the wavelength interval to use for the calculation.
3 Select [Background Compensation].

@ note

» Select [Background Compensation] to calculate the peak purity of components with a slow
retention time or whose baseline easily drifts as in gradient acquisition.

» Insufficient peak separation causes the start and end points of the peak to overlap. Better
results are obtained by not performing background compensation.

4 select [Identified Peaks] from the [Compute Purity] drop-down list.
ll/ NOTE

Depending on the number of peaks and whether [All Peaks] is selected, it may take time to
perform data analysis.

5 At [From] and [To], enter the retention time range to set as the noise spectrum.
Select a time range that incorporates the retention time of the target component.

# notEe
» Display the chromatogram as a Max Plot, and verify that there are no peaks between [From]

and [To], then select the noise spectrum range.

» Select [Compute noise spectrum from current data for peak purity] to compute the noise
spectrum from the every data file.
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7.6 Peak Purity Analysis

Click (View Mode) in [Method View].
The purity calculation is executed according to the preset conditions.

7.6.2 Displaying Calculation Results

[Purity View] has 2 sub-windows for viewing the results of the peak purity calculation, [Peak Purity] and
[Peak Profile].

[Peak Purity] is used to check the peak purity based on the spectrum information of the detected peak.
[Peak Profile] is used to check for impurities by comparing chromatograms at multiple wavelengths.

First, select the desired peak in [Chromatogram View] or [Contour View]. This section describes how to
select peaks whose purity is to be checked in [Chromatogram View].

Next, check the calculation results at [Purity View]. The section describes the following 2 methods:

» "Display Calculation Results using the 3-Point Peak Purity Method"
» "Display the Calculation Result using the Total Peak Purity Method"

Move the extraction line in [Chromatogram View], to the peak for which purity is to be
calculated.

I3~ Reference
Refer to "Display the Spectrum of a Desired Retention Time Extracted from the Chromatogram”
P.182 for more details.

B Chiomatogramn Yiew Peak [1]» Channel [«]»] Ch1

mAL Max Irtensity : 13,436
a0nm 4nm (1.007 -

@
DB

o 10 2
Max Irtensity : 13,710

T
30
mAL
Sanim dnm (1 .00 |
10
} }’\
0 A
T
30 4

-

If the peak is detected, the purity of the selected peak is calculated.

: .
40 min
ol 1 2 o i

—
in
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H Display Calculation Results using the 3-Point Peak Purity Method

Peak purity is calculated based on 3 points, the upslope, peak top point and downslope.

Select the [Peak Purity] tab in [Purity View] then right-click the graph and select [Display
Settings].

B Puity View

mal
125 -

[Purity Curve
|Zero Line

Peak]

0.50-]
F7s [l

025+

5o

Undo Zoom [ag

Redo Zoam

loi@

0.00

i Z Initialize Zoom ——lan
215 220

T S
ST R
Impuity * Mot Detected ¢ 1play SERNgS.. )

Minirmum peak. purity index : 0.939333 Copy

Single point threshold : 0987774
Peak purity index : 12224 Graph Praperties...

2 Select [3-Point] from the [Purity Index Mode] drop-down list, and click [OK].

Purity ViewiPeak Purity) Display Settings

Purity Indes Mode

Use Range:
-0.5 - |08

([ (o] 4 ]I Cancel “ Help

Confirm that the 3-point spectra method waveform and calculation results are
displayed.

B Purity View

maL

(T § 228 min -

12.53Upslope. 2,21 min J Cofig be calculsted
Downslope /2,34 ming

2250 250.0 2750 3000 3250 " hm

@ note

If the spectral similarity between the peak top, the upslope and the downslope is higher than the
threshold, it is an indication that the calculated peak does not contain impurities.

H Display the Calculation Result using the Total Peak Purity Method

Peak purity is calculated based on all of the points from peak start to peak end, then the similarity and
purity curves are displayed.
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7.6 Peak Purity Analysis

Select the [Peak Purity] tab in [Purity View] then right-click the graph and select [Display
Settings].

B Puiity View
maL
Purity Curve Peak -
|Zero Ling pi2s
0.50- 100
C75
025+ Lsp
F2s =
0.00 %‘
’ Lon &

—
215 220 225 Display Setti min
Impurity - Not Detected [Pplay BTN gs .

Minimum peak purity index : 0.993939 Copy
Single point threshold © 0.987774 =
Peak purity index : 12224 Graph Propetties...

Select [Total Peak] from the [Purity Index Mode] drop-down list, and set the [Graph Type]
and [Y Axis Scaling], and click [OK].

Purity Wiew(Peak Purity) Display Settings ==

Purity Index Mode
Total Peak hd

Graph Type
@) Purity ) Similarity

' Axis Scaling
Auko ¥ Scale

Use Range:
-0.5 - |05

ﬂ O ” iZancel H Help

@ note

» If [Purity] is selected, the purity curve (curve obtained by subtracting the threshold curve from the
similarity curve) and zero compensation line are displayed in the graph.

« If [Similarity] is selected, the similarity curve and threshold curve are displayed in the graph.

» To change the display scale of the similarity curve, deselect [Auto Y Scale] at [Y Axis Scaling],
and enter a display range.
In the following example, the display range is set to 0.99 to 1.01.

* Notice in the following [Purity] graph example that impurities are detected where the purity curve
is below the zero compensation line.
The negative [Peak purity index] value confirms that the sample contains impurities.

The [Purity] graph or [Similarity] graph is displayed.

Purity graph Similarity graph
B Purity Yiew B Purity Yiew
mal mal
Furity Curve Peak - Sirmilarity Cur; Peak -
n.75-Zero Line 150 Threshald Ciirke
70 70
1.25+
050+
=500 =500
.00
025+
\ 250 - 075 250 -
oo™ & @
L ) =l =l
T T T T T 0 1 T T T T 0
425 450 475 5.00 525 min 425 4.50 475 5.00 5.25 min
Impurity : Detected at 4.42 min Impurity : Detected at 4.42 min
Minimum peak purity index : 0.985468 Minimum peak purity index : 0.985468
Single point threshald : 0993338 Single point threshald : 0993338
Peak purity index : 34530 Peak purity index : 34530

\ Peak Purity A Peak Profile \ Peak Purity A Peak Profile
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Bl Examine Chromatograms using the Peak Profile

Display chromatograms at multiple wavelengths to compare peak shape.
Select the [Peak Purity] tab in [Purity View] then right-click the graph and select [Display
Settings].

B Puity View
maLU

Display Settings.., I

Copy ‘

-4

N —
22

" Peak Purity ), Peak Profile

Graph Properties..,

2 Enter the parameters in the [Display Settings] sub-window, and click [OK].

Purity Wiew(Peak Profile) Display Settings ==

Display Mode

@ Chromatogram (") Ratio Chromatogram ]——0
(Wave\ength Inkerval: 5 nm ]——g
Mumnber of Additional

S | =2 '——6’

[Chrumatourams:
[ Mormalize Chromatograms )——o
Threshold: a mAl
' [ O ] [ Cancel ] [ Help ]

1 Select the [Display Mode].

No. Explanation

@ |[Select [Chromatogram] to display the chromatogram based on the [Wavelength Interval] and [Number of
Additional Chromatograms] parameters.

Select [Ratio Chromatogram] to display the central wavelength chromatogram with the ratios between
the chromatograms based on the [Wavelength Interval] and [Number of Additional Chromatograms].
Select how many wavelengths (nm) will separate the chromatograms displayed on the short and long
sides of the center wavelength.

Select the number of chromatograms to display on the short and long sides of the center wavelength. Up
to 5 wavelengths can be specified on each side.

If [Chromatogram] is selected as [Display Mode] and [Normalize Chromatograms] is selected, the
intensity axis of the chromatogram is normalized.

)

®

o

The [Chromatogram] or [Ratio Chromatogram] is displayed.

Chromatogram Ratio chromatogram

B Puiity View B Purity View

mal Ratio
R 1.0n—235nm

22 25 24 min 25 25 27 min

Peak Purity 4, Peak Profile Peak Purity A Peak Profile
@ note

The center wavelength refers to the wavelength of the chromatogram extracted from the contour
view or set in the Multi Chromatogram Table.
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7.7 Print PDA Data Analysis Results

1.7

1.71

Print PDA Data Analysis Results

A report format file must be made in the [Report] window to print PDA data analysis results. This software
provides several report format files to make printing easier. First-time users of this software can easily print
analysis results using the pre-installed report format files. As users becomes more familiar with the
software operations, they can edit or add report items to the pre-installed report format files, or create a
new report format file and use it to print reports.

This chapter describes the following procedures.

"Open the [Report] Window"
"Open Report Format Files"
"Edit PDA Report Format"
"Preview Before Printing"
"Save Report Format Files"

Open the [Report] Window
Open the [Report] window in either the [Realtime Analysis] program or the [Postrun Analysis] program.
This section describes how to open the [Report] window in the [Postrun Analysis] program.

Click the (Report Format) icon on the [Main] assistant bar in the [Postrun Analysis]
program.

The [Report] window opens.
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I 7 PDA Data Analysis

71.7.2 Open Report Format Files

Several report format files are prepared. Refer to [Installation & Maintenance Guide] "1.7 Registration of a
sample file".
This section describes how to open the report format file “PDA data analysis results.lcr”.

1 Click (Report Format File Tab) in the [Data Explorer] sub-window.

@Elle Edit View Iem Layout Page Tools Window Help BEE
D20 <k B O=kLE » == el idve el Ek R EERE|®

i |/vDO|la@arBed @®*rAAARE LELUSETGERES AW
=l x|

==l
[Main g \@_ ﬁ' r

Diata Analysis
Report Filtering Conditicn: B

Filtering

File Mame

= [

Displays the [Report Format File] tab in the [Data Explorere] sub-window.

@Eile Edit VMiew Layout Page Tools Window Help

iDeP | <0 [BEOxsE @ = ol vh|fa@@s >R EERR|®
| /vDO @7 B2y @3rAAARE LEAUERERSS AME
==l =l

Main |Lh I@ |
Data Analysis
Report

Object:

Filtering Condition:

o K

Filtering

File Mame

@ Peak Report B lsr

@ SummaryReport_6 lsr
@ SummaryReport 5 ler
@ SummaryReport_4 lsr =
@ SummaryReport_3 lsr

@ SummaryPeport_2 lsr
@Summaryﬂepﬂrtj lsr

@ QuantitativeResults 5
@ QuantitativeResults_4.
@ QuantitativeRezults 3.
@ QuantitativeResults_2.
@ QuantitativeResultg_ 1.
@ Peak Report_Galibration
@ Peak Report_4 ls

@ Peak Report_3 sy

m
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7.7 Print PDA Data Analysis Results

2 Drag-and-drop “PDA data analysis results.lcr” onto the [Report] window.

[ Postrun Analysis (1 tl - System Admini ) - Default Project - [Report - Untitled] =3

Eile Edit View Htem Layout Page Tools Window Help

D3P enBEEE? ™ S ealtdre|zslnsaRRO0E|E

A /00| @By @S MAARARE LEHGUW&oEERS | AH
x| =l
Main ™ |Eﬂ | i
Repart
Object: [
2 Filtering Condition:
&
i | File Name i
@ PeakReport 5 lsr
= tethod ler
o
@ Contour3DReport.ler
[P0 S mmzes Barnet £ loe

3 Click the &] (Data) tab in the [Data Explorer] sub-window.

[ Postrun Analysis (1 tl - System Admini: ) - Default Project - [Report - PDADataknalysisResults] [=

File Edit View Item Layout Page Tools Window Help

D2B «k[EESE 2 =  c|oe|Rd @R Ee® ] ®
A/ /OO0 |@PBPdd @S MAAARE WPl USRS AME

x| =l
I Wain Ly ]Eﬂ | |J§ |

Report 9/15/2010 11:32:16 AM | Page

B

Preview

Filtering Condition:

File: Name Stat 4 ==== Shimadzu LabSolutions Analysis Report ====

1] Tutorial Std002led -
o] Tutarial Std0m1 Jed -
M Testled -
] POA_Diemo_Data-007 ... -
] PDA_Demo_Data-D061.. -
] PDA_Demo_Data-0051.. -
] PDA_Demo_Data-0041.. -
] PDA_Demo_Data-0031.. -

-~ <PDA Chromatogram>=

Filtering

Sompis T

| Batch Data Set |

m,

] AART 30mged -
M alkane_24megcd -
M alkane_30mged -

[ Toctard -
< [m] 3

Acquired by SHIMADZU Crmmm
Date Acquired: 1/16/20035
Wersion: 1

Sample Type: Standard
Level # 1

Sample Name: 5TD
Sample ID 1 < m
Comment: LCsolution 1 @
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7 PDA Data Analysis

4 Drag-and-drop the data file into the report format.

) - Default Project - [Report - PDADataAnalysisResults]

1 - System A
File Edit Yiew Item Layout Page Tools Window Help

D@l |«aBE=E 7 00 c|walkdre sl xREEDE| #

i | /v00 @rBsfd @*NEAARE DBAauUsnERES A@
| ==l
Iain Ly ‘IEE} I I,}‘

Filtering Condition:

File Mame Stat *
|1] Tutorial Std002 led -
|1] Tutorial Std001 led -
1] Test Jed -
1] PDA_Demo_Datz-007 L. -
1] PO Demo_Dats-0061.. -
1] POV Dema_Diats-005 1. -
1] PD#_Demo_Data-0041.. -
1] PD_Demo_Data-003 1
1] PDA_Demo_Data-0021

Postrun Analysis {

9/18/201011:32:16 AM | Page

Filtering

= Shimadzu LabSolutions Analysis Report ====

| Batch Data Set I

[<PDA Chromatogram>

=] RART_24mecd
] AART 30m ged
@ alkane 24mecd
@ alkane 30mecd

1 Tastard
< [mg

The data file is loaded into the report format and displayed.

If the report includes multiple pages, use the icons on the toolbar to review the content
of the other pages.

Postrun Analysis } - Default Project - [Report - PDADataAnalysisResults(PDA_Demo_Data-001]]

- System A
File Edit View Item Layout Page Tools Window Help

eI Bl EEFE S N AR (I [
/YOO | erBed EPNEAARG DL UERERBE|A@E
==l ==l

Wain L By I &

Report 9/15/201017: 3216 4M |Page 1 /4
Filtering Condition
B

=D File Name Stat, * ==== Shimadzu LabSolutions Analysis Report ====

] Tutorial_Std002led -
] Tustorial_Std0m od - Sample Name  : STD

3 Testlod - SaaTiname DA Demo_pata-001cd

ﬂ PDA_Demo_Data-007... - IMethod Filename : PDA_Method lem

|1 PDA_Dema_Data-006 .. - B?a'lcg Flename :BA‘B stenleb Sample Type Standard

1] PDA Demo_Data-005 1., - e L™ oo 2330 an Rohured by Shmanzu

4] PDA_Demo_Data-004).. - Date Processed  : 4/2/2010 3:57:48 P Processed by System Administrator
|+ PDA_Demo_Data-003 1. -
|+ FDA_Demo_Data-0021.. - [<PDA Chromatograms
{1 PDA_Demo_Data-001 1. - L4
] ABRT 24m.ged -
1] AART 30m gcd -
Malkane_ﬂmgcd -
o] alkare 30mecd -
1] Testged - 10

1] Backeround led -
< [ 3

Filtering

m

| Batch D ata Set |

FDA Multi 1 252nm.2nm]

3881

Acquired by SHIMADZU =
Date Acquired: 141672003 5
Version: 1

Sample Type: Standard
Level # 1

Sample Name:  5TD . T T T T i
Sample ID: 1 o v
Comment: LCsolution

NUM SCRL

212 Operators Guide



7.7 Print PDA Data Analysis Results

7.7.3 Edit PDA Report Format

The following 8 report items are provided for inclusions in the PDA data analysis format.

@ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Report - PDADataAnalysizResults(PDA_Demo_Data-001)] E@
é@ Eile Edit View Item Layout Page Tools Window Help = E=ES

DR <05 0= » i= - e % ERCRE::
ixn|/vO0O0|&s ﬂjug@;ﬁg&ﬂﬁé@%if A

1=l =

IW@ [ &

‘ Inain

Report 9415/201011:3216 AM |Page 1 / 4 | ‘
Item Contents
Contour Graph Prints the contour graph and 3D graph of the data acquired by the PDA detector.
- " Reference
3D Graph For details, see "Change the Display Color and Scale of the Contour View"
P214.
T Prints the information in the spectrum files and the spectra extracted from the data
™
UV Spectrum acquired by the PDA detector.
=" Reference
For details, see "Change the Content and Print Scale for UV Spectra” P.216.
Peak Purity Prints the peak purity calculation results for the data acquired by the PDA detector.
: " Reference
Peak Profile For details, see "Specify the Peaks and Calculation Method to Print the Peak

Purity Calculation Results" P.220.

UV Spectrum Index Prints the identified peak information and its spectrum.
UV Library Search Prints the library search results for the data acquired by the PDA detector.
=" Reference

For details, see "Change the Content and Print Scale for Library Search
Results" P.218.

UV Library Prints a list of the spectrum information registered to the UV spectrum library.

This section describes how to edit items in the report format file opened at "7.7.2 Open Report Format
Files".
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I 7 PDA Data Analysis

B Change the Display Color and Scale of the Contour View

Use the pre-installed report format file “Contour3DReport.Isr” to print contour views. Refer to "7.7.2 Open
Report Format Files" and open “Contour3DReport.Isr”.

Double-click the [Contour Graph] item.
The [Contour Properties] sub-window is displayed.

Click the [Contour] tab, and set the [Inten. Scale Position], [Color Mode], and [Number of
Colors] parameters.

Contour Properties ==

| General| Contour |JscaleyTitkejRangs | File |

srid Inten, Scale Position:  |Right -

¥ axis Grid

e Contourpesk
Number of Colors: 256 -

o

Click the [Scale/Title/Range] tab, then under the [Display Area] deselect [Auto] for the
the X-axis (time), Y-axis (wavelength) and X-axis (intensity). Enter the desired scale for
each.

Contour Properties =]

[are | ot (SR e Jie |
Scale Title Cisplay Area
[#1x [#]% Scale Title: [ Top: x: [ Auto

min | Contour Graph | a
@y [#Y Scale Title: [T Bottom:

nm Contour Graph

@
=1

v: [ Auto
190

z: [ Auto

OK | [ Cancel ] [ Apply ] [ Help

4 Click [OK].

IZ° Reference
For details, see "7.7.4 Preview Before Printing" P.222.
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7.7 Print PDA Data Analysis Results

H Change the Display Scale of 3D Graphs

Use the pre-installed report format file “Contour3DReport.Isr” to print 3D graphs. Refer to "7.7.2 Open
Report Format Files" to open “Contour3DReport.Isr”.

1 Double-click the [3D Graph] item.

@ noTE
The [3D Graph] item is located on the second page of “Contour3DReport.Isr”.

Click the [3D] tab, and set the [Inten. Scale Position], [Color Mode], [Number of Colors],
and [Rotate] parameters.

3D Graph ==
S
‘ Genere” i |:IEa\E;T\ﬁEfRange |Fi\e |
’ ; s 2
[Tlavire Meshi Inten. Scale Position: | Right b
¥ axis Grid
¥ axis Grid Humber of Colors:
¥z axis Grid Rotate
T
-
Elevation: 30 Rotation: | 4%

Click the [Scale/Title/Range] tab and under the [Display Area], deselect [Auto] for the X-
axis (time), Y-axis (wavelength) and Z-axis (intensity). Enter the desired scale for each.

30 Image Properties ==
Ve
General | 30 Grapl|| Scale/Tite/Range ||5je
Scale Title: Display Area
)% [ 1% 5cale Tide: ] Top:
rhir 3D Graph
[ [F]v scale Tite: [T Eattom:
nri 30 @raph
¥z [¥]z scale Title: 2, [7] futo
mall 0 - | o
[ok [ comel [ meny |[ teb

4 Click [OK].

I3~ Reference
For details, see "7.7.4 Preview Before Printing" P.222.
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B Change the Content and Print Scale for UV Spectra

Use the pre-installed report format file “PDADataAnalysisResults.Isr” to print UV spectra. Refer to "7.7.2
Open Report Format Files" to open “PDADataAnalysisResults.Isr”.

1 Double-click the [UV Spectrum] item.

2 Click the [Spectrum] tab, and select the spectrum from the [Selection] list.

Uy Spectrum Properties

Genere“ Spectrum I Header IScaIep’Tltlep’Range IFlIe |

Spectrum

p
Selection;

)

10 Peak.

Al Chanine!
Mulki Chromatagrann 1
Multi Chromatogram 2
Multi Chromatagram 3
Multi Chromatagrarm 4
Multi Chromatogram 5
Multi Chromatagram &
g lMu\t\ Chramatogram 7
Multi Chromatogram &
Multi Chromatagram %
Multi Chromatagram 10
Multi Chromatogram 11
‘Multi Chromatagram 12
| Multi Chromatogram 13
Multi Chromatogram 14
Multi Chromatagram 15
Multi Chromatagram 16
kSpectrum Table

@

o# 0 -0 &
RT: ] = - |0

Peakit: |0 = - |0

R ] =H - |0

Overtey:
Line Mame Index

[ Marmalize

Reduce duplicate output For same RT

RT idth:| 300 msen

Parameter

Explanation

ID Peak

Selects the spectra to print by entering the ID#s of the compounds in the Compound
Table.
The spectra of all identified peaks are printed if [0]-[0] is entered.

All Channel

Select the retention time range at [RT].

The spectra of all detected peaks are printed if [0]-[0] is entered.

If multiple peaks are detected, the printed spectra can be easily checked by selecting
[Reduce duplicate output for same RT].

Multi Chromatogram

Sets the number of the peak at [Peak #].
The spectra of all detected peaks are printed if [0]-[0] is entered.

Spectrum Table

Sets the row No. of the table at [Row].
All of the spectra registered in the Spectrum Table are printed if [0]-[0] is entered.
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3 Click the [Header] tab, and edit the items to display in the report.

U Spectrum Properties =]

—
‘ General |Spectrun’|| Header |IScaIe,iT|tIe,iRange | File ‘

Align: Left -

$IfSib5elspecd==IdPeakho)ID# ¢ 4IdNof -~ . -
$IF$i$oelspecf==PeakNoiPeaka# : §Peakn Tebstop: |23 5 (character)
$IF$iESelSpecd==SpecTable)# i §SpecT Yariable:
Retention Time ! fretTimed Selected Data Saurce
Compound Mame  © $Compoundilanne: o#
Spectrum Cperation 1 $3pectramOpera Peaks
Retention Time
Spectrum Tabled
Compound MName
Lambda max
Lambda min
Speckrum Operation
P e T— r

4 Click the [Scale/Title/Range] tab.

UV Spectrum Properties =]
General | Spectrum Headel | Scale/Title/Range [liwle
Scale Title
[#] % Scale [FTop: UV Spectrum
[Flscale Interval: | 1000 SubScale:| 1 [Cl&attom: UV Spe:
¥ Scale [#]% Scale Tite:  rm
[T 5cale Interval: SubScaler| 1[5 [¥]¥ Scale Title:  mAU
Display Area
pey [ Grid Line 1
% [ Auto Font Lambda max min Label
Lambda max Label 2
120 - 800 . W
Lambda min Label Font: Times New Roman
i [ aute Format: Size: 8 Set...
a - 100

99.99 - Style: Mormal

[ OK ] [ Cancel ] [ Apply ] [ Help ]

7 Deselect [Auto] for the X-axis (wavelength) and Y-axis (intensity) in the [Display Area], and enter the
desired scale.

2 To output reports of lambda max or lambda min spectrum, select [Lambda max Label] or [Lambda
min Label], and click [Format].

5 Click [OK].

[I5" Reference
Refer to "7.7.4 Preview Before Printing" P.222 for details.
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B Change the Content and Print Scale for Library Search Results

Use the pre-installed report format file “PDADataAnalysisResults.Isr” to print library search results. Refer to
"7.7.2 Open Report Format Files" to open “PDADataAnalysisResults.Isr”.

@ note

Data processing parameter changes on the [Library Search] tab for the data file are not printed even if the
library search results are printed. Add the [Method] item to print the settings made on the [Library Search]

tab.

1 Double-click the [UV Library Search] item.

@ note

The [UV Library Search] item is located on the second page of "PDADataAnalysisResults.Isr".

2 Click the [UV Library Search] tab.

(=l

UM Library Search Properties

e ader | Result Spectrum - Scalz/Title/Range | Search Result | File |

| Target Spectrum - Scalm et = -
General U ¥ Library Search 1

Search Header

Target Spectrum Header

LY Library Search
Selection: 1 1
[a11D Peaks 'U o#: |1
#afHis: 1 = = 2
Block: Target Spectrum Size
1 =
% 60 mm
Feed form in each target spectrum v 80 o
Display target spectrum ] 3
Display target spectrum on each page
Reduce duplicate output For same RT
Mewline after target spectrum
RT Width: | 300 msec
Display result spectrum
Crverlay barget spectrum
ey

7 Select the searched peaks to display in the [Selection] list.

2 Enter the number of hits to display at [# of Hits].

3 Select the target spectrum print method at [Display target spectrum].
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7.7 Print PDA Data Analysis Results

Click each of the [Search Header], [Result Spectrum Header], and [Target Spectrum
Header] tabs, and edit the header information to display in the report.

The [Target Spectrum Header] tab is shown in the following example.

U Library Search Properties ==
‘ Target Spectrum - ScalefTitlefRange I Result Spectrum Header I Result Spectrurm - Sealdritedn s | coerrnnn | ean 1
General U Library Search Search Header I | Target Spectrum Header

Aligr:

Left A

*|Tabstop: 28 2

p
kTarget Speckrum:
$IFb(SelSpec==alPeakPeaks | §Peakh (character)

Retention Time : $RetTimed Variable:
FEndIF$$IF$($3elSpect==AlldPeak)ID 4 Selected Data Source
Retention Time ! §RetTimed Peak#
Compound Mame  © $Compoundiamesd o
$EndIF$$IF$($3elSpect==IdPeakho] D4 Retention Time
Retention Time ! §RetTimed Compound Name
Compound Mame  : $Compoundhlamed Lambda max
$EndIF$$If$($3el5pecs==RetTime)Retention Tin Lambda min
$EndIF$Spectrum Operation  © $5pectrumOpera Spectrum Operation
4| mn 4

\ J

Insert

Apply

[I5" Reference

Refer to "8.5.11 Edit Calibration Curve Information" P.252 for more details.

7

Click each of the [Result Spectrum - Scale/Title/Range], and [Target Spectrum - Scale/
Title/Range] tabs and under [Display Area], deselect [Auto] for X-axis (wavelength) and

Y-axis (intensity). Then, enter the desired scale.

The [Target Spectrum - Scale/Title/Range] tab is shown in the following example.

U Library Search Properties

53

— Search | Search Header | Target Spectrum Header ‘
Target Spectrum - Scale/Title/Range ‘l Result Spectrum Header I Result Spectrum - Scale/Title/Range | Seatch Result I File ‘

[ = . T fmee
== xm:

Scale Title: Display Area
[Z1% [Z]% Scale Tite: [T Top: ® [l auto

nm Y Spectrum 190 - 800
]y [@]v5cale Tide: ] Bottom: ¥ [C] Auto

mall Y Spectrum 1] - 100
[T arid Line

Help

Ok ] [ Cancel ] [ Apply ] [
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Click the [Search Result] tab, and select the table information to be displayed for each of
the spectra hit (found) in the search.

U Library Search Properties =
| General I Uy Library Search I Search Header | TaromtSoacte s tinodoy
| Target Spectrum - ScalefTitle/Range | Result Spectrum Header | Result Spectrum - Scala)’Titla)’Range” Search Result [ 5ile
Settings
Hide kems: Display Ikems:
Target Peak# o~ Similarity
Target Ret, Time = add=x || Serial# Up
Target Compound Mame H Compound Name
Library Narme Operation
Sample Mame
Sample 1D << Remave Diawn
Date Acquired
Acquired by 52
Column Indesx: Puosition: Ref. String: width[mm]:  Format:
Left 0 a
Display grid Display columnindex  Cell Height: 0O mm
Display search results
sos

6 Click [OK].

X" Reference
Refer to "7.7.4 Preview Before Printing” P.222 for details.

H Specify the Peaks and Calculation Method to Print the Peak Purity Calculation

Results

Use the pre-installed report format file “PDADataAnalysisResults.Isr” to print peak purity calculation results.
Refer to "7.7.2 Open Report Format Files" to open “PDADataAnalysisResults.Isr”.

@ note

Data processing parameter changes made on the [Purity] tab for the data file are not printed even if the peak
purity calculation results are printed. Add the [Method] item to print the settings made on the [Purity] tab.

1 Double-click the [Peak Purity] item.

@ note

The [Peak Purity] item is located on the third page of "PDADataAnalysisResults.Isr".
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2 Click the [Peak Purity] tab.

Peak Purity Properties

—
‘ Generall Peak Purity JHeader | Scale/Title/Range | File: ‘

Purity

Selection:

Multi Chromatagram 2
Multi Chromatogram 3
Multi Chromatogram 4
Multi Chromatagram 5
Bl Multi Chromatogram 6
Multi Chromatogram 7
L Multi Chromatogram 8
Multi Chromatogram 9
HflcMulki Chromatogram 10
- Multi Chromatogram 11
[ Multi Chromatogram 12
Multi Chromatogram 13
Multi Chromatagram 14
Multi Chromatogram 15
Multi Chromatagram 16

ID#: o ~ o
Peak#: |0 a
Mode:

Total Peak. 'l

Graph Type:

[Purity

al

Apply

1 Select the peaks to display in the [Selection] list.

7.7 Print PDA Data Analysis Results

If [ID Peak] is selected, select the calculation results to print by entering the ID#s of the compounds
in the Compound Table. The calculation results of all identified peaks are printed if [0]-[0] is entered.

If [Multi Chrom] is selected, select the number of the peak at [Peak #]. The calculation results of all
detected peaks are printed if [0]-[0] is entered.

7 Select the purity calculation mode in the [Mode] list.
3 Select the display graph in the [Graph Type] list.

3 Click the [Header] tab, and edit the items to display in the report.

Peak Purity Properties ==
‘ General |Peak Purity” Header ||5:ale,iTitIe,iRar|gs | File ‘
| S
Align: Left -
N
$IF$($SelPeak==IdPeakio)ID# I B haract
$IFiESelPeakd==MultiChrom)Peaks : $Peakk ab Stop: = (tharacter)
Retention Time : $RetTimed Wariable:
Compound Mame  © $Compoundiamesd Selected Data Source
D#
Peak#
Retention Time
Mode
Graph Type
Detector Name
Charine!
Wavelength
Bandwidth
~ || Compound Mame
4 [ 3
I3 Reference

Refer to "8.5.11 Edit Calibration Curve Information" P.252 for details.

4 Click [OK].
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1.7.4 Preview Before Printing
Preview the print details set in "7.7.3 Edit PDA Report Format" before printing the report.

1 Click the (Preview) icon on the [Report] assistant bar.

g@fle Edit Milta LayoutEaga Ioos Window Help E“E“z‘
iDeE <6 B @R 2 i oo |ln A T SR EE DR

IN/vD0DO Al @P @y UDGUSRERTS

D LA R TR | L O YD (o
=l

Folder:

... \LabSolutions\Sample'LC v 2/2/2010 1:45:355 FM| Page 1/ 4

Filename

@Ea{kgmund ————

I e, Dota-001 ==== Shimadzu LabSolutions Analysis Report ====

@ Deme_Data-002
@ Deme_Data-003

Ssmple Nsme  STD
Samels I B

Dsts Filename  : PDA_Demo_Dsts-001.lcd E
M - \istnog Filensme : FDA Method.lom
[ Demo_Date-004 Esich Filename | FDAZEsichlco
@DemD_Data-UUS s [

Ssmple Type  : Standard
Venel 1

2 Check the report in the preview sub-window, and click [Close].

f P E\[ﬂad?][FgPagsHIwo age[ - ][ Zuumul ][ Closz |

1520114020 AM Page1!7

==== Shimadzu LabSolutions Analysis Report ====

Ay

et Brojent- 0-38-F0A_Deme_DEadlikd
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3 Click the &l (Print) icon on the [Report] assistant bar.

@ Postrun Analysis (Instrumentl - Systern Administrator) - Default Project - [Report - PDADataAnalysisResults{PDA_Democ_Datz-001}]
@El\e Edit View [tem Layout Page Tools Window Help

O=
A /vDOO| &P E

X ¥ i) |

:%'j
X

?

g EeMAARRED UESuWanERE S| AH

x| x|
Iiain " =
9/15/2010 11:40:20 AW | Page 1 ¢
Filtering Candition:
| Fns
5
i | File Name a Shimadzu LabSolutions Analysis Report
] Tutorial Std008zed
= ] Tutorial Std007 zed Sample Name =D
Sample ID
5 | e Tutorial 005 cd Data Fisname DA Demo_Data-001.Icd
‘,”U E] Tutorial S1d005gcd E!eitn'?%_l‘:i\enama gE,:«_gletthﬁzli.ltcm
5 [ atc llename '+ _Batch.lcl
S ﬁTutunal,SldUD«igcd al % 1-1 sample Type Standard
5 | e Tutorial Std003 ged injection Volume evel
= g Date Acquired Acquired by SHMADZU
& | 1 Tutorial Std002zcd = Date Processed Processed by System Administrator

The report is printed.

71.7.5 Save Report Format Files

Once a report format is complete, save the report format file under a new name.

Click [Save Report Format File As] on the [File] menu.

@ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Report - PDADataAnalysisResults(PDA_Demo_Data-001)]

File| Edit Miew Item Layout Page Tools Window Help

O J New Repert Format F\\.e Ctrl+N HETE . Be 3 = R |
(X Open Report Format File..  Ctr+Q .
j Close Report Format File i @ [~ (A (A 5 lﬁ. [ E Wl & ﬂi = % & | A M
— Il Save Report Format File Ctrl+5 p=l=l
l% Save Report Format File As ... ‘
u_é" Save Report Format As Template... SA5/201011:40:204M | P2

Enter the file name, and click [Save].

Save Report Format File As
Filtering Condition: | Synchronize with the Fittering Condition of the Diata explorer. ']
Report Format File Name Software Updated by Updated File *
PeakReport_5.sr LabSolutions f
Method lsr LabSolutions  System Administratar
@ PeakReport_3.lsr LabSolutions  System Administrator
| PDADstatnalysisRasults Jsr LabSolutions  System Administrator
FractionCollectionReport lsr LabSolutions  System Administrator
Contour3DReport Jsr LabSolutions  System Administrator
SummaryRepart_E.lsr LabSolutions  System Administrator
SummaryReport_5 lsr LabSolutions  System Administrator
SummaryReport_4 lsr LabSolutions  System Administrator
=] SummaryReport_3lsr LabSolutions  System Administrator
4 I

File Mame: [ PDAReport ]
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8 l Report Function

This chapter describes how to use the report function to print chromatograms and quantitative results.

Use the report format function, to combine report items, such as sample information, chromatograms
and quantitative results, to create reports in various formats.

8.1

Print Reports in Batch Processing

This section describes how to use the Batch Table to print reports in realtime batch.

3" Reference
Refer to "4.2 Create Batch Tables" P.65 for details on creating a new Batch Table.

1 Click the (Realtime Batch) icon on the [Main] assistant bar in the [Realtime

Analysis] program.

2 Click (Toggle Data Explorer) on the toolbar.

u& Realtime Analysis (Instrument] - System Administrator) - Default Project - [Realtime Batch - Untitled (LC)]

=E =S

(=

: File Edit View Instrument Batch Tools Window Help
m

0 o2(e)0EEE : isleuss=s 00 @

e U WA g

3 In the [Data Explorer] sub-window, drag-and-drop the target batch file onto the Batch

Table.
@ Realtime Analysis (Instrument] - System Administrator) - Default Project - [Realtime Batch - Untitled (LC)] = ===
: File Edit View Instrument Batch Tools Window Help =& %
'8 L [B[O=E ° B BRFREEC Bl
H G WG N g i
ioEEs w0 G 2
=zl =zl =l
Main im | By | \J | :} Analysis I Vialit I Tray Name I Sample Name | Sample ID | Sample T LC Ready
Acquisition Instr 1 [ [ [ 0:Unknown j |'
Realtime Batch Rhisch :I:E =
@ Filtering Condition: -
m |
o i | File Name Status ttem| Val| Se| Un
PR ] Sample lcb - Mod [0 [1s0
— @Demuﬁalchm Ikeb - Flow [0.0(0.0|mL
k-n‘. (& Tutorial Batchlet -~
¥.3 -
Seffings . Press|00| [P
é“ Oven(00] 40 |C
* Tem [ 65| 65|C
: Ilrd Wav | 25| 25 |nm
iza
° 4 (i r
Start .
Realtime Batch Comment
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I 8 Report Function

4 Select the [Report Output] cell in the desired rows, and select the [Report Format File].
» If a new report format file has not been created, select an installed report format file in the [Report
Format File] cell.
» If a report format file has been created, select that report format file in the [Report Format File] cell.
+ If the [Report Format File] cell is left blank, the default report format file “Default.Isr” is used to print the
report.

=" Reference
» Refer to "8.3.1 Installed Report Format Files" P.235 for details on pre-installed report format files.

» Refer to "8.1.1 Change the Default Report Format File" P.228 for details on the default report

format file.
s
[} Realtime Analysis 1 - System Admini: J - Default Project - [Realtime Batch - Demo_Batch.lcb] ===
Eﬂifile Edit View Instrument Batch Tools Window Help EE‘E‘

DR | <k BOEAR ? i gans0=8 000 |@
P IR e 7

ioaEen 1mo ?
Sl 5 | || =—ln

| Wain | Lk | By | | i Analysis | ISTD Amt. [ Report Output Report Format File M ||| Lc Ready
Realtime Batch M 1 Levell Con i
Object: =y z Level1 Con O (|
El - 3 Levell Con [V CalibrationCurve Report_1.lsr
2| Filtering Condiion: ~ [by € ~] 4 Levell Con Fl FeakReport_1Jsr
Mﬁr’ d 5 5 Level1 Con E -_DEEI‘S.‘.
Methoc = —
[Z\Evr:'ln;n&nt L | File Name Status E Level1 Con :— ttem | Val | Unit
[ testlch - . Levell Con 111 Mode [lsoc

5 Click the (Settings) icon on the [Realtime Batch] assistant bar.

Realtime Batch

Click the [Method Report] tab, set the items, and click [OK].
To output data in PDF, select [PDF Output] and set the report PDF file name and [Report Format File].
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8.1 Print Reports in Batch Processing

@ note

Click the [:] icon to open the [Confirmation Form] sub-window. In this sub-window, commands for
items that can be used for file names (e.g. method file names, project names) can be entered in a
simple procedure.

Settings @
‘ General | Eracket | Data File Name I Startup | Shutdown |
‘ ASCII Conversion | File Conwersion I QANC | Option Items [ Method Report )
[CIEEF Stpu TnstMethad _§InstMethadiDg. pdf B
Report Format Filel
7] POF Outputz DataProciethod_$ProcMethodIDg. pdf E]
Report Format Filez
[CIFOFOUputS  Calibinfo_$CalibInfolDg.pdf )
Report Format File3
[ (o] 4 l [ Cancel l [ Help

7 Click the m (Start Realtime Batch) icon on the [Realtime Batch] assistant bar.
ﬁ// NOTE

« The report is automatically printed when data acquisition for the selected row is complete.
» Set the Batch Table in the same way in the [Postrun Batch] window, to automatically print reports
in postrun batch.

3" Reference
Refer to "4.4.4 Print a Summary Report" P.91 for details on outputting summary reports.
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8.1.1 Change the Default Report Format File

When [Report Output] is selected for single run or realtime batch, reports are printed in a pre-determined
default report format even if a report format file is not set.

This section describes how to change the default report format file in the [Realtime Batch] window.

