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Introduction Read this Instruction Manual
thoroughly before using the
product.

Thank you for purchasing Shimadzu analytical instrument
workstation "LabSolutions" (hereafter referred to as "the
software" or "LabSolutions").

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.

Also, keep this manual for future reference.

This manual assumes that the reader is knowledgeable of
basic operations of Windows. For the operation of Windows,
refer to the instruction manual that comes with that product.

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, or re-
installation (after the product is moved) is required.

© 2010-2012 Shimadzu Corporation All rights reserved.
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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 in
writing from Shimadzu Corporation.

Microsoft, Windows, Windows 7, Windows Vista and
Windows XP are registered trademarks of Microsoft
Corporation in the United States and/or other countries.
Adobe, Adobe logo and Adobe Reader are trademarks or
registered trademarks of Adobe Systems Incorporated 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.

Microsoft® Windows® 7 Operating System is referred to as
“Windows 7”.

Microsoft® Windows Vista® Operating System is referred
to as "Windows Vista".

Microsoft® Windows® XP Professional Edition is referred
to as "Windows XP".

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.

Original version is approved in English.
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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 (including USB dongles). 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) Consumable items
Note: Recording media such as floppy disks and CD/DVD-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.

* Warranty periods for products with special specifications and systems are provided separately.

* The license cannot be reissued if you lose the USB dongle provided with the product.
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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.

@ note

When used in combination with the optional CLASS-Agent Manager, this software meets the Part 11
requirements for electronic records and electronic signatures for review, approval and long-term storage of
data.

User Administration

The Shimadzu User Authentication Tool administers users on the Shimadzu network. 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

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

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 EHJ (LabSolutions) icon is displayed on the Desktop.

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

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 Eﬂ‘ (LabSolutions) icon on the Desktop.

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

Login .
|
LabSolutions L
User ID: -
Password: @]
[[ ok | cael [ hHeb |
l// NOTE

Select [Admin] in the [User ID] list for the first login to the system, and click [OK].
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The [LabSolutions Main] window opens.

e |
Ll ions Main (System Admin e ]

File View Process Window Help

mormentTyps [l ]
LI

Instrument 1 Instrument 2 Instrument 2 Instrument 4

Admimstration

ftarivea]

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]
—
m LabSolutions Main (Systern &drministratar) =2 EoR ==
File ‘iew Process ‘indow Help
@ ?
Instrument Type | ALL -
Instrument ... Type Linalysiz Status User Queued Ca...  Estimated End T...  Instu... [

41l Operations Systemam. |0 | | |
2 Inshument 2 LT All Dperations Ready Systerm ddm 1}
3 Instument 3 LC All Dperations | Mot Connec... - -

4 Irbnment 4 I Sl Areratinne | Mok Connes - -
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
Iﬁ‘ administration, system settings, and validation.

Felrriinlzrziicn

@ 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 this icon to select a specific PDF formatted Instruction Manual or the Help files.

+ 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.

:‘3 Realtime Snalysis (Instrument 1-System Adrministratar) - [Data Acquisition - Untitled] == (== H
gﬂ File Edit View Method Instrument Acquisition Data Tools Window Help —|l&|| \—9
iDeP <L BR OHLE ? (=2 it o
G EHE AR ME? (08T 0 HRo 7
( EEN (- =
el LCReady i Ready
.. ADatalPy 3 - Sample Mame : = .
aee Sample D : |H F
Filename Mo D ata Comment :
.ilfsamp 1044 Lc E—J e
LlthSt 1044 LC Running Time: 14.08 ¢ B0.00 min Detectar & Charnel 1(254nm]: Omy Item| ¥al| Se| Un
[ calib 1044 e Max Intensity . 0 Mad [ lsa | lso
1000-{0etector & Channel 1. 258nm(1.000 Time 2046 Inten. o000
&
o d Furn | 0.0 0.0 | mL
"ﬂ‘ oo 25 50 75  ado 135 180 178 min E“m gg gg E'L: 6
um
9 Daia B Instiument Parameters View [m] Ezg Ug 0.0 TFF
Acquisition Simple Setiings ‘LC e IAuto-purge‘ Ower| 00|40 |C
Tem (0085 |C
« [om 3 LC Time Program [¥] Detector & |‘\ Wiav| 0 25| nm
Comment: L Stap Time: oo mn Wavelength Chi: 254 nm [
Wavelength Chz: 254 firf
Pump End Time: B0.00 min o
4 -|-7' (2
0 Em:‘"s ] iLﬁ- 7&‘ Diata dequis
=] Message ] Sub Message =
{4+ [\Message / | « [ v
i 95,4058 Free MU

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 currently selected folder with the project file types (extensions)
selectable from the lower 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 IE 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.171 for more information.

6 Operators Guide




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.221 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.63 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

LEAITETLES

1 Click the 3 icon.

ik LabSelutions Main (System Administrator) EI@

File View Process Window Help

@ 7
J— Instrument Type | ALL -
Instrument 1 Instrument 2 Instument 3 Instrument 4

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

ik LabSelutions Main (System Administrator) EI@
Window Help

Instrument Type | ALL -
stument 1| Instrument 2 Instrument 3 Instrument 4

Irseriinzrics)

File View Process

@ "

BPostrun

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

@ noTE
uj dF L . . . . . . .
If the (Data Acquisition) icon is not displayed, click on the title of the assistant bar.

=)

ALGUISIIon

- [Data Acquisition - Untitled X5
[=I=]lx]

%ﬂ‘file Edit View Method Instrument Acquisition Data Tools Window Help
D3 <k 6B & [O=E Bloo o
B BEEL? (0451 @B
zlx| —zl«
htain [ LCReady ] e sady
AcgUisition EECRELCH
Sample 1D @ h
Diata Comment
<
|LC Running Time: 0,43/ 60,00 min Detector & Channel 1[254nm]; Oy ‘ Item| ¥al| Se| Un
) M Intensity 1} Mad | l1z0 | Iso
1050.000Cekechor & Channel 7 254rm (T 00 Time 1619 Inen. 0.000] %

@ 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 @ [Chromatogram View]

:‘_‘3} Realtirne Analysis Instrument 1-System Administrator) - [Data Acquisition - Untitled] =& ==
Eile Edit Wiew Method Instrument Acquisition Data Tools Window Help - | & %

IETE IFEENEY D EE ElE HETES 5

HEHEEE MR ? O9T T DR ?

S =
hlain LCReady Lc Ready
Sample Name o

Sample |0 - ‘E-TJ =
Diata Comment :
Ef Lc Detail...
Instrum
o LLC Frunring Time: 46.563 7 50.00 min Detectar & Channel 1(254nm]: Oy ltem] ¥al] Se| Un
my Max Intensity | D Mod |Is0 ]1so
1050 ”””jlnetemnr & Channel 1-254rmi 00) Time 33489 Irten ] nnn| %‘
0.000 [S1
35 380 35 400 425 480 45 mn Fum 10.010.0 {ml
T = Pum |00 0.0 ml
Pum [0.0]0.0|MP
Pum [0.0]0.0|MP
— (B Instrument Harameters View =
(O [ Homal ][ Advanced [ l,:__& Duwn\nadl ' Fun | 0 kP
" = Ower| 0040 | C
Simple Settings .
P 95 | LC Time Prog, |Autu purgel Tem (0085 | €
L Time Program [¥] Detector & Wiaw | 0 25| nm
ime: 0.01 i
LC Stop Time: . Wavelength Chl: 254 nm
pump End Time: 60,00 min
ﬂ‘ Data Acquisi | )
Ct 55.2¢[ Free MUk
@ [Instrument Parameters View] (4) © [Instrument Monitor]

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.

" 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.

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

3" 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.

oo
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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 Instument Parameters Yiew Advanced Liﬂl Diowhload
Simple Settngs | LC Time Prog. | AutoPurge
LC Time Program Detector A |;|
LC Stop Time: 0.01 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 (Eiamal]) (Advanced |
simple Settings JLC Time Prog. I AutuPurgel
LC Time Program Detector A ‘:|
LC Stop Time: o0t min Wavelength Ch1: 254 nm |
pump End Time: 10,00 min
Mode:
Total Flow: 0.0000 | mL/min Foven
Pump B Conc.: 0.0 % Temperature: 40 C

12 Operators Guide



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 Settinge| | L= Time Prog. | Auta-purge

File name:Dema_Data-001.led  RT:9.694 min Cha: Detector & Channel L{254nm)
my M Intensity 16,068 % mLimin C
ECone 100 100 .
10 [
= 50 < o
@)
: g
g g g 0 00 40 =l
Time Module Command Value -
1 300 |Pump EB.Conc 50 |
2 .00 FPump B.Conc a0
3 900 |Pump B.Conc 100
]
5 0.00
%
= i} i Load Data...
al o T

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} Realtirme Snalysis (Instrument 1-System Administrator) - [Data Acquisition - Untitled]

(E=1 Eem =)

Eile| Edit Wiew Method Instrurment Acquisition Data Tools Window Help - (& %

| Mew hdethaod File Ctrl+M | E 7 7

¥ Open Method File.. 40 ’ -
W e ?

_Ssve Method File Ctlas =zl
(Fﬁ Save Method File fAs... n Lc Ready
‘—Ejl Sawe Method File &5 Ternplate... |?_j F

=

ii5 Load Method Pararmeters...

Detal..,

The [Save Method File As] window is displayed.

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

1‘3 Save Method File &5 ==
Saveirn: | Project! -0 = E
Harme Date modif.. Type Size
| calip
‘:_Aftest
dftest2
File name: ( sampl v] ” Save ]l
Save aztyne: L Method Fie [%lem) - [ cancel |

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.

# note
If the [Data Explorer] sub-window is not displayed, click the (Toggle Data Explorer) button on
the tool bar.
@ Realtime Snalysis (Instrument 1-System Administrator) - [Data Acquisition - Untitled] EI@
%ﬁ‘ﬁlle Edit View Method [nstrument Acquisition Data Tools Window Help BEE

DeH <0 Bk O=ELHE 2 (2le@ 2w
HEHR YR EE? DES T 0 HRo ?

==l = x| E————— 1|
Folder: LC|Ready LC Ready
Acguisition \DataiProject 1 - Sample Name :
Sample 1D : [j
/ Filename (ST Data Comment :
1141 [LC Rurring Tirme: 19.45 / B0.00 min Detector & Channel 1[254nm]: Ot/ Item| ¥al| Se| Un
= 1044 iy Wt Inbensity . 0 Mod [Bin | Bin
B / 1050.000F etz ctar & Channel 1 258nm(1 00 Time rten Fum (00100 [l
@tesﬂ 3 um ml
~ 0.000+ - - - J Pum (0000 %
Purm | 0.00.0] MP
stiument Parameters View [ Heimal [ Advanced | ﬁ Dowerioad Pum | 0 kP
Ower| 00|40 | C
Simple Settings ‘LC Time Prog. I Auto-purge‘ Tem (0085 |C
‘ ‘whaw | 0] 25| nm
LC Time Program Detectar & D
: oot
L Stap Time: mn Wavelength Chi: 254 nm
. - , Apply to Al acquisition time: Wavelength Che: 254 n
Pump End Time: E0.00 min
Pump A Total Flow — 0.0000 L fmin Qven
Pump & B.Canc oo % Temperature: 40 [
-
<= .
& E\l . j .&q ﬂ‘ Data dcquisi I
C: 55.568 Free MUk

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

Check the instrument parameters, and click [~ bownioad |,

The instrument parameters are transferred to the analytical instrument.

(N2

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

14 Operators Guide



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).

2.3.1 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].

;"_-3} Realtime &nalysis (Instrument 1-System Administrator) - [Data Acquisition - Untitled] =3I ===
%ﬂ‘ Eile Edit Wiew Method Instrument Acquisition Data Tools Window Help = E=AES
DB | «k|eR([D=kLE - 8¢ &

IHEHR SR ME? i OSTT OB ?

SE zl=l
hlain LCReady L Ready
Sample Name =

Sample |0 - "“—j =
Diata Comment :
=
LC Running Time: 47.70 / 60.00 min Detector & Channel 1(254nm]: Ol Item| ¥al| Se| Un|
my Max Intensity : 0 Mod |Bin | Bin
4 oo JPEtester & Channel 1:254nm(1 00) Time 46504 Irten 0o00] . Prurn | 0.0 0.0 | mL
(Detector &) Slope Test Purn | 0.0 {00 %
Purn | 0.0|0.0 | MP
Purn | 0 kP
7504 Owver|00 |40, | C
H Tem 0085 |C
il I
e N ‘Wiav | 0| 25| nm
[ ‘ Display Settings... ‘I LA
500+
Graph Properties..,
250+
g
& =1
425 450 475 500 525 550 575 600 min
d [l »
ﬂ‘ Data Acquisi...
Setup the display parameters of the each graph area, C: 55.5GE Free MUK
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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 Rangs: S0L0O0 - 050,000 my [ Mormalize | Magrification: 1.00 ﬂ ] 2

[V] a1 Inkensity Range: | -50.000 | - [ 1050.000 |y [Wormalize | Magnification: 1,00 -2 J

[7] Auto scale
T hl
Left Intensity Axis: Detector & 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 |LC Shatus

Samplg ID 1
Diata Comment

IEEEE ]
oo wo (e ) | 2

=

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

:‘3 Realtime Analysis Inhstrurment 1-Systerm Administrator) - [Data Acquisition - Untitled] =R EoR| |
Egﬁile Edit Wiew Method Instrument Acquisition Data Tools Window Help — & ®

B <Lk O=HE? 2 e 7]
ISR NME? (99D T 0ERo ?
=l ==l

[ wen || [LCReady R—
Sample D : I._Lj N

D ata Comment :
o | (e
Instrument H
i LC Riunning Time. 47.70 ¢ 60.00 min Detector & Channel 11254nml: Oy [ T Tl vall el 1inl

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].

ﬂ‘ Realtime &nalysis (Instrurment 1-System Sdministrator) - [Data Acquisition - Untitled] . . . |

%ﬁ‘ﬁlle Edit View Method [nstrument Acquisition Data Tools Window Help BEE
iDeH <k Bk @Oa4dE 2leddw
IS BREBREL? (95105

e —i~x=
Main LCReady - e
AcgUisition Sample Name :

Sample ID [ﬂ b

Diata Comment

B

|LC Rurring Time: 47 70/ 6000 mir D etector & Channel 1[25dnm]: O/ Item| ¥al| Se| Un
Y Max Intensity . 0 Mod | Bin | Bin
4 aonJPEtector A Chanmel 1. 254nmiT 00) Time 40504 Inten. 0oo0] . Pum [0.0]0.07] ml
(Detectar &) Slope Test Pum |00(00) %
Purm | 0.00.0] MP
Initialize Zoom Pum | O kP
70 Base Shift Over|0.0]40 |C
Tem 0085 |C
M, |
sommeEe ‘whaw | 0] 25| nm
” Display Settings... [
500
Graph Properties..,
250+

lo®

425 430 475 500 535 520 575 800 Tin
] [l +
ﬂ‘ Data Acquisi
Setup the display parameters of the each graph area. C: 55.55E Free MUk

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

T
Display Settings =
General | LC Status
—

Draw Status Curve
Monitored Values: Setting Values:

I |Pump A Pressure {

[C]Cwen Temp.

[CIRoom Temp. 1

[F]Sample Cooler Temp.

Range
Temperature: 0 - 100 C ]
Pressure: 0.0 - 100.0 MPa 2
Flow: 0.000 - 5.000 mLfmin
Concentration: 0 - 100 %
[ Right Intensity Axis: m ) 3

(C o [ e | [ meoy [ reb |

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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2.3 Data Acquisition Preparation

The selected status is displayed on the graph.

LC
LC Rurnning Time: 4.35 / B0.00 min Detectar & Channel 1[254nm]: Ol
my Max Irtensity: O WPa
1000-JCetector & Channel 1:254nmiT 00} Time - 5855 —=== 21000 -
Pump Press. &
750 Cven Temp 750
Room Temp.
Sample Cooler Temg.
500+ Fs0.0
250+ r250 -
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 [ton| sl [ Advanced |
simple Settings | LC Time Prog. l Auto-purge U
Purge Order Mobile Phase Mame Purge Time Purged Pump -
st [Mobile Phase & -l s in Pump &: LC-204B
znd: [Mob\le Phase B v] S min
Mone S
Mone S
[ auta-sampler: 25.0
Dlnit‘ Conc.-Replacement: S
Warm up
Wit time: o i
Pump & Flow: 0.0000  mLmin
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 @ e
Simple Settings | LC Time Prog, | Auto-purge ‘
.
Purge Order Mabile Hhase Mame Purge T|ne Purged Pump \:‘
Lst: [Mubwle Fhas| & v] 5 min Purnp &; LC-2048
2nd: [Mubwle Fhas| B v] S min

ards ‘Nnne -l S |mir|
ath [nione <] {5 ||win

[¥] Auto-sampler: 25.0  min l

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

Activate system after auto-purge

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

3 Set the [Warm-up] conditions.

B Instrument Parameters View S T—
Simple Settings | LC Time Prog, | Auto-purge ‘
.
Purge Order Maobile Phase Mame Purge Time Purged Pump \:‘
Lst: [Mubwle Fhase & Puriip A: LC-Z0AB
2nd: [Mubwle Phase B
ards ‘NEHE
ath [mone

Auto-sampler;

Init‘ Conc.-Replacement:

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

Activate system after auto-purge

1 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.
Uy Realtime fnalysis dnstrument 1-Systern Adrministrator) - [Dats Scquisition - Untitled] ===
Eﬂ‘ File Edit Wiew |Method| Instrument Acquisition Data Tools Window Help —[&| %
H (24 Instrurnent Pararneters
g L] [E' - — N it
8 _ [l Baseline Check Pararmeters... I
H e =
- Data Processing Parameters{Detector &)...
A 2 1
| owocrarmeen@eectora). ‘ _

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 e . o 15.0 min S0 uy 3
it . - 150 min 5000 udjh

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 =]
[270f] Passed baseline check
Pass ASTM noise : 000UV, drift : 0000k
T [ Heln
@ note

» The results of the baseline check are saved in the C:\LabSolutions\Log\Baseline folder.

» 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].

@ Realtime Snalysis (Instrurment 1-System Adrministrator) - [Data Acquisition - samp.lcm] E@
%ﬂ‘file Edit View Method Instrument Acquisition Data Tools Window Help EE‘E‘
DR <L R O=24dE 2?7 (2leeLw

I ERYEREL? (0951 0B ?

=zl e
LC|Ready Lc Ready
Sample Mame : -

& @
Sample ID [j
Diata Comment
o
|LC Running Time: 2.06 / 50.00 min Detector & Channel 1[254nm]; Oy Item| ¥al| Se| Un
. = Intensity 0 mPa Mod | Bin | Bin
1 on- [PEtector & Channel 1 28 e e Time 4727 Inten 0000] 1 g Purn | 0,00/ 0.0 ml
Pump Press. & Pum (0000 %
(Detectar &) Slape Test Deteclat 1 Call Temp. Fun (00 (00 WP
ol Ti
Initialize Zoam RQ’S,:: Tae:-nnf]_ Pumn | O kP
Ta0 Base Shift Sample Cooler Temp.. 750 Over| 0040 | C
o . Tem 0085 |C
Marmalize 3@ wiav | 0 25| rm
Display Settings..,
- Display Settings, -
Graph Properties..,

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

parameters.
Setting Slope B3
Slope: chi | 23546 ufmin

Sel 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 =
1 Date:
\[¥] Consumables Check l [ advanced Repart Stop
2 Result: ot tested (@le creck J
Views Results...
4 ———(@report out Advanced = : 3
A <5 ||——
iz Result [T Deteckar 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:
Cansumables Check. [T advanced Repart Ston
Result: Fut tested L check
-\fisw Results, ..
Advanced<<

Wigw Result [T]uw 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.78 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

VY Realtime &nalysis Instrument 1-Systern Administratar) - [Data Acquisition - samp.lcm] (== ==
gﬂﬂgue Edit Wiew Method Instrument Acquisition Data Tools Window Help _ =[x
iDPeB <k LR |O=EE) : )
IHRHBeMEL? (D93 0o ? )83

ST ==l

[PDA Control] toolbar

VY Realtime &nalysis Instrument 1-Systern Administratar) - [Data Acquisition - samp.lcm] (== ==
gﬂﬂgue Edit Wiew Method Instrument Acquisition Data Tools Window Help _ =[x
iDPeB <k LR |(O=EE) "
ITHREMEEe ML (98I d

ST | ==l

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.

=
=]
i

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.

Operators Guide 25




I 2 LC Data Acquisition

@ 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.

@ Realtirme Snalysis (Instrument 1-System Administrator) - [Data Acquisition - samp.lcm] (=0 =R 5]
éﬂ‘ Eile Edit Wiew Method Instrument Acquisition Data Tools Window Help Toolbar Customize BEE

DAl | <k R [OEHLE * (2|o@ 2@ (| sndd

éu’iﬂ@.&’l%@ﬁb" élﬂ"‘-‘ﬂﬂﬂ i man ? InstrumentCuntrDI
: : v | LC Control

= . ——
Data A
D L Read).- | v ata Acquisition " =5
Sample Name : =

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 Snalysis (Instrument 1-System Administrator) - [Data Acquisition - samp.lcm] (=0 =R 5]
éﬁ‘ﬁlle Edit View Method [nstrument Acquisition Data Tools Window Help BEE

D3P «@ Bk (ED=EkLE HE YR RC R
HEHR YR EE? DES T 0 HRo ?

==l zlxl
LC|ReE|d).r LC Ready
Aeguisition Sample Name : ﬁ
& e,
Sample ID [j ::] I
B/ Diata Comment
e
|LC Runring Time: B.23 60,00 min D etector & Channel 1[254nm]: O Item Value Setting Units
ik Wa Intensity il Hode: Binary Pump Binary Purn
Time 2765 Inten. ) Purnp & Tatal Flow o000 [ ( 0.0000) ml/min
1000 betector A Channel 1:254nm(1 00) Fump & B.Cone [l T | %
Pump & Pressure 0.0 0.0 MPa
Pump & Degasser 0 kPa
750, Owen Temperature 0.0 400(C
] Temperature Limit[Max 0.0 8a.0(C
‘wavelength Chi 0 254 | nm
3
500+

230+

lo®

2 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

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.63 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 MName: Sample Mame:
Sample 10: Sample 10|
Method File: samp.lem
[ata File: Create into;  C!\LabSolutionsiDatalProjectl
Qatal‘\cd ﬁ’y)—— 1
(Cactotnerement: 1.2, .. Y2
D Report: =
Data Comment
1 [
Sampler
[V\al#: 1 ) = B 3
(In]ectlon Valume: 1 ul ) Sedesisbiceoy D00 = 4
Advanced = " (o] 4 I [ Zancel ] [ 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”
ﬁll 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.

11:58 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.

[{ll 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.

@ Realtime Analysis (Instrumentl-System Administrator) - [Data Acquisition - samp.lcmiRead only), Data2.led] =& ==
%ﬂ‘file Edit View Method Instrument |Acquisition| Data Tools Window Help EE‘E‘
SN u = i
_ = Sample Information...
7 i
= L [@ Change Acquisition Time...
==l ——=¢ e
Iain LC|Running . | Lc Running
Arnnisition C—— | SEERE =

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

Change Analysis Time
Acquisition Time
Detector A 10 mir
[ 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.

Click the !fl'] (Snapshot) icon on the [Acquisition] assistant bar.

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

@ Postrun Analysis (System Administrator) - [Data Analysis - snpCCEtmp] =@ ==
Em File Edit View Method Layout Tools Window Help (-
taR® oo e HeE ) e s w0 i
Il
B Chromatagram View
Data Analysis N Max Intensity - 2,324,997 [Method File Name]
2500 Detector-A Fime - - 8516 - Inten: -1.257] al
E/ xj\ AN d [3ample Name]
¥ 0.00 025 0.50 0.75 1.00 1.25 1.50
Deta Repart 25 .5 .75 i 25 i5 min
a Repol [Sample 10]
1 Max Intensity . 2,824,957
3000 Detector A Time 0.112 Inten -15.158] .
R [&cquired by]
System Administratar
2000 [Date Acquired]
11/5/2007 3:01:168 PM
1000 T [Sample Type]
% Unknown
ke . T T T T T =) [Comment]
0.00 025 0.50 075 1.00 125 1.50 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 Snalysis (Instrurment 1-System Adrministrator) - [Data Acquisition - samp.lcm] =& ==
%ﬂ‘file Edit View Method Instrument Acquisition Data Tools Window Help EE‘E‘

DR <L bR O=E B(eoow
AR BR ML (D«wE T 0 %o ? [§m e

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

Startup =5
strtp |
StartDate aTime: (13 52007 32LispMid ) 1
(Starts immediately, when setting date and time has passed.)
Method File: ] 2
Ci'\LabSolutions\Data'\Project1!Start.lcm J

[ Ok ] Cancel Help

7 Set the date and time to start the instrument.
2 Select [Method File], and enter the method file name. The method file can also be selected by

clicking .
ll/ 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.96.