1 Click [Options] on the [Tools] menu in the [Realtime Batch] window.

/Y Realtime Analysis 1 - System Admini ) - Default Project - [Realtime Batch - Demo_Batch.Ick] ===
Eﬂ-EiIe Edit View Instrument Batch |Toels| Window Help BEE

é J ‘.3 El & @ m ] System Cenfiguration Audit Trail Settings... D .:-) %J
H Event Settings...
FETEFTY 3R

_ Check Raw Data..

ic =1 4 w1 P

ioEEs T 0B °? (Gomem |

Az : —ix
" = Show Total Time...
Iain e [ [E Output Report Format File M| L Ready
Realtime Batch Customization 4 :
Object: — ] TEvErTToT O rﬁ
ﬁ 3 Level1 Con 7 CalibrationCurveReport_1 Jsr
2/ = Filtering Condition: byt - 4 Level1 Con W PeakReport_1 Isr
: d"h g & 5 Levell Con
Foimy T | File Name Status 6 Levell Con W Ytem | Val | Unit
¢ 7 Level G
@test Ieb - - vell Lon Mode | lsoc
[ [ @Tumnal_ﬂatchgnh - Flow | 0.00 |mL/
¥ [ECE S

2 Click [Change] on the [Report] tab, set the report file to change, and click [OK].

Setting Options E
| File New | Report | PDF Output [ Start Acquisition | Compatible | Batch Table Ecit
Default Report Format File
DEFALLT.lsr | change... |
I OK I ” Cancel ] [ Help
@ notE

» Do not delete or move the default report format file.
» If the [Report Format File] cell is left blank and [Report Output] is selected, reports are printed in
the report format saved in each data file.

IIZ° Reference
Refer to "8.2 Print Data Processing Results" P.229 for details on the report format saved in each data

file.
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8.2 Print Data Processing Results

This section describes how to print reports from data files in the [Data Analysis] window or [PDA Data
Analysis] window.

Open the data file in the [Data Analysis] window or [PDA Data Analysis] window, select
[Data Report] on the [File] menu, and click [Print].

@ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Data Analysis - Demo_Data-001.lcd] == ===
ﬁ] File] Edit View Method Layout Tools Window Help - &%
é 1% Open DataFile... Ctrl+0 toctor A - 5 B
- % Cloze Data File _
I SaveData File Ctrl+§ g =
i3 SaveData File As... Sl
= B Chromatogram View
Efg SaveData and Method File -
| 17, Max Intensity : 15,067
Detector 2 7540m III e 2167 men. D.E'E?l %‘
[ Load Method Parameters.., IJTK JL A ; : 1 9
%3] Save Method As... L 00 25 5.0 7.5 min
O]
¥ Open Reference Data File... W Max Intensity : 16,067
» 1L—Estectcr,; 254nm Time 0515 Inten. 0.008 .
Export Data... 4 1u—f |
.
Rollback to Original Data ] -
&7y Print Setup... i= %‘
- N
Data Report ”g, Print Ctrl+P | = F T =
- P PDF OUTPUL.,
s+ Data File Properties... =| o L Peak Table 0 <> Method View - Peak Integration Paran | 23 View | # Edit
(G Preview...
10-28-D Data-001
EO - DEME'DE : . E# Edit Format... ind |Group |C Al Integration |Idenﬁﬁcanon IQuanntaﬁVE |Compound |( )
-32 - Demao_Data -
= = 43 Initialize Format Mme i Channel: [petector a -chi (254mm) =
Exit Alt+F4 r== 2 2636 7] 4 |
T 2 3716 ]
ﬂ‘ \utnr!al_tvtduu Eod : ;i‘-‘; & Width: 5 cer e
Lae| Tutarial Std006 ged o E S5D =]
4 £ 4615 5 Slane: sNnn LY min r

The report is printed.

@ note

+ If a report format file was not specified at the time of data acquisition, the default report format file
[Default.Isr] is used to print the report.

» Select [Data Report] on the [File] menu, and click [Preview] to check the printed details. The
preview sub-window opens.

+ Select [Data Report] on the [File] menu, and click [Edit Format] to change the report format. The
report format in the data file is edited.

=" Reference
Refer to "8.4 Create a Report Format File" P.237 for details on pasting new items to reports.
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8.3 Edit Report Format Files

Several report format files are prepared. Refer to [Installation & Maintenance Guide] "1.7 Registration of a
sample file". First-time users should use these report format files as a base to make new report format files.

This section describes how to open the pre-installed report format file "peak report_1.Isr" in the [Report]
window, and display the compound name in the peak top comment of the chromatogram.

=" Reference

Refer to "8.3.1 Installed Report Format Files" P.235 for details on pre-installed report format files.

1 Click (Report Format File Tab) in the [Data Explorer] sub-window.

1 - System Admini ) - Default Project - [Report - Untitled] ]
=[]

[ Postrun Analysis |

%@Elle Edit View Iem Layout Page Tools Window Help

iDed | «k B D= 2 [ e |l 2T |
WrRgy IS NAEAARE LD USETERES | A@

= SR (R E R H

Report

B

Preview

3= Postrun Analysis

Filtering

ik | /OO
SE] =l
Main T @
Data Analysis

1] Datat Jed H
LMo AnAARA A 1

Filtering Condition: B

File Mame

1 - System Admini: - Default Project - [Report - Untitled] Ex7
[ [=][x]

iV File Edit View Layout Page Tools Window Help
IDPH |« 0 [BO=e4d * -l | fm ) W A |

= = WE R (R 02|14 € 3 B | B
E#VAAARE LBG U BRI S AW

Preview

I.’

Print

i /v OO0 «rEEy
S S
ain ™R |
Data Analysis 1
Report Cbtecs 0
o Filtering Condition: E]
Fij
E.'- & File Mame it

m

@ Peak Report B lsr

@ SummaryPeport 6 lsr

@ SummaryFeport 5 lsr

@ SummaryReport_4 lsr =
@ SummaryFeport_3 lsr

@ SummaryReport_2 ler
@SummaryRepurU lsr

@ QuantitativeResultg 5|
@ QuantitativeResults 4. b

@ QuantitativeResults_3
= QuantitativeResilts 2
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Drag-and-drop “peak report_1.lcr” from the [Data Explorer] sub-window onto the
[Report] window.

[ Pastrun Analysis (1 tl - System Adrnini ) - Default Project - [Report - Untitled] =
;@Ei\e Edit View [tem Layout Page Tools Window Help
iDAPR <L (&= » @@ <l cu | |n B T Be | | WD R G| € 36|
| /v00|eFf By @@®HMENANAR LWHAUSERERES| AW
=l x| x|
[ main i |Eﬂ | EES
Report Instr
Object: ur:ie
nt’
) ® | Filtering Condition:
Preview & | File Name [

@ Quantitative Results_4 ler
@ Quantitative Results_3 ler
Print @ QuantitativeResults 2 ler
@ Quantitative Results_1 lsr
= Peak Report_CalibrationGi
@ PeakReport 4 lsr
=) PeakRepart 2lsr

-~
r

| = GroupResults_dlsr
@GruuuR&sultsj ler
@ ColumnPerfor mance.lsr

Click the |J; (Data) tab at the bottom of the [Data Explorer] sub-window, and drag-and-
drop the data file.

[ Pastrun Analysis (1 tl - System Adrnini ) - Default Project - [Report - PeakReport_1] =
%@Ei\e Edit View [tem Layout Page Tools Window Help
iDAP| <R |&O=HxL 2 g NN A SR S - e A N Rl e =

irN/vOO|efFdy B®NAAARG LEAUsGRmERNDE 4@
==l zl=l

| lain | [ 5y il
Report —J
Filtering Condition:

9A15/2010 12:55:56 PM (Page 1 41

[N | =
. 5
LN | File Name - ==== Shimadzu LabSolutions Analysis Report ====
— o] Dt Jed
L~ = M Datal god L
Print - ._"1 Diztal lod 3
@ 007 Jed
B — — femg BRmmen
= | lu] Dema_Data-007 lod -
b= 1
5 M Dema_Data-003 ed *
& | 1Y Demo_Data-007 Jed
| ] Demo_Data-006 led
] Diemo_Data-005.od
] Diemo_Data-004.cd <Chromatogram=

E] Tutorial_Unk0022ed
M Tutorial_Unk007 ged
1] Tutorial Std09 zed
13 Tutorial Std008 gcd
17 Tutorial Std007 2ed

1] Tutorial Std00fzed 2
< D b

Acquired by SHIMA
Date Acguired: 1/16/2
Wersion: 1
Sample Type: Standa
Level # 1
Sample Name, STD
Sample ID: 1
Comment: LCsolut

] @ Report
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The contents of the data file is displayed in the [Report] window.

PeakReport_1(Demo_Data-001]

= SRS R
BusasmiEBERES | AE

lxl
9/15/2010 12:55:56 PM |Page 1 /1
Filtering Condition:

. s

=

E

E | Fils Name - = Shimadzu LabSolutions Analysis Report ====

] Datal Jed
—— | |1 Datal ged gample ‘V\E)ame :STD
ample :

4 | ) Data led Data Fiename - Demo_Data-001.lcd

o E lieineg Flename :Demo_lfeinod

= atch Flename  © Demo_Batch0l.ic

B | |1] Damo Data-002led ial % I Sample Type Standard

= I - Injection Volume 10 uL Level

B |ux] Demo_Data-003led DSic Boaured [ 111AR002 8:28:02 AN Eequired by SHIMADZU

o M Demo_Data-007 led Date Processed  ° 8/14/2010 2:20:01 PI4 Processed by System Administrator

129 Demo_Data-006 Jed
] Demo_Data-005 Jed
121 Demo_Data-004 Jed
o] Tutarial_UnkD02 gcd
1] Tutorial_Unk001 ged _
|1 Tutorial Stdng ed ) Detectar A 224nm)
1] Tutorial_Stdd03ecd
o] Tutorial_Std007 ged
1] Tutorial_Stdd0Gcd
] Tutorial_Std005 ged
1] Tutorial_Std004 ged
] Tutorial_Std003 ged

[KChromatogram>
mV

LM cwanne
< [l >
Acquired by SHIMA
Date Acquired 1/16/2
Version: 1
Sample Type: Standar
Level # 1 [kPeak Tahle=
Sample Name:  STD Oetector & 7eany
mee e Fgy T Corc_ [ Uni [ T |
Sample ID: 1 A 25% 74503 13172 ] 0.000] [
Comment: LCsolut

NUM  SCRL

4 Double-click the chromatogram item.
The [LC/PDA Chromatogram Properties] sub-window opens.
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Click the [Peak Top Comment] tab, enter the [Peak Top Comment] tab parameters, and

click [OK].

Chromatogram Properties

| General | chromatagram(| Peak Top Comment |Jsetting Scale: [ LC Status | GC Status [Fie |

Settings

Hide Items:

Peak Start

M
Group#

Group Mame

Murnber of Theoretical Plate

HETP

pesk End

Display Ikems:

Ret, Time

Format:

Up

Dawn

99,999

Peak: V11D Peak [Vl others ) -
Angle: a0 : Fork:  Times Mew Roman
Sina 2 e 1
Position: Front i Tl —
Style:  Marmal
iZolumn Performance Settings. .
[[ oK ] I Cancel ] [ Apply ] [ Help

7 Select [Name] in the [Hide Items] box, and click [Add].
[Name] is displayed in the [Display Items] box.

@ note

Click [Format] to open the [Format Settings] sub-window to edit the number of display digits and

rounding method. Refer to "8.5.9 Edit the Numeric Value Format in the Quantitative Results
Table" P.250 for details.

7 Select [ID Peak] and [Others] to display the peak top comment on all detected peaks.
3 Enter the [Angle] or [Position] to change the angle or position of the peak top comment.

@ note

The default angle is “90”. Increase the value to rotate the comment counterclockwise from the

start of the text string.

I3~ Reference

Refer to "8.4 Create a Report Format File" P.237 for details on adding items to the report format.
Refer to "8.5 Edit Report Items" P.242 or "7.7.3 Edit PDA Report Format" P.213 to edit other report

format items.

Click the g (Preview) icon on the [Report] assistant bar.
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7 Preview the report, and click [Close].

SI15/2010 12:58:51 FM Page 1/ 1

==== Shimadzu LabSolutions Analysis Repeort ====

17162005 52502 AM
02200 BM

<Chromatograms>
v

Default Project - 1-3/0-25 - Demo_Dats-001.1od

Pagel/ Total 1

Click [Save Report Format File As] on the [File] menu.

E’y:lﬁdit View [tem Layout Page Tools Window Help
] Mew Report Format File Crl+I
¥ Open Report Format File.,  Ctrl+Q

% Close Report Format File @@ma@|ﬁl@&-ﬁ§ﬁ En’|A|]

% ][0 ou

IEE IR

= Id_Save Renort Format File cties Pl
g Save Report Format File As ... )

Efy Save Report Format As Template.., =

Enter a file name, and click [Save].

Filtering Condition: [ ize with the Filtering Condttion of the Data explorer. ']
Report Format File Name Software Updated by Updated File *
PDADataAnalysis Results Isr LabSolutions  System Administrator  9/15/2010 11:45:25 AM{-07:00) 64.0 _
PeakReport_5lsr LahSolutions  System Administrator  4/24/2010 10:18:19 PM{-07-00) 438~
Method lsr LabSolutions  System Administrator  4/19/2010 10:45:12 PM{-07:00) 105
PeakReport_3lsr LabSolutions  System Administrator  4/19/2010 10:44:34 PM-07:00) 187
FractionCollectionReport lsr LabSolutions  System Administrator  4/2/2010 3:45:10 PM{-07.00) 430
Contour3DReport lsr LabSolutions  System Administrator  4/2/2010 3:48:55 PM{-07.00) 20
ummaryRepart_E.lsr LabSolutions  System Administrator  4/2/2010 3:04:12 PM{-07.00) 265
SummaryReport_5 Isr LabSolutions  System Administrator  4/2/2010 3:04:00 PM{-07:00) FER
SummaryReport_4 Isr LabSolutions  System Administrator  4/2/2010 3:03:52 PM{-07:00) 25
@ SummaryReport_3 lsr LabSolutions  System Administrator  4/2/2010 3:03:36 PM{-07.00) Feling
< i ] 3
File Na‘ue[ Report1] |
bep |

9/15/2010 125951 PM [Page 1 /1
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8.3.1

8.3 Edit Report Format Files

Installed Report Format Files

The following report format files are installed.

Several report format files are prepared. Refer to [Installation & Maintenance Guide] "1.7 Registration of a

sample file".

Report Format File

Contents

Method.Isr

This file is used to print all instrument parameters and data processing
parameters set in the method file.

CalibrationCurveReport_1.Isr

This file is used to print a calibration curve graph and calibration curve
information.

CalibrationCurveReport_2.Isr

This file is used to print chromatograms, sample information, quantitative results,
and calibration curve information.

CalibrationCurveReport_3.Isr

This file is used to print two blocks of calibration curve graph and rhe list.

QuantitativeResults_1.Isr

This file is used to print sample information, chromatograms, and quantitative
results.
(This is a basic report format file.)

QuantitativeResults_2.Isr

This file is used to print vertical stack display, sample information and
quantitative results of chromatograms acquired by detector1 and detector2.

QuantitativeResults_3.Isr

This file is used to print horizontal stack display, sample information and
quantitative results of chromatograms acquired by detector1 and detectorB.

QuantitativeResults_4.Isr

This file is used to print the chromatogram and quantitative results ofdetector1 on
the first page, and the chromatogram and quantitative results of detector2 on the
second page.

QuantitativeResults_5.Isr

This file is used to print the all chromatogram (overlay) and the quantitative
results in landscape page.

PeakReport_1.Isr

This file is used to print sample information, chromatograms, and peak reports.
(This is a basic report format file.)

PeakReport_2.Isr

This file is used to print chromatograms in landscape orientation.

PeakReport_3.Isr

This file is used to print basic method information in addition to the content of the
basic format.

PeakReport_4.Isr

This file is used to print the chromatogram and the peak report in landscape
page.

PeakReport_5.Isr

This file is used to print the divided chromatogram and the peak report.

PeakReport_CalibrationCurve.lsr

This file is used to print calibration curve information in addition to the content of
the basic format.

SummaryReport_1.Isr

This file is used to print a summary of chromatograms and peak reports of
multiple data.

SummaryReport_2.Isr

This file is used to print the concentration, area and height of multiple data by
individual compound.

SummaryReport_3.Isr

This file is used to print the chromatograms and the statistical calculation results
of the concentration, area and height of multiple data.

SummaryReport_4.Isr

This file is used to print the chromatogram(Landscape), and the quantitative
summary report for each compound.

SummaryReport_5.Isr

This file is used to print the concentration summary report, the area summary
report and the height summary report in landscape page.

SummaryReport_6.Isr

This file is used to print the chromatogram(overlay), and the quantitative
summary report for each compound.

GroupResults_1.Isr

This file is used to print chromatograms and grouping results.
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Report Format File Contents

GroupResults_2.Isr This file is used to print chromatograms, grouping results and group calibration
curve.

BatchTable.lcr This file is used to print the batch table in landscape page.

FractionCollectionReport.Isr This file is used to print chromatograms and fraction collection results.

Contour3DReport.Isr This file is used to print contour views and 3D graphs of PDA data.

PDADataAnalysisResults.Isr This file is used to print chromatograms and PDA data analysis results
(UV spectra, library search and peak purity).

GCMethodShort.lcr This file is used to print the chromatogram and the peak report with general
method parameters.

GCConfiguraton.lcr This file is used to print the GC system configuration.
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8.4 Create a Report Format File

8.4 Create a Report Format File

This section describes an example of how to make a new report format file in the [Report] window.

I3 Reference
Refer to "8.5 Edit Report Items" P.242 for details.

1 Click the (Report Format) icon on the [Main] assistant bar.

2 Click (New) on the toolbar.

@ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Report - Untitled] EI
File Edit View [tem Layout Page Tools Window Help EEE

B8 soEOsE » im= . e i,

/|/|:|O GrEZY B MEAANRE LEGUamEREs | A0

3 Click (Chromatogram) on the toolbar.

@ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Report - Untitled] o =] =]
H File Edit View Item Layout Page Tools Window Help EEE

38 G (&d=d (= - R o
" /vD0|erBdg | @erNcAARG (LausnSnEs | A@

I3~ Reference
Refer to "8.4.1 Types of Report Items" P.241 for details on each toolbar item.

4 Drag the cursor on the format to specify a range for the chromatogram.

GuantitativeResults Bler —
QuantitativeResults 4 lsr
= QuantitativeResults 3lsr

@ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Report - Untitled] [F=lE
@ File Edit View [tem Layout Page Tools Window Help E
iD3E <R | 7 (2B - R 2
IN /v D0Q0|@r By W nNANKE [WuiusnBEREs | Au
SES =l
| Main ol |Li.3 | = i
Report Instr
Object: ume
nt1
) ® | Filtering Condition:
i}
L | File Name =
- = PDADatafnalyzizResults
- ~——| = PeakReport 5.ler
= Methad Jsr
=] PeakRepart 3 lsr
\; FractionCollection Report
= Contour3DReport Jsr
= SummaryReport & st
= SummaryReport & lsr
=) SummaryReport_4 lsr
=] SummaryReport_3er
= SummaryReport_2 Jsr
= SummaryReport_1 Jsr
=
=
=

i

QuantitativeResultz_2.ker
CuantitativeResults 1 lsr
=) Peak Report GalibrationCh
= PeakReport_4 lsr

T e

LI S T
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In the [LC/PDA Chromatogram Properties] sub-window, correct the display position and
edit the display items, and click [OK].

@ note

Double-click inside the item frame to open the [LC/PDA Chromatogram Properties] sub-window.

IZ° Reference
Refer to "8.5.1 Change the Chromatogram Properties” P.242 or "8.5.2 Chromatogram Display Scale"
P.243 for details on editing the chromatogram display.

Click the |, (Data) tab at the bottom of the [Data Explorer] sub-window and drag-and-
drop the target data file onto the report format to examine the print details of a report
format file.

P
E Postrun Analysis - System A ) - Default Project - [Repert - Untitled] [=Er=s
@ Eile Edit View ltem Layout Page Tocols Windew Help EEE

D3P <L (E0O= ? == | B P e T = - S e i N e e ==

hN/v0C|lerPed E*NAAAAL UELUSETNERS S| AM
x| — =l

B 5 [#

Iain

Filtering Cendition:

Filtering

File Name it
1] Datal Jod
1] Datal ged

R
2] Demo_Data-003 led
2] Demo_Data-007 led
1] Demo_Data-006 led
1] Demo_Data-008 led
1] Demo_Data-004.Jed
1] Tustorial_Unk002cd
|iee] Tutorial_Unk001 ged
o] Tutorial 5td009 gcd
1] Tutorial Std008 ged
1] Tutorial S1d007 ged
] Tustorial_Std006 zed
1] Tustorial_Std005 £cd
1] Tustorial_5td004 £cd
o] Tutorial 5td003 gcd
s

| Batch Data Set |

Aee

Date Acguired:
Version:
Sample Type:
Level #

e SN

Acqguired by

r

SHIMA
1/16/2
1

Standa

1
eTh
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8.4 Create a Report Format File

of the data file is displayed in the [Report] window.

[ Postrun Analysis ( - System A ) - Default Project - [Report - Untitled{Dema_Data-001)] [E=2EER|==)
{[E/ File Edit View Item Layout Page Tools Window Help [=1=][x]
Dep <L |EDO=4 » = M YN F I i PR = B RIEE|ReGt|EE BB | #H
h/vODC|learPad E¥NEAAARAD LEGUSRENGES | A@
==l 1=l
Main
Report
[. . Filtering Condition
'%
Preview i | File Mame -
2 o] Data Jed
o 1| Datal ged TDsiacior A 1535

Print

1] Datal Jed

.“_“1 Demao_Data-001 Jed
1] Demo_Data-002 led
|r] Demo_Data-003 led

|ir] Demo_Data-007 led
2] Demo_Data=008 led
1] Demo_Data-005 led
1] Demo_Data-004 Jed
] Tutorial_ Unk002ecd
1] Tustorial_Unk001 gcd
|1o] Tustorial_5td009 £cd
o] Tutorial 5td003 gcd
1] Tustorial 51d007 ged
1] Tutorial Std006 ged
] Tustorial_Std005 zed
1] Tustorial_Std004 £cd
o] Tustorial_5td003 £cd

N e

| Batch Data Set |

ll/ NOTE

that item.

7 Click the g (Preview) icon on the [Report] assistant bar.

Right-click on an item and click [Delete] to remove the item.
Drag-and-drop the data file to a specific item with the [Shift] key held down to load data only to

} - Default Project - [Report - Untitled(Deme_Data-001}]

[ Postrun Analysis (1 tl - System A

iDeP <L |[BO=E

%[@PEI‘E Edit View [tem Layout Page Tools Window Help

e Sl o |2 S| TR | = IR B B

Rl/vD0|l&«FfE2y BSrMAAARG | LB UEmERBES | A@
x| Ad F|
Iain L | By gk
. Filtering Condition:
g
i | File Mame i
o] Diatarl Jed av Frm

| ] Datal ged = = IDetector A 1340
o |+ Datal lod s - 1F 2
& | i Demo Data-0Tod |2 ’ 3 | g |

8 Examine the report in the preview sub-window, and click [Close].

9 Click [Save Report Format File As] on the [File] menu.

} - Default Project - [Report - Untitled(Deme_Data-001)]

[ Postrun Analysis (1 tl - System A

File| Edit View [tem Layout Page Tools Window Help

g | | New Report Format File Ctrl+ M
: ® Open Report Format File.,  Ctrl=Q
%@ Close Report Format File

F.' Save Report Format File

Ctrl+5

e = W R | Re Lt | E DM
i@ MAARRE LEGuUamESas | A0

- ou | |m A T e
i}
aw

[[H Save Report Format File As ...

La Save Report Format As Template...

|jﬁ
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1 0 Enter a [File Name], and click [Save].

Filtering Condition: | Synchronize with the Fittering Condition of the Data explorer. - ]
Report Format File Name Software Updated by Updated File *
Report 1 Isr LabSolutions  System Administrator  9/15/2010 2:41:.07 PM{-07:00)  48.(] L
PDADataAnalysisResults Isr LabSolutions  System Administrator  9/15/2010 11:45:25 AM{07:00) 640
PeakReport_5.lsr LabSolutions  System Administrator  4/24/2010 10:18:19 PM-07:00) .5
Method lsr LabSolutions  System Administrator  4/19/2010 10:45:12 PM-07:00) 105
PeakReport_3sr LabSoltions  System Administrator  4/19/2010 10:44:34 PM{-07:00) 187
FractionCollectionReport lsr LabSolutions  System Administrator  4/2/2010 3:45:10 PM{-07.00) 430
ontour3DReport lsr LabSolutions  System Administrator  4/2/2010 3:48:53 PM{-07.00) 208
SummaryReport_6 Isr LabSolutions  System Administrator  4/2/2010 3:04:12 PM{-07:00) 265
SummaryReport_5 Isr LabSolutions  System Administrator  4/2/2010 3:04:00 PM{-07:00) T3E
@ SummaryReport_4 lsr LabSolutions  System Administrator  4/2/2010 3:03:52 PM{-07.00) 255
< I ] 3
File Name: [ Report1] J |
(Lseve J) [ cocel | [ ke ]
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8.4.1 Types of Report Items

Items, such as chromatograms and quantitative result information, can be added to the report format using

the icons on the toolbar. The following report items are available.

[ Postrun Analysis (Instrumnentl - System Administrator) - Default Project - [Report - Reportl.lsr]

Y File Edit View Item Lsyout Page Tools Window Help

J YH |« [a

=i

[=E =

- | &%

- b pess

(/vDOle«rPes @ MAAARG WD U nBEH By AE )

I=l |

Item Content
[0 [© Figure Use these icons to add a Line, Arrow, Rectangle or Ellipse to the report format.
Text Use this icon to add a text box to the report format.
Picture Use this icon to add bitmaps or other image files to the report format.

Confirmation Form

Use this icon to enter a check result or reason during report check in the [Data
Manager] sub-window.

System Configuration

Use this icon to add the instrument configuration at the time of data acquisition to
the report format.

Sample Information

Use this icon to add sample information to the report format.

Method

Use this icon to add method file information, such as the instrument and data
processing parameters to the report format.

Batch Table

Use this icon to add the Batch Table and batch file settings to the report format.

System Check

Use this icon to add the system check results saved in data files to the report
format.

Chromatogram

Use this icon to add chromatograms and instrument status information to the
report format.

Calibration Curve

Use this icon to add the calibration curve graph and information to the report
format.

Peak Table

Use this icon to add a table of the retention times and area values of detected
peaks to the report format.

Quantitative Results

Use this icon to add a table of the quantitative results of identified peaks to the
report format.

Group Results

Use this icon to add a table of the quantitative results for grouped compounds to
the report format.

Fraction Collection Report

Use this icon to add a table of the fraction collection status to the report format.

Summary (Concentration)

Use this icon to add a summary of the chromatograms, statistical concentration
results, areas and heights for multiple data acquisitions to the report format.

Summary (Compound)

Use this icon to add a summary of the concentrations, areas and heights of
multiple data by individual compound to the report format.

Summary (Data)

Use this icon to add a summary of the chromatograms and Peak Tables for
multiple data to the report format.

E Status Information

Use this icon to add contour graphs of PDA data to the report format.

Contour Graph

Use this icon to add 3D graphs of PDA data to the report format.

3D Graph

Use this item to add PDA spectra and spectra information to the report format.

UV Spectrum

Use this icon to add the PDA peak purity results to the report format.

Peak Purity

Use this icon to add the PDA peak profile information to the report format.

Peak Profile

Use this icon to add PDA chromatograms and spectra for detected peaks to the
report format.

UV Spectrum Index

Use this icon to add UV Library Search results to the report format.

UV Library Search

Use this icon to add a list of the spectra in the library file to the report format.

UV Library

Use these icons to add a Line, Arrow, Rectangle or Ellipse to the report format.
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8.5 Edit Report Items

This section describes how to edit properties for each report item.

8.5.1 Change the Chromatogram Properties

The following section describes how to set the chromatogram display properties on the [Chromatogram]
tab of the [Chromatogram Properties] sub-window.

1 Click the [Chromatogram] tab.

2 Enter the properties on the [Chromatogram] tab, and click [OK].

Chremategram Properties
General | Chromatogram | Peak Top Comment [ Settng Scale | LC status | 6C status [Fie |
(T\,'pe: [Landsmpe v] [ngﬂay - ” [Tl Line Name Index [Elusr Line Remarks
- - Draw inside Graph Graph Frame
s R ] [FT [0 Reference Line
Separate Display: 1 = [l Peak Detection Mark

Disnlaved Chromatoaram
pel

Al Bl

#| Detector | Channel Scale to YMin YMax z

< [ »

[C1 Fix Detector Ch Mo,

& Original Chrom.
(before Background Compensati|n)

[ Background Chromatogram

[l Ok ” Cancel ] [ Aaly ] [ Help

1 2 3

7 Select each of the checkboxes to print the [Baseline] and [Peak Detection Mark].

2 Click [Portrait] and [Overlay] in the [Type] list to draw chromatograms overlaid in a portrait
orientation.
Click [Landscape] and [Separate] in the [Type] list to draw chromatograms overlaid in a landscape
orientation.

3 cClick [All] in the [Displayed Chromatogram] list.

@ note

* When [Select Chromatogram] in the [Displayed Chromatogram] list is selected and select the
detector in [Detector], all of the channels set by that detector are displayed.

» When [No Chromatogram] is selected in the [Displayed Chromatogram] list, chromatograms
are not displayed. Use this parameter to display only the instrument status.
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8.5.2 Chromatogram Display Scale

Set the chromatogram display scale and scale interval on the [Setting Scale] tab in the [Chromatogram
Properties] sub-window.

1 Click the [Setting Scale] tab.

2 Enter the properties on the [Setting Scale] tab, and click [OK].

Chromatogram Properties =)
General I Chromatogram | Peak Top Comment | Setting Scale ‘LC Status | @GC Status | File: ‘
Scale Title
- ~\

# Scale(Time) [ Top Chromatogram

[7] 5cale Interval; | 1 Sub Scale: |1 T Rkt [ ——— 1
¥ Scale(Inten. )

 ScaledTime) mirn
Scale Interval: | 1000 Sub Sealer | 1

0 ) ¥ Scale(Inten,)  $Unitd

Width: @ aute () Manual & character
Time Range
-
Intensity Range | s
i Inten, Unit: |uY M
[T]Use range in data ) "l ey 2
Scale ta: Auto-scale ko Largest Peak -+ ["]Zern Base Point
[ rid
a 1000000 Margin: 0 %
Set per chromatogram Detail, ..
u (o] 4 U[ Cancel l [ Apply l [ Help l

1 Select [Scale Intervall], and set the interval at [Scale Interval] and [Sub Scale] to display the scale on
the intensity axis (Y-axis) and time axis (X-axis).

2 Deselect [Use range in data], and select the display unit and reference peak at [Inten. Unit] and
[Scale to] to set the chromatogram intensity axis (Y-axis).

@ note

» The default setting is [Use range in data], and the intensity unit and intensity axis range saved
in data files are used.

 If [Zero Base Point] is selected and a setting other than [User Defined] is selected at [Scale
to], chromatograms are auto-scaled and displayed on the intensity axis of 0 V or more.

» Set the upper/lower width (margin) of the intensity axis at [Margin] when chromatogram
displays are auto-scaled.

+ If the intensity axis is unique for each chromatogram, for example, because the peak height
of obtained by data acquisition differs for each detection channel, select [Set per
Chromatogram] and enter the upper limit and lower limit values for each chromatogram.
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8.5.3 Display the LC Instrument Status and Gradient Curve

Use the [LC Status] tab of the [Chromatogram Properties] sub-window to overlay the instrument status
information and gradient curve on chromatograms.

This section describes how to overlay the gradient curve for pump B (B.Conc%) on a chromatogram.

1 Click the [LC Status] tab.

2 Enter the [LC Status] tab parameters, and click [OK].

Chromatogram Properties =
| General | Chromatagram I Peak Top Comment | Setting Scale | LC Status | GC Status | File |

Settings

Hide Ikems: Display Ikems:
Rack Changer Cooler Temp. -
Pump & Tatal Flow -.qdd Fo Up
Pump B Total Flow -
Purp C Total Flow \:l 1
Pump D Tatal Flow
Pump Total Flow << Remove Doy
A.Conc
E.Conc
Scale Title
[ scale(Temp.) [T+ Scale(Temp.) c
[ Scale(Press.) [C1¥ ScalefPress.) $Pressurelnics
[ Seale(Flaw) [T SealetFlow) L jmin

( ¥ Srale(Conc.) [C1¥ SealefCone.) o, } 2

Inkensity Range...
[CIFRC Results [CIFRC Simulation
ﬂ [s]4 ” l Cancel ] l Apphy ] l Help ]

1 Select [B.Conc] in the [Hide Items] box, and click [Add].
[B.Conc] is added to the [Display Items] box.
2 Select [Y Scale (Conc.)] at [Scale] and [Title].

3 Click [Intensity Range] to set the intensity axis range.

Intensity Range ==
Scale to: Manual A
Auta 1
fere: T E—
Fress.: 0 - 1o Press. Unit
Flow: 0 - 100 mLfmin
[Conc‘: 0 -1 %)7— 2
[[ [s]4 \] [ Cancel ] [ Help ]

1 Click [Manual] in the [Scale to] list.
2 Enter the upper limit and lower limits at [Conc].

3 Click [OK].

4 Check the edited details, and click [OK].
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8.5.4 Display the GC Instrument Status and Column Oven Temperature

To draw the instrument status information and column oven monitor temperature overlaid on
chromatograms, set this on the [GC Status] tab in the [Chromatogram Properties] sub-window.

This section describes how to draw the column oven monitor temperature overlaid on chromatograms.

@ noTe

+ If [Save the Status Monitor] is selected in the [Properties] sub-window for the GC in the [System
Configuration] sub-window, the monitor temperature can be displayed overlaid by performing data
acquisition. The monitor temperature can be displayed only for the data file that retains monitor values.

*  With the GC other than GC-2010 and GC-2014, status monitor values cannot be retained.

Click the [GC Status] tab.

2 Set the [GC Status] tab.

Chromatogram Properties

| General | Chromatogram I Peak Top Comment | Setting Scale | LC Status | GC Status | File

[]'r Scale(press.) [C1¥ scale(Press.) Pressurelnits
[ scale(Flow) [T ¥ scale(Flow)
Intensity Range...

Settings
Hide Items: Display Items:
Setting Column Oven Temperature Monitor Column Oven Temperature.
Setting Carrier Gas Pressure/Flow Add = Up
Monitor Carrier Gas Pressure/Flow
Monitor Injection Temperature
Scale Title
i Y.
(@) scale(emp.) V¥ scale(Temo J

71 Select [Monitor Column Oven Temperature] in the [Hide Items] list, and click [Add].

[Monitor Column Oven Temperature] is added to the [Display Item] list.

7 Select [Y Scale (Temp.)] at [Scale] and [Title].

3 Click [Intensity Range] to set the intensity axis range.

Intensity Range @
Scale to: Manual - 1

Temp.:

ol

- 100

¢J

Press.:

Flow:

0

)

- 100

- 100

Press. Unit

mL fmin

[ OK l [ Cancel l [ Help

7 Select [Manual] in the [Scale to] list.

2 Enter the upper limit and lower limits at [Temp.].

3 Click [OK].

4 Check the edited details, and click [OK].
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8.5.5 Edit Sample Information Display

Click [Remarks] on the [Chromatogram] tab of the [Chromatogram Properties] sub-window, and select the
desired remark to display sample information in the chromatogram remarks section.

1 Click the [Chromatogram] tab, select [Remarks], and click [Detail].

[ y
Chromategram Properties

General | Chromatogram | Peak Top Comment [ Settng Scale | LC status | 6C status [Fie |

|

Line Name Index

[¥]Draw inside Graph
w100 (2 e v 100 (2 %
= ™ @paseline

[
=

shift

Separate Display: 1 Peak Detection Mark

Displayed Chromatogram

[[luse Line []Remarks
@ocsnere
10 Reference Line

Scale to

Fix Detector Ch Mo,

Original Chrom.
(before Background Compensation)

Background Chromatogram

C=

e ] [oemy ]

Help

2 Select the display item in the [Remarks] sub-window, and click [OK].

Remarks

Settings

isplay Tkems:

==

Hide Items:

Detector Name
‘Wavelenath

[ Add > ]

[ |

Acquired by
Date Acquired
Time Acguired
Processed by
Date Processed
Time Processed

‘<< Remove‘

| (=] |

Font
Font: Times New Roman
Size: & Sotu

Style: Maormal

(@

OF

|

” [ Cancel Help

7 Select the items to print in the [Hide Items] box.

2 Click [Add].

The added items are displayed in the [Display Items] box.
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8.5.6 Display the Background File

Use the [Chromatogram] tab in the [Chromatogram Properties] sub-window to overlay the background data
or the chromatograms before background compensation.

1 Click the [Chromatogram] tab.

2 Enter the [Chromatogram] tab parameters, and click [OK].

Chrematogram Properties =)

| General | Chromatogram | peak Top Comment | Setting Scale [ LC Status | 6C status [Fie |

Type: [ Line Mame Index [T1UsP Line [V Remarks 1
Draw inside Graph Graph Frame
shift X100 B e v 100 5 %
Baseline [l Reference Line
Separate Display: 1 = []Pesk Detection Mark
Displayed Chromatogram 2
All

Mo Chromatogram

[ Fix Detector Ch Mo,

Criginal Chrom, ]
[ {before Background Compensation) 3

[7] 8ackaround Chromatogram

[ cancel | [ aply | [ reb

7 Click [Overlay] in the [Type] list.
7 Select the chromatograms to be overlaid at [Displayed Chromatogram].
3 Select [Original Chrom. (before Background Compensation)] and [Background Chromatogram].
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8.5.7 Attach a Specific Chromatogram to the Report Format

Enter a file on the [File] tab of the [Chromatogram Properties] sub-window to attach a specific (reference)
chromatogram to the report format and cause the same chromatogram to be printed each time the report
format is used to print data.

1 Click the [File] tab.

2 Select the [File] tab parameters, and click [OK].

Chromatogram Properties ==

General | Chromatogram | Peak Top Comment | Setting Seale | LC status | Fie

Eile:

Default Project - 1-3/0-23 - Demo_Data-001.lcd l Browse. .. 1

lFix a file in the item } 3

[I Ok IJ Cancel ][ Apply ][ Help

1 Click [Browse] and select the desired data file, and click [Open].

Open File(s) =]

Filtering Condition: | Synchronize with the Fittering Condition of the Data explorer. ']
Data File Acquired Software Sample Mame Sample | i
Datallcd 9/14/2010 5:53:31 PM{-07.00) LabSolutions  test test
1 Datallnd 51472010 5-48-19 PMEDF-D0) LabSolutions  test test -
(B Demo_Data-001 Icd 1/16/2003 6:26:02 AM{-08:00) )LahSnIutlnns STD 1 T
|9 Demo_Data-002lcd 1/16/2003 6:36:52 AM{-D8:00) LabSolutions STD z
Demo_Data-003 lcd 1/16/2003 6:47:40 AM{-08:00) LabSolutions STD 3
Demo_Dats-007 Icd 1/16/2003 7:20:28 AM{-08:00) LabSohtions UNK 1004
Demo_Diata-006 lcd 1/16/2003 7:19:47 AM{-08:00) LabSohttions UNK 1003
Demo_Datz-0051cd 1/16/2003 7.09:08 AM{-08:00) LabSolttions UNK 1002
Dema_Datz-004 Icd 1/16/2003 6:58:25 AM{-08:00) LabSohtions UNK 1001
Tutorial_Unk 002 lcd 5/12/2008 5:05:26 AM{-07:00) LabSolutions Sample B Unknown2
Tutorial_Unk001.lcd 5/12/2008 4:54:52 AM{-07:00) LabSolutions Sample A Unknown(1
Tutorial_Std009 Jed 5/12/2009 4:44:16 AM{-07:00) LabSolutions Paraben Mixture Standard 40ppn
=
< m | +

I QOpen " [ Cancel ] [ Help

2 Select [Fix file in the item].
[f// NOTE

Select [Fix file in the item] to print the chromatogram selected in [File] each time the report
format is used. This selected chromatogram is printed even if a different data file is loaded in the
[Report] window.
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8.5.8 Edit the Quantitative Results Table
1 Click the [Quantitative Results] tab.