» 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.87.
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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.

Uy Realtime fnalysis dnstrument 1-Systemn Administrator) - [Dats Scquisition - samp.lcm] ===
Eﬂ‘ File Edit Wiew Method Instrument Acquisition Data Tools Window Help —[&| %
D2l | <k erd=4=" 2 i

e E@enk? (9T c 0B 7 8@

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

Shutdown ==
Shutdown
Shutdown Method File: 1
Ci\LabSolutions\Data\Project 1\Stop.lam [E]
Cool down Time: | 0 | min 2

[l begasser(L.C Pump, Subcontroller) 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, the pump, and LCD are automatically turned off. )

[[ CK ”[ Cancel ][ Help ]

1 Select [Shutdown Method File], and enter the method file name. The method file can also be
selected by clicking .

@ 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.96.

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

P.88.
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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 Wiew m [’_‘1 Diowrload

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

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

B Instrument Parameters View [ Homal | CAdval|zed]) li_‘ Dowrload
\
LData Acquisition |L]I'ﬁme Prog. | Pump | Detector A I Colum|i Oven | ¢[ontroller I Autosampler I AutoPurge
L Time Program [¥] axcquisition_fime (Dete Jror 83
LC Stop Time: " 3
P 10.00 mir Sampling: @f|z » |Hz
Apply to All acquisition time D500 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 (Pump) 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. Ppress (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 Ultility] sub-window.

H 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, NH4ClI) 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 3 icon.

LEAITETLES

i LabSolutions Main (System Administrator) @E‘é]
File Miew Process Window Help

@ 7

| Instrument Type | ALL -

2 ® W

Instrument1  Instument2  Instrument

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

i LabSolutions Main (System Administrator) @E‘é]
File Miew Process Window Help
@ 7

Instrument Type | ALL -
. . nstrument1)  Instument2  Instrument3
Irseriinzrics)

BPostrun

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

@ noTE
uj dF L . . . . . . .
If the (Data Acquisition) icon is not displayed, click on the title of the assistant bar.

=)

ALGUISIIon

4 Ensure that [Ready] is displayed on the status display in the [Data Acquisition] window.

r g
@ Realtime Analysis (I t1-System Admini: or) - [Data Acquisition - Sample.gcm] = | E |
4L File Edit View Method Instrument Acquisiion Data Tools Window Help Bl

Hellels kR R
zl=l
GCNot Ready| c B
Acquisition T ke| V| Ul Cd
Sample Name : Col [0.|C
g‘,‘- Sample ID
/Y Data Comment DEJO.|C
Instrument DE[0.|m[©On

@ 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.

40 Operators Guide



3.1 [Data Acquisition] Window

3.1.2 [Data Acquisition] Window Description

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

@ Toolbar @ [Chromatogram View]
~
/4 Realtime Analysis (Instrument1-System Administrator) - [Data Acquisition - Sample.gc|n] @M
%ﬂ‘Eile Edit View Method Instrument Acquisition Data Tools Window Help =S
iDad|<ken 0= [Bladle ;-.:
e S
B
=l x| =l xl
e
GCHNot Ready e Nt
Sample Mame : Col [D.|C
F/ Sample D :
Data Comment : DE[D.|C
Instrumentt DE[D.[m [©0n ¢
Parameters ec DE[D. [m [0 On |
GC Running Time: 2.12 7 10.00 min DETT: Ouv DE D. (5 Dn
| i 3
v Max Intensity 0 INJJD.|C
© mu”””“fmm.um Time 0429 ten. 7.000 %‘
b5 y ‘ y T ‘ y r | S AM | 0.|m [@0On |
0.0 25 5.0 15 10.0 125 15.0 175 min < AM|D.[m @ On ¢
1 - Vial| 0
e 7(2) Instrument Parameters Visw [ Nomal [ Advanced ] [ Fnd Time 1000 min | Th D
17l Download
Start — t
Single Run il aoc-2oi 10 Gc
Injection Volume: 1.0 ul  (10.0 ul syringe) \:|
# of Rinses with Presolvent: o b
# of Rinses with Solvent{Post): 1
# of Rinses with Sample: 2
Plunger Speed(Suction): @ High @ Midde ) Low
Snapshot
Viscosity Comp. Time: 0.2 sec
ﬁ, Plunger Speed(Injection): @ High @ Middle @ Low
Data Analysis Syringe Insertion Speed: @ Hgh O low
Injection Mode: Mormal Set... o
\ J
41 Data Acquisi Detail...
C: 12i|GB Free NUM
L

6 [Instrument Parameters View] 0 9 [Instrument Monitor]

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 "3.3.1 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.

=" Reference
Refer to "3.2.2 Analytical Instrument Startup" P.44 for details.

@ | Displays the instrument parameters for data acquisition.

In the [Normal] sub-window, the main data acquisition parameters are set on the [Autosampler] and [GC] 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.

oo
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3.2

3.2.1

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].

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 [Autosampler] and [GC]
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 View “ Hormal Advanced ) [ End Time - 10.00min | Liﬂl Download
[l Acc-20i o] ec

2 Click the [GC] tab and enter the data acquisition parameters.
Set the detector, oven temperature, carrier gas type, program type and other parameters.

B Instiument Parameters View [ Hamal [ Advanced Enct Time : 60,00 i Lil Dowrload
il aoc-zoi| o] 6
Acpuisition Time  —————————————— c B e e . \:|
(Detector: [oers ~] k : : r
Stop Time: 60.00 min E: g g
( Link to Oven Program ) 25 LA =
Temperabure ——————— 0 10 20 min
N1 25.0 C ( ]
Program Type: |Column Temp. v |)| Redraw
Column Oven: 25.0 C = b _
DET1 : 25.0 ¢ || betector Advanced... Rate | Temperature| M‘”ﬁ‘:
1] - 250 0.00 |
How 1] 1.00 250 10.00
E 2| 300 500 10.00 -
L.Carrier Gas Type  He Details... q = ] D
L.Column Flow : 50.0 mL fmin -
R Carrier Gas He Total Program Time : 28.33 min
R..Column Flow: 25.0 il Jmin
L.Column Information
Name : CBP1-525-050 Set..
Length : 25.0m  Inner Diameter : 0,32 mm ID

@ note

If [(Link to Oven Program)] is displayed, [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 [Instrument Parameters View], and click and deselect [Link Oven
Program edit and Acquisition Time] on the displayed menu.

» Click [Redraw] to draw the set program parameters in a graph.
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Click the [Autosampler] tab, and enter the injection parameters.

Enter the injection volume and number of rinsing.

B Instiument Parameters View [ Hamal [ Advanced Enct Tirme 1000 mi
il roc-a0i | J3] ec]

Injection Velume: 1.0 ul  {10.0 uL syringe)

# of Rinses with Presolvent: 0

# of Rinses with Solvent{Post): 1

# of Rinses with Sample: 2

Plunger Speed{Suction): @ Hgh ) Middle ) Low

Viscosity Comp. Time: 0.2 sec

Plunger Speed(Injection): @ High ) Midde ) Low

Syringe Insertion Speed: @ High @ Low

Injection Mode: Mormal Set...

@ note

For the [Autosampler] tab, the autosampler name set in the [System Configuration] sub-window is
displayed.

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

Hﬂ} Realtime Analysis (Instrumentl-System Administrator) - [Data Acquisition - Untitled] E@@
éﬂ‘ E\\Ei Edit View Method Instrument Acquisition Data Tools Window Help - (& %
1 New Method Fil Crl+N
B ] Mew od File rl+ ) o _‘"’
_ | ¥ Open Method File.. Ctrl+0
Hu
L1 Save Methad Eile Crelg SE]
| Save Method File As... ‘ Gc Mot
[ SaveMethod File As Template... e[ V) U| Gd

The [Save Method File As] window is displayed.

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

VY Save Method File As [
Save in , Project1 - G Tf -4 '
MNarne Date modif.. Type Size
) 2LineMethod

(Flegame:  sampie - ) (s ]
Save as type: [GC Method File (*.gcm) vl [ Cancel ]

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.

= P ]
[ Realtime Analysis 1-Systemn Admini: ) - [Data Acquisition - Untitled] = -E =]
éﬁ‘fﬂ& Edit View Method Instrument Acquisition Data Tocls Window Help BEE

Ded| <0 [BER D=2 ([@ai|lee s
IS ? M

=l zlxl
Main Folder: GCNot Ready
Acquisition . \LabSolutions|Sample}GC = Line 1
Sample Mame :
fl Filename Mo, Sample 1D :
i [ Tutorial Method  5/1d|jq |Data Comment:
¢ &
Parameters cc
G Funning Time: 1.85 / B0.00 min DET1: 27442800
uv Max Intensity : 625,735 %
000Q. i -
R i = r 2 : 2 e, 12757 nlen, Ao
0.0 25 5.0 75 10.0 125 15.0 175 min
B InstiuMent Parameters View [ homal [ Advanced | [ End Time - G000 min | [:’1_1 [
il aoc-20i [io] cc
Start B
Single Run Injection Volume: 1.0 ul (10.0 ul syringe)
# of Rinses with Presolvent: a
# of Rinses with Solvent{Post): 1
# of Rinses with Sample: 2
Plunger Speed(Suction): @ High @ Midde © Low
4 m 13 WViscosity Comp. Time: 0.2 sec
Snapshot . P .
Comment: Plunger Speed({Injection): @ High @ middle @ Low
!;‘f Syringe Insertion Speed: @Hgh @ Low
Data An;:l?',-s Injection Mode: [ormal Set,
ﬂ‘ Data Acguisi...

C: 116GB Free NUM

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

Check the instrument parameters, and click [ bownioad |,

The instrument parameters are transferred to the analytical instrument.

W N

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

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].

= Al
¥4 Realtime Analysis (Instrument1-System Administrator) - [Data Acquisition - Sample.gem] = | Bl ||
File Edit View Method Instrument Acquisition Data Tools Window Help = E=AES
A<k (R O=HE Roa s @
J'J e = ? ] 7
SE =zl =l
Main GCHNot Ready GC Mot
Linel ie| V| U| Gn
Sample Mame Vil 0
Ef Sarnple D :
[rata Comment : INJ]O.[C
Instrument G LP|0 [k
Parameters LCI0.|m
(GC Running Time: 618/ B0.00 min DET1: 0wy LG
r uv Max Intensity : 0 R:C 0.{m
© 1000000557700y Tme 3.278 Tnten 0060
System On (DET1) Slope Test a Cal|0.|C
R T T T T 1 E‘
0.0 25 10.0 125 15.0 175 min DEJ0|C
@ DE[0.[m [©0On i
B Instrument P View Normalize ' Frd Time G0.00mn | = DEI0.[m |©0n 1
Start ‘ = ) T Downioad DE[0.[m 0 0n «
Sinale __
Single Run B ~ocz0i [ Display Settings...
Graph Properties... A |
Trimrbinm ki Y
2 Click the [GC] tab and enter the necessary parameters.
Display Settings =]
Genera(| 5C [I tatus
|| Base shift @ Overlay } 1
Chromatogram
Intensity Range Magnification 2
Overlay) 100000 - 1000000 |y
[ Auto scale
Left Intensity Axis: DET1 hd Intensity axis Unit:  |uv hd ]
( v }—3

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 g
General ];c IsmmS

Shwy Sample Information
[ ample Name: 1
mple 1D

Data Comment

Time Range
‘ 2

20.00 min Normalize J

(Coe Pl J[ aoov |[mee

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

-
@ Realtime Analysis {Ir t1-System Admini: or) - [Data Acquisition - Sample.gcm] Elﬂu

File Edit View Method Instrument Acquisition Data Tools Window Help E“E“z‘
AR «sp(eRDd=4LHdE - Ranleess
HdE? iE?

=l E——— |
Main GCNot Ready ec ot
Acquisition Linel te| V| U] C
Sample Mame Vial| 0
ﬁl Sarnple D :
s Data Comment : INJJO. | C
\!'witmm»:-nt | G | LPIO [k
Zamater AT T

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

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].

Eﬂ Realtime Analysis (Instrumentl-System Administrator) - [Data Acquisition - Sample.gcm] @M
éﬂ‘ Eile Edit View Method Instrument Acquisition Data Tools Window Help g@lz‘
iDeP|«k|eR d=LE < a
I HME? i
| E————
Main GCNot Ready == ot
Acquisition e wo| V| U] G
Sample Mame Vial| 0

Er Sample D :

/ Diata Comment : INJ|O | C
Instrument ac LP|O [k
Parameters LCl0m

|GCF\unmng Time: 618/ 60.00 min DET1: Oy LG
uw Max Intensity : 0 RC/ 0. |m
1000000~ 15T 1(7 60y Time 3214 Tten 0.000)
(DET1) Slope Test oo C
o
00 75 100 125 190 175 i DED|C | |
DE|0.{m |[©On ¢
B Instrument Parameters Yiew Normalize End Time 000 m = DE [0.[m [©0n {
Stert = =  fa Dowrinad DE 0. m |0 0n |
Single Run Display Settings... J
Graph Properties... P |
Triarbinm Uk immas \ il

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

Display Settings ==

General | GC iS‘a“—'S

Draw Status Curve

Monitored Yalues: Setting Values:

|| Column Oven Temperature(Monitor [F€olumn Oven Temperature {

[ ]Injection Unit Temperature{Monitor)

[|Carrier Gas Pressure 1
[ carrier Gas Flow

[CIR.Carrier Gas Flow

e

Temperature: -20 - 420 C ]

Pressure: -10 - 210 kra 2
Flow: 10,000 - 210,000 mifmin J

} 3

71 Select the desired display items in [Draw Status Curve].
7 Setthe display range for each status item.
3 Sselect 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 Runwing Time: 7.32 7 60,00 min DET1: Ouv
uV Max Intensity 0oc
1000000 T3ETTT 00y —— T A
Column Oven Temperature(Moni|
750000 Te aturetho
Carrier Gas Pressure - 300 D
Towe
Sooooo-] . Carrier Gas Flow - 200
250000 Eerr -
o
. g
0o s so 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

[ unit Position |

# of Analytical Lines:

2

=]

System On/Off Parameters

| Atmosphere compensation

GC System On When turning on the power

Installation Information...

=]
START TIME: 0.0 ==
Gas Pressure Unit: kPa - -
S e B Wi STOP TIME: 0.0 o i
ave the s Mol =
7] sLEeP TIME: 9393 | min
A Sampling Period: 1 B sec
| = FLOW OFF TIME: | 9999 | |min

[ ok

J [_conce

J

Apply

J
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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 (Instrument2-System Administrator) - [Data Acquisition - Untitled] | o5 P
%ﬂ‘ File Edit View |Method| Instrument Acquisition Data Tools Window Help = E=AES
é D2l & 3 Instrument Parameters i| o] @ w
- . [ | Baseline Check Parameters... | ]
H 3 '
EEY = el w50 -
i T Data Processing Parameters(DETL)... =

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

-
Baseline Check Parameters @

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 uVﬂ‘IJ
4 {Masximum Time (min):  15.0 = Ea lure Action: [Skn:l 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: 0.00ub/h

G Hel

@ note

The results of the baseline check are saved in the C:\LabSolutions\Log\Baseline folder.
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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 (Instrument1-System Administrator) - [Data Acquisition - Untitled] @E‘g
éﬂ‘ File Edit View Method Instrument Acquisition Data Tools Window Help BEE

Dep <k R (O=EE " [Bef| s D

M ? @

=l —zld
Wain GCNot Ready GC ot
Acquisition Line] te| V| U| Cid
Sample Mame : Vial| O
El Sample D
. Diata Comment INJ[0.C
Instrument GC LP[0 |k
Parameters LClO [m
|GC Funning Time: 0.82 ¢ B0.00 min DET1: Oul RFID [k
i Max Intensity : 0 RC|0. |m
1000000 15E T 77 00} Time 714 Tnten 0000 .
Col [0.|C
750000 | (DET1) Slope Test
- = K DE|0.|C
500000 = DE [0.[m [©0n ¢
. = DE [0.[m [©0n ¢
_ Start 250000 Normalize - DE [0 [m [©0n |
Single Run
Display Settings...
S Display Settings. %
Graph Properties... T T T T
0.0 b 10.0 125 15.0 175 min

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

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

Set to Parameter Cancel

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.

Click (Zero Detector) on the toolbar.
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 (#lrepertout ) 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 Chedk Stop
Result: ﬂut tested T check =
GC Che:
[ Wiew Results...
e i
vance
View Result Consumables
LD Back Light Septum CRG Coalant
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.78 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.63 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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2 Set the acquisition conditions, and click [OK].

3.4 Single Run

Single Run lg
Line1
Acquisition
Acquisition Information
Sample Name: Sample Mame
Sample ID: Sample 10|
Method File: Sample.gcm
Dats File: Createinto:  C:'LabSolutions\Data\Project1
( Datal.acd = 1
[~ Auto-Increment: L2, ... 2
. =
[ report:
Data Comment: -
Fl b
Samoler
Vial#: 1 J 3
[ without sample Barcode:
Syringe Volume: 10 uL
[ Adwvanced > ] [ OK I [ Cancel ] [ Help
S

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#].

@ 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.

11:58 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.
* 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.

E‘_‘i Realtime Analysis (Instrument1-System Administrator) - [Data Acquisition - Sample.gcm(Read only), Datal.ged] @E‘g
%ﬂ‘ File Edit View Method Instrument |Acquisition| Data Tools Window Help EEE
s0(eREa i F
_ +4 Sample Information...
RN 7
o ? - (@ Change Acquisition Time... |
- p = -
= =l @ stop =

ain da i GC E uire:

Ii G cquire @ Show Batch Queue... =
Acauisition Tinal el ~. 1

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.

[543 Postrun Analysis (System Administrator) - [Data Analysis - snp717A.tmp] o o5 P

File Edit View Method Layout Tools Window Help = E=AES

i BR[O » e oo |5 | @B i
=l x| ==l
Folder: B Chromatogram Yiew
Data Analysis ...\DatalProject1 - uv Wax Intensity : 625,735
186. 10511 Tme 0853 Iten -32675] a|
Filename Mo |||. :‘
0 T T T T T I)I\ T T T T a
Data Repor o] Datal 2/9/ 0.0 [ 0z 03 0.4 0s 3 07 08 09 min
|« Data2 279/
uv Max Intensity : 625,735
DET1 Time. 0.706 Inten 2940 .
=
e .
Applyto Method £00000
=0 250000
E/
Wizard &
0 =]
00 o1 02 03 04 05 06 07 0% 08 min

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.

= | E [
%ﬂ‘file Edit View Method Instrument Acquisition Data Tools Window Help [=I&][x]
iD3A <@ B &R 7 iglEA|e@~@

EOETEREE

W_‘; Realtime Analysis (Instrument1-System Administrator) - [Data Acquisition - Sample.gcm, DataZ.ged]

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

Startup u
Startup
[Start Date & Time: 2/ 9/2003 ~ 3:10:08 PM Igl)] 1
(Starts immediately, when setting date and time has passed.)
Method File: } 2
Start.gem| @J
(C= ﬂ[ Cancel | [ Hel

7 Set the date and time to start the instrument.
2 Select [Method File], and enter the method file name. The method file can also 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.96.

» 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.87.
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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 {Instrument1-System Administrator) - [Data Acquisition - Sample.gem, Data2.ged]

%ﬂ‘ File Edit View Method Instrument Acquisition Data Tools Window Help = E=AES

iD3d «&| 2R ([O=HE 2 Hz ol @ 7

fed 4 () ? im

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
|[ OK ]] [ Cancel ] [ Help

1 Select [Shutdown Method File], and enter the method file name. The method file can also 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.96.

« Shutdown can also be set in realtime batch.
For details, refer to "4.4.3 Shutdown Analytical Instruments After Data Acquisition (Shutdown)"
P.88.

»  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.

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

B Instrument Parameters View [EHomal '\ Advanced ] || End Time - 60.00min | il Download
i aocza| o &c

2 Click the [Detector] tab, and set the sampling interval of the detector.

B Instrument Parameters View ([CHomal ) CAdvanced]) End Tirme : 60.00 min @ Linel ) Line2
[ Aoc-20i | o colume| 03 DETL || General

Temperature: 250 C mL/min E ; H ] lj
[ Data Acauisition 50F-------- :r ,,,,,,,, E,,,,,,,,J ,,,,,,,,
Sampling Rate: 40 | msec | n:.“L;L“.Li“LLJ;,.L.

Stop Time: 60.00 min 0 25 50 75

Delay Time: 0.00 min Flow Program
Subfract Detector: Rale Flow | Hold Time | ~

o - 400 [T
7| 000 [ 000

H L [ [
4 LS 3

Total Program Time : 0.00 min

H2 Flow : 40.0 mL/min

Air Flow : 400.0 mLfmin

1 Select the setting value from the list.

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

@ note

» For the [Detector] tab, the detector name set in the [System Configuration] sub-window is
displayed.

» 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 [Instrument Parameters View], and set the parameters.

1 Click [Line 1] in [Instrument Parameters View], and set the instrument parameters to
use.

B Instument Parameters Yiew [ Momal | Cadvanced] [ Fnd Time G000 min | (@ Linel ©) Line2) -E Dowrload
il Aoc-20i | Iz Column | &5 DET1 | [ General|

-

Temperature: 25.0 C mL/min 3
[¥]Data Acquisition 5']%_........:, ________ E.........E ________
Sampling Rate: 3 g : ;
Stop Time: 50.00 min 0 25 50 75 ]
min
Delay Time: 0.00 min Flow Program ~ |H2 -
Subtract Detector: Rate How Hold Tilre| L
0 - 400 0.00
1| 000 0.0 0.00
2| 0.00 0.0 0.00 -
[ I 2

Total Program Time : 0,00 min

H2 Flow : 40.0 mL fmin

Air Flow : 400.0 mL/mir

[I5" Reference
Refer to "3.2.1 Set the Instrument Parameters" P.42 for more details.

2 Set the parameters for [Line 2] by the same procedure.

3 Save the instrument parameters to the method file, and download it to the instrument.

3" Reference
Refer to "3.2.2 Analytical Instrument Startup" P.44 for details on how to download the file.
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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 button

on the GC unit.

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.

@ Realtime Analysis (Instrument1-System Administrator) - [Data Acquisition - Sample.gcm, Datad.ged] @E‘g
éﬁ‘fﬂ& Edit View Method Instrument Acquisition Data Ioolsi Window Help BEE
g - y x| = System Configuration Audit Trail Settings...
iDEH <2 B & DO=dE 2 s guration & 9
H Fr— H Event Settings...
I EHMe ? ™2 Check Bom Dat.
eck Raw Data... g 2
=l = —zld
o GCNot Ready k& Options.. | I
Acquisition Linel Customization r I te| v[ U] cd

Sample Mame : Sample Mame Vial| O

Sample D : Sample ID

Diata Comment | INJ O |C |

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

Setting Options g
T — = —— [ autocopy PDF Output |
Start Acquisition |) compatble |  CLASSWP file conversion
: o ). 1
(¥]Acquisition Start from Instrument:
)
[Dahult DataFile:  default.ged J 2
Show the data acquistion start dialog for manual injection.
N
(Coc ) conca ][ bee

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

3 Press the button on the GC unit.
Data acquisition is started.

@ 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.
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3.11 If Single Baseline of instrument Is Unstable

H 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
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.

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

. e N
B Instiument Parameters View Hamal | Advanced Enct Tirme 1000 mi ?—R Dowrload
[l aoc-20i [io] 6o

2 Click the [Column] tab and enter “120” at [Temperature].

B Instument Parameters View [ Momal | CAdvanced]) [ End Time : £0.00 min m
N
il aoc-2oi | T muz{ ol cobumn || peT1 | B3 General|
(Temparatura: 120 C ] ¢ 1005 ; 4 i
Equilbration Time: 3.0 min 50; 777777777 R I I
L.Column Information { ) l]:'Jll;“J‘*-idll*-,Jl\-'
Column ID: o 25 50 75 min
Installation Date: 09/02/06 —
Column Oven Temperature Program | Redraw
Column Max Temp.: 400C
Rate | Temperature| Hold Time | ~
Length: 25.0m ] - 1200 000 |
Inner Diameter: 0.32mm D 1| 000 0.0 0.00
2| 0.00 0.0 0.00 -
Film Thickness: 0.50 um = = -

Comment:
Total Program Time : 0.00 min

3 Click 'ﬂ. Dowriload |-

Wait a while until the baseline becomes stable.
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When the baseline becomes stable, enter "50" for the initial temperature at

[Temperature].