2 Set the [Quantitative Results] tab parameters, and click [OK].

Quantitative Result Properties =]
Quantitative Results | File
Data: [7Fix Detectar Humber
Settings
(Hide Ttems: Display Ikems:
Peak# - m#
Group# -Add »> ||Mame -Up
Group Mame l—l - Ret, Time
Areat 1
Height Height
Uit
Height: Ratia -
Column Index: Position; Ref. String: tWidth{mm]:  Format:
Area Right | 1z 0 99
\
Display grid Display column index  Cell Height: 0 -
Total: [V]area Areas Height Height% || Concentration 2
\
Column Performance Setting ..

1 Select items to print in the [Hide Items] box, and click [Add].
The added items are displayed in the [Display ltems] box.
7 Select the desired items to display statistical calculation results and the grid.

@ note

When displayed items include column performance parameters (e.g. number of theoretical plates
and tailing factor), all values calculated by the various pharmacopoeia methods (JP, USP, etc.)
specified in the data processing parameters are displayed.

To filter the reported calculation results in the Quantitative Results Table, click the [Column
Performance Settings] button, select [Display only selected calc. method] in the [Display Settings for

Column Performance Results] sub-window that is displayed, and specify the calculation results to
display.
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8.5.9 Edit the Numeric Value Format in the Quantitative Results Table

It is possible to set the rounding method and the display parameters for the numeric data.
This section describes the procedure for changing the numeric format of [Area Ratio].

1 Click the [Quantitative Results] tab.

Select [Area Ratio] in the [Hide Items] box, and click [Add].
[Area Ratio] is displayed in the [Display Items] box.

Quantitative Result Properties =
Quantitative Results | File

Settings

Hide Items: Display Items:
Peakit N \ID#
Group# K :mr\hme Up
Group Name lJ -'Rst. Time
Areatho Area
Height
<< Remave || Canc, Down
Uit
Position: Ref, String:  Width[mm]:  Format:
Left 1} a
Display grid Display column indezz— Cell Height: 0 = mm

Total: [V]area Areah Height Height%: [] Concentration

Column Performance Setting ...

3 Select [Area Ratio] in the [Display Items] box, and click the [99.9999] format.

4 Make the appropriate settings in the [Format Settings] sub-window, and click [OK].

Format Settings
Sample
99,9999

Pre-String:

Post-String:
(%] option Settings )} 1
(Disp\ay Type: |5|gn|F|cant Digits vD—— 2
([ sigpifizant igis [ Digits D e 3
(Ruundirlg: [Ha\f Adjust '”__ 4

[ set Mirimumn Length: | L character

Align: Right

Fill Character: Space

[] Zera Substitution:

[[ [s]4 ” [ Cancel ] [ Help ]

1 Select [Option Settings].

2 Click [Significant Digits] at [Display Typel].
3 Select [Significant Digits], and enter “6”.
4 Click [Half Adjust] at [Rounding].

@ note

By default, [Option Settings] is deselected and the display format and rounding method set in the
[Data Processing Setting] sub-window for [System Settings] in [Administration Tools] are used.

5 Check the edited details, and click [OK].
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8.5 Edit Report Items

8.5.10 Edit Sample Information

Use the [Sample Information] tab of the [Sample Information Properties] sub-window to select the sample
information to include in the report format.

The following section describes how to display the repeat injection count of the same vial number set in the
batch file.

1 Click the [Sample Information] tab.

2 Set the [Sample Information] tab parameters, and click [OK].

Sample Infomation Properties =]
- Sample Infomation | File
Hide Items: isplay Items:
ISTD Amounk - cquired by -
15TD Armount(1-5) d ata Acquired Up
Sample Armount - Time Acquired L
Dilution Factor Prorecced b £ 1
Multi Injection # <= Remaove |ate Processed L/ pown
Sampling Count From the Wial Time Processed
Data File 3ample Type
Criginal Data File _evel#
Oviginal Data File (Full Path) il 3ample MNarme il
Aibod il 2 ol 1
# of Ttems in aRow: | 8 = } Margin between Items: | sarbinns - 2
J
Align: Left - 30 (character)
Tab Stop: a0 < (character) Setting Macro

[ Ok \H Cancel ] [ Apply ] [ Help ]

1 Select [Sampling Count from the Vial] in the [Hide Items] box, and click [Add].
[Sampling Count from the Vial] is displayed in the [Display Items] box.
2 To display 2 sample information items in a row, enter “2” at [# of Iltems in a Row].

@ note

Click [Setting Macro] on the [Sample Information] tab and create a method using macros to
display sample information. Select the information to be displayed and the position in the
macros sub-window. Once macros have been used to set the [Sample Information] tab
parameters, the original table format sub-window cannot be displayed.
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8.5.11 Edit Calibration Curve Information

Use the [Header] tab in the [Calibration Curve Properties] sub-window to edit calibration curve information
such as, calibration curve expressions and quantitative calculation methods.

Macros are provided for each of the [Header] tab items. These macros can be edited to determine display
items and positions in reports.

This section describes how to edit the [Channel] macro to print the channel.

1 Click the [Header] tab.

2 Place the cursor in the position where the new information is to be added in the display
area to the left, select [Channel] in the [Variable] list, and click [Insert].
[$Channel$] is added to the text display area.

Calibration Curve Properties =

|General | Posltlonl Header |Graph | Table | File ‘

D# + §1d§ L R
Mame  : $hame$ Tab Stop: 5] teharacter)
Quantitative Method i $Method@§ wariable:

Function : Fxj=4Funch Residual sum of Squares -
Rr1=§hrl§ Rrz=$Rrz$ RSS=$RSSH Calculated by
MeanRF; $MeanRF$ RFSD: $RFSDE RFRSC Mean RF
FitType @ $CurveType@d
ZeraThrough : $ZeroThrough@$
‘Weighted Regression + $WeightedRegre
(Detattnr MName + $Detectorkamesf

RF S0

RF °R5D

Curve Fit Type

Zero Through

‘Weighted Regression

Method File Mame: =
Batch File Narne

8 Natactor Mame
« n 13 -

[ [a]:4 ] [ Cancel ] [ Apply ] [ Help
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3 Prefix the additional macro [$Channel$] with “Channel:”.

e e |

‘ General |Posmon ‘ Header |Graph |Tab|a |F|\e |

Align: Left N
o= 1 §Id$ - . -
Name - &Namet Tab Stop: (character)
Quantitative Method : SMethod@$s Variahle:
Function : f{)=<Funcs Residual Sum of Squares -
Rri=sfrls Rr2=SRr2s RS5=ERSSE Caleulated by
MeanRF: sMeanRFs RFSD: SRFSDS RFRSC Mean RF
FitType ! SCurveType@s RFSD
ZeroThrough 1 §ZeroThrough@s RF 2GRSO
Weighted Regression : SWeightedRegre Curve Fit Type
Detector Mame, : ShetectorNames Zera Thraugh
Weighted Regression
Method File Name E
Batch File Name:
+ |Detector Name
L) S — r 2

o

ok [ concel [ aedy | [ rep |

# note
» Tabs can be inserted by pressing the [Ctrl] and [I] keys at the same time. The tab interval is the
number of characters set at [Tab Stop].

+ Click [Initialize] to restore the default settings.
» Use the [Position] tab to change the display position of the calibration curve graph and table.
» [Channel] is displayed as follows:

Nexd Page ] | Frev Page | [ Two Page || Zoomin | [(ZoomOut ] [ Close

Shimadzu LabSolutions Calibration Curve Report

<Calibration Curve>

D= o1

MName - Methly_paraben

CQuantitative Method . External Standard

Function fix)=1.22642e-005%-0.0434570

Rr1=0.9999987 Rr2=09999973 R35=1.248536e-005
MeanRF: 1.196072e-005 RFSD: 2.052742e-007 RFRED: 1716225
FitType :Linear

ZeraThrough - Mot Through
‘Weighted Regression :Mone
Detector Name - Detector 4
'Channe\ © Ch1254nm '
# Conc.(Rafio] | WMeankrea Area
conc. i T o 55738
[*10%0] 2 2 166387 166387
45 3 ) 300760 329760
3.0
15
0.0
0.4 0g 1.0 18 20 28 30 35

Araz [HNAR1

4 Check the edited details, and click [OK].
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8.5.12 Change the Color and Line Width of Overlaid Chromatograms

Select the number of lines, line color and line width for overlaid chromatograms on the [General] tab in the
[Summary (Concentration) Properties] sub-window.
This section describes how to change the color, line type and line width of overlaid chromatograms.

1 Click the [General] tab.

2 Set the [General] tab parameters, and click [OK].

Summary(Concentration) Properties

General |D|splay | Chromatagram | Peak Top Comment I Setting Scale | Summary | File ‘

Position Title

Summary(Conc. )

Left:  45.4 mm

Top: 42,3 i

[ bisplay the title an all pages

Size: Fant
width: 53 [ Font:  Times New Roman
) Size: &
Feignt: (247 Jrm Style:  Mormal 220
Calor
Style Midth
I[Graph-chromato Line 2 vl ' Sef... ' Solid L == I

Solid
Dash

Diash Dot
Dash Dot Dot

u [a]:4 ]] Cancel ] [ Apply ] [ Help

Definable Max Lines: 2 &

1 2 3 4 5

1 Enter“2” at [Definable Max Lines].

# note
When “2” is set to [Definable Max Lines], [Graph - Chromato Line 2] is added to the [Color] list.

Values higher than 2 for [Definable Max Lines] add additional chromatograms to the color list.
2 Select [Graph - Chromato Line 2] in the [Color] list.
3 Click [Set], select red in the [Color] sub-window, and click [OK].

Calor
Basic calors:
.
]|
mm
mE ‘
.
I
Custam colars:
o o o o o o o | ]
ol il el i -HueU Fled 255
Sab 240 Greer O
Diefine Custom Colors ColedSold |y 120 Blue 0
([Lok_ [ cancel | [ Add to Custom Colors

4 Click [Dot] in the [Style] list.
5 set [Width] to “2".

@ note

In addition to chromatograms, statistical results can also be output with the [Summary
(Concentration)] item. Select the summary data (area, height and concentration) and the statistical
items to display on the [Summary] tab to display the statistical calculation results of multiple data.
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8.5 Edit Report Items

8.5.13 Edit the Statistical Results Table

Items such as statistical results can be displayed by adding them to the [Display Items] box on the
[Summary] tab in [Summary (Compound) Properties].

1 Click the [Summary] tab.

2 Set the [Summary] tab parameters, and click [OK].

Summary{Compound) Properties =]
‘ General | Display I Chromatogram | Peak Top Comment | Setting Scale | Summary | File

r N

Hide Ttems: Display Items:

- Title

I5TD Area -Add =% || Sample Name -up

ISTD Height [ Sample 1D

Init Ret, Time

Mark. Area

ok sar Frm: Do 1

Peak End [ —

D# =

Column Index: Position: Ref, String: Width[mm]:  Format:

Conc, Right ¥ 1z a 99,993
r N

Display @rid Display Calumn Index Cell Height ; 0 = mm

Statistic: [ Boverage [ Maimnum [¥]std. Dev. 2

%RSD Mirimum
[ Calculate by specified digits )
Column Performance Settings...

7 Select the items to be displayed in the report in the [Hide ltems] box, and click [Add].
The added items are displayed in the [Display Items] box.
2 Select the respective items to display the statistical results and the grid in the table.

@ note

+ If [Calculate by specified digits] is selected, statistical calculation is performed using the number
of digits set in the [Format Settings] sub-window.

+ If the number of theoretical plates and tailing factor display items are selected, all values
calculated by the formulas (JP method and USP method) specified in the data processing
parameters are displayed.

Click the [Column Performance Settings] button, and select [Display only selected calc. method]
in the [Display Settings for Column Performance Results] sub-window to select calculation results
to display in the Quantitative Results Table.
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8.5.14 Edit the Measurement Results Table

Use the [Summary (Data)] item to display one of three tables, the Peak Table, Quantitative Results Table
and Grouping Results Table.

This section describes how to use the [Summary (Data)] item to edit the Peak Table display items.

1 Click the [Display] tab.

2 Select [Display peak table].

Surmmary(Data) Properties =
| Peak Table I Quantitative Resulks I Grouping Resulks I File |
izeneral Display ‘ Sample Information | Chromatagram I Peak Top Camment I Setting Scale

Data:  [V]aojlc  [WIFDa

Display chramatogram
Elnck:

il

Block Gap: mm

[ Display sample informatian

Display peak table

[ Display quantitative results
[T Display grouping results

Arrangement: o

@ Under Chromatogram () Right Chromatogram

[ [s]4 ] l Cancel ] l Apphy ] l Help ]

3 Click the [Peak Table] tab.

4 Set the [Peak Table] tab parameters, and click [OK].

Surmmary(Data) Properties =
| izeneral | Displa I Sample Information | Chromatagram I Peak Top Camment I Setting Scale |
Peak Table | Quantitative Results I Grouping Results I File
Settings
Hide Ikems: Display Ikems:
Peak Start - Peak#
Peak End Add 2> | Ret. Time Up
Height
AresfHeioht T — 1
Group# Mark.
Group Name =z Marne:
Column Index: Position: Ref. String: Width[mm]:  Format:
Cone. Right x| 1z ] [ s9m |
\
e
Display grid Display column index CellHeight: 0O %mm |
Tatal: [¥] Area Areath Height Heighte [ Concentration 2
Peak:  [V]10 Peak. thers J
\

Column Performance Settings. ..

71 Select the desired items in the [Hide Items] box, and click [Add].
The added items are displayed in the [Display ltems] box.
2 Select the respective items to display the total values and grids.
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@ note

8.5 Edit Report Items

+ If the number of theoretical plates and tailing factor display items are selected, all values
calculated by the formulas (JP method and USP method) specified in the data processing
parameters are displayed.
Click the [Column Performance Settings] button, and select [Display only selected calc. method]
in the [Display Settings for Column Performance Results] sub-window to select the calculation
results to display in the Quantitative Results Table.

8.5.15 Change the Display of Chromatograms and Results Tables

Use the [Display] tab in the [Summary (Data) Properties] sub-window to change the horizontal and vertical
chromatogram display and table information to display.

1 Click the [Display] tab.

2 Set the [Display] tab parameters, and click [OK].

Surmmary(Data) Properties

==l

‘ Peak Table I

Quantitative Results

Grouping Results | File: ‘

General Display |

Sample Information

I _hromatogram

Peak Top Comment | Setting Scale ‘

Data: GejLC PDA
Display chromatogram
Block: 1

Block Gap: 5 mm

4[] [«

[ bisplay sample information
Display peak table

[ bisplay quantitative results
[ isplay grouping results

S0 = “fo)

(Arrangement:

) Under Chromatogram (@) Right Chramatagram )

(

OK J[ Cancel ] [ Apply ] [ Help ]

N

1 Click [Right Chromatogram] to display the table on the right side of the chromatogram.

2 Change [Arrangement] to change the display aspect ratio of chromatograms and tables.
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8.6 Report Layout

Functions for editing the positions of report items include position and size adjustment, header/footer
setting and the ability to add, move or delete pages.

8.6.1 Change the Item Position and Number of Pages

If a report format includes multiple items, the layout icons are enabled in the toolbar so that the items can
be repositioned.

Pages can be added to and deleted from the report format.

H Re-Position Items
1 Click EI (Pointer) on the toolbar.

2 Drag the point so that it encloses the items to be re-positioned.

[ Postrun Analysis (Instrumentl. - System Administrator) - Default Preject - [Report - PeakRepert_L({Demo_Data-001]] [F=1E=R 5>
{B/File Edit View Item Layout Page Iools Window Help B EIE
Hal=1: I B = F R SN S S e YR R
/vOQlarPfd| @erNdAdnRE LERUSTESBES | AE
=l=l zl=l
| Iain Lk @ | |j ‘
Report 9/16/20101:48:27PH F
Filtering Condition:
w
&
]
T | File Name o : - :
==== Shimadzu LabSolutions Analysis Report ====
1] Datal Jed
— | |4 Datal ged
5 | 1] Datal Jed sampleTNGe  STD
o Damo_Data-001 Jed E ample
& ‘E smo._vste ° Data Filenam :Demo_Data-001.lcd E
= @Demw.Dala-DD?.lcd Method Filenam emo_Method Icm
£ @Demnﬁata,ggg led E_aIIE; Filename b mo_Batch01.ch s T Standard
Kl ial 212 ample e andar
& | |17 Demo_Data-007Jed Injection Volume 10 aape e 1
IS @ Demo_Dats-006 led Date Acquired 116i2] £:28:02 AN Acquired by SHIMADZU
|ﬂ Demo_Data-005 Jed Date Processed  : 9/14/201 0:01 PM Processed by System Administrator
] Demo_Data-004 Jed
|1 Titarial UnkD02£cd \
| Tutorial_LUnk001 god [<Chromatogram> N
1] Tutorial_Std009gcd g
] Tutorial_Std00B ged L4
4] Tutarial_5td007 ecd Detector A 254nn]

] Tutorial_Std008 ged

1] Tutorial_Std00Gecd

o] Tutorial_Std004 ged

1] Tutorial_Std003ecd
™

e s
Acquired by SHIMA

Date Acquired:  1/16/2

Version 1

Sample Type: Standar

Level # 1

SsmpleName:  STD

Sample ID: 1

Comment: LCsolut 2

NUM SCRL .
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3 Click each of the items on the [Report] toolbar, and adjust the position of items.

[ Postrun Analysis (Instrument] - System Administrator) - Default Project - [Report - PeakReport [1] (== =]

f[B2 File Edit View Ttem Loyout Page Tools Window Help _[=][x

iDed| <L (B Ok 2 2 3] T 8| 5 e | S RE B | Re % 3 |
i /00| @rBedy @9NEARRD LEDuaTEREs | A3

I | Il T

Explanation
Aligns items to the left edge of the left most item.
Aligns items to the right edge of the right most item.
Aligns items to the top edge of the topmost item.
Aligns items to the bottom edge of the bottommost item.
Aligns the width of each item to the longest horizontal item.

Aligns the height of each item to the longest vertical item.

Q00060 eF

Aligns the width and height of each item to the longest horizontal and vertical item.

@ note

» Some of the layout icons are disabled if only one item is selected.

+ Drag the frame of the report item to resize that item.

B Add or Delete Report Pages

@ Postrun Analysis (Instrumentl - System Administrater) - Default Project - [Report - PeakReport_2]
%@f File Edit View [Item Layout Page Iocols

ndow Help

D3P |40 |[5O=4 7 i« 2 ] T me | 3 | WE R B
I |//OC|erFagd @*NAEAAR DEAUEmERGEE | A@

Explanation
Inserts a page after the currently displayed page.

Deletes the currently displayed page.

Displays the first page.

Displays the previous page.

Displays the next page.

O 000 00:F

Displays the last page.

@ note

All icons except the [Insert (Page)] icon (@) are disabled if there is only one page.
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8.6.2 Use the Grid

Use the grid to adjust the positions of report items.
This section describes how to display the grid in the [Report] window.

Display the report format file on the [Report] window, and click (Toggle Grid) on the
toolbar.

—
ﬁ Postrun Analysis (Instrumentl - System Administrater) - Default Project - [Report - PeakRepert 1(Demo_Data-001)] [= e ==
H ile Edit View ltem Layout Page Tools Window Help BEE
iDed <@ B|D= 2 i | N R o PR = = e R e e
I /vDO | «PfFdd  @*NAAARE LEEUSEGERBES | AE
=l ==
Hain Ll ‘IEZ‘} | |d} ‘

Data Analysis

842172010 5:15:39F)

Report Fi ] e B Ul N R
| Fitering Conditor: [ [ [ s B
=
z i Gttt I R e et e i i ity I
& | File Name - : —— : —
= Shimadzu LabSolutions Analysis Report==== | |
ae| Datal ged
—— | 1] Datal Jcd
P I Do D d . Sample Mame  :STO
& - ample :
= |ux] Dema Data-002led _|[pataFilename  :Demo_Data-0010cd
=2 @Demnﬁala’ﬂﬂﬁ led Method Filename : Demo_Method lcm H
5 | ] Dema_Data-007Jed | Elatlcg Filename :E)E;ma_Elat:hUch s T Standard
il ~ =i | .- R ial - ample Type andard  Hoooodoo
& || Demo Data-006 led Injection Volume 40 uL Cavel 1
IS @ Demo_Data-005Jed Date Acquired T 1/16/2003 6:26:02 AW Acquired by SHIMADZU
Iﬂ Demo_Data-004ded | || | B~ Cate Processed 9/14/2010 2:20:01 PM Processed by System Administrator  {-----4-----
] Tutorial_Unk0022ed

5 Tutoria U001 g0 e e e
1] Tutorial_Std009gcd
o] Tutorial StdooBged | | - et
1] Tutorial_Std007 gcd
| Tutorial Stdged | [ B Detector & 25ann] |----- ===
1] Tutorial_Std00Gecd
o] Tutorial_Std004 ged T [ T N [ |
1] Tutorial_Std003ecd
] Tutorial_Std002 ged o 4 % 4 n-v- 0t Ml
1] Tutorial_Std001 ged

LA Tuewial Ul N led

4 3

Acquired by SHIr o E [ N I I O I R
Date Acquired: 171€ |

Version: P I e e e B St [ SRS AR
Sample Type: Stan

Level # i || T A N | A
Sample Name: STD . - - =

Sample ID: 1 | T i
Comment: LCs [<Peak Table>

< i |

Dats Analysis B Report

2 To adjust the interval of the displayed grid, click [Option] on the [View] menu.

m Postrun Analysis 1 - Systern Admini: ) - Default Project - [Report - PeakReport_1(Demo_Data-001)]
@ File Edit Item Layout Page Tools Window Help
71 Header/Footer... 0

%Jxﬁﬂ- v ou | o oal TR | T 5T S| R Gk |E
ptions...

Ix |/ e Y @R NAAARGS DG UENESES | A

3 Enter [Grid Width], and click [OK].

Option E
Scale: rﬁ‘ (%)
Report Mo.: 1

V] Auto-resi
Grid Width: 10 ()

The grid is displayed at that interval.
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8.6.3 Headers and Footers

This section describes how to display information such as, print date, page number in the header or footer
of the report format.

Display the report format file on the [Report] window, and click [Header/Footer] on the
[View] menu.

@ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Report - PeakReport_1(Deme_Data-001)]

%@ File Edit |View| Item Layout Page Tools Window Help

i0 v g (@ bederfonter. Jj 5 fon - E
; = & 5 Options... = : - EE!
ik /R remist. H E*MNAAARE LEAU&nEREE AH

Select the [Header] or [Footer] tab and select the information to be displayed in the
[Left], [Center], and [Right] sections.

Header/Footer ==
Header | Footer
A 5k EEEE o B
(LeFt: Center: nght)
[ $Dated§TimessPag
et
Edit on Page: 1
I[ O ‘” Cancel ] [ Help ]
Click [OK].

The settings are displayed in the report header or footer.

8.6.4 Paper Size and Margin

Click [Page Setup] on the [File] menu in the [Report] window. The [Page Setup] sub-window is displayed.
Select the paper size, paper source, orientation (portrait or landscape), and margins of the report.

Page Setup ==

Paper

Size: [Ad v]
Source: [Aulumallca\ly Select ']
Orientation M arging [milimeters]

@ Portait Left 20 Right 20

() Landscape Top: 25 Battom: 25
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8.7 Other Reports

Exclusive reports can also be output from the following sub-windows.

Window/Sub-Window

Explanation (Operation Method)

Data Acquisition

The contents of the displayed method file are loaded to a system exclusive report
format and output. ([Print Method File] on the [File] menu)

System Configuration

The current system configuration information is loaded to a system exclusive report
format and output. ([Print] button)

Realtime Batch
Postrun Batch

The contents of the Batch Table are loaded to a system exclusive report format and
output. Edit the report format to match specific display items.
([Print Batch Table] on the [File] menu)

Data Analysis
PDA Data Analysis
Calibration Curve
Data Comparison
UV Library Editor
Quant Browser

The contents of files loaded to each window can be loaded to a system exclusive report
format and output.

Spectrum Index

The PDA chromatograms and spectra for detected peaks are loaded to a system
exclusive report format and output.
([Print Spectrum Index] on the [File] menu in the [PDA Data Analysis] window)

Spectrum Table

Spectrum information registered to the Spectrum Table is output.

UV Library Search Results

The UV library search results are loaded to an exclusive report format and output.
Edit the report format to match the settings made in the data processing parameters.
([Print] on the [Library Search] menu)

Audit Trail Log

If the audit trail log is activated, the log contents are output in a fixed format. ([Print]
button)

Log Browser

Each log displayed in the log browser is output in a fixed format.

Show Check Result

Results of the program or raw data check are output in a fixed format.

System Check Results

The system check results are output in a fixed format.
([Print] button)
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Quant Browser

Use the [Quant Browser] window to edit a method file and then perform quantitative calculation on
multiple data.

This chapter describes how to edit the quantitative results for multiple data files, and perform
collective postrun analysis on multiple data files.

9.1 [Quant Browser] Window

The [Quant Browser] window is comprised of the following views:

+ [Quantitative Results View] - displays the quantitative calculation results

+ [Method View] - displays the method file parameters

» [Chromatogram View] - displays the chromatograms and sample information

» [Calibration Curve/Spectrum View] - displays the calibration curves and spectra

9.1.1 Open the [Quant Browser] Window

Select the Jﬁ icon on the [LabSolutions Main] icon bar, right-click the [insturment]
icon and click the[browser].

The [Browser] program opens.

i LabSelutions Main (System Administrator) El@
File View Process Window Help
@7
Current Project: Default Project
A
-
Batch Queue...
LIEEUTATTIErHES Realtime Analysis...
Offline Editor...
(.5 Drctriin finabecic
[ Browser... ]
FEstrtr
Take Cwver Acquisition
_I Release Occupied Instrument
a | Table View
Adrriritetratian ¥ lcons View
Arrange Icons 3
Background...
Clear Background
Table Style...
Show Browser window. Refresh F5
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2 Click the |l 7] (Quant Browser) icon on the [Main] assistant bar in the [Browser]

program.

Data Browser

3 Drag-and-drop the method file from the [Data Explorer] sub-window onto the [Quant
Browser] window.

Browser 1 - System Admini - Sample_LC_EN - [Guant Browser - Untitled] == s
@Eile Edit View Method Process Data Layout Tools Window Help EEE
iDed |« [BE@zE-? I C@iivwd|w®

S ==
Main e | B | N ARt ati=lesn 5 o B T O Method View - Compound Table 40w 3 Cdi
R 2 Object l st I ple Type | Integration | Identification I Quantitative | CDmDUUHUEEl
ID# | Mame |  Type | Chann
2 Filtering Condition:
i
Manual Peak = /
Integration & | File Name ’
mo_Methadlcm <
[— mple lcm
test Izt
P |2 Tutorial_Methad Jem
Integration for FDA Method lom
| Data Dema_SysSuit_Met..
Summary
Report
<« S| EA=| ’

B Chromatogram Yiew [ Calibration CurveS pectium Yiew

A Chromatogram Sample Info, J_ CalibCurve |} spectrum

| 3 Max Intensity : 0
e Time 0000 TEen. T 100
Comment: =
D 7
0 =]
=
25 % 22
0 T T T T T T 0 T
0.00000 0.00025 0.00050 0.00075 0.00100 000125 0.00150 50 100

] @Quan{ Emwserl

MU

The contents of the method file are displayed in the [Quant Browser] window.
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9.1 [Quant Browser] Window

9.1.2 [Quant Browser] Window Description

This section describes how to view and use the [Quant Browser] window.

Toolber @ [Quantitative Results View] @ [Method View]
1 Erowser (In |trumentl - System Administrator) - Default Project - [Quant Browser - Demo_M|thod.lem] (== ==
H File Edit |View Methed Process Data Layout Tools Window Help == %
a | OS(afl 2 Hbsecora BT P ] )
G B)Quaniitalive Results View 0z 1 | <] »|  Methly pa | O Method View - Compound Table o View| @ Edit
DeralEiisrams] Sample Type| || 1qtegration | identification | Quantitative | Comeound[4 [ »
Object: 1 Demo_Data-001.Jed Standard{Calc. Py
: _ 2 Demo_Data-002lcd Standzrd(Calc P 1D# Name: Type Chanru
2 | Filtering Condition 3 Demo_Data-003Jcd Standard (Calc P Methly_paraben | Target Detector A
E] = . Ethyl_paraben | Target Detector A
M.;"::;Eiﬁ“ ElGistars Propyl_paraben | Targel Detector A
&) Demo_Msthod lcm 4 Butyl_paraben [ Target Detector A
—| [ samplelcm
m | testlom
e 8 Tutorial_Method lom
- P':Z:" o 2] PDA Methed Iorm
Efn Data ] Demo_SysSuit_Met..
ar v E—T— r
M Chromatogram View P Calibration Curve/Spectum View
A chramatagram ] Sample Info, Jo calib curve
- . ¥ =1.226435e-005x - 4.34
< v i _ Wax Intensity : 16,067 2 - 11.9999973 r < 0,939,
Detector A:Z54nm ime Infen -
Comment: Conc.
10 [
o
T T T @ o T
00 25 50 75 100 Area
\@ouant Brnwsed
MUM SCRL
9 [Chromatogram View] (4) [Calibration .Curve/
Spectrum View]
No. Explanation
@ | Displays the [Standard] and [Quant Browser] toolbars.
@® | Displays the quantitative calculation results of compounds selected on the [Compound] tab in [Method View].
Click |1 | * | to change the ID # and the displayed compound.
o Displays the data processing parameters in the method file. Click | Edt | (Edit Mode) to change the
parameters. Click (View Mode) after editing to reflect the changes in [Method View].
@ | Displays the calibration curve for the compound selected on the [Compound] tab in [Method View] or the
spectra specified in [Chromatogram View].
6 Displays the [Chromatogram] and [Sample Info] for the selected data file. Clicking i) or )| to double or
halve the intensity axis (Y-axis), respectively.
@ | Click this icon to expand the view to the full screen size.

N

OTE
The [Quant Browser] views that are separated by dividers. Drag the dividers with the mouse to resize the

views.

Use the [Quant Browser] to check the quantitative calculation results of up to 1024 data files.

Click [Save Browsing File As] on the [Layout] menu to save the name of the method and data file, file sort
order, layout information, and other details as a browsing file (file extension *.lcq).

Files are [Read Only] if they are currently being edited in other windows and cannot be edited. Close the
file in the other window, and open the file again to edit these files.
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I 9 Quant Browser

9.2 Check Quantitative Results in the Quant Browser

Multiple data can be displayed in a simple form in the [Quant Browser] window.
This section describes how to display data in each of the [Quant Browser] views.

9.2.1 Open Batch Files

This section describes how to open batch files to display the contents of the method file and data files.

1 Click the i] (Batch) tab at the bottom of the [Data Explorer] sub-window.

| - Sample_LC_EN - [Quant Browser - Untitled] [=lE ==
[=]=]0x]

Q Browser 1 - System A
%@Eile Edit View Method Process Data Layout Tools Window Help

@ s 4 s d | m|m®

iDod |« RiO=E 2 i
| = I
Iain Eﬂ | I} O Quantialive Resulis View D& [ B Method Yiew - Compound Table i iew [ Edit
Quant Browser Object: | Data Filename | Sample Type Tntegration IIdEnﬁﬁ{atlﬂn |Quanﬁtamg ‘ CDmpoundm
L | L | Type | Channi
2 | Filtering Condition:
]
M;,;‘:;L,:Z:k T | File Name Stat
MDemn_Batchl -
o @Demu_SysSul..

] PDA_Batch lcb
@ Tutorial_Bate:

Peak
Integration for
Al Data

Summary
Report
<l

l
B Calibration Curve/S pectrunn View

B Chromatagram View
A Calib Curve | b spectrum

A Chromatogram | Sample Infn.l

3

Max Intensity 0

4 »
lad e Time |0.000 ten 0 . 00
Comment; =
B K| 72]
=0

25+ % 259

o
0.00000 000025 000050 000075 000100 0.00125 000150

@Ouam Browser,
NURA
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9.2 Check Quantitative Results in the Quant Browser

Drag-and-drop the batch file onto the [Quant Browser] window from the [Data Explorer]

sub-window.
Q Browser (Instrumentl - Systern Administrator) - Sample_LC_EN - [Quant Browser - Untitled] =1 ===
%@E\Ie Edit View Method Process Data Layout Tools Window Help B@E
D@ Ea ? @4 4 4|®
x| lxl
Main LEB hﬂ | i aln B Ouantitstive Results View  pz A B Method View - Compound T able b View Edit
Quant Browser Object I Data Filename | Sample Type| | 77ricgaton | 1dentheation | Quantitatve | Compound « |
) D& | MName I Type | Chanm

Filtering Condition:

Filtering

Manual Peak
Integration

File Mame Stat‘
tchl e
emo_SysSui

]
| PDA _Batchleh -

\ﬂ Tutorial Batc.. -

l-.\

Peak
Integration for
ata

The contents of the method file and data files are displayed in the [Quant Browser] window.

Click the [Compound] tab in [Method View], and select the desired compound.

The quantitative results of the selected compound are displayed in [Quantitative Results View], and the
calibration curve is displayed in the [Calibration Curve/Spectrum View].

@ Browser (Instrumentl - System Administrater) - Sample_LC_EN - [Quant Browser - Deme_Metheod.lcm] EI
E@ File Edit View Method Process Data Layout Tools Window Help E“E“z‘
BT I ol [ s PRI
=l =l
| Main ||i43 I|E| ‘ g [ B Quantitative Resulsiew  Da 1 <] » | Mathyl B Method Yiew - Compound T able L) View Edit
Quant Browser Obiect Data Filename Sample Type ‘ Integration | == | Quanutahve( cgmpgund]. "
ject: 1 D Data-001Jcd Standard{Ma Cal
- ema_Data- cd Standamlwo ca‘ i Type
E-',* # | Filtering Condition: e )
= ) 4 Standard(Na Cal 1 Methyl parsben | Targat Detector 4)
o & 2 4 Unknow 2 Ethyl paraben Target Detactor A -
bl || S | File Hame Stat 3 Trvenon || [ Fropyl paraben | Target Detector A-
- o] Demo_Batchll.. - d Urknowd || 124 Butyl parsben | Target Detector A -
—| & Demo SysSui.. - 7 d Unknow
Wm | PDA Batchlch -
g @Tutorialﬁatc.. -
Peak
Integration for
All Data
Summary
Report
< n r
L™ +
B Chromatogiam Yiew B Calibration Curve/Spectium Yiew
A Chromatogram Sample Infa. _ calib Curve
¥ =1.35018e-005x - 0.006
4 L my Max Intensity - 18,087 ~o o - "
’:‘ Detector A:254nm Time: Inten. - R= R o=l
Comment: Conc.
104 o
2.5
. g
T 0 T
00 25 5.0 S| 10.0 Area
@Quam Browser|
NUM
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I 9 Quant Browser

Select the data file from [Quantitative Results View], and click the data file.
The chromatogram of the selected data file is displayed in the [Chromatogram View].

=
Q Browser 1 - System Admini: ) - Sample_LC_EN - [Quant Browser - Demo_Method.lcm]
E@Eile Edit View Method Process Data Layout Tocols Window Help

D38 <k BO& 7 ibeea (@14 vwd m®

=l =l
| Main 7y | | i el B Quantitative Results View Dz 1 ’_le‘ Methyl B Method View - Compound Table & View Edit
Cuant Browser o G Dala Filename Sample T’Dedl Integration I Identification I Quantitative ‘ Compound]+.[» |
ject: d Demo Data-001.Jcd Standard(MNo Cal
P w | Fitering Condit 2 Ciemo Dats-00Z)c2 Starcard (1 Ca) [ L Type Chann|
¥ 38| FEeEiEs Demo_Data-003/cd StandaraiNo a || (@ Mt parsben | Tanaet Detector A-)
Manual Peak E ! Demo_Data-004)cd Unknow] | |2 Ethyl paraben | Target Detector A -
|r|lE«JlT:|ti\;F|k o | File Name Stat Demo_Data-005.c8 Urknows 3 Propyl parsben | Target Detector A -
|+ Demo_Batch L, - Demo_Data-006)cd Unknow] | |4 Butyl parsben | Target Detector A -
—_ @ Demo_SysSui. - 7 Dema_Data-007.lcd Unknow
n, |} PDA Batchlch -
e @Tutona\ﬁatc.. -
Peak
Integration for
All Data
g e = '
B Chiomatogram View B Calibration Curve/S pectum View
A Chromatogram Sampie Info. A Calib Curve
' =1.35018e-005 - 0.006
4 v v Max Intensity - 16,067 b : 2
el Detector A:252nm Time Infen. - 2= 09958 1= 0.9
Comment Conc.
104 D
2.5
o
E d
u T T o T
0.0 25 50 75 10.0 Area
@Guam Browser,
MU

[{ll NOTE
» The method file in the top row of the Batch Table is displayed in [Method View] when a batch file is

selected in the [Data Explorer] sub-window. If the method file contains calibration curve information, the
standard sample data file used for making the calibration curve is loaded.

» Edit the method file and data file in the [Quant Browser] window. The batch file is not changed when data
is displayed.
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9.2 Check Quantitative Results in the Quant Browser

9.2.2 Open Data Files

Open data files to display the contents of data files in each view.
This section describes how to open the data file of an unknown sample.

Drag-and-drop the data file onto the [Quant Browser] window from the [Data Explorer]

sub-window.
Q Browser (Instrumentl - System Administrator) - Default Project - [Quant Browser - Untitled] =] ===
%@E\Ie Edit View Method Process Data Layout Tools Window Help BEE
D3 & [O= ? i @344 =
ME] zlxl
I Main ™ |W{k hg |J§ | B Quantitative Results View D& [ B Method Yiew - Compound Table 40 e0 Edit
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T TOTOT A ST e Z *
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] PDA_Demo_Data-0061.. - =
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W PMA Mamn Nata-fNd ] —

The contents of the data file and method file are displayed in the [Quant Browser] window.
rowser (Instrumentl - System Administrater) - Default Preject - [Quant Browser - Tuterial_Methed.lem{Read on %
B i ! Ad ] - Default Project - [Quant B Tuterial_Methed.lcm(Read only)] (==
@ Eile Edit View Method Precess Data Layout Tocols Window Help BEE
BECIEEY I R re— P PP
M =lx
| Main L ‘@_5 ||Q |_@ | B Quantitative Results Yiew oE 1 afr Meth | B Method View - Compound Table 59 iey Edit
(Quant Browser [ ) Sample | | ['integration [ dentification | Quantitative | Come+ [
L 1 Tutorial_5id001 lod(Read only) Standard (| —
(o4 o || e [T 2 Tutorial 519002 kcd(Read only} | Gtandera (e || | s Type ch
] £ Tutorisl_St2003 Jedi ) |Stenderic ; g:‘):'ﬂpafhen ?'9: g:aj
eak 2 4 Standard paraben arg =
Al | | Fike hame 52 Sandara] || 2 Propylparaben | Target Detect
- E] alkane_24mecd - Standard | 4 Butyiparaben Targst Detect
_ —| =] AART 30meed - 7 Standard (C|
m | 7 alkane 30mgcd - = ] Standard(C
ol & | S test 9172010001 et - B StandzC
Peak z ﬁ;ibl y S 0 Tutorial_5ta002lcd Standard(N
Integration for = = Daﬁ |Ed L
Al Data 5 | ] Datal ke -
& | 1] Datal ged -
| | Data Jed -
;F', iue] Demo_Data-001 Jed -
e jor| Demo_Data-002)ed -
*‘E’:;”:n" v Demo_Data-003Jcd -
1] Dema_Data-007 Jed -
1] Diema_Data-006.Jcd - = ol || R = ¢
1] Diema_Data-005 Jed -
i Demo Date-004icd - B Chiomatogiam Yiew B Calibration Curve/S pectum i
jor] Tutorial Unk002gcd - _ Chromatogram | [ sample Info, e calib curve | J sple ][>
) Tutorial UnkD0 ged =~ Vo PR
< (= r my _ _ Wax Intensity : 108,365 2 = 0.9999085 1= 0.9
Detector A:254nm ime Inten -
Acquired by el Conc.
Date Acquired: a
Wersion: W
Sample Type: 504 l ]
Level # A =
Sample Name: 4 @ " 4
Sample ID T =2 T
Comment LX) 25 50 75 10.0 aeex7e7
{E& Gt Browser,
UM

@ note

Multiple files are selected when the data file is dragged-and-dropped onto the [Quant Browser] window from
the [Data Explorer] sub-window. The method file in the top data file is displayed in [Method View]. If the
loaded method file contains calibration curve information, the content of the standard sample data file used
to make the calibration curve is also displayed.
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9.2.3 Change the Detector

The method for the targeted detector can be changed if the method files contains methods for multiple
detectors.