5 otk s

B 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 g
Linel |Line2
Acquisition
Acquisition Information
Sample Name: Sample Mame 1
Sample ID: Sample ID 1
Method File: Sample.gem
Data File: Create into:  C:\LabSolutions'Data'Project1
=
Datall001.gcd =]
[T Auto-Increment: %
. =
[ report: =
Data Comment: -
< »
Sampler
Vialdt:
Barcode:
Syringe Volume: 10 uL
[ Advanced »» ] [i OK ])[ Cancel ] [ Help ]

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.

" 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#t | Tray Name | Sample Name | Sample ID | Sample Type | Method File | Data File | Level# | Inj. Volume | Report Output | Report Format F
1 I 1 [ [ [ D:Unknown [ [ [ 1] 10| I [

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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Bl ForLC

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

Fealtime Batch

Method
Development

|t
i
Settings

@

Wizard

2 Enter the parameters, and click [Next].

r
Batch Table Wizard =S
& = ). 1
Batch Table: @) MNew () Append )
- Demo_Method.} 2 )
( Method File emo_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
[ Insert QA/QC Samples

N
&)}

< Back I’ll 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.92.

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

Batch Table Wizard - QA/QC Sample S

QAfQC Samples
Sample Name: JOA O D Auto-increment
Sample ID: 55T-0001 Auto-increment
Data File Name:
Create file names automatically
(Auto Filename) = Autg-ncrement
Autosampler
=
Tray Definition:  |Rack 1.5 mL 70 vials E*“f;;

Number of QA/QC Sample Vials: 1

Repetitions per Run: 1
Vial#: - [a
D Print Report

Reeport Eormat File;

L

[ < Back ”[ Mext > ]II Cancel ][ Help

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

Batch Table Wizard - Standard Sample g

Standard Sample
Sample Name: Standard Sample | Agmﬂ'ncremann 1

Sample ID: STD-0001 Auto-increment

<

Data File Name:
Create file names automatically 2

(Auto Filename) (= [/] Autg-ncrement )

~ N
Mumber of Calibration Levels: 3

Mumber of Standard Sample Vials per Level: 1B
Repetitions per Run: 1[5

Autosampler 3
Tray Definition:  |Rack 1.5 mL 70 vials @

Clear &l calibrations at the beginning

Use the same standard sample vial for all groups

(" [Z] print Report

Report Format File: 4
CalibrationCurveReport_1.lsr

Data Comment:

< Back m Next > ”[ Cancel l [ 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.

Operators Guide 65



/

4 Realtime Batch

3

4

[I¥" Reference
For details, see "Set the Data File Name" P.104.

Set the [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.
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].

r Batch Table Wizard - Unknown Sample B
Unknown Sample

Sample Name: Unknown Sample Auto-ncrement
Sample ID: UNK-D001 Auto-increment
Data File Name:
[¥] Create file names automatically
(Auto Filename) IEI [V] Autp-increment
Number of Unknown Sample Vials in each E‘
Repetitions per Run: E‘
Autosampler o

[[]Tray Definition: | Rack 1.5 mL 70 vials -

Tray:
[¥Igrint Report
Report Format File:
QuantitativeResults_1.lsr
Data Comment:

<os (oo ) et | b ]
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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

E

< 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 spedified
3 condition in method.

Baseline Chedk

3

fl (Acquire)

3

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

<pack ([ Next> J|[ cance | [ tep

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.87 to enter a specified date and time.

-
Batch Table Wizard - Startup =

Startup

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

Start.lem

<gack [[Ldedt> JJ[ concel | [ b |

7 Enter an instrument startup time at [Pumping Period].
2 Select [Startup Method File], and enter the method file.
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9 Select the shutdown settings, and click [Next].

4.2 Create Batch Tables

Batch Table Wizard - Shutdown ﬂ
Shutdown
Shutdown Method File: 1
Stop.lem J
{ Cool down Time: | min 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.

Operators Guide 69



I 4 Realtime Batch

Bl For GC

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

Fealtime Batch

Method
Development

L

Settings

’@

Wizard

2 Enter the parameters, and click [Next].

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

(" Select standard location in the sequence.

3 =]

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 yial(s) in Bracket

QAJQC Samples ] 5
[Finse J
<Back ﬂ[ Next> || [ cancel | [ mep |

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.92.

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.95 to set the
injection volume for each sample using the same method file.

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.

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

[7|Ereate fiie names autom:

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

Repetitions per Run:

Vial#:
D Print Report

Reeport Eormat File;

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

(2| [V] Autg-increment

L

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

4 Enter the standard sample information,

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

Create file names automatically

{Auto Filename)

|§ Auto-ncrement

( Mumber of Calibration Levels:

Repetitions per Run:
Vial #

Clear &l calibrations at the beginning
\

Mumber of Standard Sample Vials per Level:

ol ([l | {Fol | [T

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

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.104.

3 Setthe [Number of Calibration Levels] (number of calibration points), [Repetitions per Run] (humber
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 - Line1 Unknown Sample [

Unknown Sample

Sample Mame: Unknown Sample Auto-ncrement
Sample ID: UNK-0001 Auto4ncrement
Data File Name:
Create file names automatically

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

Print Report

Report Format File:

QuantitativeResults_1.lsr

Data Comment:

<Bak ([ ez ) [ cancel | [ 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

E

< 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.
Please set the start date and time in the batch settings.

L 4
Baseline Chedk
L 4

(Acquire)
3

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

<Back [ mext> ||[ cancad | [ 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.87 to enter a specified date and time.

-
Batch Table Wizard - Startup =

Startup

(Eumung Period: @‘ 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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9 Select the shutdown settings, and click [Next].

4.2 Create Batch Tables

Batch Table Wizard - Shutdown ﬂ
Shutdown
Shutdown Method File: 1
Stop.gam @J
{ Cool down Time: 0 | min 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 Enter the [Vial#] for the top row.

Analysis Vialit | Tray Hame | Sample Name | Sample ID | Sample Type Method File Data File Levelit Inj. ¥olume Report Output
1 1 Statdard Sample | STD-0001 1:Standard:[1] Sampletethod lecm [&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| UNE-0001 O Unlnown Sampletethod.lem [&uta Filename) i} 1 [l

2 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 Levellt | Inj. Volume Report Dutput
1 (‘ Fill Series [le) 5TD-0001 1:Standard (1] Sampletethod lom [Auto Filename] 1 1 ]
2 = o/ 5TD0-0002 1:5Standard SampleMethod.lcm [Auto Filename] 2 1 ]
3 Fill Dawn o [STO-0003 |1 Standard 5 ampleMethod lom Buto Filename) 3 7 a]
4 Cut e | 5TD-0004 1.5tandard Sampledethod. lcm [Auto Filename) 4 1 ]
5 - e | STD-0005 1:5Standard SampleMethod.lcm [Auto Filename] 5 1 ]
3 Copy le| UNK-000T | 0tUnknown SampleMethad lom 1Auta Filename I 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.

3 If the [Vial#] sub-window is displayed, enter the [Row#], [Vial#], [Repetitions], and select
[Auto-increment], then click [OK].

Wial#
Rowt: | B - & |
vigl#: 1 [ Repetitions: 1 15

Auko-increment

[ [a]4 ] [ Cancel H Help ]

The [Vial#] column is incrementally filled.

Analysis Yialit l Tray Name | Sample Name | Sample ID [ Sample Type Method File Data File Levellt | Inj. Volume Report Dutput
1 1 I Standard Sample | 5TD-0001 1:Standard:(1] Sampledethod. lcm [Auto Filename) 1 1 [
2 2 1 Standard Sample | STD-0002 1.5tandard Sampledethod. lcm [Auto Filename) 2 1 ]
] 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 ]
B a 1 Standard Sample | STD-0005 1.5tandard Sampledethod. lcm [Auto Filename) a 1 ]
E F 1 Unknown Sample| UNE-0001 0:Unknown Sampledethod. lcm [Auto Filename) a 1 [

[Fill Series]

[Fill 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.
“standard sample”, “standard sample 001", “standard sample 002", and so forth.
» If the end of the character string is a number (ex: “STDO01”)
The cells are filled with STD01, STD02, STD03 and so forth.
» Ifonly 1 cell is selected (ex: “ABC”)

The cells following the selected cell become ABC001, ABC002, ABC003 and so forth.
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+ 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 ==
Row: fl | - 8 £
Sample Mame:
[ 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 \[5TC )5 TD-00071 1:Standard:(1] SampleMethod.lem [tuto Filename) 1 1 [
2 2 1 ‘standard sample | 5TD-0002 1:5tandard Sampletethod.lom [#wito Filename)] 2 1 O]
3 3 1 Standard Sample | STD-0003 1:5tandard Sampletethod.lom [#wito Filename)] 3 1 O]
4 4 1 Standard Sample | STD-0004 1:5tandard Sampletethod.lom [#wito Filename)] 4 1 O]
a i) 1 Standard Sample | 5TD-0005 1:5tandard Sampletethod.lom [#wito Filename)] i) 1 O]
E E 1 Unknovn Sample| UME-0001 0:Unknovin Sampletethod.lom [#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 Sarnplebethod. lorn [Auta Filename] 1 1
2 2 1 Standard 5 ar, Sarnplebethod. lorn [Auta Filename] 2 1
3 3 i Standard Sl Down ) SampleMethad.fom o Filename) 3 1
4 4 1 Standard 5am| Cut Sarnplebethod. lorn [Auta Filename] 4 1
5 5 1 Standard 5am - Sarnplebethod. lorn [Auta Filename] 5 1
3 [ 1 Unknawin San Copy Sarnplebethod. lorn [Auta Filename] 0 1
The contents of the top cell is copied to the subsequent cells of the [Sample Name] column.
Analpsis | Viali# [ Tray Name|| Sample Name [ Sample ID | Sample Type Method File Data File Levell | Inj. Volume Report Dutput
1 1 1 51D STD-0001 1:Standard:(] SampleMethod.lem [tuto Filename) 1 1 [
2 2 1 510 STD-0002 1:5tandard Sampletethod.lom [#wito Filename)] 2 1 O]
3 3 1 51D STD-0003 1:5tandard Sampletethod.lom [#wito Filename)] 3 1 O]
4 4 1 51D STD-0004 1:5tandard Sampletethod.lom [#wito Filename)] 4 1 O]
a i) 1 51D STD-0005 1:5tandard Sampletethod.lom [#wito Filename)] i) 1 O]
E E 1 51D UME-0001 0:Unknovin Sampletethod.lom [#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 Mame ==
Rowd: H - s B
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.91.

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.
2" Reference

For details, refer to "4.4.7 Custom Calculation Function" P.93.

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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M 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:4LabSolutionshData\Praject]

Analysis ittt [T oo blamn T e amnta Name Sample ID | Sample Type Method File Data File Levellt | Inj. Volume Report
1 Fill Series fample [ STO-000T | 1.Standard (] SampleM ethod lom 1Auto Fllename] 1 1 i
2 Fill Do fample | 5TD-0002 1:5tandard Sampletethod.lcm [Auto Filename) 2 1 i
] fample | 5TD-0003 1.5tandard Sampledethod. lcm [Auto Filename) 3 1 i
4 Cut fample | 5TD-0004 1.5tandard Sampledethod. lcm [Auto Filename) 4 1 i
5 Copy fample | 5TD-0005 1:5tandard Sampletethod.lcm [Auto Filename) a 1 i
E Paste Sample| UME-0001 0:Unknown Sampledethod. lcm [Auto Filename) a 1 i

Copy Entire Table

Clear
== Select Rowr
Select &
2 Copy Row
=4 AddRow..
=* Insert Row

=X Delete Row
£/ Table Easy Settings...
=} Summary Settings..

B

2 Browse Data...

LV Edit Method...

i/ Edit Report Format..,

/%y Settings...