This section describes how to change [Select Detector] from [Detector A] to [PDA].

1 Select and click [PDA] from the [Select Detector] list.

L Browser 1 - System Admini: - Default Project - [Quant Browser - PDA_Method.lcm] [E=N|Eom >
E@Eile Edit View Method Process Data Layout Tools Window Help B@E
(0 H | @0 B 0=l 7 o mf34 454w
-1 xl Detector A l
l_J

[ main h R EREN T sView pg 1 [«]»]  Methyl parben |EI Method Vie{ 5 View| @ Edt |
|

|auant Browser M | | Data Filename | Sample Type [ Leveld || compound [mrmm | parforl < |7 |

The [Quant Browser] window changes to display the PDA detector.

rowser 1 - System Admini - Default Project - [Quant Browser - PDA_Method.lem] = -E-|[=3
@Eile Edit View Method Process Data Layout Tools Window Help EE‘E‘
iD3A| <6 &0 ? (ke =)@ 4 4 s 4| ®|E
==l x|
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9.2 Check Quantitative Results in the Quant Browser

9.2.4 Check Spectra from [Chromatogram View]

Double-click the PDA chromatogram displayed in [Chromatogram View] to display the spectrum at that

retention time.

This section describes how to display a PDA spectrum.

Select the [Chromatogram] tab in [Chromatogram View], and double-click the PDA
chromatogram.

B Chromatogram Wiew

J_ chromatogram | sample Info.

B Calibration Curve/S pectrunn View

o Calb Curve

Max Intensity - 15,600 5 13487 ve D08 - 753

Detector A4:254nm

Time | 2981 Inten 8203 .

r'2=09993391 r=0.932

Conc.

; J\» A : i
0 - — o s ,,Jl\d’ T I'h
10 20 3.0 4.0

D& 4

0.0

‘ T
5.0 Area

[Calibration Curve/Spectrum View] changes to the [Spectrum] tab, and the PDA spectrum is displayed.

B Chromatogram View

J_ chromatogram @ Sample Info.

B Calibration Curve/Spectium Yiew

A Calib Curve| ,ml

Max Intensity : 13,710
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5000
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——— -
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2l
T y
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@ note

To display chromatograms in all time ranges in [Chromatogram View], right-click on [Chromatogram View],
and click [All Peaks] on the displayed menu.
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9.3 Postrun Analysis of Multiple Data

This section describes how to edit [Quantitative Results View] and [Method View] and perform collective
postrun analysis on multiple data.

9.3.1 Edit the Compound Table

Compound Tables that were used for data acquisition can be edited in [Method View].

This section describes how to change [Conc. (1)] in the Compound Table.

1 Click (Edit Mode) in [Method View].

Q Browser (I tl - System Admini ) - Default Project - [Quant Browser - Tuterial_Method.lem] =

%@Eile Edit View Method Process Data Layout Tools Window Help

RELIEI P N e —] - PPk Ik
=l

x|
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2 Click = (Full Size) in [Method View].
@ Browser (I tl - System Admini ) - Default Project - [Quant Browser - Tuterizl_Methed.lem] =
E@Eile Edit View Method Process Data Layout Tocols Window Help
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Click the [Compound] tab, select the desired compound, and change [Conc. (1)].
In this example, change the [Conc. (1)] setting from “10.000” to “5.000”.

Q Browser (I tl - System Admini: ) - Default Project - [Quant Browser - Tutorial_Method.lcm] =3
@ Eile Edit ¥iew Method Process Data Layout Tools Window Help lz‘[
BT I (o R s - P W AR AL I
ol =l
| Main Ll ||g& | |d§ ‘ & Methad View - Compound Table Sdview [ E
(Quant Brawser Integration | Identification | Quantitative | Compeund | Group | Performance | Custom | QC Chedk | Retention Index |
Filtering Condition 3 Type Channel Ret_ Time [ Tonc.(1) Conc {2) Conc.{3)
2 1 Target Detector A-C 3.046| i E| 20 40
T B 2 Targat Detactor A-C 3.924) 70 20 40
ﬂ‘:‘? m: i | File Name 54 H Target Detector A-C 5505 0 20 40
= i) Tutorial StelMeed - ] Target Detector A-C 3.257H 10 20 20
Jus @Tutoria\_Sthm eed _ 5 Target Detector A-C 0.001 10 20 40
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9.3 Postrun Analysis of Multiple Data

Click # (Normal Size) and (View Mode) in [Method View].

5 Erowser (Instrument] - System Administrater] - Default Project - [Quant Browser - Tuterial Methed.lcm] == =e
@ Eile Edit View Method Process Data Layout Tocols Window Help - (=] =
iDag 8 == == N | P~ W O
| ==
[ wain | ([ EREREE [ # 1| thod View - Campound Table | eavien) B ER)
(Quant Browser | integration | Identification | Quantitative | Compound | Group [ Performance | Custom | QC Check | Retention Index |
Filtering Condition: by = D& Type Channel Ret. Time Conc (1) Conc.{2) Conc.(3)
g 1 Target Detsctor A-C 04 20 a0
& 2 Terget Detector A -C 10 20 4
ﬂf;‘::;:s:k E | File Name 514 3 Target Detector A-C 10 20 [
o] Tutorial StddD2ecd - B Target Detector A-C i a 4
— | ] Tutorial Sted0t ecd - z Target Detector 4-C i E 4
o | ] Tutorial_Unk002.cd -
FEA B,

The calibration curve is recreated, the quantitative results are re-calculated, and [Quantitative Results
View] is updated.

B Guantitative Results View Dz 2 s Ettl paraben B Quantitative Results Yiew  pg 1 A » Mathyl parsben
Data Filename | Ret. Time| Area | Conc. (mg/L) | Std. Conc. Data Filename | Ret. Time| Area | Conc. (mg/L)
1 Tutorial_Std01.lcd 1 Tutorial_Std01led 2844 | e4619 8.429
2 Tutorial_Std0Z.cd 2 Tutorial_Std02lcd 2.831 (100,03 15.602
3 Tutorial_Std03.Jcd 3 Tutorial_Std03cd 2.816 | 225,28 0
4 Tutorial_UnkO1lled | 3525 (61,183 12264| ~ — 4 Tutorial_Unk01led 2Be4(eB2ss] 00 s1A| 000000 —
5 Tutorial_Unk02lcd | 3495 14348\ 28687  — -) 5 Tutorial_Unk02led 2g4g | 1sgs0\_ ZreF|

@ note

» Right-click on [Method View] and click [Cancel Edit] to cancel method editing.

» Select the columns that are displayed in the Compound Table in the [Table Style] sub-window. Right-
click on the Compound Table and click [Table Style] to open the [Table Style] sub-window.

9.3.2 Edit [Quantitative Results View]

This section describes how to change the items displayed in the [Quantitative Results View].

Quan

N

titative results are automatically re-calculated when each item is changed.

OTE
Right-click on [Quantitative Results View] and click [Remove] to delete a data file in [Quantitative Results

View]. If deletion of a data file affects the calibration curve, all data files are re-calculated.

Click the [#8 4 4 5 4 icon on the toolbar to filter the data files displayed in [Quantitative Results View] by
individual sample type.

Right-click on [Quantitative Results View] and click [Full Path] to display the place of file and file name at
[Data Filename].

Click the title of a column in the [Quantitative Results View] table to sort the data by [Data Filename],
[Sample Name], [Sample ID], [Sample Type], [Level #], [Vial #], [Tray], and [Date Acquired].

Select the columns that are displayed in the [Quantitative Results View] table in the [Table Style] sub-
window. Right-click on the [Quantitative Results View] table and click [Table Style] to open the [Table
Style] sub-window.

Click [Save Method File] on the [File] menu to save changes made to the data and method files in
[Quantitative Results View].
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H Change the Sample Type

Sample types that were set at data acquisition can be changed.

Click the [Sample Type] cell of the sample to be changed, and select the sample type
from the displayed list.
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7 Browser 1 - System Admini ) - Default Project - [Quant Browser - Tutorial_Method.lem]

{[AFile Edit View Method Process Date Loyout Tools Window Help

IDaH @0 B[O ? lloseeoa cJ[#4 45480

==l ==l
| Wain Ll |@ I |d‘ ‘ B Quantitative Results View 1Dz 1 [«[»]  Methyiparaber | B Method View - Compaund Table 8 View
Quant Brawser - — 5[:?[?1 r‘:ﬂm Ssa‘;P:CT‘YP: Integration | Identification | Quantitatve | Compound [« ] ]
utorial_Stt les tandard(Calc.Poil
" Filtering Condition: byt~ > Tutoral_Std0021cd D& Type Channel Ret. Time
£ 3 Tutorial_Std0031cd —= D 1 Pfge‘ getemfi-g gg;
z et letector A -
Manudl Pealc = 4 Tutorial_Unk001./cd arg
irtograton B | [IADLE S 5 Tororal_nkD0Z o3 e Terget DetectorA-C 5.50
i) Tutorial Std002ged - Standard(Calc. Poi | (||| E Target Detector A-C 8.26
— | ] Tuterial Std00T ged - (S:Iamnda‘rdl'NnCa\c Target Detectar 4-C 0.00
ontrol
o | ] Tutarial Unk00Zlcd - Unspiked
& | 1] Turtorial_Unk001 Jed - Spiked
& | o] Tutorial Std009Jed - Standard(ISTD Re
5 | I Tutorial Std00Bled - e
] - )
& | 1] Tutorial S1d007 led -
=3 SR

@ note

If [Standard (Calc. Point)] is changed to another sample type, or another sample type is changed to
[Standard (Calc. Point)], the calibration curve is re-created, and all data files are re-calculated.

B Change the [Level#]

The level numbers that were set at data acquisition can be changed.

1 Change the [Level#] of the desired sample.

= e
&7 Browser 1 - System Admini: ) - Default Project - [Quant Browser - Tutorial Method.lem] (=
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B Disable Calibration Points

Calibration curve points can be disabled if the standard samples were not analyzed appropriately.

1 Deselect [Cal. Point].

5 Browser (Instrumentl - System Administrator) - Default Project - [Quant Browser - Tutorial_Method.lcm] [ =] =]
@ Eile Edit View Method Process Data Layout Tools Window Help =& =
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| Main | m ‘Lﬁ_& |IJ | § | B Quaniitative ResultsView Dz 1 [+]+] Methylparsber | O Method View - Compound Table g Edit
EET IS Bt5lleTeas ESHEST | Integration [ 1dentification | Quantitative | Compound [«
" 1 Tutorial_Std0i V|
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ntegration i | File Name S G Totorial_Unk00Zled ) ? Targst Detsctor f.-C EE;
o Tutorial Std002scd 4 Targst Detector &-C 826
== 1) Tutoris! Std001 scd -

If a [Cal. Point] is disabled, the calibration curve is re-created.

@ note

Calibration points for individual compounds can be enabled or disabled on the [Compound] tab in [Method
View].

H Display Statistical Results

Statistical calculations can be applied to quantitative results and the results can be displayed in the
[Quantitative Results View].

1 Right-click on [Quantitative Results View], and click [Statistical Result].

(g Browser (Instrument] - System Administrator) - Default Project - [Quant Browser - Tutarial_Method.lcrm] o ===
& File Edit View Method Process Data Layout Tools Window Help _ =[x
BEC I o R s PP TP IL
=l x| =l
Main Im ‘“15 ||J I—Q ‘ O GQuantitative Results View 0z 1 1| Wethylparsber | B Method View - Compound Table &3 View | @ Edit
(T T Data Rlename Cd'.P"i'i [ Integration [ Identificaton | Quantitatie | Compound [gl«]»
1 Tutorial_Sta007Jed
- | Fittering Condition: o€~ 5 Tutondl c:d0021od D& Type Channel Ret. Time.
] = 3 ST — . Taeat Detector &-C 04
Manual Peak [ |IR I™ o 4 Tutanal_Un| ata Type Tanget Detectar A-C 122
ntegration ElliGielbiare i 5 Tutorsl_Un| 6] Resufts Window.. — Target Detector A -C 550
o] Tutorial Std002ged - I 4 Target Detector A-C 8%
| 1 Tutorial_Std001 ged - Copy
Fﬂu & | 1 Tutorial Urko2ied -
”?Lj | 1] Tutorial Unk001 Jed - Copy Entire Table
|rm:-upr;tawlz;nfor & | Y Tutorizl Sta000kd - Select Al
Al Data 5 | ) Tutorial Std008 led - =
| 1] Tutorial S5td007 led - Full Path
E' | ) Tutorial Std006 led - Statistical Results J
=2 15 Tutorial Std00 Jed —| | -
T R Tobwinl S4ATH lnrd - =
- Add...

The statistical calculation results are added to the bottom of the table.

& Quantitative Results View D& 1 > Methyl_paraben
Data Filename Sample Type Level#

1 Tutorial_Std01.Jed | Standard(Calc.Poirt 1
2 Tutorial_Std02lcd | Standard(Calc.Pairt ) 2
3 Tutorial_Std03.Jcd | Standard(Calc.Pairt ) 3
4 Tutorial_Unk02lcd Unknown| 0
5 Tutorial_Unk01.lcd Unlkenown 1
Average
%RSD
Maoimum
Minimum
Sid T £ 414 EN31E

@ noTe

Select the [Statistic] column in the [Quantitative Results View] table to target a data file for statistical
calculation. [Statistic] is not displayed in [Quantitative Results View] by default. Right-click on the
[Quantitative Results View] table and select [Table Style] to display the [Statistic] column.
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9 Quant Browser

9.3.3 Change Peak Integration Parameters

This section describes how to change the peak integration parameters and re-integrate the peak.

(Edit Mode) in [Method View].

&3 Browser tl - System Admini: ) - Default Project - [Quant Browser - Tuterial_Method.lcm] == =Es
E@Ella Edit View [Method Precess Data Layout Toels Window Help BEE
038 ¢0 D=k » b= @154 %0
=1l ==l
[ main M EREE O Quantiative FesultsView D= 1 [ <+ Methyipersber | O Method Yiew - Compound Table ng Edit
Quant Browser - — 53?[; FLm Cal. Point Integration [ Identification | Quanttative | Compound e
o . utorial_St B 7|
E " Filtering Condition: 5 toral S1d002)cd 7 ID# Type Channel Ret. Time
] E 3 Utorial_stdUu3led & ; Prget getectori-g 32;
&z =l -
eak = 4 utonal_UnkD0TIcd arget stector
b || | File Hame =) 5 toral_UnkD021ad — 3 Target Detector A-C 550
o] Tustorial Std002zed - 4 Target Detector 4-C 8.26

| [ Tutorial Std001 2ed -

2 Click the [Integration] tab, and set each parameter as required.
In this example, change the [Slope] to “2000”.

1 Browser tl - System Admini ) - Default Project - [Quant Browser - Tutorial_Method.lcm] ===
[ File Edit View Method Process Data Layout Tools Window Help =l=][x]
[P 7 S | 7 G -
==l
| WMain Ll ||r_{1= I |'J§ ‘ B Quantitative Results Yiew oz 1 EE Mgtwpamhgrl B Method Yiew - Peak Integration Parameter: & View
Quant Browser Data Filename Cal. Point | Integration |]1anﬁﬁcaﬁan | Quantiative | Campound |G e
Fitt Condi 1 utorial_Std001.c v J
. iltering Condition: Z ional_Sid00Z o 9] Channel: [etector A - ch(254m)
S iorial_Sid003]c 7
© LA I
Manual Peakc S 4 utorial_UnkD01led Width: 5 sec Copy w Al
Foree i | File Name e toral_UnkD0Z lcd — — S o
|w] Tutorial Std002ged - Slope: 2000] ubfmin J J\«
| 1] Tutorial Std001 ged - Drift: 0 UV frnin ==
o @Tutoma\_UnkUUZ Icd - — Prog
Pk 9 | [ Tutorial UnkDD1 Jed - L beL: 1ooo min
integraion for & | ] Tutorial Std009 led - Min. Area/Height: 1000 counts Noise/Drift €
Al Data 5 | [+ Tutorial Std008 led -
3 lgTummaLSmIDD? led - Calculated by: @ Area @) Height Adwa
| [ Tutar ial_Std006 Jed - =
=3 A

=" Reference
Refer to the Data Acquisition & Processing Theory Guide for details on peak integration.

(View Mode) in [Method View].

) - Default Project - [Quant Browser - Tutorial_Method.lcm] ===
fEE File Edit View Method Process Data Layout Tools Window Help =l=][x]
fosecwn  c)[# 4 4vad|®[E
==l —
| WMain Ll ||r_{1= I |'J§ ‘ B Quantitative Results Yiew oz 1 EE Methylparsber | B Method Yiew - Peak Integration F‘alametel& S View [Jg Edit
Quant Browser ] I S[;?[; Filename Cd'fd" Integration |Idanﬁﬁcaﬁcn | Quantitative | Compound ]EE'Z
utorial_St le V|
o || FETIETTn 2 uitorial,_Std00Z Ic [¥] Channel: [petector A - Chif2sém)
E utorial_Std003]c v
© LA S
Manual Peak S 4 utonal_Unk00TJed Width: 5 sec Copy to Al
ntegration T | (DL S poral_UnkD02 ls — = s Eonion
1] Tutorial Std002 ged - Slope: 2000 v fmin Jw
| 1] Tutorial Std001 ged - Drift: ° wmn )
o @Tutoma\_UnkUUZ Icd - — Prog
Pk 9 | [ Tutorial UnkDD1 Jed - T. DaL: 1000 min
integraion for & | ] Tutorial Std009 led - Min. Area/Height: 1000 counts Noise/Drift €
Al Data 5 | [+ Tutorial Std008 led -
B | 1] Tutorial Std007 led - Calculatedby: @ Area () Height @
| [ Tutar ial_Std006 Jed - =
S e

The results of peak integration and quantitation are displayed in the [Quantitative Results View].

& Ouarlitative FResultsView |z 4 |+ papaverne & Guantitative Results View  |pz 1 || papaverne
Data Filename Area Fieight Conc. ppm) | _Sid.)oonc. Data Filename Area Height Conc_ (ppm) |_Std_ )0
1 Tutorial_Std01 led = = = 0.500 1 Tutorial_Std01.lcd = = -
2 Tutorial_Std02led 15230436 1152192 1.000 1 DDh 2 Tutorial_Std02.Jcd 13793324 1.097.524 1.000
3 Tutonial_Std03Jed 80.746.261 4833989 5.000 Z Tutorial_Std03.Jcd 78,935,700 4,750,611 5.000
< Tutorial_Unk(1.lcd 11077284 835,152 0746 o 4 Tutorial_Unk01.cd - f— -
5 Tutorial_Unk02.cd 10,886,185 846,829 0.735 o ] Tutorial_Unk(2lcd - f— -
\ \ b,

276 Operators Guide



9.3 Postrun Analysis of Multiple Data

9.3.4 Calibration Curve Correction

During calibration curve creation, low-concentration samples may not be integrated properly. If the low-
concentration calibration point is disabled, a 3-point calibration curve becomes a 2-point calibration curve.

This section describes how to manually integrate the data of a standard sample that could not be
automatically integrated, and correct the calibration curve.

This section describes an example where peak integration failed, resulting in 2-point calibration curve.

1 Click the (Manual Peak Integration) icon on the [Main] assistant bar in the
[Browser] program.

Main

]
Manual Peak
Integration

Pealk
Integration for
All Data

The [Manual Integration Bar] is displayed.

B Quantitative Results View  pz 1 4l Methyiparaben | B Method Yiew - Compound Table  [43View | @ Edit
Data Filename | Ret. Time Area Hei |Quanﬁtatve ‘ Compound ‘Gruup IPErfUrmancE | Al
1 Tutorial_S5td001.lcd e e
2 Tutoral_5id0021cd 2050 7] |||--D% Harmes Type Er
3 Tutorial_Sid003Icd 3.048 1|4 Methyiparaben | Target Detector
i Tutorial_Std 3047 2 2 Ethylparaben Target Detector
5 TLrtDnaI:SldDL 3.046 2 3 Propylparsben | Target Detector
B Tutorial_5td008 3.045 21| K& Butylparsben | Target Detector
7 Tutorial_Std007. 3.045 4
3045 1
3.044 2
:IJ 3.046 1.940.550
N
Manual Integration Bar =
— 1 L
= = J
B Chromatogram “iew | Calibration Curve/Spectrum View
JE—— r— o cabcine
' =1.754393e-008% - 0617
Max Intensity : 108,369 i -
Detecior A.258mm Time 2820 Inten. 0007 . F2=1.000000 r - 1.00000
100 b Conc.
|
5o - 2]
g
'3
T T T — T =l
20 25 30 35 4.0 4.5
4 =] ’ aessTa7

Click |E| (Insert Peak) on [Manual Integration Bar], and click the peak start point and
then the peak end point.
|l

Manual Integration Bar (=]

-@4&4&}\&@&

T [ 1 ] 3

B Chromatogiam Yiew B Calibration CurvedS pectum Yiew

A Chromatogram Sampie Info. e celio Curve

Y =1.754393e-005 - 0.613
1*2=1.000000 = 1.00000

1% Max Intensity : 108,369

Detector A:254nm ime 3234 Inten 0.113] &

iy Conc.

¥
[
ol «
5

« [ r BEEETET
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The peak is detected, and the results are re-calculated.
The 3-point calibration curve is re-created, and all data files are recalculated.

B Quantitative Results Yiew Dz 4 Methyiparaben | B Method View - Compound Table  [6d View | 3 Edit
Data Filename mL—“‘J Quanh'taﬁvel Compound |Gmup |Perfwmanr.e I ! |’

1 Tutorial_Std001Jcd 3.050 581,388 1)

z Tiforal_SIAUIZIca T050 | bE2ARZ| 1 L5 L= Type Chia
Tutorial_Std003)cd 3.048 582226 1 Methyiparsben | Taget Distector
Tutorial_Std004cd 3.047| 1175233 z Ethylparaben | Tanget Distector
Tutorial_Std005cd 3046 1174368 2 Propyiparaben | Tanget Distector
Tutorial_Std006cd 3045 1174857 2 Butylparaben | Target Distector
Tutorial_Std007lcd 3045 231557 4
Tutorial_Std0081cd 3045 2312328 4
Tutorial_Std0051cd 3044] 2314545 4

1] Tutorial_Unk001.lcd e e
1 Tutorial_Unk002Jcd 3046 1340550 3
Manual Integration Bar =
B SR =
— = — !
| Chromatogram Yiew B Calibration Curve/Spectrum View
A Chromatogram | Sample Info. ‘ Jo cal Curve
¥ =1.733733e-0052 - 0,19
i Max Intensity : 108,359 o 0 aRaRaTE o 0,935
Detector A-254nm Tie  3.558  Inten 000 -
100 Conc.
@
50 g 5e ]
ke & %
T T - T T - T T
20 25 3.0 35 4.0 45
< [ » EeEETET

@ note

To confirm the calibration curve information, right-click on the calibration curve on the [Calib Curve] tab in
[Calibration Curve/Spectrum View], and click [Calibration Information] on the displayed menu.
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9.3 Postrun Analysis of Multiple Data

9.3.5 Export the Quantitative Results

The contents of the [Quantitative Results View] table can be converted to the ASCII text format and saved
to a file or copied to the Clipboard.

1 Click [Export Quantitative Results] on the [File] menu.

Q Erowser (Instrumentl - System Administrator) - Default Project - [Quant Browser - PDA_Methed.lcm] EIE

File| Edit Yiew Method Process Data Layout Tools Window Help - &
|| New Methed File Ctrl+N L 0% 4% =

Open Method File.. Cirl= 0

¥
% Close Method File

e H Save Method File Ctrl+S
49 Save Method File As...

O Quartitative Results View  pz 1 4| Methyl parsben | B Method View - Peak Integration Parg 23 View | [# Edit

Data Filename
PDA_Demo_Data-003 Icd
PDA_Demo_Diata-002 Icd
PDA_Demo_Datz-001lcd

Integration ‘Identiﬁcaﬁan | Quantitative ICompoul Ll

Channel: Detector A - Ch1{254nm)

Load from Batch File...
Close All Dats Files

1] ]

ﬂ \ "“R e width: 5 ser Cop
| Export Quantitative Results.., J Iv-la.umum Sope: o wjmn
Hrimum ot 0 i

2 Select the desired parameters, and click [OK].

Export Quantitative Result{ASCI Conversion) ==

rEXDDFi to R

(@ Copy to Clipboard 1
() Output File:
\

Items to Qutput

() all Ttems 2

L (@ Items Displayed on the Screen

( IDs to Output

@ all Ds 3
(7 Designate IDs:
\
s ~
Delimiter 4
Tab w7
L b,

ﬂ CK n[ Cancel ][ Help

1 Select [Export to].
Enter the folder and file name to output files.
2 Set [ltems to Output].
Select [ltems Displayed on the Screen] to output the items displayed in the [Quantitative Results
View].
3 set [IDs to Output].
Select [All IDs] to display the results of all compound IDs.
Select [Designate IDs] and enter the ID numbers of the compounds to output.
» Enter multiple ID numbers to output with a comma or space. (example: 1,3,8)
« Enter a range of continuous ID numbers with a hyphen. (example: 2-8)
4 Select a [Delimiter].
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I 9 Quant Browser

9.4 Print Quantitative Results

The [Quant Browser] window has a summary report function for collectively reporting multiple data.

1 Click the | &

ain
CQuant Browser

(Summary Report) icon on the [Quant Browser] assistant bar.

Manual Peak
Integration

Peak
Integration for
All Data

2 Click the [aus (Print) icon on the [Report] assistant bar.

Main

Quant Browser
Report

An image of the table is printed for each compound.

Example of Quant Browser printout

U010 1201:27 PM Page 114

==== Labs Report ====
Tuterl Sua ket
m
o] 8
H
Y B
; A
0 E3 b (3 [
Tuterst e I8
E
o] 5
g
=) E
‘ A
o E3 <o B3 i
il G308
™ oo 3 5
i
| §
: A
B

IS

1E
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10 l Data Browser

Use the [Data Browser] window to compare multiple data, compare the data of different detectors, set
the layout of display data, perform peak integration of chromatograms, and print browser reports.

This chapter describes how to collectively check multiple chromatograms and spectra.

10.1 Open the [Data Browser] Window

Up to 64 chromatogram data, sample information, etc. can be displayed as a list in the [Data Browser]
Window.

Select the Jﬁ icon on the [LabSolutions Main] icon bar, right-click the [insturment]
icon and click the[browser].

Liu LabSolutions Main (System Administrator) El@
File View Process Window Help
@7
Current Project: Default Project
A
s
Batch Queue...
Inzin ez Realtime Analysis...
Offline Editor...
'@& Postrun Analysis...

Browser...

BEstrr

Take Cwver Acquisition

_I Release Occupied Instrument
E I Table View
Adrriritetratian ¥ lcons View
Arrange Icons 3
Background...

Clear Background

Table Style...

Show Browser window. Refresh F5

The [Browser] program opens.

EmE
2 Click the | [“}| (Data Browser) icon on the [Main] assistant bar in the [Browser] program.

Operators Guide 281



I 10 Data Browser

Drag-and-drop the data files onto the [Data Browser] window from the [Data Explorer]

sub-window.
L Browser 1 - System Admini - Default Project - [Data Browser - Untitled] F=xE=H|!
E@Eile Edit View Method Process Layout Tools Window Help B@[
iDe8 o0 [HOo=E 2 HEE NS |2
2] x| =zl
Iain L @ j_ [\ *** Chromatogram Cell *** i
CQuant Browser
Drata Browser
Filtering Canditi
n:n litenng mon:
O | :
. ‘“ ic | File Name o
Open Data Files 15 Tutorial_Std005 led
| |11 Tutorial_Std004 led
o | 18] Tutorial_Std002 ked
®
0 | |17 Tutorial Std002 Jed
B | 7 Tutorial Stdoot Jed
Display Settings = @Test.\cd
2 | |11 PD#_Demo_Data-0071..

— 1] PD#_Demo_Data-006 |
g || PDA_Diems_Diats—006 |
LN r [ a

Layout Property T It
&lro 3
Dt F ] AART 24mecd L
Jata Processing
Parameters o] AART B0m ged
M alkane_24meed
|1 alkane 30m gcd <

4 Select the Data Type parameters, and click [OK].

Select Date Type 1

Target Cell Cell Location

@) Load Data to Current Cell () Open as New Cell @) Rightward 2

@) Downward

\

-
Data Type
Chromatogram Peak Table

[]PDA Chromatogram [[]roa Peak Table

[]PDA Spectrum Sample Information

[]PDA Contour
.

@ note

If the cell fixed function is not enabled, the [Select Data Type] sub-window is displayed. Refer to
"10.3 Cell Fixed Function" P.292 for details on the cell fixed function.
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7 Select the [Target Cell].

10.1 Open the [Data Browser] Window

Select [Load Data to Current Cell] to display the selected data files in the cell where the files were

dragged-and-dropped into from the [Data Explorer] sub-window.

2 Set [Cell Location].

If [Open as New Cell] was selected at [Target Cell], set the direction that new cells will be added.
Select [Rightward] to create columns and select [Downward] to create rows.

3 set [Data Typel].

Select the multiple types of data to be displayed.

The contents of the data files are displayed in the [Data Browser] window.

H [Target Cell]

Cells are created according to the [Target Cell] setting in the [Select Data Type] sub-window. The following
example assumes that a data file is already loaded in a layout whose [Row] and [Col] settings are set to “3”

and “1”, respectively.

Q Browser (Instrurentl - Systern Administrator) - Default Project - [Data Browser - Untitled]
%@ File Edit View Method Process Layout Tools Window Help

(E=H | B )

=& %

] BART 2mecd E
|15 AART 30mged
@ alkane_24mecd
@ alkane_30meged b

m !

Data Processing

i0DeB |0 B D=l ° ILEEELE T R
SE ==
| Main M ‘&3 h_=',| |J§ | B PDA_Demo_Data-001.Icd Chremategram £
Data Browser mV(x10)
) 1 757JCnT (Z54nm) Time 0.070 inten 0002 «
Filtering Condition: -lm
o . -
. E
Open Data Fles ol FitaMame - 1.254
|0 Tutorial_5td0021ed 100 -
_ | ) Tutorial Std001 Jod b
-’-"'# 5 | [ Testled 0.75]
L & | |« PDA_Demo_Data-0071
e ‘2 o
B || 5 | L0 PDA_Demo_Data-D05L.. o
5 | [ PDA_Demo_Data-005). 0253
‘% & | | PDA_Demo_Data-0041 =
— | i poa. 0 Ry f————p %
Layout Property i T T T T T T T T T
0.0 0.5 1.0 15 20 25 3.0 35 4.0 45 min

O PDA_Demo_Data-001.lcd

mAU(x10]

PDA Chromatogram £

)
PDA Extracted (190nm)

0.000) .

Time.  0.068 .Inten

Parameters 1.04 ]
| Testged L4
ﬂ' 1] Backeraund lod B ol =
' ™| ' 00l . e ol %
Manual Peak — TR
Integrati mAU (x
S gn?u::wed i:g’;: FC& Chl (2 Time, 1.028 Inten 0.027]
Jate Acquir
Version 1 @
E;I Sample Type: Standar
View Method Level 2 2
Sample Name: STD
Sample ID 2 T T T T T T T T T T
‘% ErrreTs |Csolut 0.0 0.5 1.0 15 20 25 3.0 35 4.0 45  mn
% . L
Image Pri @ Data Browser
NUM SCRL
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I 10 Data Browser

* [Load Data to Current Cell] is selected at [Target Cell]
The [Chromatogram] cell contents are replaced by the data file that is dragged-and-dropped into that cell. In
this example, the cell contents are overwritten with the [Chromatogram] and the [PDA Chromatogram] are
opened in the direction specified at [Cell Location]. Here, the [PDA Chromatogram] cell is overwritten to cells
below the cell that the data file was dragged-and-dropped into.

Select Data Type
Target Cell Cell Location
@) Load Data to Current Cell  (7) Open as New Cell (@) Rightward

(@ Downward

Data Type
Chromatogram Pesak Table

PDA Chromatogram PDA Peak Table

PDA Spectrum Sample Information

PDA Contour

[[ox ] [ conedt | [ Hen ]

B PDA_Demo_Data-002 Icd Chromatogram 8

(x10)
CHT (254nm) Time  1.952 7 Infen 0057 =

304

259 — Cell overwritten by drag-and-drop
207 a3

15

1.0

0.5 -

0 g S — = iy = %

2s 30 35 ) 45

0.0 s 10 15 20 ; in
B PDA_Demo_Data-001.1cd FDA Chromalogram

{PD4 Extracted (150nm) Time - 2.861 . Inten 97510 .

[/ —Overwritten cell

e bbb il el

JFCE TRt s a
15 F! hi (254nm; Time Inten
1.04 [
0.5 =
0. e — - %
T T T T T T T T T T
0.0 0= 1.0 15 20 28 30 B 40 45 min

The cell order becomes [Chromatogram] and [PDA Chromatogram].

If multiple data files are dragged-and-dropped, only the data file initially selected in the [Data
Explorer] sub-window is processed.
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[Open as New Cell] is selected
New cells are created to individually display the [Chromatogram]and [PDA Chromatogram].

Select Data Type

Target Cell

Data Type
Chromatogram

PDA Chromatogram
D PDA Spectrum

[F]PDA Contour

(7 Load Data to Current Cell @ Open as New Cell

Cell Location
(@) Rightward

@ Downward

[FlPeak Table

[C1PDA Peak Table

[] sample Information

[ OK J [ Cancel ] [

Help

10.1 Open the [Data Browser] Window

M PDA_Demo_Data-002.Icd

Chromatogram !-

10)
CH1 (254nm)
25

ime  1.852 . Inten

A

0.057] &

g

/\KAA;WAW
T T i i
15 20 25 3.0

L___The display does not change.

_The display does not change.

0. T T T T T
0.0 0.5 1.0 35 40 45 min
M@ PDA_Demo_Data-001.lcd PDA. Chromatogram L
mal(x10)
'jPDA Extracted (190nm) Time 0280 Inten 0 12—6‘ 2]
L S R AV A /\_M_L/W\N/\ LS w w |G
4 ~x10)
51:2-— Ch (Z54nm M\u/\ Time Tnten ‘ @)
o + & =
¥ T T T — T T T T T T T
0.0 0.5 1.0 15 20 25 3.0 3.5 4.0 4.5 min
M PDA_Demo_Data-002.1cd Chromategram !-
%10}
CH1 (254nm) Time  0.520 . Inten 0.008 .
25+
A A 3
o 4 o 4 & =)
- T T T T L) T T T T 1
0.0 0.5 1.0 15 20 25 3.0 35 40 45 min

—Newly created cell

B PDA_Demo_Data-002.Icd

PDA. Chromatogram L

0.0

4 pmAUG)
-'?PDA Extracted (190nm)

T I T AV AVAS /AN

Inten J @)
g kb E‘

S ChT T35 &nm

Inten

w/\ s W 0
T f T
25

4
min

L Newly created cell

@ note

If the [Row] or [Col] display reaches the maximum number of 8 each (8 rows, 8 columns), a new
[Row] or [Col] is created to display the additional data files.

Operators Guide 285



I 10 Data Browser

10.1.1 [Data Browser] Window Description

This section describes how to view and use the [Data Browser] window.

15 Browser (Instrument! - System Administrator) - Default Project - [Data Browser - Untitled] (== ==
{23 File Edit View Method Process Layout Tools Window Help =1=10=]
EEEIEE EREFE S+ 5, 2% 0L (] | y__o
[ ] 3] ﬂ=\
i M IERE O PDA_Demo_Data-001 lcd PDA Chromatogram (] § N PDA_Demo_Data-001 lcd PDA Chromatogralf ] | &
Quant Browser | | | | mAUAD) — @ 9
Bl EVEE| Filtering Condition:  [by £ 9 PDA Extramad‘";?lsﬂnﬂrri% = = B
~ B 0 e [ ! 3)
_ " £ | Fite Name 51+ M 05 -
Crenlzal s o Tutorial Std008)ed - 5
— | ] Tuterial Std005 led - < 007 deolbololeelsl Q
g [ 1] Tutorial 5td004 ked - e Trien sl Time 0357 Tten GE|
=7 & | 2 Tutorial Std034ed - DA Chi (254nm 1 DA Chi (254nm) | i
238 5| W] Tuterial S100020d - 5 al 5 a
Display Settings £ | ] Tutorial Std001 led - i 0
E | 1 Testied - 0.5 l\ C' 0.5 l\ 2
r | 7 PDA_Demo_Data-007... - g
% £ PO Demo_Data-00... - 0.4 S £ 0.4 S %
ety o] emo_Data-| - 0.0 2.5 min 0.0 25 min
6 Layout Property gzz?:zhmigﬁtﬁjgfl - = M _PDA Deme Data-001.lcd PDA Chromatogram E@5 —_— - — E &
] PDA_Demo_Dats-0031.. - mAUGAD)
M-‘ 5 POA_Demo_Data-0021. - | Time  £.808 [inten. e e
] PDA_Demo Dats-0011.. - | IR " Exiracted (150nm) L
Data Processing i) AART 24m zcd - ‘_l
: o] Tesst ged - 0] o
1] Backeround led - |- :
E.'* ™ r B %
Manual Pesk Acquired by SHIMADZ malx10) _
Integration Date Acquired:  1/16/200 S
Version: 1 M
Sample Type: Standard Il
E}l Level # 1
O Sample Name: STD &
View Method Sam;e p ;
Comment LCsolutio or Z7 |
‘ﬁ B [ Guart Bro... 3 Data Browser
MUM
No. Explanation
@ | Displays the [Standard] and [Data Browser] toolbars.
124 Displays the preset cell number. The cell number can be changed by clicking . If the cell fixed function is
enabled, is displayed. Refer to "10.3 Cell Fixed Function" P.292 for details on the cell fixed function.
© | The focus bar is displayed in the currently selected cell.
@ | Displays the content of the data file in the cell.
Place the mouse pointer over the data file name display area to display the sample information.
@ | Clicking this button to expand the cell to the full screen view.
154 When the focus pin is upright and green ( {_), it is linked to other cells.
Refer to "10.4.2 Link Content Between Cells" P.296 for details on linking cells.

él/ NOTE
» Files currently being edited in other windows are [Read Only] and cannot be edited. Close the file in the

other window and open the file again to edit these files.

» The arrangement of cells in the vertical direction is referred to as [Row], and the arrangement of cells in
the horizontal direction is referred to as [Col].

* The maximum number of [Row] and [Col] is 8 each, which means that up to 64 cells can be displayed.
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10.2 Adjust Layouts

10.2 Adjust Layouts

Adjust and re-arrange layouts so that the content of the currently displayed data can be easily compared.

@ note
» Drag the boarder of the [Data Browser] cell with the mouse to resize the cell. The size of [Data Browser] is
automatically determined so that it is split into equal lengths according to the number of displayed cells.

» Use the cell connect function to partially create larger cells. Refer to "10.2.3 Connect Cells" P.291 for
details on connecting cells.

10.2.1 Adjust Display Layouts

This section describes how to adjust the layout of display cells.

1 Click the (Layout Property) icon on the [Data Browser] assistant bar.

@ note

The [Property] sub-window can also be opened by clicking [Property] on the [Layout] menu of the
[Data Browser] window.

Select the [Style] tab, set the number of rows and columns of the cell to display, and 10
click [OK].
In this example, set [Row] and [Col] at [Cell Created] to “4” and “2”, respectively.