Ecp 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 A Sarnple IO

Baseline Check = Sample Type

Background Method File

Background Data File l Addogy J Drata File

ISTD Amt. m Levelf

Sample Amt. Inj. Yolume:

Dil. Factor << Bemove [ mepon Dutput

System Check Report Foimat File

Custorn Parameters Drata Commerkt

System Suitability

Usger Prog, -

< s 5 | Humber of fired columns: 0 =

l ak U [ Cancel ] [ Help

7 Select the items to display from the [Hide ltems] list.
2 Click [Add].
The selected items are added to the end of the [Display Items] list.
3 Select an item to change the display order.
4 Click [Up] or [Down].
The top item in the [Display ltems] list is displayed in the first (left) Batch Table column.
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Hide Items in the Batch Table

Table Style ==
Item Settings | Fant
Hide ltems Displau Items
- (vialt
ot Format File | EEE
Fiun Maode Sample Mame
Autto Puige L Sample ID
Baseline Check = Sample Type
Background Methad File m
Background D ata File I Add» ] DataFile
ISTD At I Leveld
Sarnple Amt. Inj. Walume
Dil. Factar l<< Bemove] Report Dutput
System Checl: Repart Format File
Custom Parameters eata Comment
System Suitability |
User Prog. -
[ i |t Mumber of fised columns: 0 [
(o [ canes [ Hel |

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.

Fealtime Batch

o

Heth

wod

s
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4.2 Create Batch Tables

2 Click the [Type] tab, select [Line1 & Line2], and click [OK].

Settings =)

‘ General | Bracket | Data File Name I Startup | Shysown |
‘ ASCII Conversion | File Conversion | QAfQC I Falder | Option Ibems” Type

[] Use Method Inj. Volume & Multi-Inj. Counts

[[ OK D[ Cancel H 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 File Level# | Report Ouiput Report Format Fle Data C
1-1 0:Unknown 0 1
12 0:Unknown [1] 1

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 Vialt | Tray Hame | Sample Name | Sample ID | Sample Type Data File
Jard: [T

0 Unknawn SampleMethad.lom [Auta Filename

| Unknawn Sample| UNK-0002

)
| 0Urknawr | Samplebethad.lcm [&uta Filename]
| 0Unknavr | Samplebethad.lcm [&uta Filename]

| Unknaw Sample| UNE-0003

2 Click the m (Start Realtime Batch) icon on the [Realtime Batch] assistant bar.

Fealtime Batch

i

Settings

A’ﬁ‘;

“wizard

3 Check [Selected Row(s)], and click [Start].

Select Batch Execution Range
Execution Range
e
f@l Selected Rowis) -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.

hiain
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 E

Data acquisition of the specified line will be waiting ta start.
‘You can edit the batch kable from the specified line,

l [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 l [ReleaseLaterl l Help ]

84 Operators Guide



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].

Copy Entire Table

Clear

Select Row
Select &

Copy Rouwr
Add Rouy...
Insert Rowr

g
EN
=*

Delete Row

The selected row is deleted.

Analusis | Viallt I Tray Hame | Sample Namel Sample 1D | Sample Type I Method File | Data File | Lavelﬂ I |
1 1 Slandald Sample STD EIEIEI1 T Slandald {(1] SampleMethd lcm
75 2 1 5 g 0z Sampletdethod lom
3 __
a Fill Down nknown Sample| LMK UUUZ El Unknuwn SampleMethd Icm Samp\e UU? ch
3 - nknown Sample| UNK-O003 | O:Unknawn | SampleMethodlcm | Sample_008.0cd | [1]]
Cut
Copy
Paste

Analysis I alif | Tray Name I Sample Namal Sample 1D I Sample Type | Method File I Data File | Leveltf | |
1 1 ampletdethod.| Icm
2 2 1 g g 5 amplel 2
3 3 1 Standard Samp\e STD-0003 1.5t andard Samp\eMelhud lcm Sample_005, \cd 3
4 i) 1 Unknovwn Sample| UME-0002 0:Unknovin Sampletethod.lom Sample_007 lcd 1)
] E 1 Unknovn Sample| UME-0003 0:Unknovin Sampletethod.lom Sample_008.lcd 0

4 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"
P79.

Analysis Levellt Inj. Yolume Report Dutput Report Format File Data Comment Baseline Check

=g

enfe o fraf—
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].

Setting =)
‘ ASCIL Conversion I File Canwersion | QAT | Falder | Option Ikems |
‘ General | Bracket | Data File Mame ” Startup " Shutdown |
—
( ¥startup 1
|| Set start date and time when starting batch
11} 7jz007 20:ZE PN | 2
Methad File:
CiLabSolutions|Data|Project 1yStart lem 3
Pumping Period: 5 = min
|[ [s]4 ”[ Cancel ] [ Help

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 enter the name of the method file that contains the parameters for

analytical instruments startup.
» Click to change the referenced file.

+ 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].

Setting =]
| ASCI Conwversion | File Canversion | QAlQC I Folder |_cutinn rame |
| General | Bracket | Data File Name | Startup [| Shutdown
[¥] shutdawn } 1
Shutdown Method File:
CiilabSolutions\DatatProject1iSkop. lem
Cool dawn Time: 0 < min 2

[ Degasser(LC Pump, Subcantrollery 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, the pump, and LCD are automatically turned off, )

l[ oK ]][ Cancel H Help

1 Select [Shutdown].

2 Select [Shutdown Method File], and enter the name of the method file that contains the parameters
for shutdown of the analytical instruments.

» Click to change the referenced file.

» 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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B Turn the Detector Lamp Off

When creating a shutdown method file, select [Off] in the [Lamp] parameter.

B Instiument Parameters View :71 e —

Data Acquisition | LC Time Prog. | Pump | Detector & ‘Cn\umn | Cantraller | Autasarmpler Aum—purgel

-

Model: SPD-204 I
Lamp: |
Polarity:
Response:

Cell Temperature: 40 C
wavelength

wavelength Chl: 254 niri
254

Output

Inkensity Unit:
Auxiliary Range: Al

Recorder Range:  1.0000

[7] 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 Ini. Volume Report Dutput Report Format File Data Comment Baseline Check 5 ry Type 5 y Report Format File
[ Mone

1 =]
2 1 il Mane
3 v Hone

# note
If the [Summary Type] and [Summary Report Format File] items are not displayed in the Batch Table,

refer "Hide or Display Batch Table Items" P.79.

2 Right-click on the selected rows, and click [Summary Report Settings].

:‘3 Realtime Snalysis nstrument]-System Administrator) - [Realtime Batch - Sample.lch] f=
é % File |Edit] Wiew Instrurment Batch Tools Window Help

0o |=| 2 G| REFRER|C - |
R oK ™ ]
H= Fill Series M3 ‘_'q :
Fill D
1 bemn Froject]
Cut Ctrl+3 B Report Dutput Report Format File Data Comment Baseline Check 5 ry Type 5 y Report Forma
Copy Ctrl+C 1 ] ¥
1 ] [¥]
Paste Ctrl+y 7 = ¥
Copy Entire Tahle
Clear Delete
== Select Row
Select Al Ctrl+,

=% Delete Row

# Tahle Easy Settings..,

5 Browavse Data File..,
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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.

ummary Settings

Row Murmber: 4 ﬁ - 6 E‘

¥

[Report Format File:  SummaryRepart_1lst|

=" Reference
See "8.4 Create a Report Format File" P.232 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.

Analysis | Sample Name | Sample ID | Sample Type Method File Data File Background Background Data File Levellt | Inj.
1 Bsseling Cellnknown S ampletdethod lem Baseline.led [ 0
2 Standard Sample | STD-0001 1:Standard: (1] SalpletMethod.lom Datal.led [ ((Baszinelcd ) 1
3 Standard Sample | STD-0002 1:5tandard Sa[pleMethod lcm Diata2.led || | Baselinel=d | H
4 Unknown Sample| UNK-0007 Ot nknown S a|vpletethod lcm Diatadled \ED)) \Baceline Ind ) 0
5 Unknawn Sample| UMK-0002 0:Unknawn Salpletethod lom Datad.led §| Bazefine.lcd a
E Unknawn Sample| UMKE-0003 0:Unknawn Salpletethod lom Dratal.led Bazefine.lcd a
7 Select the row where background data will be acquired.
@ note

* Ensure that the background data row is above the sample rows.

» 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.

Analysis | Sample Name | Sample ID | Sample Type Method File Data File Background Background Data File Le
1 Baseline 0:Unknawin Sarnplebethod. lorn [Auta Filename] =
2 Standard Sample | 5TD-00071 1:Standard: (1] Sarnplebethod. lorn [Auta Filename] | Bazeline.lcd
] Ctandard Garmnle | GO T-Crandard Carnrl=Mathad e [Fopry o —— Tl P el Il
Setting ==

| ASCIL Conversion | File Conwersion | QA0 | Folder I Option Items |

General Bracket Data File Name Startup Shutdewn

(D Create filenames autormatically with )

Eatch File Mame
Method File Mame
User Mame Add == Up
Sample Mame
sample 10 << Remave| Down
Instrument fame
Batch Start Date
Eiatrh Skart Time

001, 002, ...

[ [a]4 ] [ Cancel ] [ Help ]

7 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 Items" P.79.

Click the (Save) button on the toolbar.

The background compensation settings are saved to the batch file.
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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.

Fealtime Batch

2 Click the [Bracket] tab, select the bracket quantitation type, and click [OK].

Setting

ASCIL Conversion | File Conversion I QAT | Folder I Option Items |
General [ Bracket ) DataFieMame | Statup [ Shutdown

@ Mone

(1) %) Qverlap E E EE
e -7 Sequence E E E E

e ) Average E E E E

[ a1 ]I Zancel ” 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.79.

2 Enter [Title], [Formula] and constants to display in the Compound Result Table, and

click [OK].
1 2} (3]
Custorn 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)

© [Const A to 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.

[ Pastrun Analysis (System Administrator! - [Data Analysis - Dema_Data-003.lcd] [= ===
@l Eile Edit View Method Layout Tools Mindow Help =I=]x]
idH @« B [l 2 peoon 0 |5 &R
==
Wain B Chiomatogram Yiew
Data Analysis iy Mot Intensty : 61,510 [Method File Name]
4713363 etector A 754 Time 9388 Inten 0020} Denciiisticen
) A ﬂ Jil ﬂ % [Sample Name]
f ¥ 7 7 T T 7 T 7 7 7 1 ST
0o 10 20 30 40 a0 60 70 80 a0 mir
[Sample ID]
v Max Intensity : 61,510 ]
etector A.254nm Time 0736 Inten -0014] .
[Acquired by
50 SHIMADZU
U e pccuied
1HE/2003 5.47.40 &AM
25+
~ [Sample Type]
Standard
NN g
T T T T T T T T T [Levelt]
0o 10 20 30 40 a0 60 70 80 a0 min 3
0 <> Results View - Compound Table O <» Method View - Peak Integration Parameters @ Edit
Peak Table | Comoound {eon [cobvtioncwvel | Integration | identfication | Quanticative | Compound | Group | Perforr |-
IDH_| Correction area | Compared with p|_Area total valu
hy : Detector A - Chi (254 -
12512453200 397775 | 107305157661 e [ostectr {5t} ]
494652 94003 386H34 | 1073051 67651 wdth:
286D 398869 | 107305157651 ot @y (D ANEEES
35870.06320 397600 073051 57661 Slope: i
Drift: E wjmin J\'L'w‘—
Program
T. DEL: o min
Min, realtieight: | 1000 | counts | ofsefDrift Calaulaton. . |
Calculaked by: @ Area Height
[ [——
Fostun Batch | | [l Data Analysis [ Postun BatcH]
HUM

Hl Custom Parameter Example

Custorn Parameters ==
# Title Formula Const A Const B Const C
1 Correction a1 | Area™® 1. 1 1
2 Compared Areall) breal3) 1 1 1
3| Area total val| Areal1[+4eal2]+breal3]+Ameald] 1 1 1
4 1 1 1
5 1 1 1
[ 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 | Bracket | Data File Name I Startup | o —
| ascir conversion | File conversion | qajgc | Folder [ option Items| | Tvee
|

@ Line 1
@) Lline 2

@ Line T&1ine 2

(|:|3_lsa Method Inj, Volume & Multi-Inj. Counts]

([ OK ]J 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 Items" P.79 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

Setings

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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and click [Start] to save the batch queue settings.

U4 Realtime Analysis (Instrurent1-Systern Administrator) - [Batch Editor - Sample.ch]
{&: File Edit Yiew [Batch| Tools Window Help

[E=SEcE (5|
[=]=][x]

H » Addio Ratch Ouene ‘
03H | «
(| The batch queue is registered as a state of "Waiting”. | |
|
[
[

AR
HE R T ey

|T;|ﬂ| r & Start Priority Batch

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

i

Settings

ﬁ?

To change the order of batch files in the batch queue, select the desired row, and click
[Up] or [Down].