Property ==

Style | Cell Fixed [ Font [ Print |

Cell Created
Row: |4 x Col: 2
[C] Scroll Mode

O H Cancel H Help
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I 10 Data Browser

A4 X 2 grid of cells is displayed.

1 - System A - Default Project - [Data Browser - Untitled]
g@flle Edit View Method Process Layout Tools Windew Help E“E‘Iz‘
Led &L EO=4 " f el ] L L R | 3 S AL
==l SE
| Iain ™ |@ | |r_'? | [ PDA_Demo_Data-001.lcd PDA Chrematogram L [ PDA_Demo_Data-001.Icd PDA. Chromatogram L
Data Browser
~ " Filtering Condition;
£
w [E
Open Data Files Z | File Name -
1] Datal lod
= Iﬂ Datal zcd 3 B PDA_Deme_Data-001.lcd PDA Chrematogram L | *** Chromatogram Cell = g
.:;‘ | ] Data e
= _ 0 | ] Dema_Data-001 jed
Bt || = | [ Deme Data-0021cd
5 | b Dema_Data-003 led
2 | 1] Demo_Data-007 led

o]
L |18 Dema_Data-006ed
Layout Property M Demo_Data-005 led B *** Chromatogram Cell === 4| B 7 Chrematogram Cell = 3
1] Dema_Data-004 lod
@ Tutorial_Unk002 ged
M"' M Tutarial_Unk001 ged
S o 1] Tutarial Std009 ecd
Parameters 1] Tutarial 5td008 gcd
[l Tustewial S4AMNT e
4

B " Chromatagram Call = | *** Chromatogram Cell =
m Acquired by P &
Manual Pealc paeiza el
Integration Wersion:
Sample Type:
Level #
Efg‘ Sample Name:
View Method 22"‘"'“ ;{D' |
— e @ Data Browser
NUM SCRL

@ note

» Select [Scroll Mode] in the [Style] tab to display additional cells using the scroll bars. For example,
when [Row] and [Col] at [Cell Displayed] are set to “3” and “2”, respectively, a 3 X 2 grid of cells is
displayed in the sub-window and the remaining cells are displayed by scrolling with the scroll
bars.

» To delete rows or columns, either right-click a cell in the row or column to be deleted, select

[Adjust Layout], and click [Delete Row] or [Delete Column], or click =% (Delete Row) or |4
(Delete Column) on the toolbar. Select the cell and click [Delete Cell] from the [Edit] menu to
delete a single cell.

» Select [Save Layout File As] on the [Layout] menu to save cell layouts or the display information
of data loaded to each cell. This data can be saved as layout files (file extension *.lyt).
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10.2 Adjust Layouts

10.2.2 Change the Contents of Cells

The contents displayed in cells in the [Data Browser] window can be changed.
This section describes how to change the cell content from [LC Chromatogram] to [Sample Information].

Click the desired cell.
The focus bar is displayed.

Q Browser (Instrumentl - System Administrator) - Default Project - [Data Browser - Untitled] [F=n EOR <=
%@EME Edit View Method Process Layout Tools Window Help - (& %
IDoB ek B(O=d 2 ] ) L W [ B [ B AL B
] =lxl
- 8 M@ PDA_Demo_Data-001.lcd PD& Chromatogram [ PDA_Demo_Data-001.lcd PDA Chromatogram
[ wain Ll WERER L4 L3 3
Data Browser MAL (10} mAU(x10}
0, 0.743] 18, 5.753]
~ , | Fiering Condion. D:}EE&MM&&AM 4 ﬂwﬁ&&m |
w [ v et
T |me z 4?? 1;.161 |me te 0.077]
PSR | £ [ g NESI Wi | [ 20 OOl
— T T
EDatﬂ led 0.0 S ‘ min 00 min
J S BDatﬂ £cd L = PDA_Demo_Data-001.lcd PD& Chromatogram L | ** Chromatogram Cell *= i
i::; & | = Datal led i mae)
4 & | Demo Data-00ied || 003} ) i 20 ;ﬁ 0.21g] %
PEEE Y | & | i Demo Deta-0021cq -
= . mAL(x10)
5 | 1 Demo_Data-002 Jed i 41 Tme 3599 foie 707
‘% & | 7| Demo_Data-007 Jod 0.0-1P24 Ch (254 m&\ }\ |
| 15 Demo Data-008.ed 0.0
Layout Property 1] Demo_Data=005 led | = Chromatogram Cell = 4#| O " Chromatagram Cell &
7] Dema_Data-004 led
2 Click (Sample Information) on the toolbar.
Q Browser (Instrument] - System Administrator) - Default Project - [Data Browser - Untitled] =2 Eoh ==
- ||&]| %

%@EHE Edit View Method Process Layout Tools Window Help

D38| <680k 2 S ORI E TR EY
SE =l x|
Main Ll IJ_E |;—'| } M PDA_Demo_Data-001.lcd PD4 Chroematogram £ M@ PDA_Demo_Data-001.lcd PDA Chrematogram £
Data Browser mu(xm] mAU(x1D)
S0, 0.743] 815, 5.753
~ . Filtering Condition: DD P OO Pi
w = mAUG] mAUR1
& |ma 2277 . 12161 |me te 0.077]
Open Data Files = | File Hame - 0?'- Chi (252 m&:’\w i | % Uj 254, MJ\ JJ\. | %
el - T
L8 Dt Ied 00 S min 00 min
J E Datal ged L M PDA_Demo_Data-001.lcd PD4 Chroematogram £ [ **Chromategram Cell *=* 22
=T = | HDatatled i maven)
T
L2 0 | ] Demo_Data-001 lod | M“j ﬁ U! &ﬁ 0.318] %
e a
SRl || 5 | L] Demo_Data-002Jcd -
mAUG0)
£ | ] Demo_Data-003Jcd 41 Tine T ETE e R
‘% 2 | ) Demo_Data-007 led 0.0 1PRA Ch1 (24 m&\» i |
= EDemu_Data-UUG.\cd D 0 T 2’5' i i min‘
Layout Property B Demo_Data-005.cd B *** Chromatogram Cell =** B *** Chromatogram Cell *** P
iar] Dema_Data-004 Jod

@ note

The display data can also be changed by right-clicking on the cell, selecting [Change Data Type],
and clicking [Sample Information].
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I 10 Data Browser

The display content of the cell is switched from a chromatogram to the sample information.

1 - System A - Default Project - [Data Browser - Untitled] (S|
E@Eile Edit View Method Process Layout Tools Window Help E“E“z‘
EFIK DEENELRP R LB
=zl =l
‘*: M@ PDA_Demo_Data-001.lcd Sample Information £ [ PDA_Demo_Data-001.lcd PDA Chromategram !-
Data File Hame: PDA_Demo_Data-001.lcd -
Filtering Condition Method File Name: PDA_Method.lcm
w = Acquired by: SHIMADZU E|
T Date Acquired: 1/16/2003 5:23:33 AM
Open Data Files = Sample Name: sTD
ic | File Mame ol Sample ID: 1
1] Datart led =
— Iﬂ Datal god : M@ PDA_Demo_Data-001.lcd PDA Chrematogram £ M ** Chromatogram Cell *** g
=7 | ) Datat e 1
T
_ 'f" . 2| [u] Demo_Data-001 led
Display Settings % | |1 Dema_Data-002 lod
= |
5 | ] Demo_Data-003 led
L) Z | a7 Demo_Diata-007 led )
=
E‘f-‘ (= M Demo_Data-006 .Icd 0.0 25 min
Layout Property @ Demo_Data-005 lcd B ***Chromatogram Cell *** i *** Chromategram Cel *** =&
1] Demo_Data-004 led

@ note

» Click the i:'; (Display Settings) icon on the [Data Browser] assistant bar to set the display mode and

range of each cell.

» Right-click on the source cell and click [Copy Cell] then right-click on the destination cell and click [Paste
Cell] to copy the contents to other cells. This function is handy for displaying the contents of the same
data file in multiple cells.

» To swap the contents of the currently selected cell with the contents of another cell, drag the title (file
name) of the selected cell and drop it on the target cell.

» Right-click on the desired cell and click [Release Data from Cell] to delete the display contents of a cell.
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10.2.3 Connect Cells

Adjacent cells can be connected or disconnected.
This section describes how to connect cells.

Select the cells to connect with the [Ctrl] key held down.

10.2 Adjust Layouts

The focus bar is displayed on the multiple cells.
Q Browser (Instrumentl - System Administrator) - Default Project - [Data Browser - Untitled] [F=n EOR <=
%@EME Edit View Method Process Layout Tools Window Help - (& %
IDoB ek B(O=d 2 f ] i L & B i
SE] zlxl
[ wan m NERES = FDA_Demo_Data-001.1cd PDA Chromatogram @ | O FDA Demo Data-001TIcd FDA Chromztogram 8
Data Browser 4 aMAUGe10) mAU(x10}
: Tir 0.183]
Filtering Condition: 00y % 00l s ] %
2 | JMAUGID | MEUE10)
T Time 1:1 Time te
Open Data Files Z | File Mame - 0_41:- Chi (25 mﬁ qu DA Ch1 (254 mﬂ\w J\qf | %
EDatﬂ led B 0.0 min 00 min
J S BDatﬂ .gcd L a PDA_Demo_Data-001.lcd PD& Chromatogram L - Chromatogram Cell ** i
5 | @ Datal lod mAUD u,
= 4 | 1| Demo_Data-007 Jod i D:j i i &ﬁ %
Bl || 5 | 59 Deme Data-0021cd A
5 | 5 Demo Data-002.cd 141 x T me_ |
1% =2 EDemu_Data-UUT.\cd 000504 Ch1 252 ulkw Dy
= BDemoiData*DDS.\cd oo o ! min
Layout Property 1] Demo_Data=005 led @ = Chromatogram Cell == | B Chromatogram Cell ™ &
1M Nama Mata=NA led
z Right-click on one of the selected cells and click [Connect Cell].
Q Browser (Instrumentl - System Administrator) - Default Project - [Data Browser - Untitled] =2 |ECH <=
- |5 %

Eile Edit View Method Process Layout Teools Window Help

DA« kB O=d 2 ILEEEE R = B i
=l x| zlxl
I Main Ll |L"' h_‘l | Y ‘ M PDA_Demo_Data-001.lcd PDA Chromategram £| M PDA_Demo_Data-001.lcd PD& Chromatogram L
Data Browser . mALG0)
Filtering Cenition: 0 UEWM&M %
2 q | JMAUGKID)
5 Time ten.
Open Data Files. [ 1= ISR, ~ 1 uﬁ:' Ch1 (252 m«lkw Sy | %
= oo i a
|13 Datal Ied ] T35 Lt
| |5 Datal gcd & o Fha Chromatogram Cell &
| 1 Datat led
& | |2 Demo_Data-0m Iod {
Display Settings ;ﬁ lﬁ DemoiData*UU’Z:lcd i 0. Show Background
5 | |1+ Demo_Data-103 lod 1 Copy Cell
‘% 2 l@ Demo_Data—007 lcd 0
| [+ Deme_Data-006 Icd P
Layout Property .@ Demo_Data-005 led A —Q Connect Cells hromatogram Cell = )
The cells are connected.
Q Browser (Instrument] - System Administrator) - Default Project - [Data Browser - Untitled] =2 Eoh ==
%@EHE Edit View Method Process Layout Tools Window Help =S
D3R | <R (EO=EL 2 (]| R ) [ EL G e SR, L
SE =l x|
Main S ERE M FDA_Demo_Data-001 lod PDA Chromalogram @
Data Browser : mal(x10)
~~"JPDA Extracted (150nm) Time. 1842 (Inten. 0.380]
S - L &
Filtering Condition: :? W\ —|
é\' » 0.0 P 2 T Y 1 AN 2k =
- = malidd] _ &
Open Data Files = File Name P D" POA Ch1 (254nm AN ipe 2052 Inlery, 0027 g
- T T T g T T T T T
L8 Dt Ied 00 o's 10 I3 O 35 " 4o S5 in
— E Datal god L M PDA_Demo_Data-001.lcd PD4 Chroematogram £ M **Chromatogram Cell *** 22
= = | HDatatled i mAUGID)
L2 & | i Demo Dats-0tlod | M’j T &ﬁ 7301 %
 Se a2 2
Display Settings = E Demo_Data-002.Jcd 2
5 | 15 Dema Data-003)cd walt
5 emo_Data-003 Jc ‘1 Time 11cm u.u17|
‘% 2 | ) Demo_Data-007 Jed 0.0PD4 Chi (254 J'\ﬂ, By
I dDemu Data-006./cd oo i min
Layout Property \j Demo_Data-008 lcd M ** Chromatogram Cell == L) #+ Chromatogram Cell ** P

@ noTe

When cells are connected, data which is open in secondary cells is closed.
Right-click on the connected cell and click [Disconnect Cell] to disconnect cell connections.

Select cells to be connected so that the shape of the resulting cell is a rectangle.
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10.3 Cell Fixed Function

Use the cell fixed function to efficiently compare different data files. For example, compare the peaks of the

control sample and target sample.
When the cell fixed function is used, the cell numbers are displayed in each cell. The contents of the same
data file is displayed in cells of the same cell number.

=" Reference
"10.4.1 Load a Data File in Multiple Cells" P.293

"10.4.3 Peak Integration on Chromatograms" P.298

10.3.1 Use the Cell Fixed Function

This section describes how to turn the cell fixed function on.

1 Click the (Cell Fixed) icon on the toolbar.

Q Browser (Instrumentl - System Administrator) - Default Project - [Data Browser - Untitled] [r=3Ec ===
%@Eile Edit View Method Process Layout Tools Window Help E“E“z‘
D3R <6 &0 2 | CE R Rz W@ |
x| =zl =l
Wain MRS ERE: D FDA_Dems_Data-001.Jcd PDA Chromalogram §
Data Browser 1 aMAUG0}
PDA Extracted (150nm}) Time. 3.108 Inten. 6.015] &
Filtering Condition: j /\M\
J‘ = 001 b byl Ly b N v | ©
. T 1 4MAUEXT0) &
Open Data Fies. [ {1E=N [P - oﬁ::L Ch1 (254nm o s o TP 3264 hleg, [BE =
[ Dt ke B 00 o's 10 1% 200 25 | 30 s T 4o d5T 7 min
— lﬂ Datal god L M@ PDA_Demo_Data-001.lcd PDA Chrematogram £ M ** Chromatogram Cell *** g
=7 | ) Datat e 1
=4 & | ) Demo_Data-001 lod %
isplay Setti = ad L3
LR || % | Demo_Data-0021cd 2 AN Al
S 1 LMl
5 | ] Demo Data-003led 41 Tire T %ME U_071|
IE% Z | a7 Demo_Diata-007 led PDA Ch1 (254 Jl\d, i
(= lﬂ Demo_Data-006 .Icd D 0 T ' T m\r;
Layout Property @ Dema_Data-005 led [ *** Chromatogram Cell *=* L *** Chromatogram Cell =* P
1u2] Dema_Data-004 led

(Cell Fixed) is selected, and cell number ( ) is displayed in the cell.

(e =]
[=T=l=]

Q Browser {Instrumentl - System Administrator) - Default Project - [Data Browser - Untitled]
é@flle Edit View Method Process Layout Tools Windew Help

D=l Hin| Bl ) 25, F 40 18]

SE
| Main Lh |lﬁ{s |@ |} | [ PDA_Demo_Data-001.lcd PD& Chromategran m L
Data Browser )
. s 1 ﬁé‘nugg;ramn {T50nm}) M\M\ Time, 2583 |Inten 7231|
iltering ition:
w 00 s e il ok kL G e N g
o =z 14'-!1“:‘5"*1‘” =
Open Data Files | IESIN NN B e 1 = ‘ ‘ = AN T@el 4I.T§E\Ilnteq, ; 0. 103
o) Datel o oo os 10 15 200 Ts T he T Es T T en s
_ _— lﬂ Datal ged e [ PDA_Demo_Data-001.lcd PD& Chromatogram L [\ ™ Chromatogram Cell ™ E g
-="¢ & | ] Datat lod
= s 0 | ] Dema_Data-001 jed 7o
Display Settings 3 lﬂ Demo_Data-002 lcd rr\A = 4 CHAN
5 | ] Demo_Data-003 led 1 41 Tme 7T T
'E% & | [+ Demo_Data-007 led 0.01FDA TLJU\ J\ —|
(= lﬂ Dema_Diata-006 lod U 0 m\n
Layout Property |sa] Desmoy_Diata=005 ot B = Chromatogram Cell = B~ Chromatogram Cell ==
1] Demo_Data-004Jed B (o] £

@ note

+ Click the |&3|
» The cell fixed function can also be switched on and off by clicking [Cell Fixed] on the [Edit] menu
in the [Data Browser] window.

(Cell Fixed) icon on the toolbar again, to turn the cell fixed function off.
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10.4 Compare Data

10.4 Compare Data

10.4.1 Load a Data File in Multiple Cells

This section describes how to use the cell fixed function to display the chromatograms and PDA
chromatograms of data files 1 and 2.

1 Determine the layout and cell type.

This example uses a 2 row X 2 column layout to display a chromatogram in the 1st row and a PDA
chromatogram in the 2nd row.

=" Reference
Refer to "10.2.1 Adjust Display Layouts" P.287 for details on changing layouts, and "710.2.2 Change
the Contents of Cells" P.289 for changing cell type.

2 Click the (Cell Fixed) icon on the toolbar.

Q Browser (Instrument] - System Administrator) - Default Project - [Data Browser - Untitled] =2 Eoh ==
%@ File Edit Wiew Method Process Layout Tocls Window Help =S

iDed| <6 (B D=l 2 § ol (| ) [ . R 5 |BR | = B, R L

(Cell Fixed) is selected and cell number ( ) is displayed in the cell display area.

Q Browser (Instrumentl - System Administrator) - Default Project - [Data Browser - Untitled] = EoR |
;@Eile Edit View Method Process Layout Tools Window Help (-
inDad D= ? R e E R R 2SR N B

=l =l
- = B = e e
| Main Ll ‘ By I =] I i | =] Chrematogram Cell G Chromatogram Cell P
Data Browser
~ " Filtering Condition:
" £
W s
Open Data Files = | File Name -
1] Datal Jed
e @ Datal god =
& | 7 Datal lod
| ] Demo_Data-001 Jed L4
 Se =
Display Settincs. [ B VMg O,
5 | | Demo_Data-003.Jed
& | %] Demo Data-007 Jed

L
% ] Demo_Data-0D6 led
Layout Property 17| Dema_Data-006 Jod B = FDA Chromatogram Cell = B " FDA Chromatogram Cell =
1] Demo_Data-004.Jed S A
o] Tustarial_ Unk0D2 ged
] Tutarial_Unk001 ged
1] Tutarial Std009.gcd
o] Tustorial Std00B ged

L Taberial SHANNT aed
] |_| ]

Acquired by
Manual Peak Date.AD.qulred
Integration Version:
Sample Type:
Level #
Sample Name:
Sample 10:

Comment: 5 Data Browser

Data Processing
Parameters

View Method

NUM  SCRL
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3 Click the cell number ([1]) that is to be changed, and set the cell number.
In this example, set the cells in the 1st column to “1” and the cells in the second column to “2”.

E Browser (Instrumentl - System Administrator) - Default Project - [Data Browser - Untitled] [e=]==]
@ Eile Edit View Method Process Layout Teools Window Help BEE

D3P | «k& D= ? ==
SE
| Main m ‘ @ M| = Chromatogram Cell =™ [@ **Chromatogram Cell *= i
Data Browser
~ " Filtering Condition:
_ £
(I | :
Open Data Files z File Mame o
] Datal Jod
i @Datﬂ £od 2]
| = Datal Jed
5
@ | 1 Demo_Data-001 Jed
Display Settings P
¥ SSng B | | Demo_Data-002cd
5 | ] Demo_Data-003 Jed
Elf! & | 1w Demo_Data-007 led
L= — | 1| Demo_Data-008 Jed
Layout Property 17| Demo_Data-006 Jed | ** FDA Chromatogram Cell == | ***PDA Chromatogram Cell ** P
) Demo_Data-004.Jod L
1] Tutarial_Unk0D2 gcd Il Number

o] Tustarial_ Unk0D1 ged
] Tutarial Std009.ecd
1] Tutarial Std008.gcd
(18 Titewial SANNT med
4

Data Processing
Parameters

Cancel

Acquired by
Date Acquired:
Version:
Sample Type:
Level 2
Sample Name:

Sample ID:
View Method CD:‘:;M_

2 @ Data Browser

NUM  SCRL

4 Drag-and-drop data file 1 onto the number 1 chromatogram cell from the [Data Explorer]
sub-window.

[—
Q Browser 1 - System Admini ) - Default Project - [Data Browser - Untitled]
@EME Edit View Method Process Layout Tools Window Help

[ **Chromategram Cell *=* M@ *** Chromategram Cell ==

Filtering Condition:

File Mame

1] Tutorial Std003 led

] Tutorial_Std002 lod

1] Tutarial Std001 led

M Testled

1] PD#_Dema_Data-007 ..
1] PDA_Demo_Data-006 1.,

59 |1ad PDA_Demo_Diata-D05 |
. ] PDA_Demo_Data-0041..
Layout Property i3] PDA Demo_Data-003 1. B **PDA Chromatogram Cell ==

L hon

Open Data Files

Filtering

Display Settings

| Batch Data Set I

| == PDA Chromatogram Cell ==

] BART 24mzcd L
| HART 30m ged

Data Processing

F:jay—arlnlg;.;fs = Ma\kane_ﬂmgcd
[ alk ane AN aed
™|

Acquired by SHIMAL
Manual Peak Date Acquired:  1/16/2|
Integration Wersion: q
Sample Type: Standar
Level # 1
Sample Name: STD
e M Sample |D: 1
View Method s Lot

@ Data Browser

NUM  SCRL
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10.4 Compare Data

The contents of the data file are displayed in the number 1 cells.

rowser (Instrumentl - em Administrater] - Fault Project - [Data Browser - Untitles
Bi it Admini: Default Praj, Data B Untitl
-@ File Edit View Method Process Layout Teools Window Help
ID3d <. a] k] [ B R 57 E
SE
Main Ll i | PDA_Demo_Data-001.Icd Chromatogram £ B ***Chromatogram Cell ==
Data Browser mi/(x10} =
Time  1.860 Inten. 0.040] .
Filtering Condition: Ch1 (254nm)
|  Jovr ot
w E
Open Data Files T | File Name -
1] Tustorial Std002 Jed 107 |
_ | [ Tustorial_Std002Jod
= | 1] Tutorial Stdo01 Jed
mH % 1] Test led Ly
e a
Display Settings B | 1w PDA Demo_Data-007.. 2
5 | | PDA Demo_Data-006).. o]
I% 2 | 1 PDA_Demo_Data-005
| % PDA_Demo_Data-004) . oo e i
Layout Property 1] PDA_Demo Data-003... — @ PDA_Demo_Data-001lcd PDA Chromatogram § | B PDAChromatagram Cell
1] PDA_Demo_Data-002.
_ malx10)
. ] PD#_Demo_Data=001... T e n
L] 15| ARRT 24mecd 1 04P04 Extracted (18001) 3
Data Processing M AART30mecd M
=
Pl ] alkane_24mecd 0.5 e
Lol alk ane ANmed 3
d L3 0.0
ﬁ Acquired by SHIMA 3 )
Manual Peak \[;ate.ﬁoqulred }ﬂ mal 1.04 |]
Integration ERITIE
Sample Type: Standar 0.54 ~
Level # 1 %
ﬁl Sample Name: STD 0.0+ $ d
- Sample ID: 1 i Z= =
= - ‘Comment: LCsolut '@ Dats Browser
NUM  SCRL

5 Drag-and-drop data file 2 onto the number 2 chromatogram cell from the [Data Explorer]
sub-window.

Q Browser (Instrumentl - System Administrator) - Default Project - [Data Browser - Untitled]
@ Eile Edit View Method Process Layout Teools Window Help

D=
=l

| Lain Lo ‘1@3 ||;| |J§ | B PDA_Demo_Data-007.Icd Chromatogram
Data Browser mv (10}

Time 0121 Tinten -0.001] .
Filtering Condition: Ch1 (254nm)
=

I EL L A

| ** Chromatogram Cell **

Filtering

File Mame

] Tutorial Std003 Jod
1] Tustarial Std002led
1] Tutorial Std001 Jed
] Test led

] PDA_Dema_Data-007....
1] PDA_Demo_Data-006.
] PD#_Demo_Data-005...
] PDA_Dema_Data-004....
= n

= 4

Display Settings

L

I Batch Data Set I

A_Demo_Data-001.lcd PDA Chromategra

Layout Property L=1aT Mt nno | [ **PDA Chromatogram Cell *=*
=] PUA_Demo_Dsta-U01] e L =
5 3 I o
L] AART 24m ged P04 Extracted (180ni) =
] AART B0m ecd L u
Data Processing 0
T E] alkane 24mgcd 0.5
L alkane Ameed S
4 ¢ 0.0 atoblolul ol
mAU (e 0)
eyl SHIMAI Time 2055 ten 0028 .
Manual Peak Date Acquired: 1/16/20 h1 (254nm |j
Integration Version: 1
Sample Type: Standar 05 >
Level # 2 %
Sample Name: STD 0.0+ T |
Sample ID: 2 0.0 25 min
i Hrthnd Comment LCeolut

@ Data Browser

NUM  SCRL
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/

The contents of the data file are displayed in the number 2 cells.

=lEE=
[[=x]

3 Browser (1 tl - System A
%@EHE Edit View Method Process Layout Tools Window Help

) - Default Project - [Data Browser - Untitled]

I03H | <@ (7O BEEER R, B e
==l x|
Main Lk IE& j M@ PDA_Demo_Data-001.lcd Chromategram £ [ PDA_Demo_Data-002.Icd Chrematogram !-
Data Browser m\ix10) miv(x10)
Time 4882 Inten. 0.015 Time 0.507 .Inten 0.005]
~ " Filtering Condition: is Ch1 (254nm}) B 20] Ch1 (254nm} i
w = = .
]
Open Data Files = | File Name -
1] Tutorial_Std003 led 1.0 [l 20 (W]
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10.4.2 Link Content Between Cells

An upright focus pin ( g ) indicates that the cell is linked to other cells.

For example, if the [PDA Chromatogram] and [PDA Spectrum] cell are linked and the chromatogram is
double-clicked, the displayed spectrum in the [PDA Spectrum] cell is updated.

This section describes how to link the [PDA Spectrum] cell display with the [PDA Chromatogram] cell.

Ensure that the focus pin is upright ( $.) on the [PDA Chromatogram] and [PDA
Spectrum] cells.

If the focus pin is down ( & ), click A to change it to the upright state ( & )-

€3 Browser { tl - System A ) - Default Project - [Data Browser - Untitled] (E=3Eo8 (5
{iJ File Edit View Method Process Layout Tocls Window Help [=]=][x]
iDA3H «L(E0O=H ? AN R =S =R T T Y
=l ==l
| o] L |% I |} ‘ O PDA_Demo_Data-00Z.icd PDA Chromatogram @ O PDA_Demo_Data-00Z.Icd PDA Spectrum (":
Diata Browser £ gMAUX001)
X - = ‘Wavelength mAU o
~ Filtering Condition J T
(VA | & B
- _ x 2 2.5
Open Data Files i | File Name - ||
|1 Tutor al_Std002 Ied et ) TN N |
| |1 Tutorial Stdd01 Jed U (x10) 0
& | ] Testied ) : o
Doty o < | 1] PDA_Demo_Data-007.. ok | :
seba || 5 | 123 PDA Demo Data-006). o - P -
£ | [ PR Dema_Data-D05 .
[ B | [ PDA_Demo_Data-004) . AN g <0
g | ﬁPDA,Damn,Data'Dﬂﬁ‘ 00 "5 min e sdo "om
Layout Property ] PDA_Demo_Data-002L. B = PDA Chromatogram Cell **= B B *= PDA Chromatogram Cell == >
|19 PDA_Demo_Data-001 . £ £
o] AART_ 2mecd L
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2 Double-click the desired time position in the [PDA Chromatogram] cell.

10.4 Compare Data

Q Browser (Instrumentl - System Administrator) - Default Project - [Data Browser - Untitled]
é@ File Edit View Method Process Layout Tools Window Help

D23d | «6 |50z ?

=R 0w (B

[F= o
BEIE

Display Settings

L

Layout Property

=l =l
| main wo By |5 & |
Data Browser
~ " Filtering Condition:
Open Data Files = Fila Name ~

_|

1] Tustarial Std002ed

1] Tutorial Std001 Jed

] Test led

] PDA_Dema_Data-007....

1] PDA_Demo_Data-006.

] PD#_Demo_Data-005...

] PDA_Dema_Data-004....

1] PDA_Demo_Data-003.

(] PDA_Demo_Data-002.
1 PDA_Demo_Data-0011. | |

| Batch Data Set |

he spectrum at that time is displayed in the [PDA Spectrum] cell.

B PDA_Demo_Data-002 Icd PDACnrcmﬂtcgram !‘ = PDA_Demo_Data-002 Ilcd PDA Spectrum Q.
mAUG10) < QTAUGO.01)
20 Time 2155 [nten. 0.2250 . S0 Wavelength 784042 mAD  0.000] .
PO Extracted (19 j. = 0.0001.00
ad 2.4
% ]
0
-
]
2
1.04 }\
WiV g
= Ft—t f T 5.0 T T T
0.0 25 min 250 500 nm
@ ™ PDA Chromatogram Cell ™ g | ** PDA Chromatogram Cell ** i

{5 Browser {Instrumentl - System Administrator) - Default Project - [Data Browser - Untitled]
I File Edit View Method Process Layout Tools Window Help

we !

===
[==]lx]

Layout Property

@ note

| PDA_Demo_Data-003 1
s PDA_Demo_Data-002)..
| PDA_Demo_Data-007 1

N AART M and

i3 H| =@ = ? £ [ ] fa] (8] EL b SHE, R ML
x| =l
| Main —I m |p{‘5 I @ I } | [ PDA_Demc_Data-002.lcd PDA Chromategram !‘ [ POA_Demo_Data-002 Icd PDA Spectrum £
Data Browser m mAU(x10)
2.0] £ Wavelength mal
~ " Filtering Conditicn: 0z Dr" 1”00“ : i
i £
(VI | : o]
Open Data Files = File Name ~
1] Tutorial_Std002led 0.0 104 m
_ | |4 Tutorial Std001 Jed m
=1 o | 1] Testled
© 3
L & | 2P0 Demo_Data-007 .. 2e 0]
LB || ® | L PDA Demo_Dsta-0061 1o 2
5 | 1) FDA Dema_Data-005).. o)
|% & | 1+ PDA_Demo_Data-004... 5 T
= 0.0 25 min 250 500 '

@ *** PDA Chromatogram Cell ***

| ***PDA Chromatogram Cell ***

» Depending on the type of cell, the display may be altered to display other information.
» The default state of the focus pin in the cell is upright.
» Click an upright focus pin to disable cell links.
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I 10 Data Browser

10.4.3 Peak Integration on Chromatograms
This section describes how to perform peak integration on [PDA Chromatogram] in the [Data Browser]
window.

B Perform Peak Integration

1 Open the [PDA Chromatogram] to be integrated.

1 - System A - Default Project - [Data Browser - Untitled]

Eile Edit View Method Process Layout Tools Window Help EEE
i0DAH «@|&0O=L ([ ] L R 7 | | = S 2 M, 1
Izl zlxl
[ win w |m = @& ] B PDA_Demo_Data-001.Icd FDA Chromsiogran [ §,
Data Browser

. Filtering Condition:
|~

Open Data Files

Filtering

File Mame

1] Tustorial_Std004 led
o] Tutorial_Std002cd

& Tutor ial Std002 lcd

] Tustor ial_Std00 Jod
@Test.lcd

|15 PDA_Demo_Data-007..
] PDA_Demo_Data-006.
1] PDA_Demo_Data-005 |

B

Display Settings

| Batch Data Set I

Layout Property 2] PDA_Demo_Data-004 | —han ST i M SR BN & 2 S
M FDA_Demo_Data-003 1 PDA Ch1 (254nm)] Time  5.004 nten 0341 .
1] PDA_Demo_Date-002... | 12 “

2 Click [PDA Data Processing Parameters] on the [Method] menu.

@ Browser 1 - System Admini: - Default Project - [Data Browser - Untitled]

i File Edit View |Method| Process Layout Tools Window Help

i D3| &0 Data Processing Parameters... ‘E R R =l ==, £ 4y “*l
___|

PDA Data Processing Parameters...
HENE—— 2 T 1

5

3 Click the [Integration] tab, set each of the integration parameters, and click [OK].

Data Processing Parameters E
‘ Multi Chrom ‘ Integration ‘Performance | UV Spectrum | Library | Purity |
[Channa\: [Exwa(hed Chromatogram ‘] } 1
Widths 5 sec Copy to all Channels
Slope: 1000 ulfmin J 2
Drift: [} v fmin Jh
- Program
T.DBL: 1000 min

Min. Area/Height: 1000 counts Noise Drift Calculation. ..
Calculated by: @ Area © Height

Register Spectrum to Table

I OK I [ Cancel ] [ Help

7 Select the channel to be integrated. In this example, select [Extracted Chromatogram].
2 Change the [Slope] setting to “1000”.

IZ° Reference
Refer to the Data Acquisition & Processing Theory Guide for details on each of the parameters.
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10.4 Compare Data

@ note

If automatic peak integration is not successful, try manual peak integration. Right-click on the PDA
chromatogram and click [Manual Integration Bar] to display the [Manual Integration Bar]. The
[Manual Integration Bar] cannot be displayed if an overlaid PDA chromatogram is displayed. Select
[Stack] or [Single] to display the [Manual Integration Bar]. Refer to Help for details on the [Manual
Integration Bar]

Peak integration is performed on the extracted chromatogram and the results are displayed.
The baseline and peak top comment are displayed on the PDA chromatogram.

Q Browser (Instrumentl - System Administrator) - Default Project - [Data Browser - Untitled] = EoR |
E@ File Edit View Method Process Layout Tools Window Help (-
D38| <L |[EDO=H WEEEER PR 5 E N NE
SE ==l
| Main Ll ‘@3 II__‘.| I} | o PDA_Deme_Data-001 lcd PDA Chromatogram EY
Data Browser mal (10}
F0A Extracted (190nm) Time 0.930 Infen. 0.325[ .
~ " Filtering Condition: 125 -
% =4
(Y | :
Open Data Files [l 110 IR - Ly
1] Tustarial Std004.Jed
_ | ] Tutorial Std00Zod s
=1 o | ] Tutorial Std002.ed
5 E
-'f} 0| ] Tutorisl Std001 Jed 0.50]
Display Settings B | 8 Testled
[=]
£ | = PDA_Demo_Data-007... e
[ & | ] PDA_Demo_Data-008...
| [+ PD_Dema_Data-005.) 0.00
Layout Property ] FDA_Demo Data-004... | L)
] PDA_Dema_Data-D03.... P4 ChT (254nm Time nten. -
] PDA_Demo_Data-0021.. &
n 1% PD# Dermo Data-0011..
Data Processing B AART 24m ged T
2
Parameters o] AART 30m ged
L alk ane dmeed i |
< [ ’ L
E"Q Boquired by SHIMAI
Manual Peak Date.ﬁnqulred 11672
Integration Version: 1 L
Sample Type: Standar
Level # 1 o %
E;I Sample Name:  STD i :
Sample ID: 1 il 45 mn
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I 10 Data Browser

H Examine the Peak Integration Results
The results of peak integration can be examined in the [PDA Peak Table] cell.

This section describes how to change the displayed cell to the [PDA Peak Table] cell to examine the peak
integration results of the extracted PDA chromatogram.

1 Select the cell to be changed to the [PDA Peak Table] and click (PDA Peak Table) on
the toolbar.

Click the cell to display the focus bar in that cell. Click (PDA Peak Table) on the toolbar to change
the cell to the [PDA Peak Table] cell.

DB <L RO=4H - e
x| =l
| Wain ™ ||§;3 | |d§_ | B PDA_Demo_Data-001 lcd POA Cromatcoram (] §
Drata Browser
FDA Extracted (150nm) Time  2.737 Inten 2550 -
Filtering Condition: -
sl
o £ 5
B -
Open Data Files [ IE=S ISR a
] Tuterial_Std004 led il ool ) T
| |1 Tutorial_Std003 led mAMKIO,
o | 1] Tutorial_Std002ed FDA Ch1 (Z54nm) Time Tnten A
o y 1.0
o & | 1] Tutarial 514001 Jed (@
Jisplay Settings =
& i MTast led 0.5 i
£ | 3 PDA_Dema_Data-007 .
= & | ] PDA_Dema_Data-006 1. 0.9 L M T
L5 | 3 PDA_Demo_Data-0051 0.0 0 10 1's 20 25 30 3s £0 5 mn
Layout Property 1] PD#_Dema_Data-004 .. (T ) ~ Chromatogram Cell ==
1] PD A _Deme_Data-003 ..

m

|1 PDA_Demo_Data-D021
] PDA_Demo_Data-001 1.,

Data Processing 1] AART 24mgcd
Parameters | HART 30m ged
1l alkeane Fdmard ad
< [ b
Acquired by SHIMAI
Manual Peak DzpiErrmeh ]
Integration Version: 1
Sample Type: Standar
Level # i
Sample Name: STD
Sample 1D: 1
View Method CO"‘""M .
e e @ Data Browser

NUM SCRL
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10.4 Compare Data

Click the cell number and select the cell number in the [Select Cell Number] sub-
window.

If the cell number is not displayed, refer to "10.3.1 Use the Cell Fixed Function" P.292 to turn the cell fixed
function off.

Q Browser (Instrumentl - System Administrator) - Default Project - [Data Browser - Untitled] EEE=]
@Eile Edit View Method Process Layout Tools Window Help E“E“z‘
D3d| &R 2l ? ILEREGRE Rz

x| ==l

| ain L |u.33 |E‘| |ﬁ ‘ o PDA_Demo_Data-001 lcd PDA Chromatogram 8

Data Browser mAUx10)
FDA Exiracted (190nm) Tme, 2751 Inten. TEET] o
Filtering Condition: - -
~
A | : e L
i -
Open Data Files: {1 HE=N IFSRRSNN ~ 0.5
1] Tutarial Std00d led 0.0 dneiresbe ol ool
| |3 Tutorial Std002cd mAU10)
5 | 12 Tutorial Std002cd PRI Time 825 nten. L]
el o | 1 Tutorial St007 Jed g @
Display Settings £ | [ Testled n
o 0.5+
£ | 9 PDA_Demo_Data-007)..
32 | |»5 PDA_Demo_Data-006).. o Ay e ¥
| ] PDA_Demo_Data-005] i) 0 1 1 20 25 30 35 ) i
Layout Property |17 PDA_Demo_Data—0041.. | B~ PDA Peak Table Cell = )
|19 PDA_Demo_Data-003 ..
1] PDA_Demo_Data-0021.. | =
|17 PDA_Dema_Data—007 ..
. |1 AART 24mgcd |
Daéi,g’;:fi‘"g i) ABRT 30m ged
1M alk ane Wmeed e
< [ r
Acquired by SHIMAI
Manual Peak Da'le.Aoqmred. 141672
Integration Version: i)
Sample Type: Standar
Level # il
Sample Name: STD
Sample 1D 1

3 Click the [Extracted] tab.
The peak integration results of the extracted PDA chromatogram are displayed.

g Browser (Instrumentl - System Administrator) - Default Praject - [Data Browser - Untitled] ===
S} File Edit View Method Process Layout Tools Window Help == [x]
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Data Browser MAUX10)
PDA Exiracted (190nm) Tme  3.789 .Inten. 1.509 -
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@ noTe

The peak integration results of chromatograms are displayed in the [Peak Table] cell.
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I 10 Data Browser

H Link Cells to Check Peak Integration Results

This section describes how to link the [PDA Chromatogram], [PDA Peak Table] and [PDA Spectrum] cells
to check peak integration results.

Position the [PDA Chromatogram], [PDA Peak Table] and [PDA Spectrum] cells as
follows.

3" Reference
Refer to "10.2 Adjust Layouts" P.287 for details.