B Realtime Analysiz - Batch Quevelnstrumentl

Status  Waiting State of Progress

N.. Batch File Operator Date Registered Waiting Estimated End Time  Startup/Shutdown
1 Samplellcb System Administrator  11/9/2007 408 PM Waiting  11/12/2007 1100 A
9 | Sample?Ich System Administrator | 11/9/2007 Waiting A oo

3 Sampledlch System Administrator 11792007 430 PM Waiting  11/12/2007 1230 P

[ Start ][ Gloze ][ Help ]
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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 Waiting  11/12/2007 11:00 A

2 Samplel lch System Administrator 1192007 408 PM Waiting  11/12/2007 1145 &

3 Sample3lch System Administrator  11/9/2007 420 PM Waiting  17/712/2007 1230 P

[ Start ]I Close l[ 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 Operatar Date Registered ‘Waiting Estimated End Time  Startup/Shutdown

1 Sample2lch System Administrator 1192007 499 PM Waiting  11/12/2007 11:00 &
2 Samplel lcb System Administrator  11/9/2007 403 PM Waiting  17/12/2007 1145 &
1

¥ Waiting
Edit
Delete
Take Quer Acquisition

Table Style...

[ Start ][ Cloge ][ 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 Waiting  Estimated End Time  Startup/Shutdown

1 Sample2lch System Administrator  11/9/2007 419 PM Waiting  77/12/2007 11:00 &
2 Bamplellch System ddministrator  11/9/2007 408 PM Waiting  11./92/2007 1145 &

[ Start ][ Close ][ Help ]

5 Click [Start].

Realtime batch is started in the new batch file order.
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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.

14 Realtime &nalysis (Instrumentl-Systern Administrator) - [Batch Editor - Sampled.lch] [ = =)

£5:File Edit View [Batch| Tools Window Help REE
Add to Batch

[0 (3 | (| 2 toBatch Queue == =%

: The batch queue is registered s a state of "Waiting".

o S

Rl g [ Show Eatch Queue. .

SE]
[ wan | Start Priority Batch Pl”
R 7 Seting. ame | Sample Mame | Sample ID | Sample Type | Method File | Data File | Bacl

— wr r [ Rasrling I [ Ik s [ nletDame Mathd Iem | IAuitn Filenamel |

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 Quevelnstrumentl = [E][E=]

Status  Priority Runnir State of Proeress 144

.. Batch File Operatar Date Reeistered Waiting Estimated End Time  Startup/Shutdowmn

M

1 Sampledlch System Administrator  11/12/2007 10:22 111272007 1115 A
2 Samplelch System Administrator  11/9/2007 419 PM Waiting  1172/2007 1200 P
3

Samplel lcb System Administrator  11/8/2007 408 PM Waiting 1171272007 1245 F..
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I 4 Realtime Batch

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 !Q? (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 ==

-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.

Zhannel: Deteckor A - Chi (254nm) ']

width: 5 seC Copy to All Channels

Slope: 5000 i min

Drift: 1) W fmin j'“—“h_
Program

T.DEL: 1] min

Min. AreafHeight: 1000 counts MoisefDrift Caleulation. ..
Calculated by: @ prea () Height

< Back l et = ][ 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.171.
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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.

[{l/ NOTE
See "4.2 Create Batch Tables" P.63 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-Urknawn | [ | il
Fill Do
Cut
Copy

Copy Entire Table

Clear
== Zelect Row
Select 2l

= Coow Row

E.. Add Raow,..

== Insert Roww

2 Enter the number of samples, and click [OK].

Add Sarmples =)

Mumber of Samples: | 3

Rows are added to the Batch Table.

Analysis | Vial#f | Tray Hame | Sample Mame | Sample ID | Sample Type Method File Data File Levellt
1 CtlUnknown 0
2 CtlUnknown 0
3 CtlUnknown 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].

VY Select hMethod File E
Lookin || Project] - @& m-
@= Marne Date modif.,  Type Size
g sarmp )

Recent Places B Sempiithed

-J Start
Stap

Desktop

LY
Computer

L

)

Metwork

File: mame: | - u Open ]J

Files af type: [LC Method Fie [ lem) «] [ Cencal |

The method file is set.
Analysis | Vialt | Tray Name | S5ample 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.77 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 1:5Standard:(| | Sampletethod. lom 1
2 Glnknown (#1) SampleMethodicm a
3 0:Unknawn i Sampletethod. lom 1]
4 0:Unknawn | Sampletethod. lom 1]

4 Click [Standard], select [Add Calibration Level] and click [OK].

Zarnple Type ==
& Unknown Calibration
$ Standard @ Initislize Calibration Curve

& Control

& Unspiked #add 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 | Wiallt | Tray Hame | Sample Mame | Sample ID | Sample Type Method File Data File Levellt
1 1 Standard (11 S ampletsthod.lsm 1
2 1:5tandard ) 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 | Vialll | Tray Mame | Sample Name | Sample ID | Sample Type Method File Data File Levell
1 1:5tandard:(1] Sampletethod.lem 1
2 1:Standard Sampletdathod lom | 1])
3 O Unlnow Sampletethod.lem [
4 O Unlnown Sampletethod.lem 1]

2 Enter the level number.

Analysis | Vialll | Tray Mame | Sample Name | Sample ID | Sample Type Method File Data File Levell
1 1:5tandard:(1] Sampletethod.lem 1
2 1:Standard Sampletdathod lom ( al)
3 O Unlnow Sampletethod.lem [
4 O Unlnown Sampletethod.lem i}

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].
17 2 3 4 5

Setfing ==

| /|scat comw|rsion | File oo [umrsion [ caioe | ioider | optior|trems |
‘ Seneral ‘ Bracket ﬂ 1|t File Mame J St | rtup | Shut | awn |

“reate filnames automa |cally with

Prefix:
(Gelected Ttems: )
Batch File Mamne
Batch Start Date
[ Add=> up
R L
Instrument Mame o
Batch Start Time:
S —
- |
) 6
Auto-increment Format: 001, 00z, ... -
u (53 IJ[ Cancel ] [ 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 MName | Sample ID | Sample Type Method File Data File Background Background Data File Levelit Inj.
1 Easeline 0:Unknawn Sampletethod. lom [Auta Filenarne] 0
2 Standard Sample | STD-0001 1:Standard:(1] Sampletethod. lom [Auta Filenarne] 7] Bazeline.lcd 1
3 Standard Sample | STD-0002 1:5tandard Sampletethod. lom [Auta Filenarne] 7] Bazeline.lcd 2
4 Unknawn Sample| LNE-D001 0:Unknawn Sampletethod. lom [Auta Filenarne] v Bazeline.lcd a
5 Unknawn Sample| UMK-0002 0:Unknawn Sampletethod. lom [Auta Filenarne] v Bazeline.lcd a
[ Unknawn Sample| UMKE-0003 0:Unknawn Sampletethodlcm | [Auta Filenarne] v Bazeline.lcd a
@ noTe

Postrun batch reprocessing cannot be executed when a field is set to [Auto-increment Format] because a
specific filename and path are required. Therefore, it is recommended to copy the batch after realtime
acquisition ends. When a batch is copied, the data file name generated at the time of data acquisition is
transferred to the appropriate cell of the copied batch allowing postrun batch processing to be executed.
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To copy a batch, select the following menu item.

/Y Realtime &nalysis Instrument1-Systern Administrator) - [Realime Batch - Samplellch] [E=2[E=R(F==
S8 Eile Edit Wiew Instrument |Batch| Tools Mindow Help =I=]x]
1 = | Start B e | m
DA |« |BE5Y = =4ICToRONE-
: () Edit Table (Pause)
P H RS M e s Shift+F5
Al | =——== 5 Change Acquisition Time...
Main Folder:
[(3 Add to Queue with Selected Batch File.., le Name | Sample ID | Sample Type Method File
Batch Editor . \DatalProject . N TUnk ) Method |
— The batch queue is registered a5 a state of "Waiting”, e nknown mipleiDemo_ethod lem
Acquisition - \ i 1:Standardl] | mple\Demo_Methadlem
Realiime Batch| | | Filename [ Iake a copy of the executed batch file If 2 1:Standard mpleDemo_Method lom
A samole S /| 3 1:Standard mpleDema_ethod lem

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 ==
Display Format
Value Display Type Decimal Digits Significant Digits Runding -
Retention Time Default -3 7 Half &djust =
Concentration Default 3 7 Half Adjust
Concentration Default 3 7 Half Adjust
Morm. Concentration Default 3 7 Half Adjust
fiea Default a 7 Half Adjust
Hfreak Default 3 7 Half Adjust
Area Ratio Significant Cigits 2 B Half Adjust
Height Default a 7 Half Adjust
Hainht3 Ntz k] 7 Half Akt A
[] Gunchranize with & display famat of the areatheight used for calculation.
[ Calculate sum using actual value [not rounded).
( Dilution Factar: @) &pply () Mot Used ]
I oK ] l Cancel ] [

=" Reference

If [Sample Amt.], [Dil. Factor] and [ISTD Amt.] are not displayed in the Batch Table, refer to "Hide or Display

Batch Table Items" P.79.

1 Click the [ISTD Amt.] cell for the unknown sample.

Analysis Yiallt | Tray Hame | Sample Name | Sample ID | Sample Type Method File D ata File Levelidt | ISTD Amt Inj. Yolume
1 1:Standard: (1] SampleMethod. lem 1| [Lewell Can 10
2 1:Standard SampleMethod. lem 2 | [Lewell Con 10
3 0 Unknawn SampleMethod. lem 1| [Lewell Car 10
4 0 Unknawn SampleMethod. lem 1 [[[Lewell Cc 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 & methad file J__ 1
ISTD Group Concentration

>

== el [=]a]ee]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.

@ Realtime Analysis (Instrument]-System Adrministrator) - [Data Acquisition - Dermo_Method.lcmiRead only), Sarmpled_001cd] =2 EoR ==
%ﬂ‘ File Edit View Method Instrument Acquisition Data Tools Window Help lz"E”zl

D3P &R [BR
I HANEEE D 7

(‘Realt\me Batch - Sarnplel =]

Viallt | Tray Name | Sample Hame Background Background Dz

Data File
1 51D 1 1:5tandard:(] =

[ mnletMia

[ 1-8kandard

(- N ——x=
LC|Running Lo Rurining
Sample Mame : STD i _

] =
SamplelD - 1 = |
Data Comment
o
|LC Ruring Time: 0.51 £ 10,00 min Detector & Channel 1[2540m]: 18m Item| ¥al| Se| Un|
m Mt Intenstty : 3,002,198 Mad | Bin | Bin
1000-{ector A Channel 1 254nm 1 00) Time G955 Tnten. 0000 . Purn | 0.0 /0.0 ml
Pum [0.0 /0.0 %
L Pum [ 0.0 0.0 | MP
U Fun| 0 kP
500+ Over| 0.0 [40. | C
= Tem |0.0[B5 | C
Wav| 0] 25| nm
e Wial i}
T T T T T T T
oo 25 a0 75 100 125 150 175 min A
4 = Injecl| 0.0 ul
taxi] 0 uL
ﬂ‘ Drata Acquisi, I ‘

@ note

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

3" Reference
See "4.3.2 Stop Realtime Batch" P.83 for details on how to stop or pause realtime batch.

Bl 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 !p!_? (Data Analysis) icon on the [Realtime Batch] assistant bar.

hiain

Acquisition
Realtirne Batch

Start
Realtime Batch

Batch Queue

Edit T able:
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# Hame Ret. Time Conc. Unit Chann
1 Methyl_paraben 2636 1.000 | magrL Detector &
2 Ethyl_paraben 3216 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

Peak Table | Compound | Group | Calibration Curve

D# A x| @ Compound ) Group
1 Methryl_parabe
Cong

1.00-

0.75

050

025

.00 T T T T T T T

10000 20000 30000 40000 50000 GOO00 70000 Ares
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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.)

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.

4.7.1 Set the Instrument Parameters

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.

3 Click the [Controller] tab, and select [Automatic] for the [Autosampler pretreatment
beginning].

B Instrument Parameters Yiew Homal | [édvanced] [ End Ti

Data Acquisition | LC Time Prog, | PDA | Column Oven | Controller |Aumsam;

Model: CBM-20A
External output
[#] Power On

[FlEvent 1
[FlEvent 2
[FlEvent 3
D Event 4

Acquisition cycle time optimization

Autosampler pretreatment beginning :

Pretreatment overlap time ; 0.00 min

3" 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 Create Bath Tables
1 Click the E (Realtime Batch) icon on the [Main] assistant bar.
2 Open the batch file in the [Realtime Batch] window.

3 Enter the method file saved above to all rows of [Method File] column.
[{l/ 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. 4

Click the E(Settings) icon on the [Realtime Batch] assistant bar.