1 - System Admini - Default Project - [Data Browser - Untitled]
g@ Eile Edit ¥iew Method Process Layout Tools Window Help BEE
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10.4 Compare Data

Ensure that the focus pins of the cells are in the upright ( &.) position.

If the focus pin is down ( P ), click A to change it to the upright state ( & ).

File Edit View Method Process Layout Tools Window Help

Q Browser (Instrumentl - System Administrator) - Default Project - [Data Browser - Untitled]
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Level # 1
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3 Click the [PDA Chromatogram] cell.

The focus bar is displayed on the [PDA Chromatogram] cell.

File Edit View

Method Process Layout Tools Window Help

Q Browser (Instrument] - System Administrator) - Default Project - [Data Browser - Untitled]

O3H | <6 L ]| ] 0 EL G L
=l x| == [
Wain S ERE It PDA_Demo_Data-001.Icd PLA Chromatogram
Data Browser mAU(x10)
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~ . Filtering Condition: 104 a
w 1= L.
E
Open Data Files = | File Name - 0.5+ =
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Layout Property E] Tutarial Std001 ged PDA_Demo_Data-00" PDA Spectrum
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Click [PDA Data Processing Parameters] on the [Method] menu.

Q Browser (System Administrator) - [Data Browser - Untitled]

File Edit View

MethodiErocess Layout Tools Window Help

D3| <[

il EL W 52

EEN

| PDA Data Processing Parameters.., !I
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I 10 Data Browser

Enter the parameters in the [Data Processing Parameters] sub-window, and click [OK].

Peak integration is performed when [OK] is clicked, even if no changes were made in the [Data
Processing Parameters] sub-window.

Data Processing Parameters E

Multi Chrom ‘ Integration ‘Performance | UV Spectrum | Library | Purity |

Channel: [Exwached Chromatogram ‘]

Width: 5 sec Copy to all Channels

Slope: 1000 uV/min

Drift: ] v min Jh
Program

T.DBL: 1000 min

Min. Area/Height: 1000 counts Noise Drift Calculation. ..
Calculated by: @ Area © Height

Register Spectrum to Table

I OK I [ Cancel ] [ Help

After peak integration, click a row on [PDA Peak Table].
The information for that peak is displayed in the [PDA Chromatogram] and [PDA Spectrum] cells.

1 - System Admini: - Default Project - [Data Browser - Untitled]
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10.5 Print a Browser Report

10.5 Print a Browser Report

The [Data Browser] window has functions for printing all of the cells or only selected cells. Size, color and
other information in the chromatogram and spectrum cells also are reflected in the printout.

10.5.1 Print All of the Cells

An image of all of the cells currently displayed in the [Data Browser] window can be printed.

This section describes how to print all of the cells.

1 Select [Print Image for All Cells] on the [File] menu, and click [Print].

@ Browser (Instrumentl - System Administrator) - Default Project - [Data Browser - Untitled] =2 |ECH <=
é@ File| Edit View Method Process Layout Tools Window Help - (& %
(]  LesdDatatoCell. Hin| Bl ) o* S, ok oy
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zlxl
Close Data File M PDA_Demo_Data-001.lcd PD4 Chromatogram g-
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Dats File Properties.. 1o PDA Extractgd (190nm) Tme  1.281 Inten 0281 .
@y Print Setup...
Print Data Report for Selected Cell  + - — LR @)
Print Image for All Cells . Print Ctrl+P |] s tblale sl aeli i b panl E‘
r——— v T v Uix10)
1 DtBrwsPrevious.lyt ﬂ DA Chi (2genm Time 1.283 Inten 0.029 .
- |G Preview..
Exit Alt+F4 N
- c =4 Edit Format...
& | | Tutorial Std005.£cd o
5 | |1 Tutarial Stdind god E | : j @l

An image of all of the cells is printed in the preset report layout locations.

==== Shimadzu LabScluticns Browser Report ====

=55 Semaazen PR Sems Sea s
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I 10 Data Browser

10.5.2 Print Selected Cells

An image of the cells currently selected in the [Data Browser] window can be printed.

This section describes how to print the [PDA Chromatogram] cell.

1

Right-click on the desired cell, select [Print Graph], and click [Print].

E Browser 1 - System Admini: } - Default Project - [Data Browser - Untitled]
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D3|« & |E D=l 2 { [ ) L G | B | 2 S IR 40 I (BB

SE] zlxl
| Main m ‘@ I I d} | M PDA_Demo_Data-001.lcd PD& Chromatogram L
Data Browser
Etracted (1G0nm:
~ " Filtering Condition: Unde Zoom
w" £
= 5
Open Data Files Z | File Name - Initialize Zoom
M Tutorial S5td009ged Base Shift
e il ﬁ:‘"w!a:gt:ggsgcj Register Extracted Chromatogram to Table
- o | ] Tuttorial St B
[ 13 2 MTulunal Std00Gecd PDA Multi Chrematogram Table... 1138 nten 0077 .
v Settine m o
Display Settings Ed @TutorlalﬁthDSgcd Manual Integration Bar L]
5 | s Tutorial Std004 god Show Background -
Eg & | ] Tutorial Std003 ecd E Com Call
- — | 1] Tutorial Std002gcd Copy Cel %
Layout Property ﬁmmrim_smnm ged Paste Cell T —
L] Tutorial_Unk002.cd - o Cells
- M PDA_Demo_| Connect Cells ta-001.lcd PDA Spectrum
1] Tustarial_ UnkD1 Jed . &
. Disconnect Cells
1] Tutorial Std009 Jed Poakd i i, [
- 15 Tutorial Std008.Jcd i Adjust Layout ’ "Ug"‘ 196058 mAU 0205 .
3 P 19 .
Parameters \BT"“W!EI—SMDDNN 2 Close Data File
1] Tutorial Std006 led
] Tutorial Std005.led i z Change Data Type »
m-‘* 4‘D oo b Display Settings.., a
Manual Peak Acquired by SHIMAI i Copy
TELRILD Date Acquired:  1/16/2! Graph Properties.
Version: 1 i [ (-
Sample Type: Standar 7 L Print Graph u Brint | -
T T
Level # 1 2 2575 | 68566 | [ DM DTS et &
Samnle Name: ST 2 7ans | EREECTRIRS Preview... =

@ note

The right-click menu changes to [Print Table] or [Print Sample Information] when the cell content is a
table or sample information, respectively.

The image of the selected cell is printed.

=== Shimadzu LabScluticns Browser Report ====

e

e

e
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Data Comparison

This chapter describes how to overlay multiple data overlaid and perform calculations in the [Data
Comparison] window. Up to 16 chromatograms can be overlaid in the [Data Comparison] window for
comparison.

Comparison calculations can be performed for the data of any currently specified chromatograms.

11.1 Open the [Data Comparison] Window

This section describes how to overlay the chromatograms of selected data in the [Data Comparison]
window.

1 Click the ﬁ (Data Comparison) icon on the assistant bar in the [Postrun Analysis]
program.

Calibration
Curve
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I 11 Data Comparison

11.2 [Data Comparison] Window Description

This section describes how to view and use the [Data Comparison] window.

@ Toolbar (2]

[ Postrun [inalysis (nstrumentl. - System Administrator) - Default Praject - [Data Comparison] [ ==
iE)File Vilw Process Tools Window Help _ =[x
EIFREEEEE EINTrErT )

SET ==l
[ Main w (B B |5

Comparison

emo_Data-002cd Detector A:254nm )J

1+~ s ! 9
Tie 5260 TEen z:squ

T y 1
5.0 75 min

Filtening Conartion:

Filtering

File Name
1] Data2 led
1] Datal Jed
x| Data’ ged H
1] Datal Jed e
o] Detho_Data-001 5000 1
1] Demo_Data-002)
1] Deto_Data-D03 )
1] Demo_Data-007 ) B
ian) Demo_Data-006 Ly B
15| Demo_Data-006 1 oo o' =n o =

1u7) Demo_Data-004 I

ey :jTutunal_UnkUU?g eak Table 0-28 - Demo_Data-001led

12| Tuttorial_Unk001 ¢ Peakii| Ret. Time Area Height Mark Conc. Ur
1] Tutorial Std009 & 2636 74603 13172
12| Tuttorisl_StdD08 2 3216 85235 15409 1.002 [ ma/L
1] Turtorial Std007 &1 3.926 54141 11482 } mg/L 9

4613 57964 13392 00
due| Tutorial Std006e =
*‘d\i\ = 'g Total 271342 53435 3.003

Acquired by
Date Acquired:
Version:

uv
[Datal:Demo Data-001.lcd Detector A:254ni Time 9257 Inten N
a2.0emo_Data-UU2.1cd Detgcior &.252nm

| BatchDaaset |

Sample Type;
Level #
Sample Name:

Sample ID L[+ |\ Detector A - Ch1 (254nm / [N i ! '

e

Explanation

Displays the [Standard] and [Data Comparison] toolbars.

o 0|F

Displays the information for the displayed data file.
Right-click on the data file information and click [Close] to close the data file.

© | Use these buttons to expand, reduce or moves a selected chromatogram to the top, bottom, left or right.

+ To move a chromatogram up/down or left/right, click }f (Move Up/Down) or & (Move Left/Right) and
drag the chromatogram to the move destination position.

+ Click ¥ (Base Point) to expand or reduce a chromatogram and the click the position of the base point on

the chromatogram to determine that point. Next, click ¥ (Zoom Up/Down) or +=+ (Zoom Left/Right), and
drag the chromatogram to the expand/reduce destination point. The chromatogram is expanded or reduced
to that point.

@ | Displays the chromatogram of the open data file as [Full Chromatogram] or [Zoomed Chromatogram]. Three
view methods are available, [Overlay], [Stack] and [Base Shift].

@ | Displays the Peak Table of the selected chromatogram.

@ | Displays calculation formulas for operations performed between the data of selected chromatograms.

@ noTE
» Right-click on the chromatogram and select [Base Shift] to shift the displayed chromatograms by an equal
interval.
» Right-click on the chromatogram and select [Copy] to paste the chromatograms into other applications as
image files.
» Select [Close] on the [File] menu, then select [All Data] to close all of the open data.
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11.3 Overlay Multiple Data

11.3 Overlay Multiple Data

This section describes how to display the chromatograms of selected data overlaid in the [Data
Comparison] window.

Select the data file to overlay in the [Data Explorer] sub-window, and drag-and-drop that
file onto the [Data Comparison] window.

@ Postrun Analysis {Instrument] - System Administrator) - Default Project - [Data Comparison] =2 Eoh ==
%gfils View Process Tools Window Help -7 *
i CEFE E
zlxl
Filtering Condition B
£ —\)
I cum} Time |0.395 Tten n‘ %
& (AL & = : : : : : y : : : | &
@Data? led 0.0 1.0 20 30 4.0 5.0 6.0 7.0 8.0 s.0 min
E | [w] Datal led uv
@Dahﬂ £ed £ Time 6965 Iiten 0 -
] =

p

25000

Print Graph Image

[ Batch Data Set

fu Do ] d %‘
1] Demo_Data-006 Jed | g ! g ! ! ! ! ! ! [E]
|12 Diemo_Data-005 led o 1.0 z0 30 40 50 8.0 7.0 a0 80 min

1] Dema_Data-004 lod
Close All Data |15 Tutorial UnkD02 ged
1] Tutorial_ Unk0O1 ged Peakii| Ret. Time Aea | Height | Mark Conc. Unit
1] Tutarial Std009 ecd

1] Tutarial 5td008 gcd

1] Tutorial Std007 ged

| Tutorial Std006ecd  ~
1 [ 3
Acquired by

Date Acquired:

Wersion

Peak Table

Sample Type:
Level #
Sample Name:

Sample 1D: III'\_/ ‘ 4 1 »

Comment

1 g Diata Compar. J

NUM  SCRL

The chromatogram and Peak Table of the data files are displayed in the [Data Comparison] window.

@ note

» A sub-window opens for channel selection when displaying a data file obtained by data
acquisition on multiple channels. Select the checkbox of the channel to display.

« Data files obtained by a PDA detector cannot be displayed overlaid in the [Data Comparison]
window.
To display in the [Data Comparison] window, select [Export Data] on the [File] menu in the [PDA
Data Analysis] window, click [Export Chromatogram to Data File] and extract the multi
chromatogram.

+ Click the (Stack) icon on the [Comparison] assistant bar to display chromatograms in a
stacked format.

Operators Guide 309
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11.4 Perform Calculations on Chromatograms

Specify any displayed chromatograms to perform arithmetic calculations (addition/subtraction/
multiplication/division) on the data.

This section describes how to perform arithmetic operations on 2 chromatograms.

1 Right-click on [Chromatogram View], and click [Show/Hide Data].

@ Postrun Analysis tl - System Admini '} - Default Project - [Data Comparison] ===
Eﬂ File Miew Process Tools Window Help EE‘E‘
= 1) 12 = i
2 <k BO=4 7 iBloZ ki |xR
SE ==l
[ wain N ERER Operate :
Comparison Datal:Demo_Data-001.Jcd DeleclurA] Data2:Demo_Data-002)cd Detector A:| Data3:Demo_Data-003 lcd Detector A
Filtering Condition: [ Caloulats - tte s
w
£
&
i | File Mame il
] Data2led =
— | 2] Datal Jed )
= u\
I (| Datal ecd TS000{0ata1 Dero_Data-001.1c3 Detector AZ5dnm Time 0748 Tten. q .
o \ﬂDatﬂ Jed Diata2:Derho_Data-002.Icd Defector A:254nm
@ | L5 Demo Data-001 Jed soo00 Dala&.Demc_Data—DCZ.I‘:d’IDeteﬁ(crA.254nmj D
8 | 5
£ | 1w Demo_Data-002lcd f
& | ] Demo_Data-003Jcd 25000
| [ Demo_Data-007Jed Re o %
] Demo_Data-006.cd Initialize Zaom ]
- 0 60 70 80 90 min
@DemoiData 005 Jed & Stack Chromatograms
] Demo_Data-004 led Pk Toblo
Close All Data ] Tutarial_Unk002 gcd Base Shift
1] Tutorisl_Unk001 god Peaki# | Ret|  pioglay Settings.. | Mark Conc. Uit
o] Tustorial Std009.ged ]
) Tutorial Std008.ecd (__Shouw/Hide Dta... |
\ﬂh Tutor!alﬁthDTgcd Chrematograms Calculation  »

2 Select [Operation] to perform the arithmetic operation on the data, and click [OK].

ShowHide Data Files ==
1t Data File Detector(Chit) | Display( Operation (|
1| Demo_Data-001.lcd Detectar & | V|
2| Demo_Data-002.lcd Detector & V| |
3| Demo_Data-003.led Detectar & | ol

@ note

Arithmetic operation can only be executed between 2 chromatograms.
An error occurs if 3 or more chromatograms are selected.

Click the desired arithmetic operation ( it i= [X = ) on the toolbar.
The arithmetic operation is performed on the data of the selected chromatograms, and an additional
green chromatogram is displayed.
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11.4 Perform Calculations on Chromatograms

The calculation formula can be checked by Calculate : Data2 + Datal.

File Miew Process Tools Window Help

= 2

SE

Comparison

Filterine

I EBiatch Data Set |

Close All Data

Filtering Condition:

]

File Mame

1] Data2 led

) Datal Jod

E‘ Datal gcd

o] Datal Jed

) Demo_Data-001.Jod
1] Demo_Data-002Jcd
] Demo_Data-003led
) Demo_Data-007 Jod
1] Demo_Data-0D6.cd
] Demo_Data-00G led
) Demo_Data-004.Jod
1] Tutarial_Unk0D2 gcd
o] Tustarial_ Unk0D1 ged
] Tutarial Std009.ecd
1] Tutarial Std008.gcd
o] Tustorial Std007 ged

»

m

@ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Data Comparison]

BnlyE (X E)m

(=ErE=
[[=]x]

Operate :

Datal:.Demo Data-001.lcd Detector A NEECINN N R Julo e s

Calculate : Data2 + Datal I

Datad:.Demo_Data-003.Icd Detector A:
ttelsg

Cata2: _Data-002.
Calculate ; DataZ + Datal
50000+

25000+

Datal:Deme Dats-001.lcd Defector A:
S0 Data ol

u\

Datal.Demo Data-007.Icd Defector A:Z54nn] Time 0.229 Inten. [
copog-jCataz Temn_Data-(0z Ic0 Detenior & 2s2nm -

Data3:Demo_Data-|

Calculate ; DataZ + Datal

0o 10 20 30 40 s 8o 70 80 90 mn

uv

Time Inten. -

=]

0.0 1.0 20 3.0 4.0 5.0 6.0 7.0 8.0 8.0

] Tutorial Std0Gged =
<[ r Peak Table 0-29 - Demo_Data-001lcd
Acquired by Peak# Ret. Time Area Height Mark Conc. Unit
Date Acquired: 1 2636 74603 13172 0.000
Version: 2 3216 85235 15409 1.002 [ mg/L
Sample Type: ] 3.926 54141 11462 1.000 [ mg/L
Level # 4 4619 57964 13392 1.001 [mg/L

Total 271542 53435 3.003
Sample Name:
ool |+ [ ]\ Detector A - Ch1 (254nm) / ]« | [ '
‘Comment:

& Data Compar. I
NUR SCRL

@ note

+ Click (Reverse Data Order) on the toolbar to change Calculate : DataZ + Datal to

Calculate : Datal + Data2 SO that the calculation data is reversed.

» Right-click on [Chromatogram View], and select [Save Processed Data] to save the calculation

result.
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12 g AART

12.1 AART (Automatic Adjustment of Retention Time)

If the column is cut to change the length or if a column from a different lot is used, the retention times
in the measurement data may change. In this case, the times set in the instrument parameters and
compound table must be modified so that the target compounds can be measured and identified

reliably.

AART(Automatic Adjustment of Retention Time) allows you to modify all retention times based on

retention indexes of target compounds.

Using the AART incorporated in this software makes it easier to modify the set times and helps
reduce time-consuming work, even when analyzing various types of compounds in a batch.

This operation manual explains how to use the AART, which is based on the retention index.

<Retention Index>

The retention index is calculated using the relationship between the n-alkanes retention time and the
target compounds retention time. Usually, the elution position of a compound in a chromatogram is
expressed in terms of the retention time. The retention time is, however, greatly affected by the type of
column, the temperature, and the flow rate of the carrier gas. Expressing the retention time of compounds
in terms of a value (the retention index) that correlates with the retention times of n-alkanes with different
carbon numbers makes it possible to express the elution position as a value that remains constant even if
the column length and internal diameter change. AART corrects the retention time using this retention

index.

12.2 Before Using AART

12.2.1 Add the [AART] icon on the [Data Analysis] assistant bar

To use AART, it is handy to add the [AART] icon on the [Data Analysis] assistant bar. This section
describes how to add the [AART] icon on the [Data Analysis] assistant bar.

Select [Customization] on the [Tools] menu in the [Data Analysis] window, and click

[Customization Settings].

@ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Data Analysis - Untitled]

émﬁila Edit View Method Layout |Tools| Window Help

i3 B 0=

=l Check Raw Data...

[ wain ||l [By [[E]]z options..

Data Analysis [ Customization

Toolbar Customization Settings...

Filiering Condifion l:J

Itering

Customization Settings..,
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I 12 AART

Click the [Assistant Bar] tab, add the [AART] icon to the [Display Icons] list, and click
[OK].

-
Customization Settings g

Application Windows: [\sslslant Bar ]

Windows: Hide Icons: Display Icons:

Main

PDA Data Analysis
Calibration Curve
Data Comparison
Batch Postrun
Report Generator
UV Library

5|

| Down |

E S

1 2 3

71 Select [Data Analysis] in the [Windows] list.
2 Select the [AART] icon in the [Hide Icons] list.
3 Click [Add].
The [AART] icon is added to the [Display Icons] list.

The [AART] icon is added to the [Data Analysis] assistant bar.
é” NOTE

To change the display order of icons on the assistant bar, select the icon to move at [Display Icons],
and click [Up] or [Down].
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12.2 Before Using AART

12.2.2 Display the [Retention Index] column in the Compound Table

When retention index is set in a data file or a method file, load the file in [Data Analysis] or [Calibration
Curve] window and set [Table Style] so that the [Compound Table] can display the [Retention Index]
column.

1 Click the [Compound] tab.

2 Right-click on the compound table, and click [Table Style].

| ¢ Method View - Compound Table £ View
Integration | Identification | Quantitative | Compound | Group | Performance | Custom [ ¢+ ]+
D Name | Type | Ret Time Conc (1) Conc
S} — 1 =n3 100.000 3

T2 ¥7 Undo 7 100.000

ci5 B 100.000

Cl6 4 100.000

c17 Cut 3 100.000

Copy 1 100.000

Copy Entire Table
Clear

Select All

Add Row

Insert Row

Delete Row

Sort by Retention Time
View Mode

Edit Mode

¥7 Cancel Edit
([ Tablesiyte.. |
\d J
Update Retention Index L

Add the [Retention Index] column to the compound table in the [Table Style] sub-
window, and click [OK].

v
Table Style [
ltem Settings | Font

Hide kems Display tems

Calc. by - Name

Fit Type Type

Zero Ret. Time

Weight w Conc.(1)

Window/Band Conc.(2)

Spiked Crm (1 =

d Coeffcient 244> JGroms = 2

2nd Coefficient L

st Coefficiert 3 .

Intersection << Remove Down

Ref STDID

Comection factor

‘ Sifnda :;.;smmmnlmnr = Initialize 1

[l L | ¢ Number of fived columns: 0 £

(Cok__J)[ Cancel [[ oo |

7 Select [Retention Index] in the [Hide Items] list.
2 Click [Add].
The [Retention Index] item is added to [Display ltems] list.

B 1l Method View - Compound Table 4 View
Integration | Identification | Quantitative|| Compound ||5roup | Peformance | Custom | GC Check [ Retention Index|
D& Name Type Ret. Time Conc_(1) || Retention Index |
i3 Target 2083 100.000 0
ci4 Target 2747 100,000 ]
ci5 Target 3678 100.000 0
ci6 Target 4824 100,000 ]
ci7 Target 6.086 100.000 0
3 Target 0.001 100.000 ]

@ note

Change the display order of items in the compound table, by selecting the item in the [Display Items]
list and then clicking [Up] or [Down].
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12.3 How to run AART

The procedure for modifying retention times using retention indexes consists of the following steps.
(Refer to the appropriate chapter for details.)

H Setting up a method file applicable to AART

To perform AART, it is necessary to set retention index of each compound in a method file. Register the
retention indexes in the method file's compound table beforehand.

C Start ) —p Procedure for creating a new method file

' - - - % Procedure for a pre-existing compound table
v
"Measure Target Compounds”
(Refer to 12.5.1)

"Create a Compound Table for Target Compounds”
(Refer to 12.5.2)

\ 4 A4
"Identify Target Compounds"
(Refer to 12.5.3)

\ 4 h 4
"Measure Index Standards”
(Refer to 12.5.4, 12.5.5)

\ 4 A 4
"Create a Compound Table for Index Standards”
(Refer to 12.5.6)

A 4 A 4

"Set Retention Indexes for Target Compounds”
(Refer to 12.5.7)

A 4
C Method is ready )
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12.4 Index Standards

B Modifying Times by AART

If the instrument environment changes (e.g., because of changes in the column information), change the
set times in the method file.

C Start )

A 4
"Measure Index Standards"

(Refer to 12.6.1)

A 4
"Identify Index Standards"
(Refer t012.6.2)

A 4
"Modify Set Times in a Method File by AART"
(Refer to 12.6.3)

Confirming and Adjusting Set Times
"Measure Target Compounds" (Refer to 12.7.1)
"Confirm and Adjust Retention Times in the Compound Table" (Refer t012.7.2)

I

(Method has been modified)

12.4 Index Standards

Measurement of index standards is required to perform AART.

n-alkanes are among the easiest-to-use compounds. Prepare a mixed solution of n-alkanes with the
appropriate range of carbon numbers depending on the measurement parameters (especially the oven
heating parameter) of the target compound.

Restek Corporation
n-Alkane

Cat.No.560295, Custom Retention Time Index Standard (Hexane solutions), 100ug/mL, 1mL, C7-C33 (n- 12
alkane), Concentration C15, C30-C33 in 200ug/mL, Others in 100ug/mL

12.5 Set up a Method File Applicable to AART

To perform AART, it is necessary to set retention index of each compound in a method file. Register the
retention indexes in the method file's compound table beforehand.

Files used here are the method file (AART_30m.gcm) and data file (AART_30m.gcd) for the target
compounds, and the method file (alkane_30m.gcm) and data file (alkane_30m.gcd) for the index
standards. This section describes an example using a 30 m column.

12.5.1 Measure Target Compounds

Prepare standard sample of target compounds and perform measurement with GC.
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(Exsample: Method file AART_30m.gcm, Data file AART_30m.gcd)
ll/ NOTE

» Itis recommended that " Linear Velocity " is used as the GC control mode to perform AART.

* The actual column length must be entered in order to more accurately estimate the retention time. In
particular, enter the value obtained for column length if the offset between the adjusted results and the
actual retention time is significant, and if using a column that has been cut in the past. The column length
can be calculated by subtracting the cut length from 30 m, or by counting the number of column coils and
multiplying 3.14 x (column coil diameter) x (number of column coils).

" Reference
Refer to "3.4.1 Execute Single Run" P.52 for details on single run.

12.5.2 Create a Compound Table for Target Compounds

Create a Compound Table for target compounds using chromatograms (AART_30m.gcd) measured in
"12.5.1 Measure Target Compounds". Retention Indexes are set in "12.5.7 Set Retention Indexes for
Target Compounds".

" Reference
Refer to "6.5 Compound Table" P.163 for details on creating the compound table.

12.5.3 Identify Target Compounds

Load the data file (AART_30m.gcd) in the [Data Analysis] window, perform data processing with the
method file (AART_30m.gcm), and verify that the peak has been correctly identified.

1 Drag-and-drop the the data file (AART_30m.gcd) in measured "712.5.1 Measure Target
Compounds” onto the [Data Analysis] window from the [Data Explorer] sub-window.

[ Postrun Analysis (Instrument]. - System Administrator] - Default Project - [Data Analysis - Untitled] [ ==
@l File Edit View Method Leyout Tools Window Help NEE
= = 7 i GRE
=l =
[ wain R EREE 81 Chromatogram View
Data Analysis e Max Intensity: 0
- Time Inten.
Filtering Condition:
ugn . b T T T T T 1
Data Report % File Mame = 10 20 30 40 50 min
1] Tutorial Std002 lod PETTTTEL e T B
o] Tutorial_Std001 Jcd - ‘
1] Testled

Appyto Method =) PDA_Demo_Data-007 [

121 PDA_Dema_Data-006 | 2500000
1] PDA_Demo_Data-005 |
121 PDA_Dema_Data-004 |
| PDA D Distar 103 %
|11 PDA_Dema_Data-0021 :

| PDA_Demo_Data-001 | 10 20 30 ) ) min
B & Fesus view - Feak Tt | B <> Method Visw - Idsntificstion F -0 o) ol
|

| BachDataSet |

Wizard

L

Manual Peak
———— LS 1o T LI e— . To 1o

The data file (AART_30m.gcd) for the target compounds is opened.

2 Click [Load Method Parameters] on the [File] menu.

[ Postrun Analysis (Instrumentl. - System Administrator) - Default Praject - [Data Analysis - AART_30m.ged)] (== ==
S File| Edit View Method Layout Teols Windew Help _=][=
§ (¥ OpenDataFile... Ctrl+0 =
o o1 SIEAEIE R ES
% Close Data File :
H SaveData File Ctrl+§ B Chiomatogram Yiew
@ Save DataFile As... w Wax Intensity : 5,101,174
[y Save Data and Method File = FOT t ‘ " e 59.398  Tnien. T
O gl g
T T T 1
10 20

‘ -
I@- Load Method Parameters... ) a0 0 <0 =

“E5 Seyc Method As.. . w Wax intensity : 8,101,174
5000000-§FpT Time 40.564 fmten T 459
¥ Open Reference Data File... | 1
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12.5 Set up a Method File Applicable to AART

Select the method file (AART_30m.gcm) saved in "12.5.2 Create a Compound Table for
Target Compounds”, and click [Open].

4|

m

Load Method Parameters =]
Filtering Condition: | Synhronize with the Fitering Condition of the Data explorer -
Method File Name Software Updated by Updated Filz Size Con
test.gcm LabSolutions  System Administrator  5/14/2 443 KB
£ Tutorial Method.gom LabSolitions  System Administrater 701 KB
[ slieane 20m oo | =hSnh tinne  Suetem Sdministrator 41T KB
AART_30m.gcm LebSolutions  System A|dministrator
|2 AAR T _zam gem LEDDOILNONS _ oystem Administrator

[Rda Data | By Method |

[[ QOpen ] [ Cancel ] [ Help

4 Select [Data Processing Parameters], click [OK].

Select Method Parameters

rData Processing

Data Processing Parameters
- Peak Integration Parameters
- Identification Parameters
- Quantitative Parameters
- Compound Table
- Calibration Curve
- Column Performance Parameters
- Group Parameters
- Custom Parameters
-QC Check
- Multi Chromatogram Table
- Purity Parameters
- Spectrum Parameters
- Library Search Parameters

QA/QC Parameters
- QA/QC Parameters

System Suitability Settings

B

Cancel

The compound table saved in "12.5.2 Create a Compound Table for Target Compounds" is loaded.
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Check whether or not the target compounds registered in the compound table have
been identified correctly.

If they have not, change the retention time on the [Compound] tab in [Method View] to identify them.

[ Postrun Analysis 1 - System Admini | - Default Project - [Data Analysis - AART_30m.qcd] o5 =S
| File Edit View Method Layout Tools Window Help [= =[]
HE Y= F AP Bl 7 e =)o | & | % | =
==l x|
Main im Eﬂ r.ﬁ B Chromatogram View
Data Analysis B v Max Intensity : 8,101,174
= T
Filering Condition: ] 1M l U] | ‘ “ | e e |
4 ("]
E. » LU L
= B T 20 30 i) <0 min
Data Report iT | File Mame ‘n
1] Data? led i _ Max Intensity : 8,101,174
B Time 18109 nten. 700.508) .
B — | i) Dattal ke e e e
L 5 M Datal ged £
Apply to Method 0 | ] Datal lod m
Z | ] Demo_Data-001 Jed 2500000
& £ | 13 Demo_Diata-002 led
e 2 | ) Demo_Data-002 led <
Wizard | 1] Deme_Dats-007 led | ‘
1] Demo_Data-006 led : : : : :
milw 1] Dema_Data-005 lod 10 20 30 40 50 min
1] Demo_Data-004.Jcd ; ;
- B <> Results View - Compound Table B <> MethodView - Compound Ta [ 53 Edit
Manual Peak ] Tutorial Lnk002 g —_— [ETVH) @ Ed
Integration ] Tuterial_UnkO01 ecd PeakTab\e” Compound llJroup ICahbrauon Curve Identification IQuanhtauve” Compound ‘lirouplzlz
1] Tutarial 5td009 gcd D Name Ret. Time . D# Name Type -
1] Tutorial Std008 ged 7 MeOH To50 T We0H Target
M Tutorial_Std007 ecd 2 EOH 7.357 2 EtOH Target
|l Tutorial Std006ged  — Actn 8351 Actn Target
[ 3 4 IPA 9453 E 4 IPA Target £
Achi 9164 Acht Target
Acquired by DCM 9305 OCM Target
Date Acquired: 7 MTBE 9693 7 MTBE Target
Version CE 10.138 CE Target
b nPrOH 10.834 nPrOH Target
Level 0 Ethc 12.166 0 EtAc Target
et e 1 CRF 12238 1 CRF Target
mple Hame: 2 cyelh 12351 - 2 cyeCE Target -
Sample 0: <« [Lm 3 < n 3
Comment;
|ﬂ] Diata Analysis I
NUM SCRL

If the compound table have been changed in step 5, save the method file.

71 Click the (Apply to Method) icon on the [Data Analysis] assistant bar.

Data Analysis

2 Select the method file (AART_30m.gcm), and click [Savel].

Save Method As =]

Filtering Condition: [Synmmnize with the Fitering Condttion of the Data explorer. V]

Method File Name Software Updated by Updated File Size  Commer|
test.gem LabSolutions  System Administrstor  5/14/2010 5:51:32 PM{-07:00) 448 KB
Tutorial_Method.gom LabSolutions  System Administrator  4/2/2010 4:07:46 PM07:00) 701 KB
[ alkane 30macm  LabSoltions Sustem Administrator 1/14/2010 11:43:07 AME08:00) 417 KB
SITGIET LabSolutions  System Administrator ) 1/14/2010 11:42:33 AM{08:00) 503 KB
[EE/AART 28mgem  LabSelutions System Admimistrator  1/14/2010 11:40:52 AM(08:00) 503 KB

File Name:  AART_30m.gem

[ cancel | [ Hep
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12.5 Set up a Method File Applicable to AART

3 select [Data Processing Parameters], and click [OK].

Select Method Parameters @

@ Current Settings () Acquisition Settings

Drata Processing
Data Processing Parameters
- Peak Integration Parameters -
- Identification Parameters
- Quantitative Parameters
- Compound Table
- Calibration Curve
- Column Performance Parameters
- Multi Chromatagram Table
- Purity Parameters
- Spectrum Parameters
- Library Search Parameters

[Tl QalQC Parameters
- QAlQC Parameters
[ System Suitability Settings

The compound table are saved to the method file (AART_30m.gcm).

12.5.4 Create a Method File for Index Standards

Creating a method file for measuring index standards (e.g. n-alkanes), which are used to calculate
retention indexes.

1 Select [Open Method File] on the [File] menu in the [Data Acquisition] window.

J} Realtime Analysis {Instrument] - System Administrator) - Default Project - [Data Acquisition - Tutorial_Method.gem)] =n R
gﬂ‘filrz Edit View Method [nstrument Acquisition Data Tools Window Help - |[&]] =
: ' nona oo Coan

——= | 2 Ale i

¥ Open Method File... cri+0 |
£ 1™ Close Method File

Select the method file (AART_30m.gcm) for measuring index standards, and click
[Open].

Load Method Parameters =]

Filtering Candition: | Synchronize with the Fitering Condition of the Data explorer. -

Method File Mame Software Updated by Updated Filz Size Caon

les‘t.gcm LabSolutions  System Administrator 5 448 KB

Tutorial_Method gcm LabSolutions  System Administrator 4, 701 KB

[Falans 30m oom I =hSol fionsSustem Adminisistor 1/14 : 417KE

LabSolutions  System Administrator | 1 KB

] A T _zem.gem LaDooimons  oysiem Aaminstratar 1714 405 503 KB

q | " [

[y Data | [, Method |

[ concd | [ heb |

The method file (AART_30m.gcm) for measuring index standards is opened.
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3 Click [Save Method File As] on the [File] menu.

Analysis 1 - System A ) - Default Project - [Data Acquisition - AART_30m.gcm]
%ﬂ‘fl‘& Edit View Method Instrument Acquisition Data Tools Window Help E@E
L] Mew Methe File Ctrl+N 7 Benleesw
';3 Open Method File.. Ctrl+0
% Close Method File
£ oot cac ————lx
= N\
@% Save Method File &s... )i | |aCReady ac Reagy
[fy Save Method File As Template... —| tli‘ijlkk_N_ e fte ‘f uj Gd

4 Enter the file name, and click [Save].

Save Method File As 5

Filtering Condition: [ Symchronizs with the Fittsing Condition of the Data explorer -

Method File Name Software Updated by Updated File Size Commer|
Tutorial_Method.gem  LabSolutions  System Administrator - $/17/2010 155:03 PM07:00) 720 KB
AART_30m gcm LebSolutions  System Administrstor  9/17/2010 1:54:15 PM{-07-00) 708 KB
[E0 et mmm | ahSnlidinns _Svstem Administrator  9/14/2010 5:51:32 PM(-07:00) 448 KB
LebSolutions  System Administrator] 1/14/2010 11:43:07 AM{-02:00) 417 KB
T FAmT Zam oo TE0SoImonE  Sysiem AammETEer  1/14/2010 11:40:52 AM(-08:00) 503 KB

File Name:  alkane_30m gom

) Come ] [Cre

The file is saved as the method file (alkane_30m.gcm) for measuring index standards.

# note

Use the same parameters for measuring target compounds as they are to perform GC
measurements.

5 Click [Data Processing Parameters] on the [Method] menu.

vy ime Analysis 1 - System Admini } - Default Project - [Data Acquisition - alkane 30m.gem] [E=H|EER(==S
| s

%ﬂ‘ﬁlle Edit View | Method| Instrument Acquisition Data Teels Window Help BEE
D3l & [ Instrurnent Parameters al® & 0 &

A Baseline Check Parameters...

IﬂEﬂl&q.ﬁ"‘l’ Data P P eters(DFIDL),

sta Processing Parameters
x| =2 2 || —-ix

[ wain [E  24/QC Parameters(DFIDL)... Il e oy

6 Click the [Compound] tab in the[Data Processing Parameters] sub-window.

Data Processing Parameters E
Integration | Identification IQuanmauve[ Compound l]Grot.p IPerForrnance | Custom | QC Check

Width: 2 sec

Slope: 200 uVfmin J&a—

Drift: 1] u¥fmin
— Program

T.DBL: 1000 min

Min, Area/Height: 1000 counts Moise/Drift Caloulation...

Calculated by: @ Area (0 Height Advanced...
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12.5 Set up a Method File Applicable to AART

7 Delete the settings of the compound table, click [OK].

-
Data Processing Parameters I&

‘ Integration | Identification | Quantitative | Compound |Gmup | Performance | Custom | QC Check‘

Undo

Redo

Cut

Copy
Paste
Copy Entire Table

Clear

Select All

Add Row

Insert Row

( Delete Row ]
Table Style...

[ OK ][ Cancel H Help

8 Click [Save Method File] on the [Method] menu.

& Realtime Analysis (Instrumentl - System Administrator) - Default Project - [Data Acquisition - alkane_30m.gcm] E
%ﬂ‘ﬁll& Edit View Method [nstrument Acquisition Data Teels Window Help
New Methed Fil Ctrl+M HIE
_J New Methed \.r: rl+ 2 ; o ME W
= ¥ Open Method File.., Ctrl+0
£ 51 % Close Method File
. a
:EEl Save Method File s
Save Method File As... L
=" a7

The method file (alkane_30m.gcm) for measuring index standards is saved.

12.5.5 Measure Index Standards

Prepare the index standards (e.g., n-alkane samples) used to calculate the retention indexes, and perform

single run using method files (alkane_30m.gcm) that were created in "12.5.4 Create a Method File for
Index Standards”.

(Example: Data file alkane_30m.gcd)

=" Reference
Refer to "3.4.1 Execute Single Run" P.52 for details on single run.
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12.5.6 Create a Compound Table for Index Standards

In the [Data Analysis] window, create a compound table for index standards and save it in a method file

(alkane_30m.gcm).

Drag-and-drop the data file (alkane_30m.gcd) measured in "12.5.5 Measure Index
Standards"” onto the [Data Analysis] window from the [Data Explorer] sub-window.

[ Postrun Analysis (1 tl - System A ) - Default Project - [Data Analysis - Untitled] (== ==
File Edit View Method Layout Tools Window Help [=I&][x]
B & |« R [B|O=L 2 0|5 || =
HE - |4
1=l 1=l
Main im |IE& | |j | B Chromatogram Yiev
Data Analysis 100 Max Intensity : 0
Filtering Condition: 3 me en | %
w 0
s 000000 000025 000050  0.00075  0.00100  0.00125  0.00150 min
Data Report =
ic | File Name Status * Max Intensity : 0
1) Tutorial_Std002 led - 100 Time 0,001 Inten 0
| ]| Tutorial_Std001 Jed -
& | 0] Testled - |
Apply to Method 4 |1 PDA_Demo_Dats-0071.. -
E | |1 POA_Dema_Data-0061.. - .
5 | [ PDA Demo Data-0051.. -
Z | 3 PDA_Demo_Data-0041.. - %
Wizard = ﬂggz'gﬂ:‘gziggg:" . 000025 000050 0.00075  0.00100 000125 0.00150 min
ﬂ"@ @PDA:DengData—Dml - ’ > Results View - Peak Table B ¢ Method View - Peak Integration £9iew 5 Edit
o
Manual Peak %:ii}%t’:iii Peak Table | Compound | Group | Calibrati{ * |+ Integration | Identification IQuanﬁtatve ICumpuu itauke
Integration .- T E Peaki#? Ret. Time Area Channel: ]i‘
N
@ Backeround led - Width: 5 sec |
The data file (alkane_30m.gcd) for the index standards is opened.
2 Click | Edt | (Edit Mode) in [Method View].
[ Postrun Analysis 1 tl - System A ) - Default Project - [Data Analysis - alkane 30m.ged] [= ==
File Edit View Method Layout Tools Window Help NEE
IE % | &6 [E[O= 7 o oo |5 B =
] br g b3
x| 1=l
| Wain m ||.7_;3 | |j | | Chromatogram Yiew
Drata Analysis u Max Intensity : 1,230,222
1228481 Jey TR o
E"f Filtering Condition: :l_‘ I I J l I "| N rl_ I |
/ w
% = 10 20 30 40 <0 min
Data Report = -
i | File Name Status W Max Intensity © 1,230,222
1] test 9172010000 Jed - T Time 57.213 Inten. 5,006 a
ﬁﬂ | |1 AART 30mged - L 1000000
e 5 | 1] DataZlcd - 7 a
Aoply to Method ([ ICCR IPRTMET -
3 1] Dt ged - nana | .
&0 5 | b Datal led -
e 3 | | Demo Data-001ked -
.
Wizard | 17 Demo_Diata-002 led - -+ 5

=

1] Dema_Data-003 lod
1] Demo_Data-007Jed
1] Demo_Data-006 led

O <> Results View - Feak Table

Peak Table | Compound | Group | Calibrati | *

3 4'0 Elﬂ min
B <» Method View - Peak Integration 59 View [[2 Edit

Integration | Identification IQuanﬁtanve ICnmpﬂu A

Manual Peak 1] Demo_Data-005 Jed -
Integration @ Dlemo_Diata-004 led - Peak# Ret. Time Area N ) -
@ Tutarial_Unk002 ged - ] 2683 251634 Width: 3 set m
@ Tutorial_Unk001 gcd - & j‘gggi :E,E:;Z; Slope: 1000 uvjmin
_ - -
:.J ’%ona\ 54009 #ed . 3 558 5077453 Drit: ) Wi
24921 5132070
Acquired by 29.978 5198629 T.Da oo mn
Date Acquired: 7 38.224 5283112 Min, AreafHeight: 100000 counts Ho
Version 44.004 5081443 =
Sample Type: T gé‘égi ggggg‘ég Calculated by: @ Area @) Height
Level 2 [ Total 46624328
Sample Name: =
Sample ID: P \FD1-cht /]« [ Ol =] -
Comment; L
[ﬁl Data Analysis I
NUM SCRL

The mode changes to the edit mode.
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12.5 Set up a Method File Applicable to AART

Referring to "6.5 Compound Table", create the Compound Table for the index standards.

Click [Compound] tab, and enter the Retention Index for the index standards.

Apply to Method

Wizard

=

Manual Peak
Integration

|1 test 9172010_001 led
=] AART_30mscd

1] Data?led

|1 Datat Jed

1] Datal gcd

1] Data? Jed

|17 Demo_Data-001 led
|17 Demo_Data-002lcd
1] Demo_Data-003cd
|17 Demo_Data-007 Ied
|17 Dema_Data-006 lod
1] Demo_Data-005 Jcd
|17 Demo_Data-004 Ied
=] Tutorial_Unk002gcd
1] Tutarial_Unk0O1 ged

1 Tutorial Std009 2cd
|

| Batch Data Set

m

Acquired by
Date Acquired:
Version:

3" Reference

Refer to "12.2.2 Display the [Retention Index] column in the Compound Table" P.315 if [Retention
Index] column is not displayed in the compound table.

@ note

uv

WA NLENSLY . 1,20V, 222

FIDT Time 13177 Inten. 207 .
1000000
(
500000~
i | ‘ i | 8
10 20 3 40 S0 min

B <> Fesults View - Peak Table

B <> Method View - Compound Table £ View

Peak Table | Compound [ Group [ Calibratil* [

Identification |Quar|h'taﬁveﬂ Compaund \]Gruup | ol 14

Peak# Height Mark 1DH Conc
1 152087 1
2 1224141 2

1167916 [ V

4 1139368

1200

1400

1600

The retention index of n-alkane is defined as follows.
Retention Index = carbon number x 100
Example:

Retention Index of Hexa (C16H34) = 16 x 100 = 1600

5 Click (View Mode) in [Method View].

ﬁ?
Wizard
2

Manual Peak
Integration

|15 Datal led

|17 Demo_Data-001 led
|17 Demo_Data-002lcd
1] Demo_Data-003cd
|17 Demo_Data-007 Ied
|17 Dema_Data-006 lod
1] Demo_Data-005 Jcd
|17 Demo_Data-004 Ied
=] Tutorial_Unk002gcd
1] Tutarial_Unk0O1 ged
1] Tutorial Std09 zcd
« g

| Batch

Acquired by
Date Acquired:
Version:
Sample Type:
Level #
Sample Name:
Sample 1D
Comment:

| LAl | /g
T G S— 7 e — — — i 1
10 20 3 40 S0 min
B ¢ RAesults View - Peak Table B <> Method View - Compound Table £ View
Peak Table |Compuund | Group | Calibrati * | * Identification |Quar|h'taﬁve \_Compaund )Group | Ll
Peak# Height Mark D& Ret. Time Conc
1 152087 1 10.138
2 1224141 2
SE v
4 4
7 7
W 8 0
] 0.001 0
0 g
otal 9364788
D hAD1-cn1 /] T 3 ] (T 3
R |

Postrun analysis is performed on the data.

6 Click the (Apply to Method) icon on the [Data Analysis] assistant bar.

Main
Data Analysis
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Select the method file (alkane_30m.gcm) created in "12.5.6 Create a Compound Table
for Index Standards”, and click [Save].

M

Filtering Condition: lSynchromze with the Filtering Condition of the Data explorer. V]

‘ Method File Name Software Updated by Updated File Size Commer|
E alkane_30m.gcm LabSolutions  System Administrator ) 9/21/2010 5:41:25 AM{-07.00) 832 KB
[E&] ARRT_30m.gcm LabSolutions  System Administrator 9/21/2010 5:38:24 AMi-07:00) 720KB
Tutorial_Method gcm LabSolutions  System Administrator  4/2/2010 4:07:46 PM{-07:00) 701 KB
AART_24m.gem LabSolutions  System Administrator  1/14/2010 11:40:52 AM(-08:00) 503 KB

File Name:  alkane_30m.gem

” Save I [ Cancel ] [ Help

8 Select [Data Processing Parameters], and click [OK].

!e ec! l e!Ho! 'arame!ers - -L-

@) Current Settings () Acquisition Settings

Data Processing
Data Processing Parameters
- Peak Integration Parameters
- Identification Parameters
- Quantitative Parameters
- Compound Table
- Calibration Curve
- Column Performance Parameters
- Multi Chromatogram Table
- Purity Parameters
- Spectrum Parameters
- Library Search Parameters

Q#jQC Parameters
- QAJQC Parameters
System Sultabiliy Settings

The compound table are saved to the method file (alkane_30m.gcm).
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12.5 Set up a Method File Applicable to AART

12.5.7 Set Retention Indexes for Target Compounds

The retention indexes in the compound table can be entered automatically using the data file for index
standards.

This section describes two methods: how to set the retention index for an already created Compound Table
and how to set the retention index during the creation of a Compound Table.

H Set Retention Indexes for a Pre-existing Compound Table as One Batch

Drag-and-drop the data file (AART_30m.gcd) saved in "12.5.3 Identify Target
Compounds"” onto the [Data Analysis] window from the [Data Explorer] sub-window.

@ Postrun Analysis (Instrumentl - System Administrater) - Default Project - [Data Analysis - Untitled] [l = =]
ém Eile Edit ¥iew Method Laygut Tools Window Help

S B D= * )

o 5

=S

==l =1zl
wan || (B3 B [#& | 8 Chromatagram View
Data Analysis

Max Intensity : 0

1228481 _
Ins
Filtering Condition: } ‘ ime nten
0

T T T T T .
4 50 min

lole

Data Report

Filtering
=
1
&

File Mame Status *

] alkane 30mecd
LM band O1IO0A0 O 1ed

Max Intensity : 0
Time Inten: -

L 1000001 7*

— 500000

Apply to Method [ DataZicd
1] Datal Jed g
B Datal god

17| Datal Jod " %‘
1] Demo_Data-001 Jed T T

T

Preee Proie AR d 10 20 30 40 50 min

[ Batch Data Set I

Wizard

The data file (AART_30m.gcd) for the target compounds is opened.

2 Click (Edit Mode) in [Method View].

@ Postrun Analysis (Instrument] - System Administrator) - Default Project - [Data Analysis - AART_30m.gcd] =2 Eoh ==
E Eile Edit View Method Layout Tools Window Help

[o/= R - i— P AL

e &

- ||&]| %

=l x|

Data Analysis

B Chiomatogram View

Max Intensity : 8,101,174

N
5062763
. . . FOT = = | &
| g gt G YOI I 8
¥ y T y y 1
# = 10 20 30 40 50 min
Data Report S y -
i | File Name Status © so00000". _ _ Max Intensity : 8,101,174
‘ﬁalkane_ﬂﬂmgcd - 5 il ime 1654  Infen. 2 .
g | | test $172M0000 Jed - L
& & | [ AART 30mecd Editing |~ @
Applyto Method Mkl NIV TS - 2500000 Nl
B | | Datal Jod - M -
4“ 5 ‘5 Datal gcd - =2
i 3 | |1 Datat led - . i m E‘
Wizard — | [+ Demo Data-00Jod - s 5 0 & 0 min
|1 Deme_Dats-0020cd -
!‘* ‘g Demo_Data-003 led - B ¢» Fesults Yiew - Peak Table B <> Methad View - Compaund Table 53 View w]
17 Dema_Data-007Icd -
TR jD:m:-D:t;UUS Izd B Peak Table | Compound | Group | Calibrati * | * Identification |Quar|h'taﬁve Compound | Group I ol 4
Integration i Dermo_Data-006 Ied - Peakff | Ret. Time D Ret. Index G~
i Demo Data-004lcd - I o2 L =
o Tutorial Unk002ged - < == z
o Tutorial UnkO0T zed - 4 = == = 3
« [ » = dboid =
5 5
Acquired by 5 E B
Date Acquired: Z T Z 500
Version: }: 13: E;:
Sample Type: 15 ;EE 1] ELE
Level # i 12.898 7460 1 662
Sample Name: 12 EES N 143474 ™ 7 £7? =
Sample ID [ \FD1-ani /] ¢ ' . D
Comment: b
1 [l Data Analysis J
WUM SCRL

The mode changes to the edit mode.
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3 Click the [Retention Index] tab in [Method View].

Use E|I| if [Retention Index] tab is not displayed.

[
[ Postrun Analysis - System A } - Default Project - [Data Analysis - AART_30m.ged]
File Edit View Method Layout Tools Window Help [=1=]
O=ld 2 o dln |5 = =@
HE - % |4
SE SIE)
Wain B Chiomatogram View
Data Analysis S Wax Intensity : 8,101,174
- : = FDT Tie en.
N || e AT E
- 2 f y T y y 1
¥ H 10 20 30 40 50 min
Data Report = -
L | File Name Statuz B W Mas Intensity : 8,101,174
|3 alkane 30m gcd - S000000-fF57 Time 39275 Infen 1528 .
=] | [ et $172010 001 Jed - 3
5 | [ AART 30mged Editing |~ @
Apply to Method [ HETN IPR[VEIERREE] - 2500000
5 | | Datal Jed - 5
5 1] Datal £cd -
& | | Datal Jed - . N nmn %
| [i+] Demo_Data-001 lod - " =S T o p 5
| Demo Data-002ed - : .
MDEmDiDa|a—DDS Icd - B <> Results View - Peak Table el <>) Method View - Column Performance 43 View [@ Edit |
Demo Data-007ed - e )
Marusl Peak gD:mz:D:t:fuus Izd _ Peak Table | compound | Group [ calibratior + [+ ] || Performance | custom | oc check |Retention tndds [[+1* |
Integration ] Demo_Data-005 led - Peak#| Ret. Time ies i Calc, Method =
|15 Demo_Data-004 led - 1 5562 5305185 3 = [
B Turor Unk002ecd - 2 7397 9402738 EMG(50%)
:1': Sl ovt s - " ] TR | = Areajteht
T - 4 £235 9554356 D User Defined
5.184 5378163
Acquired by 3205 435755 F2 ElG
Date Acquired: = 1; 1532 ]\gﬁ;:‘ég Unretained Peak Time
Version 10.88 12328879 ) 15t Peak Time
EEnLSlEE 12188 5208188 © setTime min
Level # 2572601 -
Sample Name: 18434746 |7 e
Sample ID: 1 ™ >
Comment: L
Data Analysis I
NUM SCRL

4 Click [Load from Data File].

[
[ Postrun Analysis 1 - System A

| - Default Project - [Data Analysis - AART_30m.ged]

File Edit View Method Layout Tools Window Help

BE(E

GETR | - AL

Data Report

=3
Apply to Method

—
L
Wizard

Manual Peal
Integration

|5
zl=l
Lk | Eﬂ | B Chromatogram Yiew
- uv Max Intensity : 8,101,174
Filtering Conditi S I I I S = |
| Fieing Congin: 0 Lo 1
¥ f y T T T 1
s 10 20 30 40 50 min
£ -
i | File Name Status . W Wax Intensity : 8,101,174
|13 alkane_30mecd - 5000000-{FpT TimE 39275 Inten TS5 .
| [ test N1TAI0001Jed - L
— | [+ AART 30m gcd Editine |~ m
T
0 | o] Data2 e - 2500000
Z | ] Datal dod -
5 @ Datal ged -
B | | Datal ded - T 1] i B 1
| ] Demo_Data-001 led - o = T & P
o] Deme_Dats-0020ed -
M Dema_Data-003 led - B 1 Method Yiew - Retention Index Parameters
{3 Do Data- 007 cd B Performance [ Custom | QC Check | Retention Index
o] Deme_Dats-00Eded -
Iﬂ Demo_Data-005 led - Index Table of Standards: Load from Data Fi
1] Dema_Data-004 lod -
o] Tutorial UrkO02gcd - Name Ret. Ti| Index
1] Tutorial Unk001 zed - i 1 0.001 [1]
< [mg > 2 000 0
soauired oy : I —
Date Acguired: o001 1]
Wersion: 0.001 1]
Sample Type: 7 0.001 1]
Level # 8 0.001 0
Sample Name: E] 0.001 o
Sample 1D:
Comment; L
Data Analysis

MNUM SCRL
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5 Select the data file (alkane_30m.gcd) saved in "712.5.6 Create a Compound Table for
Index Standards"”, and click [Open].

Open Data File =]
Filtering Condition: | Synchronize with the Fiteing Condtion of the Data explorer. -
| Data Filz Aequired Software Sample Mame  Sample D i
[ alkane_30m gcd L LabSolutions
T = LabSolutions
Q Datal.ged S LebSolutions  test test
E Tutorial_Unk002.gcd 4 LabSoltions  Whiskey Unknown 02 £
ETL“D"BI_Unkuu ged 4, LabSolutions  Liquor UnknownD1
[ Tutonal_Std008gcd 4 LabSolutions  Aleshol Miture  Standard 1000ppm
E Tutorial_Std008.gcd 4 LabSolutions  Alcohol Midure  Standard 1000ppm
9 Tutorial_Std007.gcd 4 LabSoltions  Alcohol Miture  Standard 1000ppm ||
-] Tutorial_Std006.ged 4 LabSolutions  Alcohol Midure  Standard 500ppm
QTutDn'aLSthEE ged 4 LabSolutions  Alcohol Modure  Standard 500ppm
ETutDrial_Std::l ged 44 : ) LabSolutions Alcohol Modure Standard 500ppm
[ Tutorial_5td003 ged  4/9/2008 12:01: ) LsbSoitions  Aleohol Midure  Standard 100ppm o
=
4| 1 | »
[ Open ] [ Cancel ] [ Help ]

The compound names, retention times and indexes are set in the [Index Table of Standards] table.

@ note

The compound names set in the compound table for the index standards' measurement data are set
in the [Name] column and the identified retention times in the compound result table are set in the
[Ret. Time] column. The compounds not identified in the compound result table are not displayed in
the [Index Table of Standards].

Edit [Index Table of Standard] as required.

All compounds needs retention indexes.

7 Click the [Compound] tab.

[ Postrun Analysis (Instrument] - System Administrator) - Default Project - [Data Analysis - AART_30m.ged] =l ===
SEllFile Edit View Method Leyout Tools Window Hel
File Edit View Method Layout Tools Window Help
HEL: PN R = e )| o | & )
HE &
=l x| zlx
| Wain ™ |Li.'_‘} ||2| Ij ‘ B Chromatogram Yiew
Data Analysis P WMax Intensity : 8,101,174
_ - ° FIOT T Tten
l{ . Filtering Condition :'—‘ I “uJI L.l.l | I " I |
- H 10 20 30 4 <0 in
Data Report = -
- Gklan: ot - uv Max Intensity - 8.101,174
\ﬂalkanej[lmgcd - = [FIDT Time ~38.275 " Inten. S
= | et S1T1000T Jed - L
& 5 | 14 AART 20m ged Editing| a
Apply to Method [{HC IARERRNELTY] - 2500000
E | ) Datal led - &
< | 1] Datal ged -
&3 2
E & | ] Datal led - . N nmn =
Wizard | ] Demo Data 001 Jed - b A o 5 & -
] Demo Data-D02led - N m
E"* E Demo_Data-003 led - B 1 Method VYiew - Compound Table £ View
] Demo_Data-007 led -
- C d
Monual Pesk 2 Do Data-008led - Integration [ Identification | Quantitatve | Compound |Group | Performance [ custom | qc check [ Retent * [*
Integration ﬁ Detna_Data-005 Jed - 1D# Name Type Het. Time Conc.{1) -
Jul) Demo_Data-O04Jed - 4 P Target 1
| Tutorial_Urk002ecd - Aot Target 1
A Tutoris| UnkO0Tzed — — 7 beh Toet !
« [y 3 L . arget
= [ Target 1 1
Acquired by nPrOH Target 1 E
Date Acquired: 0 EtAc Target 1
Version 1 CRF Target 1
Sample T 2 cycCe Target 672 1
e Mecel Target [ 1
Level # 4 nBUOH Target 721 1
Sample Name: Etcel Target 768 1
Sample 1D Tl Taroet 802 1 2
Comment L
Data Analysis
NUM  SCRL
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8 Right-click on the compound table, and click [Update Retention Index].

o
[ Postrun Analysis - System Admini ) - Default Project - [Data Analysis - AART_30m.gcd] [oliEa] =S
i@l File Edit View Method Layout Tools Window Help =l=][x]
9P &« k|6 [0=4 7 iE )| o |5 %= @
= )iz
x| ol
| Wain Ll |@ I |[}_: ‘ B Chromatogram Yiew
Data Analysis coazrenty WMax Intensity : 8,101,174
. - B FOT e en
B ol e T o [ g
- £ 10 20 E 40 <0 min
e Reaat & | File Hame Sl W Max Intensity - 8101,174
1] alkane_30mgcd - 500000047 E 26664 nten 549 .
| et 1IN0 P01 ded - | #7 Undo
5 | [ AART 30megcd Editing| €4 Redo a
@ | 1] Data? o - 2500000 cut
I | ] Datal Jed - o L
5 1] Datal god - ~op¥
3 | 1] Datal Jed - . " Baste %
| | Dema_Data-001 Jed - s Copy Entire Table =
|8 Demo Data-002lcd - D - mn
MDEmDiDaIa—DDB led - B 1l Method Yiew - Compound Table 3 I_tAH L View
|8 Dema Data-007Jed - = - I [ecae] —
Manual Peak Iﬂ Demo_Data-006ed _ Integration | Identification | Quantita Add Rew Custom | QC Che: Reteni
Integration Iﬁ Dema_Data-005 Jed - 1D# Name T Insert Row idex Conc (1) -
|+ Demo Data-004ded - 5 Actt Target 576 1
£ DCH Tage | DeleteRow 520 1
o] Tutorial_ Unk002ged - = &
LA Tutorial UnkO0 ged - T - VTEE Tzt | Sort by Retention Time st 1
<[y - CE Targst 500 1
nFrOH Target View Mede 516 1
Acquired by I =73 Teget |[4] Edit Mode &5 i
D ; 5 Tae | Concel Edit = .
Version: 2 cycCE Target I 672 i
; 3 Mecel Target Table Stle... 634 1
Sample Type: 1 "BuOH Taret 7l 7
Level 2 5 Etcel Tomet [ Update RetentionIndex | ]?sg i
Sample Name 16 Tol I e —m— 1 1
Sample ID: 17 [ Taret = 22847 | 238 1 2
‘Comment:

Retention indexes for each compound is calculated and displayed in the [Retention Index] column.

3" Reference
Refer to "12.2.2 Display the [Retention Index] column in the Compound Table" P.315 if [Retention Index]
column is not displayed in the compound table.

9 Click (View Mode) in [Method View].

1 0 Click the (Save) button on the toolbar.

@ Postrun Analysis (Instrumentl - Systemn Administrator) - Default Project - [Data Analysis - A4
File Edit View Method Layout Tools Window Help

2% <6 B D= 2 iEw 2| o | 5
P

The compound table are saved to the data file (AART_30m.gcd).

1 1 Click the ?l_ (Apply to Method) icon on the [Data Analysis] assistant bar.

Data Analysis

B
.

%

Data Report
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1 2 Select the method file (AART_30m.gcm), and click [Save].

Save Method As =]
Filtering Condition: [Synchr\:lrnze with the Fittering Condition of the Diata explorer. ']
Method File Name Software Updated by Updated File Size Commer]
Da\kane_}ﬂm gem LabSolutions  System Administrator  5/21/2010 9:57 436 KB
[E]AART_30m_gcm LzbSolutions  System Administrator 720KB
701 KB

|5 TUTOnaI_VISINoa.gom  LaDo0ItonS  System AQministraror

.A.ART_ZQn.gcm LabSolutions  System Administrator  1/14/2010 503 KB

[ il

File Mame:  AART_20m.gcm

[ = ]) [ cancel | [ Heb

1 3 Select [Data Processing Parameters], and click [OK].

Select Method Parameters @
(@ Current Settings () Acquisition Settings
Minks Ovneoccinn
DK,

Data Processing Parameters
- Peak Integration Parameters -
- Identification Parameters
- Quantitative Parameters
- Compound Table
- Calibration Curve
- Column Performance Parameters
- Multi Chromatogram Table
- Purity Parameters
- Spectrum Parameters
- Library Search Parameters

|1 QA [QC Parameters
- QA[0C Parameters
[ system Suitability Settings

The compound table are saved to the method file (AART_30m.gcm).
H Create a New Compound Table

Drag-and-drop the data file (AART_30m.gcd) measured in "712.5.1 Measure Target
Compounds” onto the [Data Analysis] window from the [Data Explorer] sub-window.

@ Postrun Analysis Instrumentl - System Administrater) - Default Project - [Data Analysis - Untitled] = EoR | 1 2

== %

Emﬁw\e Edit View Method Layout Tools Window Help

s EOsE ? | %
S %

=l =l

man | e (B3 |E [& | B Chiomatogram View

Data Analysis Max Intensity 0

5062763 =
Inten.
Filtering Condition: ] me nien | %‘
0

2
5 10 20 30 40 50 min
Data Report = -
[ F:s Mame Status I M Intensity 0
Lt BART J4mecd - | E J . Time 45796 Inten. 0 .
- = - @
Appiyto Method IS EETERTYEL RS - 2500000

8 ] Backeround led - W a
5 @ Datal gcd - al
& | w7 Datal Jed - o] E‘
— | ] Datalled -

Wizard J.' e 10 20 30 & <0 min

The data file (AART_30m.gcd) for target compounds is opened.
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2B & ? i[AD1 zj| o | & B | ED
HE - 2|4
1=l =
WMain m |d§ ‘ B Chiomatogram Yiew
Data 4nalysis W Iax Intensity : 8,101,174
il Condil 5062763 1rp I [ " I Time. Tten.
o | e endben jI i l.ln [
- ¥ ; y T T y 1
- o 10 20 30 40 50 min
Data Report = -
B | AL Slatu . W Max Intensity : 5,101,174
| ABRT 30m god Editing 50000004 e 53785 Inten 3557 |
| ] alkane_30m god - 3
& | ltest H1TAO0 00T ed - 3 m
& | 1] Data2led - 2500000-]
= | Datal Jed - 5
5 | [ Datal gcd -
3 | [+ Datal Jod - . N il b g
| [ Dema Data-0ml led - - A s S o 5
i) Demo Data-0020ed - : o
ﬂDemo_Data—UUS led - B <> Results Yiew - Peak Table B <> Method Wiew - Compound Table £ viey|
Demo Data-007led - ; ;
Manual Peak ﬁD:mz:D:t:*DUS Izd _ Peak Table | Compound | Graup | calibratior| * | * | || quantitative || Compound ¥ roup | Performance | Cug t |+ |
Integration 5 Demo Data-006lcd - Peaki#| Rel. Time Area B ID# | Ret. Time | Rel. Index Cory =
|8 Demo Data-D04lod - 23‘5% Sgglgz 553"5% ?gg
Tutorial Unk002ged - .
'; ‘%T”t””a‘*u"wm = £351 SETATEY = 8351 B L
u ERTT T 8.459 9994396 8.459 561
5.164 9378169 9.164 576
Acquired by 5305 4357551 5305 520
Tt 7 5693 1724645 7 5592 528
— 10.198 14253888 10.188 500
10884 12328875 10824 BB
S 0 12.165 5208165 0 12.155 B
Level # 1 12.898 2974601 1 12898 662
Sample Name 13361 R4 T 7 113A1 7] 2
Sample ID: [ FID1-Ch1 <= r € [ 3
Comment: L
Data Analysis I
The mode changes to the edit mode.
3 Click the [Retention Index] tab in [Method View].
Use E'II if [Retention Index] tab is not displayed.
[ —
ostrun Analysis - System ) - Default Project - [Data Analysis - AART 30m.
P Analys: A Default Project - [Data Analysis - AART 30m ged]
Ella Edit View Methed Layeut Tocols Windew Help
2B & =l 2 ifFor z)| o | & B | ED
: 3| &
=
m ||g3 B Chiomatogram ‘iew
uv Max Intensity : 8,101,174
il Condil 5062763 1rp I [ " I Time. Tten.
w enng Landien jI Hllill.lni L ; : : J
& 10 20 30 40 50 min
Data Report = -
B | AL Slatu . W Max Intensity : 5,101,174
| ABRT 30m god Editing 50000004 e 31083 Inten 57 .
| ] alkane_30m god - 3
N & | ltest H1TAO0 00T ed - 3 m
Apply to Method @ 1] Data2ed - 2500000
= | Datal Jed - 5
. 5 | [ Datal gcd -
ﬁ‘ = | 1 Datal led - . ol g
Wizard | [+ Demo Data-001 led - T ; ;
: | Demo Data-002ked - " = @ =0 =L
m_lq ﬂDemo_Data—UUS led - B <> Results Yiew - Peak Table B <> |dethod Wiew - Column Peformance 43 view |2 Ed\tJ-
1] Demo_Data-007 led - - Mo ()
Manual . |2 Demo_Data- 006 ked _ Peak Table | Compound | Group | Calibratior| * [+ | || Performance ‘Cusmm IQC Check IRabenhon Indz]n ‘ [iafin]
Integration || Demo Data00Glod - Lol GEblie bam S Cale, Method é
o] Demo Data-004)ed - 23‘5% Sgglgz [FlemeE)
1] Tutorial_UnkO02ged - 1“5; 55,4;55
u;ﬂﬁoﬂa\ UnkODged - . 7399 995 | 3
5.164 9378169
Acquired by 3.305 4357551
Date Acquired: L 1;?:; ug;g‘;z Unretained Peak Time
Version 10,882 2328879 1st Peak Time
S 0 12.165 Sa0E1EE ) 5et Time min
Level # 1 12.898 2974601 -
Sample Name K 13361 TRAMAR T 2
Sample ID: FD1-ch1/ [ <[ 3 ™ >
Comment: L
Tl Data Analysisl
NUM SCRL
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12.5 Set up a Method File Applicable to AART

4 Click [Load from Data File].

[ Postrun Analysis {Instrumentl. - System Administrator] - Default Project - [Date Analysis - AART_30m.ged] == =e
H E\Ie Edit View Method Layout Tools Window Help BEE

18 8|« 0 [Bdel 2 iFw ) r e B E
2 &
1= =
Main L ‘@5 ||ﬂ |} | B Chromatogram Yisw
Diata Analysis cpsz7eaty Max Intensity : 8,101,174
= FID T e Tnien.
o I Tl I | |
¥ = 10 20 30 20 50 min
Data Report = . o~
el ifilejbiare Statuelee i w Max Intensity : 8,101,174
] AART 0m gcd Editing S000000-fFipT Tife 31093 nteh 678 .
5‘\ | 1] alkane 30mzcd - L
e & | test GITAN0 DN ed - 3 r|
Apply to Method [ (R IFJRRRT) - 2500000 M
2 | ] Datal led - T i
&7 5 | i Datal ged -
2 &
B/ b ﬁnam Ied - z " pran g
Wizard | 9 Demo_Data-00TJed - T T T
o5 Demo Dats-002led - " 2 = < = "
E"* 1] Diema_Data-003.cd - B 1l MethodYiew - Retention Index Parameters & View
1] Dema_Data-007 Jed -
- I Retention Index L 12
M‘anual Peak iue] Dema_Data-006 Jcd - Bevformence, |\Custon, OC Ched
Integration o -
1] Do Dista-005 lod Index Table of Standards:
jor| Demo_Data-00d.ed -
] Tutorial UnkO02ged - Nome Index
] Tutorial UnkO0Teed - 2 7 0
LRI | + 7 0
Acquired by 2
Date Acquired =
Version
Sample Type: 7 0
Level # 8 0
Sample Name: E] 0
Sample ID:
Comment; L
m Data Analysis

MUM SCRL

Select the data file (alkane_30m.gcd) saved in "712.5.6 Create a Compound Table for
Index Standards"”, and click [Open].

Open Data File =

Filtering Condition: | Synchronize with the Filkering Condition of the Data explorer. 'I

Dtz Filz Acguired Software Sample Mame  Sample ID il

[ AART W o 2/17/9008 73638 AMLDRON  LabSaolutions

(DD 2/16/2009 9:10:54 PM( LabSelutions

- -

= Dae s T LabSolutions  test test

9 Tutorial _Unk 002 ged LabSolutions  Whiskey Unknown02 F

gTutonaLUnk:H ged LabSolutions  Liquor Unknown01

LabSolutions  Alcohol Mature  Standard 1000ppm
LabSolutions  Alcohol Mxdure  Standard 1000ppm
LabSolutions  Alcohol Mdure  Standard 1000ppm L
LabSolutions  Alcohol Midure  Standard 500ppm
LabSolutions  Alcohol Mxdure  Standard 500ppm
LabSolutions  Alcohol Modure  Standard 500ppm
LabSolutions  Alcohol Mature  Standard 100ppm o
4| I | 3

[ Cancel l l Help

The compound names, retention times and indexes are set in the [Index Table of Standards] table.

@ note

The compound names set in the compound table for the index standards' measurement data are set
in the [Name] column and the identified retention times in the compound result table are set in the
[Ret. Time] column. The compounds not identified in the compound result table are not displayed in
the [Index Table of Standards].
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Edit [Index Table of Standard] as required.
All compounds needs retention indexes.

7 Click the [Compound] tab.

Postrun Analysis 1 - System Admini ) - Default Project - [Data Analysis - AART_30m.ged] E=E
i
E File Edit View Method Layout Tools Window Hel
= y! P
iPE® <6 |B0=k 2 (o DI R
==l ==l
Main im ||§B | |r.ﬁ | B Chromatogram Yiew
Data Analysis [ w Max Intensity : 8,101,174
Z Time 120 T
B Fitering Corviion 7, Wil T 14
L ® il
F I 10 20 30 40 50 min
Deta Report & | File Name Status *
" uv Iax Intensity : 8,101,174
1] AART 3 gcd Editing 5000000FT T 17731 Tlen, = .
E{: Tl Ma\kanej[lmgcd -
e 5 | B]test 8172010001 0ed - E
Aoplyto Method | Bl JRTVELER - @
B | o Datal ded - HLITY
éi"‘ = @Dahﬂ ged - <
£/ 2 | ) Datal led -
Wizard | [ Demo_Data-001led - 4 %
1] Demo_Data-002cd - 0 20 x 5 * =
ﬂ" 1] Demo_Data-003 led -
% MDEMU_D&H‘UU? led - B 1 Method View - Retention Index Parameters £ View
Manual Peak 1] Demo_Data-006 Jed - | = |‘|C g iG [P [cusiom [ioc ches e 2
Integration MDemn Dita-{005 led _ entification | Quan v ompour roup | Performance | Custom | Q ec
] Demo_Data-004)ed - Index Table of Standards: [ toac foma
@TutonaLUnkUU?gcd -
s Tutorial UnkODl ged - Name Ret. Ti| index
] Tutorial_Std009 cd - - 1 CE 10.138 600
< v 2 c7 14586 700
- &3] 19,638 800
Aequired by 2 [ 24971 500
Date Acquired: ci0 29978 1000
Wersion: c12 35224 1200
ErTins 7 Cid 47358 1400
Level & g Ci6 55096 1600
Sample Name:
Sample 1D:
Comment;

] ﬁl Data Analysis

NUM SCRL| .

8 Click the (Wizard) icon on the [Data Analysis] assistant bar.

Data Analysis

E
£

L,

Data Report

9 Referring to "6.5.1 Compound Table Wizard", create the Compound Table for the target
compounds.

[Retention Index] displayed in [Compound Table Wizard 5/5] sub-window are calculated using the
retention index parameters and the retention times in the compound table.

@ note

Refer to [Data Acquisition & Processing Theory Guide] regarding the method for calculating the
retention indexes from the retention index parameters and retention times.
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12.5 Set up a Method File Applicable to AART

1 0 Proceed to [Compound Table Wizard 5/5] sub-window and click [Finish].

Compound Table Wizard 5/5 ﬁ
ollowing compound table is created.
heck the contents and modify it if necessary.
1D Name Type Ret. Time Conc_(1) Ri ion Index
RT:1.302 Target 1.302 1.000 1183
p. RT:1.383 Target 1.383 1.000 1155
RT:2.072 Target 2072 1.000 1300
4 RT:2.732 Target 2732 1.000 1400
RT:3.663 Target 3.655 1.000 1500
6 RT:4.803 Target 4.803 1.000 1600
7 RT£.065 Target 6.065 1.000 1700
8 Target 0.001 1.000 0
[ < Back "[ Finish ]] [ Cancel ] [ Help

The compound table is created.

1 1 Click the (Save) button on the toolbar.

The compound table are saved to the data file (AART_30m.gcd).

[} Pastrun Analysis (Instrumentl - System Administrator) - Default Praject - [Data Analysis - AART_30m.ged] o= =]
{mll Eile Edit View Method Layout Tools Window Help HEIE

N F I e PITICIL A T
=l
|Li_5 hﬂ |J§ | 8 Chromatogram View

= () Max Intensity : 8,101,174

5 ik
Filtering Cendition: 3@ I “m | I | l I‘ l me 12032 Inten. 22

all
10 Zl[l 3I|] 4I[| E-I[l I'|'|\I'|I

Data Analysis

E.

r

Save Method As
Filtering Condition | Synchronize with the Fitenng Condiion of the Deta axplorer, -
Method Fie Name Scftwere __Undated b Updated Fie Size Commet
LabSolutions  System Administrater] 9/21/2 KB

&y akane_sum.gcm [aDs0Iuons _ Sysiem Agminstaior 9
[E) Tutorial_Method gem LabSolitions  System Admimistrator 472
AART_Zim.gcm LabSolutions  System Administrator  1/14/2010 11

File Name:  AART_20m.gcm

[[ Save|) [ Cancd | [ Heb
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1 4 Select [Data Processing Parameters], and click [OK].

Select Method Parameters
@ Current Settings () Acquisition Settings
Data Processing
Drata Processing Parameters

- Peak Integration Parameters -
- Identification Parameters
- Quartitative Parameters

- Compound Table

- Calibration Curve

- Column Performance Parameters

- Multi Chromatagram Table

- Purity Parameters

- Spectrum Parameters

- Library Search Parameters

[] iy Parameters
- QAJOC Parameters
[ System Suitability Settings

The compound table are saved to the method file (AART_30m.gcm).

12.6 Modify Times by AART

If the instrument environment changes (e.g., because of changes in the column information), the change of
the elution time makes it difficult to identify compounds. The AART corrects the retention times in a
compound table for the target compound's method file, which uses the retention times for index standards.

12.6.1 Measure Index Standards

Prepare the index standards used to calculate the retention indexes, and perform single run using method
files (alkane_30m.gcm) that were created in "12.5.4 Create a Method File for Index Standards".

(Example: Data file alkane_24m.gcd)

==~ Reference
Refer to "3.4.1 Execute Single Run" P.52 for details on single run.

336 Operators Guide



12.6 Modify Times by AART

12.6.2 Identify Index Standards

In the [Data Analysis] window, perform identification processing for the index standards using the
compound table. Identified information is used for AART in "12.6.3 Modify Set Times in a Method File by
AART".

Drag-and-drop the data file (alkane_24m.gcd) measured in "712.5.5 Measure Index
Standards” onto the [Data Analysis] window from the [Data Explorer] sub-window.

[ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Data Analysis - Untitled] [ ==
@l File Edit View Method Layout Ivels Window Help —Tell=

I 2 Dald | 0 |2
S EY =
[ Wain wo[m JE & ] 8 Chromatagran View
Data Analysis Max Intensity : 0
Inten.

5000000- -
Filtering Condition 3 ‘ [
0

File Nams Status ~
1] Tutor ial_Std004 Jed
1] Tutor ial_Std003 Jed
1] Tutorial_Std002 led
1] Tutor ial_Std001 Jed
| Tesst led

1] PDVA_Demo_Data-007.
1] PD#_Demo_Data-006.
1] PDVA_Demo_Data-005.
1] PD#_Demo_Data-0041
1] PDVA_Demo_Data-003..
] PD#A_Demo_Data-0021
1] PDVA_Demo_Data-001.1

Filtering
I
2

Data Report

5000000 Time ~ 56992 "~ Inten [

Apply to Method

2500000+

J g

| BatchDataset |

' B 1l Method View - Retention Index Parameters

Manual Peak

Iteoration [ 1dentfication | Quantitative | compound [ Group [ Performance [ custom | qc chec[« [

| = Index Table of Standards:
bl lesterd

The data file (alkane_24m.gcd) for the index standards is opened.

2 Check whether of not the index standards registered in the Compound Table have been
identified correctly.

If they have not, change the retention time on the [Compound] tab in [Method View] to identify them.

Postrun Analysis (InstrumentL - System Administrator] - Defoult Project - [Data Analysis - alkane_24m.ged]
y y j y g
U File Edit View Method Layout Tools Window Hel &=
7] y P
PETEN = EF R - —— AR T
SE ==l
[ wvan || w [ [E [& ] B Chiomatogram View

Data Analysis Max Intensity - 1,271,863

uy
1253711
Filtering Condition: by Setting + EX I J I | J ime | I Er- h
s A

4

.
E. z ' ‘ ' ‘ '
o g 10 20 30 40 S0 min
Data Report | File Name Status
R _ uv ax Intensity : 1,271,863
ﬁAART,EUmgcd DT Tme  T.081 Inten. T8
| e alkane_30mzed -
= " = 1000000+
N 5 | test MITAI000 e - 3 -
Apply to Method @ | ) DataZled - L
B | 1] Datal led - so0000
=3 5 | i Datal ged - ) -
e B | 1] Datal led - ﬂ
o — | 1) Demo_Data-00Tded - ) =
1) Demo Data-002icd - i % 5 e & mn
o4 5 Demo Data-003led - = -
¥ 2 Demo Date-0070ed - B ¢ Results View - Compound Table | B1 ¢ Mathod View - Compe[23 View] [ Edi
w::'g:::k ﬁgamgata—ggg :cj - ’—PEakTah‘E-‘l—@mwmd ‘la—[mup +[» |[Quantatve | compound [[roup [ Perfol + [+
=g | Demo_Data—005 Jo - —
15 Demo Data-004led - 14 = na o Tree |
i Tutorial UnkD02ged - . E‘f 1 Eﬁ ? : =
| Tutoriel Unk( ged - = = 5 8 Targe
| Tutorisl StdD0d cd - - = =5 = =3 Torget
| v 5 Sl 5 Ci0 Target
5 iz 5 iz Target
Acquired km,r 7 Ci4 7 C14 Target
Date Acquired B Cl6 B BE Target
Versian:
Sample Type:

@ note

Due to differences in the column length, the retention time for index standards deviates from the
settings in the Compound Table. Perform identification with care not to confuse the index standards
for compounds with different carbon numbers.
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Click the (Save) button on the toolbar.

[ Postrun Analysis ( 1 - System Admini ) - Default Project - [Data Analysis - alkane_24m.gcd] [E=nEoh| ==
%Elle Edit View Method Layout Tools Window Help lz“E“z‘
= E I E3 e = i crr— - A

The data file (alkane_24m.gcd) is saved.

This data file is used as reference information when modifying the retention times as described in "712.6.3
Modify Set Times in a Method File by AART".

12.6.3 Modify Set Times in a Method File by AART

After conducting the steps in "12.6.2 Identify Index Standards", conduct the operations below after loading
the index standards measurement data into the [Data Analysis] window.

1

With the data file for the index standards open, click the [AART] icon on the [Data
Analysis] assistant bar.

Click [Automatic Adjustment of Retention Time [AART]] on the [Edit] menu if the [AART] icon is not
displayed on the assistant bar.

[I=3" Reference
Refer to "12.2.1 Add the [AART] icon on the [Data Analysis] assistant bar" if the [AART] icon is not
displayed on the assistant bar.

Data Analysis
%

Data Report

Applyto Method

ﬁ!“:
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12.6 Modify Times by AART

2 Select the method file to correct the preset time for, and click [Save].
ﬁll NOTE

Times modified by AART are directly set in the method file selected here. To retain the original
method file, copy the method file using Windows Explorer or by some other method. In this example,
AART_30m.gcm is copied to create AART_24m.gcm.

Select Method File =]
Filtering Condition: [Synchrunize with the Filtering Condition of the Data explorer. ']
Method File Name Software Updated by Updated File Size  Comme|
AART_30m.gcm LabSolutions  System Administrator 0 7O KB

436 KB
701 KB
503 KB

kane_30m.gcm LabSolutions  System Administrator
Utorial_Msthod gem LabSoltions  System Administrator

AART_24m.gcm LabSolutions  System Administrator

[ COpen J [ Cancel ] [ Help

3 Check the settings, and click [Next].
l// NOTE

If there are compounds whose retention indexes are 0 or that are not required to perform AART for
the method file, click to clear the [Proc.] columns for these compounds. Click [Next].

Identification results of index standards are displayed on the [Automatic Adjustment of Retention
Time [AART] 1/2] sub-window.

Automatic Adjustment of Retention Time [AART] 1/2 =<5

[This wizard modifies the retertion time in the compound table of the method file by using the
dentffied resuft and retertion index.
If there are unnecessary Ds, pleass tum off the checks

Identified Results of Data File
D& Name Ret.

MeOH
IPA
Achit
MTBE
o]
EtAc
cycCE
Mecel
Etcel
m.P-X

1
)
5
7

o
3

ESEHb ISP

1]

2

-

HREEEE === 'i\"

6| | en|em
&5 |8

Operators Guide 339



I 12 AART

The retention times modified using the retention indexes of compound table in the method file selected in
step 2 and the identification results for the index standard data are displayed in the [Automatic Adjustment
of Retention Time [AART] 2/2] sub-window.

4 Check the settings, and click [Finish].

A ic A of ion Time [AART] 2/2 - (AART 30m.gem) |
[The retention time in the compound table of the method file is modified like the following table.
Compound Table Information of Method File
1D# Name Ret. Time(Before)| Ret. Time{After) Ret . Index
1 |meoH 5,562 5.781 503
I = 7387 7318 536
Acin 8.351 8.340 558
2 |IPa 5.459 8453 561
Aot 5.164 5.081 576
DCM 5.305 5212 580
7| MTEE 9633 9547 B
53 10158 10116 500
PR 10884 10830 GH
0| ehA 1266 12,185 545
1| cRF 12858 12,881 B2
2| ovelE 13380 EEEH] 572
Mecel 14328 14534 534
2 |nBuOH 15.652 15,983 721
Etcel 18.058 1853 TEE
Tel 19.772 20178 802
7| Bz 24842 24973 EH
5 |mPx 25300 35364 507
5 |oX 2676 I5TEE 97
<Back |i Fnsn | [ Cancal | [ el
2" Reference
Refer to [Data Acquisition & Processing Theory Guide] for details on the retention time calculation
method.

This completes the procedure for modifying the set times in the method file's compound table.

@ note

» Linear retention indices available for a ramped temperature measurement are used in the
Automatic Adjustment of Retention Time (AART). The accuracy of the adjusted time may be lower
under the measurement with a fixed temperature step or multi-ramped steps than a single ramped
one.

» The modified retention times obtained here are only reference values. Before using them in actual
measurement or analysis, confirm the set times with reference to "12.7 Confirm and Adjust Seting
Times".
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12.7 Confirm and Adjust Seting Times

The set times in the compound table modified by AART are only reference values. Before using them in
actual measurement or analysis, confirm and adjust the set times with reference to a data file for target
compounds.

12.7.1 Measure Target Compounds

Measure target compounds to confirm the set times modified by AART. The data file obtained here is used
for confirmation and adjustment in "712.7.2 Confirm and Adjust Retention Times in the Compound Table".

(Example: Method file AART_24m.gcm, Data file AART_24m.gcd)

X" Reference
Refer to "3.4.1 Execute Single Run" P.52 for details on single run.

12.7.2 Confirm and Adjust Retention Times in the Compound Table

Perform identification processing for the target compounds using the compound table. The identified times
are reflected in the compound table of the method file for measuring target compounds.

Drag-and-drop the data file (AART_24m.gcd) measured in "712.7.1 Measure Target
Compounds” onto the [Data Analysis] window from the [Data Explorer] sub-window.

@ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Data Analysis - Untitled] EI@
%lﬂ] Eile Edit View Method Layout Tools Window Help - (5| %

P D&l ? £ ) P
x| =l
| Main | Lk |L-'L{‘5 | = | & | O Chromatogram Yiew
Data Analysis T Max Intensity : 0
- Ti T
Filtering Condition: j ‘ me = ‘ %‘
4 o
5 10 20 30 P =D min
i i | File Name Status *

Max Intensity : 0
Time Inten -

] Tutarial Std005)cd

] Tutarial Std004)ed

1] Tutorial Std003ed

] Tutorial Std002led

1] Tutorial Std001 led

] Test led

o] PDA_Demo_Data-007 ..
] PDA_Demo_Data-006 ..
] PDA_Diemo_Data-0051...

w ] PDA_Demo_Data-004.1..
] PDA_Demo_Data-D03.1

1000000

500000~

[ Batch Data Set [

T T T T T
10 20 30 40 50 min

M <> Results Yiew - Compound Table [ <> Method View - Compc

DD

Marual Peak
Integration

Peak Table | Compound | group [[4[*] | Quanttative | Compound | Group [ perfol 4 [
IDF | Name | Ret T D# | MName | Type |‘

The data file (AART_24m.gcd) for the target compounds is opened.
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2 Check whether or not the target compounds registered in the compound table have
been identified correctly.
If they have not, change the retention time on the [Compound] tab in [Method View] to identify them.

=
[ Postrun Analysis 1 - System Admini: ) - Default Project - [Data Analysis - alkane_24m.gcd] E=n|EEH ===
i File Edit View Method Layput Tocols Window Help BEE

% <0 & 0=Ek 2 i w5 B[ P>
E =l
| Wain ™ |@ | |d§ | B Chromatagram View
Data Analysis W Iax Intensity : 1,271,863
1253711 =
Time T334 e LR
Filtering Condition: FL ‘ l I | ] e 1 " e[‘ | |
2 - 4
I 10 20 20 40 S min
i | File Name Status
uv Max Intensity : 1,271,883
Ma\kane_ﬂmgcd Editine FL1 Tme Tnten. "
|1 BART 30mgcd - i —
= Ma\kane_aﬂmgcd - S
Apply to Method [ el BPREEETES Pl [RET W= R L
| 1] Data2led - srrrend
P 5 | o] Datal led - ) z
[ =3 M Datal gcd - ﬂ(
Nizar — | 1] Data ded - i %
1z 6 T
i) Demo_Data-001Jed - a % = * ) =
1] Dema_Data-002 lod -
Iﬂ Dema Data-003 lcd - B <> Results View - Compound Table [=]N$3 Mathnd‘m [ Edit
Ve
M Demo_Data-007 led ‘ Peak Tab |=| Compound |Group |Cal|brahon Curve Integration IIdanhﬁ:auon I o
1] Dema_Data-008 lod -
o) Demo Dste005Jcd - 0 Name R i D% ame
8 Demo Data-004ked - 1 E6 S8 J 6 Tamg
2 C7 13573 2 C7 Tang
] Tutorial UnkD02ged - 0 s iEPN ] Targ
@ Tutorial_Unk001 ged - - s %) 73526 1 &) Targ:
< [mmJ 3 5 T 78,521 0 Targ:
3 ci2 KK Ci2 Tang
KEnrEdly 7 ci2 5857 7 c12 Tar
Date Acquired: g C15 53534 g 18 Targ:
Wersion:
Sample Type:
Level #
Sample Name:
Sample ID: < o) r « [ 3
Comment;
Data Analysis I
NUM SCRL

Data Analysis

Select the method file (AART_24m.gcm), and click [Save].

Save Method As =]

Filtering Condition: | Synchronize with the Fitering Condition of the Data esplorer. V]

Method File Name Software Updated by Updated File Size Commer|
AART_30m.gcm LabSolutions  System Administrator  5/21/2010 10:24:3% AM{-07:00) 700 KB
lkane_30m gom LabSolutions  System Administrator  §/21/2010 §:57:54 AM{-07.00) 436 KB
utorial_Method.gem  LabSelutions  System Administrator  4/2/2010 4:07:.46 PM{-07:00) 701 KB
AART_24m.gcm LabSolutions  System Administrator  1/14/2010 11:40:52 AM(-08:00) 503 KB

File Name: AART_24m.gcm

Cancel | [ el
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12.7 Confirm and Adjust Seting Times

5 Select [Data Processing Parameters], and click [OK].

Select Method Parameters @

@ Current Settings () Acquisition Settings

Data Processing

Data Processing Parameters
- Peak Integration Parameters -
- Identification Parameters
- Quantitative Parameters
- Compound Table
- Calibration Curve
- Column Performance Parameters
- Multi Chromatogram Table
- Purity Parameters
- Spectrum Parameters
- Library Search Parameters

E e T
- Q&QC Parameters
[ Systern Suitability Settings

The compound table are saved to the method file (AART_24m.gcm).
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13 [ Appendices

This chapter describes how to locate operation details on the Help menu or in the online manuals.
Use this information in the event that you are having problems with software operation, and the basic
operations in software screens.

13.1 Operation Problems

This software provides the Help menu and online manuals. Use the Help menu and online manuals to
learn more about software operations or the terms displayed on screen.

This section describes how to use the Help menu and online manuals.

13.1.1 Help

Use the following procedures to open the Help menu.

Type of Operation Operation Procedures

[Help] Click [Help] on the sub-window.
The section Help for the current sub-window is displayed.

E (Help) Click E (Help) on the toolbar.

[Help] menu Click [Contents] on the [Help] menu.
[F1] key Press the [F1] key on your keyboard. To locate the details relating to the current
sub-window.
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B Keyword Search

If the term or parameter is unknown, enter a keyword to perform a search, and a list of topics that match
the keyword is displayed. This allows for review of Help topics that pertain to the terms and parameters.

1 Open Help.

2 Click the [Index] tab, and execute the search.

@ LabSalutions Help

[E=H o8 =)

e 2 &
Hide  Back Forward  Print

Search Introduction
Tupe in the kewward ta find:
UCaI\hlalion Curve ) Thank it wer mnch for biwine 1
J| || LabSolutions.
Before you use LahSolutions, he
ibra Giraph sure to thoroughly read this Help
Calibration Curve Information anhd the Instruction Manual, and
Calibration Curve View D follows the explanations of
Eal!brat\un Information BT 2
Calibration Table ensure correctuse ofthis
Chramatogram coftware
Chiomatogram Yiew . .
Cloze Reference Data File Thiz Help has heen prepared on
Compound the assumptions that users of
Compound T able Wizard LabSolutions have a certain
Confirmation of Moise D rift - degree of knowledde in how ta
= handle Windows.
[ Display ). It rnrdaine Inte af awnlaknatinmne 3
that uses names and terms T
< m ¥

1 Enterthe keyword to search for, and press the [Enter] key on your keyboard.
Topics matching the keyword are displayed in an alphabetical order.

2 Click the topic.

3 Click [Display].
The contents of the selected topic is displayed.

@ note

» The [Topic Found] sub-window opens if there are multiple matching keywords. Select the
desired keyword in the list in this sub-window, and click [Display].

Topics Found ==

Click a topic, then click Display.

Title Location i

[Calibration C o abSo el H
[Multi] Tab Page

[Sample Info.] Tab Page
[Single] Tab Page
Calibrati

LabSalutionsHelp
LabSolutionsHelp

Curve Grapl

» Use the [Search] tab in the Help window to search the entire text of the Help topic for the
keyword terms.
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13.1.2 Online Manuals
The “Operators Guide”, “System Users Guide”, “Data Acquisition & Processing Theory Guide” and “Getting
Start Guide® online manuals are installed in PDF format when this software is installed.
This section describes how to display online manuals.

1 Click the | B

|4 LabSolutions Main (System Administrator] =]

File View Process Window Help

@& 7
Select Project... Current Project: Default Project
.

S LI E S Instrument 1

e =in e

icon in the [LabSolutions Main] window.

\
i

Adrinistration

2

li=lgl=]
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2 Click the icon of the desired instruction manual.

This opens Adobe Acrobat® Reader® and the instruction manual.

1) 2]

Datalcquisition&PracessingThearyGifide. pdf - Adobe Reader [E=2[E=R(Fx=]

File Edit Wiew Document Toaols |Window Help *
Eﬁ*;@j.gﬁﬁtrmug@@m.s%-g t:ﬂ[ﬁnd -]

Bookmarks

# [ 1 Data Processing Parameters * 4 II Peak Purity Algorithms

[E] 2 calibration Curve
[E] 2 Equations
[] i Paak Purity Algarithms

[ 5 File Structure Tris chapter describes the pesk purity slgerithms. Pesk purity refers to the index used 1o svaluste whether
a chromatogram peak, obtained by a photodiods array defector, contins multiple components.
[E] Index This chapter explains:

-the principles for peak purity analyses,

5 setiing and actual

-parameter optimization and limitation itzms (since the applicable range for purity caleulation Gepends on
measurement samples/conditions), and

~validation of the method parameters, allowing mare accurate purity oaleulations

This chapter consists of the following four sections: m
[ - 4.1 Basic Principles of Peak Purity Analysie” R8T ]

- ™2 Method Development for Peak Punity Analysic” F.64
- 4.2 Method Optimization™ F.68 J

4.1 Basic Principles of Peak Purity Analysis

In purity analysis, the scftware calculates the "similarity” betwsen the spectrum on an objective peak and
reference spectrum. The peak purity is then evaluated by comparing the similarity with @ "threshold valus"

Iculated from naise comp To betier the purity analysis algorithm. it is first important o
understand the calculation methods for these paramaters.

=]

4.1.1 Calculating the Similarity

This section describes the equations used to caloulate the similarity - index of how two spacira match.

To understand the similarity, first consider spectra as sets of absorbances at scanning wavelengths. In this
case, absorbance sp2otra 51 and 52 are exprassed by the following vactars:

St=(al (M).a1 (A2}, .af (ko))
S2=(a2(h1).a2 (A2} . ..a2 (k)

where a (A1) signifies the absorbance at wavelength [L1).

No. Explanation
@ |Go directly to the desired page by clicking the hierarchically structured bookmarks (table of contents).

@ |Search for desired terms.

© |Go directly to a related page by clicking the references or the terms in blue.

@ note
» The “Operators Guide” online manual can also be opened by clicking [Online Manual] on the
[Help] menu in the window.

« Adobe Reader® is required to open online manuals.

- Visit Adobe's website for details on Adobe Reader®.
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13.2 Common Screen Operations

The windows, assistant bars, toolbars and other graphical user interface elements in this software can be
customized.

13.2.1 Resize the View

Many of the windows such as [Data Acquisition] and [Data Analysis] are comprised of sections (views) that
are separated by dividers. Drag the dividers to resize the views to make on-screen operations more
efficient.

B Resize Icons

To resize a view, click ‘B (Full Size) in each view. This changes the normal size display to its full size.

Alternatively, click & (Normal Size) to return the full size display to its normal size.

Normal size Full size

LCReady - (&) nstuument Paremeters View Homald [ Advarced T Dowricad

Sample Name
P Simple Settings | LC Time Prog, I Auto-purgel

Sample D
Data Comment LC Time Program Detector & =
Lc LC Stop Time: 0.0 min
' Wavelength Chl: 254
LC Running Time: 4.92 / B0.00 min Detector & Channel 1(254nm]: Omy _A v o Al tion & e "
pply to All acquisition kime )
. Mo tensty . 0 wavelength Ch2: | 259 nm
1000-joe|acmr A Channel 1:254nm(1 00y Tme 3625  Irten 0000 g Pump End Time: 60.00  min
2 @‘ Mode! | Isocratic Flow b
T T T T 1
0o 50 100 150 min Flow: 0000 mymn  [4Oven

() nstiument Parameters Wiew Homal ][ Advanced __71 Dowrinad q Part Temperature: 40 c

Simple Settings | LC Time Prog, [ Auto-purgs | @4 ©OB ©OC OD

L Time Program Detectar i

L Stop Time: 0.01 - e
op tme mn ‘Wavelenath Chl: 254 nm
b 3

@ note

[Results View] and [Method View] in the [Data Analysis] window containa B (Wide Size) icon for displaying

views at the full horizontal size and a Il (Normal Size) icon to return the wide size view to the normal size.

H Drag the Dividers to Resize Views

Views can be resized as desired by dragging the dividers of each view.

LCReady LCReady
Sample Name Sample Mame :
Sample D Sample ID
Data Comment D ata Comment
| ) B Instrument Parameters View (bomai) (Advanced “ T Download
LC Running Time: 4.92 / B0.00 min Detector Channel 1(2540m]: Omy —
Simple Setti .
mmmv Max Intensity : O imple Settings | LC Time Prog, | Auto: purgel
‘jDElEcmr & Channel 1:254nm(1 () Tme 3825 Iten 0,000 %‘ L€ Time Program Detector A -
0 Sl ﬂ LCStopTime: 001 min
oo s o 180 s ’ wavelength chi: 254 mm
( ). Apply ta Al acquisition kime: wWavelength Che: 254 o
EREI T E ol | Advanced = 1 Dowrinad ’
L Fump End Time: 60.00  min
Simple Settings | LC Time Prog, [ Auto-purgs | Mode:  |Isocratic Flow -
LC Time Program Detector A i Flow: 0.000  mijmin Oven
LC Stop Time: 0.01 min wavelenath Chit 254 o & Part Temperature: 40 C -
« r ] r
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/

13.2.2 Customize Windows

This software allows a customized view layout for a specific operation to be saved.

For example, since the [Data Analysis] and [PDA Data Analysis] windows have many views, data can be

more easily analyzed by saving various layouts with unwanted views hidden.

This section describes the procedure for saving the [Data Analysis] window layouts.

H Save Layouts

1

Click [Save Layout] on the [Layout] menu.

@ Postrun Analysis

1 - System A

Il File Edit View Method

Layout| Tools Window Help

} - Default Project - [Data Analysis - Demo_Data-001lcd]

[F= o
[=]=l=]

R | S A R
) Save Layout.. =
S ' £ ) B
| Main Ll ‘@3 I I’-ﬁ | B Chromatogram View
Data Analysis 17 \ax Intensity © 18,087
- - Detecior & 254nm| Time  U.220 Inten. T.
y, Filtering Condition: by Setting v
N . b o K el W T g i
= ] 0.0 25 50 3 min
lesfapmd i | File Name Status
mv Max Intensity : 16,067
| alkane Z4mgcd - _ {betector £ 25anm Time 1288 Inten 0008 .
& | ] ABRT 30m ged - =
c 18 & | “atkane 30mecd - g
Applyto Method [N v RITPLIRY T e &
5 | ) Data? led - i
&7 's% ] Datal Jod - »
] o @Datﬂ £od - od
Wizard | [ Datal led -
] Demo_Data-001 Jed Editing i o o 75 min
m_l 1] Demo_Data-002Jcd -
“ MDEME Data-003 Jod - B Il FResults Yiew - Peak Table
Marual Pesk ] Demo_Data-007Jed - i
== - Peak Table | Compound | Group | Calibration Curve
e | Deme Datar008)cd -~ pourc | Goup | | -
MDEME_DEG—DDE led _ 1Ped(ﬂ Ret Ti;e(536 Area7 I-hlg:llm?z Mark Com‘,](
7| Demo_Data-004Jed - - Sl J
E:{””.-fuamz S 3 3216 85235 15408 i
aniaL e SE 3 3.2 54141 11282 10
i Torial Ukt ged -~ ] 2513 575 13382 i
g D Total 71342 53435 3L
Acquired by

Save Data Analysis Wiew Layout

Please enter the name of the layout vou want to save.
Please Select the Layout name you want ko overwrite,

==

[ Results|

)

- Concel

Enter the name of the layout, and click [OK].

The layout of the currently open window is saved.
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B Open a Saved Layout

Click [Select Layout] on the [Layout] menu.

@ Postrun Analysis {Instrumentl - System Administrator] - Default Project - [Data Analysis - Demo_Datz-001.1cd]

mfile Edit View Method Layguti Tocls Window Help
AId® &0 E[l Select Layout... sy _] 5
1=l Save Layout.. El=
| Wain W |E result(l)

Drata Analysis Max Intensity : 16,067

T T ;
!t‘. Filtering Condition: = nen
w
- = 1
= B 60 7.0 8.0 90  mn
Deta Report i | File Name Status *
mv Max Intensity : 16,067
] slkane 24mzcd - _ {Detector Azs2mm Time T 0288 Inten 0009 .
ﬁ | |1 AART 30mged - 15
L‘ﬁ, = lﬂa\kanej[lmgcd - E al
Appiy to Method [ RECH IPEEETV Il IV R 1 a
E | o] Data2 e - .
&0 £ | ] Datal led - N -
[ _'“ & lﬂDahﬂ gcd - o h g
Wizard | ] Datal ded - %
(] Dmo_Data-001 Jod Editine 0.0 10 20 20 40 50 &0 70 20 S0 min
E" 1] Demo_Data-002cd -
" @Demn_Data—DDS led - O <> Results View - Feak Table B <> Method View - Pea| &d View | [# Edit
Manusl Peak i Demo_Data-0070ed - p— [ Integraten [1dentifcaton | Quentitat
o - Peak Table | compound | Group | Calibration Curve Integration | Identification | Quantitati| 4 |
Integration | Demo Data-006lcd - pound [Grop | | =
G -
o] Demo_Dete-006 led - EEIcH] | I R s HETGE Channel: Detector A -Chi {
) Demo,_ Data-004.cd _ i 2636 74603 13172 4
- 2z 3.216 85235 15409 -
lﬂ Tutorial_Unk002 ged - 3 3.906 54141 17462 Width: 5 sec
lﬂ Tutarial_Unk001 ged - - ) 4619 57964 13332 Slope: Wi
< mg] i Total T34z 53435
Drift: 1] uvfr
Acquired by
Date: Armiired: T.DEL: ] min

Select the name of the layout, and click [Select].

Select Data Analysis View Layout

Cancel

The window is opened using the selected layout.

[33 Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Data Analysis - Demo_Data-001 lcd]
[ File Edit View Method Layout Tools Window Help
=7 = =1 AN 3wl == A = — R =T )
%I =l
[ wein W [ ] [ B Chromatogram Yiew
Data Analysis Y Wax Intensity : 16,067
Filtering Condition: Detecior 2 2540 Time Thten
E ¥ 0 %
b = : : : T T T T T : : !
o 5 0.0 1.0 20 3.0 40 s0 8.0 70 8.0 9.0 min
Data Report & | File Mame State
my Max Intensity . 16,067
1] alkane_24mscd - = =5 JDelecior £ 25| Time; 2872 _ Jnten 0407 »
ﬁj —| ] AART 30mgcd -
VR 5 | 1 alkane 30mecd - E cead |
LRI || o | test 172010000 ked - o
Z | ] Data2led - B 5573
&1 5 ] Datal led - - .
E/ & | ] Datal ecd -
Wizard | 7 Datal Jed - o
] Demo_Data-001 Jod Editing 0’0 1’0 B 30 £0 =0 50 70 alo S0 min
E‘. 1] Deto_Data-D02 led -
('} ] Demn_Data-003kcd - | B ¢ Fesuls View - Feak Table
Manual Peak 1] Detmo_Dats-D07 led -
= - Peak Table | Compound | Group | Calibration Curve
Integration 18 Demo_Data006)cd - e | | -
i Do Data D05d Peakil| Ret. n;em AmaT He..y;na — Mark c«:{,] — Uit
- - R 4603
j $Et'"°-?afkgg; ‘Edd B 3216 85235 15409 7.002 [ma/L
rroria L e e 3526 54141 11462 1.000 [ mg/L
o] Tutorial Unk eed - 2 2619 57954 13352 1.001 | ma/L
< ' Totl 271942 53235 3.003
Acquired by
Date Acquired:
Version:
Sample Type
Level #
Sample Name:
Erol <[+ ]\ Detector A - Ch1 (254nm) / |4 I v
Comment |
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13.2.3 Customize Assistant Bars

This software allows the addition or deletion of icons displayed on assistant bars to customize assistant
bars for specific operations.

This section describes how to delete the [Batch Editor] icon from the [Main] assistant bar in the [Realtime
Analysis] program.

1 Open the [Data Acquisition] window.

2 Select [Customization] on the [Tools] menu, and click [Customization Settings].

'Y Realtime Analysis - System Admini: - Default Project - [Data Acquisition - alkane_30m.gem] ===

File Edit View Method Instrument Acquisition Data |Tools| Window Help [=]=][x]

A6« ([EO=-HE 2 !

System Configurstion Audlit Trail Settings...

Event Settings...

Check Raw Data...

<zi Opticns..

[ Customization | Toolbar Customization Settings...
7 1

(i} Customization Settings...

{

T
) Line 1
Object entl Sample Name : test

Filtering Condition: Sample 1D : test

| Data Comment :

ltering

3 Click the [Assistant Bar] tab, select the icon to delete, and then click [OK].

Customization Settings E

| Application Wlndows” Assistant Bar |I
|

Windows: Hide Icons: Display Icons:

Data Acquisition
Batch Acquisition
Report Generator
Batch Editar
Method Editor
Calibration Curve

o

Al Iz
3 &
g W
2 L
@ —

1 3 2

1 Select [Main] at [Windows].
2 Select the [Batch Editor] icon at [Display Icons].
3 click [Remove] to move the [Batch Editor] icon to [Hide Icons].

The [Batch Editor] icon is no longer displayed on the [Main] assistant bar in [Realtime Analysis].

@ note

» ltis only possible to customize the icons for the functions used in each window of the [Realtime
Analysis], [Postrun Analysis] and [Browser] programs. Customize windows by editing [Available]
on the [Application Windows] tab.
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Select the icon at [Display Icons], and click [Up] or [Down] to change the display order of icons on
the assistant bar.

13.2.4 Customize Toolbars

This software allows the addition or deletion of icons displayed on toolbars to customize the toolbars for
specific operations.
This section describes how to add the [Open Reference Data File] icon to the [Data Acquisition] toolbar.

1 Open the [Data Acquisition] window.

2 Select [Customization] on the [Tools] menu, and click [Toolbar Customization Settings].

@ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Data Analysis - Untitled] o =]
émﬁle Edit View Method Layout |Tools| Window Help ===
is GE e

1=l Check Raw Dats...
[ wan || [B5 [El|« options.. Slogram View

Data Analysis [ | “_] Max Intensity : 0

Customization Toolbar Customization Settings...

Time 0.000 Inten []
Filtering Condition: Sefing ~ Tust, tion Settings...
o g by ic L Customization Setting | o
B 0.00000 0.08025 0.08050 0.08075 0.00100 o.odiz5 08150 min
I | File Name Status ©
T I . Max Intensity : 0

Click the [Command] tab, customize the [Data Acquisition] toolbar, and then click
[Close].

[ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Data Analysis - Untitled] =@ ][=]
@l File Edit View Method Layout Tools Window Help _[=][x
i « B DEd ? B |E) |
=l = [
[ uan M EEEE ] Chmmatuglam'w
Data Analysis o I == T Iml::x Intensity E? o
Filtering Condition: h ‘ j
Command
Toob|r ‘ : : : [=1
0.00100 0.00125 000150 min

Filtering

Data Report EileiNnie Cjeg:n:s: L
: Anda : P2 Wax Intensity: 0
1] alkane_24meed [Daiz Arahss ) Time 0000 Tnfen 0 -
] AART 30m ged

1] alkane_30meed
] test 9172010001
1] Data2 led

] Datal led

1] Datal ged

] Datal led

Apply to Method

| BatchDataset |

127 Demo_Data-001

008100

0.0d125

0.0d150

2% Demo_Data-0021 i::ﬁ:gu 1 category, then dlick & butt|n ta sse its comment. Drag the button to any min
127 Demo_Data-003. ]
Marual Peakc | Dermo_Data-007 i o
Integration 5] Demo, Data-008 Open|s refersncs data fils
Mark Conc_ Unit

] Dietmio_Data-005 b
127 Demo_Data-004.
] Tutorial_Unk002
] Tutorial_Unk001 £

<[]

Acquired by
Date Acquired
Version

isition] at [Categories].
(Open Reference Data File) onto the [Data Acquisition] toolbar.

1 Select [Data Ac
2 Drag-and-drop

The button is added to the [Data Acquisition] toolbar.
l// NOTE

Deselect the check mark of a displayed toolbar on the [Toolbar] tab to hide a toolbar.

Drag-and-drop a button on the toolbar to an area outside of the toolbar to delete the button from
the toolbar.
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13.2.5 Copy Sub-Windows to the Clipboard

Chromatograms and Calculation Results Tables displayed in the sub-windows of this software can be
copied to the Clipboard and pasted to other application software.

This section describes how to copy chromatograms and Calculation Results Tables displayed in the [Data

Analysis] window.

B Copy Chromatograms to the Clipboard

Right-click on the graph in [Chromatogram View], and click [Copy]. The currently displayed content of the
chromatogram is copied to the Clipboard.

@ Postrun Analysis (Instrumentl - System Administrator) - Default Project - [Data Analysis - Demo_Data-001.lcd]

émEﬂE Edit View Method Layout Teols Window Help

taH 6|00 B 7 )~ 8|2 @

[E=5(EoH =
BEIE
=&

==l ==l
I Main Ll | @3 | | j ‘ B Chromatagram View
Data Analysis 7Y Wax Intensity : 15,067
N 5 T Ti 0787 [4
le‘ B B Detector A 254nm| ime nten %
. JE : '
= 3 00 1o 20 38 40 S0 68 70 80 80 mn
Data Report (] =il [T, Status *
mh Max Intensity : 16,067
| akane_ 24mcd - - fpetecior £ 75inm | Tme 1008 hten 7007 .
=l — | | AART S0mecd - 157 1 b
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The chromatogram is displayed as follows when it is pasted from the Clipboard to other applications (In this

example Paint is used).
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13.2 Common Screen Operations

H Copy Results Tables to the Clipboard

Select and right-click on the cell or row of a Compound Table or Peak Table, and click [Copy]. The currently
displayed table information is copied to the Clipboard.

Click [Copy Entire Table] to copy all of the information included in the table (displayed and hidden).
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13.3 Common File Operations

The contents of the files displayed in the [Data Explorer] sub-window can be displayed by double-clicking
the files in the [Data Explorer] sub-window or dragging-and-dropping them onto each window.

This section describes how to open files in this software.

13.3.1 Double-Click Files in the [Data Explorer] Sub-window

This section describes the action when a file in the [Data Explorer] sub-window is double-clicked.

H If the File Display Window Is Not Open

File Name Program Name Open Window
Method file [Realtime Analysis] program | [Data Acquisition] window
[Offline Editor] program [Method Editor] window
[Postrun Analysis] program | [Calibration Curve] window
+ If the method file contains calibration curve information, all
data files for the standard samples that make up the
calibration curve are loaded in the [Data Files] tree view.
[Browser] program [Quant Browser] window
+ If the method file contains calibration curve information, all
standard sample data files that make up the calibration
curve are loaded in the [Quantitative Results View].
Data file [Realtime Analysis] program | [Data Analysis] window
[Ofﬂine Ed|t0r] program [PDA Data AnaIySiS] window
: * The [PDA Data Analysis] window opens when data
[Postrun Analysis] program acquisition was performed by a photodiode array detector.
[Browser] program [Quant Browser] window
+ If the method file is not open in the [Quant Browser] window,
the method file used to process the data files opens at the
same time.
Batch file [Realtime Analysis] program | [Realtime Batch] window

[Offline Editor] program

[Batch Editor] window

[Postrun Analysis] program

[Postrun Batch] window

[Browser] program

[Quant Browser] window
» The method file in the initial row of the Batch Table and all
data files in the Batch Table open at the same time.

Report format file

[Realtime Analysis] program

[Offline Editor] program

[Postrun Analysis] program

[Browser] program

[Report] window

Browsing file [Browser] program [Quant Browser] window
* The method file and data files open at the same time.
Layout file [Browser] program [Data Browser] window
+ All data files attached to the layout file open.
@ note

The windows for each of the files are opened from the program according to the file relationships set
during installation.

» Double-click a file to load the file in the window indicated in the “Open Window” column.
If the window is already open, the file is loaded to that window.
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13.3 Common File Operations

M If the File Display Window Is Open

File Name Double-Clicked File Handling Window
Method file [Data Acquisition] window
[Method Editor] window
[Calibration Curve] window

« If the method file contains calibration curve information, all data files for the
standard samples that make up the calibration curve are loaded to the [Data Files]
tree view.

[Quant Browser] window

« If the method file contains calibration curve information, all standard sample data

files that make up the calibration curve are loaded to [Quantitative Results View].
Data file [Data Analysis] window
[PDA Data Analysis] window

« The [PDA Data Analysis] window opens when data acquisition was performed by a

photodiode array detector.
[Data Comparison] window
[Data Browser] window
[Quant Browser] window

« If the method file is not open in the [Quant Browser] window, the method file used
to process the data files opens at the same time.

« If the method file contains calibration curve information, all data files for the
standard samples that make up the calibration curve are loaded to the [Data Files]
tree view.

Batch file [Realtime Batch] window
[Batch Editor] window
[Postrun Batch] window
[Quant Browser] window

» The method file in the initial row of the Batch Table and all data files in the Batch
Table open at the same time.

Report format file [Report] window
Browsing file [Quant Browser] window

» The method file and data files open at the same time.
Layout file [Data Browser] window

+ All data files attached to the layout file open.

@ noTe

An exclusive [Report] window for opens for displaying data report format data.
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13.3.2 Drag-and-Drop Files from the [Data Explorer] Sub-Window

The following table describes the operations equivalent to drag-and-drop to display the method file in a

specific window.

B Operations Equivalent To Drag-and-Drop

File Name Drop Destination Window Operations Equivalent to Dragging-and-Dropping
Method file [Data Acquisition] window [File] - [Open Method File]
[Method Editor] window
[Calibration Curve] window
[Quant Browser] window
[Data Analysis] window [File] - [Load Method Parameters]
[PDA Data Analysis] window + Default method parameter are set when the method
file data does not match the instrument configuration.
Data file [Data Analysis] window [File] - [Open Data File]
[PDA Data Analysis] window
[Data Comparison] window [File] - [Open] - [Add Data File]
[Data Browser] window [File] - [Load Data to Cell]
[Calibration Curve] window [Data] - [Add]
» The data file is displayed in the [Data Files] tree view.
[Quant Browser] window [Data] - [Add]

+ If the method file is not open in the [Quant Browser]
window, the method file used to process the data file
opens at the same time.

[Postrun Batch] window [Edit] - [Add Rows with Selected Data File]
[Report] window [File] - [Load Data File]
Batch file [Realtime Batch] window [File] - [Open Batch File]
[Batch Editor] window
[Postrun Batch] window
[Quant Browser] window [File] - [Load from Batch File]

* The method file in the initial row of the Batch Table
and all data files in the Batch Table open at the same
time.

Report format file [Report] window [File] - [Open Report Format File]
Library file [UV Library Editor] window [File] - [Open Library File]
Browsing file [Quant Browser] window [Layout] - [Open Browsing File]
* The method file and data files in the browsing file
open at the same time.
Layout file [Data Browser] window [Layout] - [Open Layout File]
» All data files in the layout file open.
ll/ NOTE

* Only the currently displayed data can be displayed in the exclusive [Report] window.

* The method file cannot be opened in a [Calibration Curve] window opened from the [Quant Browser]

window.
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H Drag-and-Drop Onto a Report with the [Shift] Key Held Down

The following table describes the action when a file is dragged-and-dropped from the [Data Explorer] sub-
window onto a report item with the [Shift] key held down.

File Name Drop Destination Item Action
Method file [System Configuration] The system configuration information in the method file is
displayed.
[Method] The instrument parameters and data processing parameters
in the method file are displayed.
[Calibration Curve] The calibration curve information in the method file is
displayed.
Data file All places where data files ltems are displayed individually. The chromatogram of the
can be loaded standard sample and the chromatograms of unknown

samples can be displayed in a single report by dropping data
files onto each item.

@ note

* Multiple data files can be dragged-and-dropped onto
the [Summary (Concentration)], [Summary
(Compound)], and [Summary (Data)] items.

» Data files cannot be loaded in the [Line], [Arrow],
[Rectangle], [Ellipse], [Picture], [UV Spectrum], and
[UV Library] items.

Batch file [Batch Table] The table and batch table information are displayed.
@ note
Batch files saved in text format cannot be loaded.
Library file [UV Library] The spectrum information in the library file is displayed.
System check result [System Check] Displays the results of the system check.
file
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13.3.3 Batch Table File Operations

This section describes the action when each cell in the method file, data files and report format files set to
the Batch Table are clicked with the [Alt] key on your keyboard held down.

[Offline Editor] program

[Postrun Analysis] program

File Name Program Name Open Window
Method file [Realtime Analysis] program | [Data Acquisition] window
[Offline Editor] program [Method Editor] window
[Postrun Analysis] program | [Calibration Curve] window
+ If the method file contains calibration curve information, all
data files for the standard samples that make up the
calibration curve are loaded to the [Data Files] tree view.
Data file [Realtime Analysis] program | [Data Analysis] window

[PDA Data Analysis] window
+ If data acquisition was performed with a photodiode array
detector, the [PDA Data Analysis] window opens.

Report format file

[Realtime Analysis] program

[Offline Editor] program

[Postrun Analysis] program

[Report] window

@ note

While performing an operation on a file in the Batch Table, either select the file with the [Alt] key held down or
double-click the file. To make changes, select [Options] on the [Tools] menu, and enter the changes on the
[Batch Table Edit] tab in the [Setting Options] sub-window that opens.
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