Select a [Start pretreatment for next sample during current data acquisition] checkbox
in the [General] tab.

b

Settings
ASCII Conversion I File Conversion | QAJQC | Option Items |
General | pracket | DatsFieMome | strwp | shutdown |

Start/End Setting
@ Start from Continuing Row
() Start from =

[Elend to

[CIRepeat batch run (Only for Acquisition)

& Calibration and data processing parameter are
— succeeded between different method files.
Acquisition cydle time optimization{Only for Acquisition)

The cycle time optimization disables some of batch settings and
operations. This function is not performed if the instruments don't
support it,

[¥] 5tart pretreatment for next sample during current data acquisition.

[ CK ] | Cancel | [ Help

[I¥" 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.100 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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Refer to "6.5.1 Compound Table Wizard" to set the data processing parameters using
the Compound Table Wizard.

Campound Table Wizard 1/5 E

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 All Channels |
Slope: 5000 i min [
Drift: 1) W fmin

Program
T.DEL: 1] min

Min. AreafHeight: 1000 counts MoisefDrift Caleulation. ..
Calculated by: @ prea () Height

< Back " et = I[ 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.171.

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.

%

D ata énalysis
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assistant bar title.

Lata Anansis

5.1 Calibration Curves by Postrun Batch

(Postrun Batch) icon is not displayed on the assistant bar, click on the

Click [Add Rows with Selected Data File] on the [Edit] menu.

@ Postrun &nalysis (Systerm Administrator) - [Postrun Batch - Untitled (LC)]
%E Eile Editi Wiews Batch Tools Window Help

i3

1L}

| +

"IL

Eill Series abSqutmns\Sﬂp\e

hlai

Data &An Fill Davin

| Sample Name| Sample ID | Sample Type |

Method File

| Data File

| Levalﬂl Report Dutput |

| D:Unknowin [

[ [ 1] ]

Pastrun

Chrl+X
Ctrl+C
Ctrl 4V

Cut

Lopy

Paste

Copy Entire Table
Clear Delete
Select Row

Select Al Ctrl+4,

Copy Row
Add Rowy...

Insert Rows

Delete Roww

Summary Report Settings..,
. l”ﬁ Add Rows with Selected Data File.. ||

4l Browse 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.

(=
s [

[ Select Data File
-0F

Size

Lookin: |}y Sample

Name Date modified
|u] Demo_Data-001 lcd

M Neeee Doto AnD1oa
(.@ Demo_Data-003.lcd )
| Demo_Data-004.Icd

@ Demo_Data-005.1cd

[ Demo_Data-006.1cd

|19 Deme_Data-007.1cd

~eee - -

Type

(|

Fies of type:  [LC Data Fie {*Jod) <] [ Cancel |
Selected Data Files: t
C:'LabSolutions'Sample'\Demao_Data-001.lcd =
C:\LabSolutions\Sample\Pemo_Data-002./cd o
Ci'\LabSolutionsSample'\Dema_Data-003.lcd S
own

The Batch Table is created from the information in the selected data file.

(32 Pastrun Analysis (System Adrinistratar) - [Postrun Batch - Untitled (LC)]

File Edit View Batch Tools Window Help

=3 EEm =5
[ [=][x]

D8 | <k [ER (D=4 7 s &= C
ozl | ———xl
Wain Folder: Folder: C:\LabSalufions'5 ample
Data Analysis Postrun | Sample Hame | Sample ID | Sample Type Method File Data File Levellt | Report Output Repol
1 i) 1 1:Standard mple\Diemo_Method lem Diema_Data 001 led 1 @ alibration
Postrun Batch 2 510 2 1:Standard mple’Demo_Method lem Demo_Data-002.led 2 & alibration
| Filename | 3 57D 3 1:Standard Dema_Methodlem Dema_Data-003 led 3 &l albration
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I 5 Calibration Curves

Load a Batch Table Used for Data Acquisition

Click the
program.

(Postrun Batch) icon on the [Main] assistant bar in the [Postrun Analysis]

(Postrun Batch) icon is not displayed on the assistant bar, click on the assistant
bar title.

)

Lata Anavsis

E.

%

Drata Report

Drag-and-drop the batch file used for data acquisition onto the [Postrun Batch] window
from the [Data Explorer] sub-window.

[ Postrun Analysis (Systern Administrator) - [Pastrun Batch - Untitled (LC)]

:File Edit View Batch Tools MWindow Help

= 5
36 £k B ([D=Ekd? wlds#f=sod
x| —————=lx =
am Folder: older: CALabShalions\S ample
Feym— Postrun | Sample Name | Sample ID | Sample Type Method File Data File Levelll | Report Output | Repol
e 7 TUnknown samplom Dol o T
Postrun Batch | | — z 0 Unknawin samp.lom Data? led 0
Filename 3 0 Unknowin samp.lem Datadled i
] Dataz

] Data3

] Inst1Datal
] Inst1Data2
iy ] Inst1Data3
Settings

] Inst1Datad
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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 1D Method File Data File Levellt | Report Dutput Repoi
1 STO1 0 Unknown [ amp.lrn Datal.lcd 0
2 STDZ2 0 Unknawn | amp.lrn DataZlcd 0
3 STD3 0 Unknawn | amp.lrn Data?lcd 0

2 Click [Standard], select [Initialize Calibration Curve] and click [OK].

Sample Type

==

& |nknown

& _onerol
& Unspiked
& Spiked

& Unknown{QAMQC)

& Standard(ISTD Recavery)

Calibration

Add Calibration Level
Replace Calibration Level

[ Backup Method

@ 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 STO1 1:Standard: [ | amp.lrn Datal.lcd 1
2 STDZ2 0 Unknown @ amp.lrn DataZlcd a
3 STD3 0 Unknawn [ amp.lrn Data?lcd a
4 Click [Standard], select [Add Calibration Level] and click [OK].
Sample Type ==
& Linknown Calibration
@ Initialize Calibration Curve
& Contral
& Spiked
& Standard(ISTD Recavery) @ I lib |
& Loamn(QAa0) Replace Calibration Lewel
[ Backup Method
[ (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 Dutput Repoi
1 STD1 1 Btandard | samp.lcm Datal.lcd 1 [
2 5TD2 1:Standard samp.lcm Data led 1 7]
8 STD3 O:Unknown | samp.lcm Datalled i} &
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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 [T
2 5702 1:5tandard samp.lcm Data? led ( 1) [T
3 STD3 0:Urknawn samp.lem Datal led i} 0
2 Enter the level number.
Postrun | Sample Mame | Sample ID | Sample Type Method File Data File Levell Report Output Repoi
1 STD1 1:Standard: (1] zamp.lern Datal lcd 1 [
2 S5TD2 1:Standard zamp.lern Data2 lcd al) [
3 STD3 0:Unknawin zamp.lern Datadlcd 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.

Method File
zamp.lcrn
samp.lcm

Data File Levelit Report Dutput
Datal.lcd 1
DataZ lcd 2

Sample Type Repoi
1:Standard: (1]
1:5tandard

Postrun | Sample Mame | Sample ID
1 STD1

STD2
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5.1 Calibration Curves by Postrun Batch

5.1.4 Check Calibration Curves

Check whether the calibration curve has been successfully drawn in the [Calibration Curve] window in
"56.1.3 Postrun Analysis Using Batch Tables".

1 Select the [Method File] cell in the batch table, and click the (Method Development)
icon on the [Postrun Batch] assistant bar.

Postiun | Sample Type [0 Data File Level#t | Report Dutput Repoit Forma
1 1:Standard: (1] Datal.lcd 1
2 1:5tandard Dataz led 2
3 0:Unknawn Datalled 0

2 Check the calibration curve in the [Calibration Curve] window.

@ Postrun Analysis (Systerm Administrator) - [Calibration Curve - samp] =@ =
fEDFile Edit View Method Data Tools Window Help [==]x]
098 | &0 BR[O ? iRewos. o)|r @5
=l SE
Main Falder: B Calibration Curve View @) compound () Group = Data Files
Postrun Batch [m\Data\Pm]em v] #1  Methyl_parabe P [ B.L?V%D;;u?cud
Y=ax+b y
s
Calibration - — 2_0”': a=1.154721 =005 =) Lewel 2 2.0000
tensme e b = 10356761002
=) samp 11/13/2 g 21=U10333300
%sample 1141342 R RSS ;U.UUUUUUEH B Chromatogram Yiew
L] SampleMethod 1177720 Singl
= Startp 10/22/2 Extermal Standard 4. srge |t Ll IE Saky Infn'l
B
7 Calb Curve:Linear iy Wit Initensity = 16,067
Iﬂ Stop 1042242 o Origin:Mat Forced Time en P
50000 100000 Area [ D=tector & 25min =
Level Conc. Areal %
1 1.000 [[¥] 73R O r T .w
2 2.000 14544 25 25 27 28
] = 3
B Methad View - Compound Table & Wiew | [ Edit
< n +
l | Integration | Identification | Quantitative | Compound |Gmup | Performance I Custom I Qc Chs:kl
Comment: ID# MName Type Channel Ret. Time Conc.[1) Conc.[2)
1 Methyl_paraben | Target Detectar & - C 2637 1.000 2.000
2 Ethyl_paraben Target Detectar & - C 3.215 1.000 2.000
3 Propyl_paraben | Target Detectar & - C 3.927 1.000 2.000
4 Butyl_paraben Target Detectar & - C 4.620 1.000 2.000
L By (B2 ] ] & Postiun Batch ) Calibration C
MUk
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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
[5 Pastrun Analysis (3[ster Adrministratar) - [Calibration Curve - samp] (== ==
{EPFile Edit Wiew [lethod Dats Tools Window Help REE
EEEIFR R R ER R IEIEIEIED
==l I |- ~ S
Foider: B Calibstion Curve Vien ) compound ) Group = Dala Files
Cong, Y=a¢+b Pl
- 2 a=1.354321e-005 e 20000
Filename Madifie b = -1 035761004 D ats2 led
= R~2=1.000000 |\
] Sarmp 11/13/21 n T ono0 — -
] sample 1171372 ; FS5 = 0.000000+ romatoaram Yisw
= SampleMethod 117720 ] =t
IJS::;PE etho i Evtemal Standard || A= 19t [ A= muti | B} sample 1ofo,
B Callb Curves Linssr - i, (56T
[ Stop 102212 . DrigincNet Farced e infensty. 16087
50000 100000 Area THPetectar &-25dnm =2
Lovel| Conc. Arcal N @) [Chromatogram
T 1,000 [[7 I Ea 3 - - o Vi
A 2000 74844 25 25 27 28 iew]
‘ = v
(15 Method Wiew - Compound Tatle T Vo | =) 9
<o v
L Integration | Identification | Quantitative | Compound | roup | Performance | custom [ @c check| i
Comment ID# Name Type Channel Ret. Time Conc.(1) Conc.(2)
7 Mot parsber | Taiget Detectord - C 2637 1.000 2000 .
Z Ethyl_paraben | Target Detectar &-C 3215 1.000 2000 6 [Method View]
5 Propl parsber | Target Detectord - 2527 1.000 2000
4 Butl_paraben | Target Detectord -© 4520 1.000 2,000
L
59 Calibration ©
HUM

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.
@ | 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 g‘/ (Calibration Curve) icon on the [Main] assistant bar in the [Postrun
Analysis] program.

2 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 (Systern Administrator) - [Calibration Curve] o= =]
ELZ?BIE Edit Wiew Method Data Tools Window Help ===

0o o Dl 2 i %o | ®
=lxl zlxl

Folder: B Calibration Curve View @) Compound () Group

[ ipatalproject DINEE i

00

B Chromatogiam Yiew

.‘En—
J_ single |t Multi I Sample Infu.l

| samiple
ﬂ Samplebdethod
) Start
@Stup

Max Intensity a
WU} Time Trten | -

» New method file
71 Click the (New) button on the toolbar.

@ Postrun Analysis (Systern Administrator) - [Calibration Cunve] (= HoH =5
é“é'}ﬁile Edit Wiew Method Data Tools Window Help o =k

EEYVE RN LEIE
O

=l Il

Folder:

[‘..\Data\Pro]ectl V]

Wain B Calibration Curve View @) campaund () Group

#1 ‘

Calibration

The following message is displayed.
2 Click [OK].

Postrun Analysis ==

‘."_ ‘I [2114] ¥ou need to select a file in order to refer to the detectar
WY configuration,

ﬂ oK D[ Help
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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 E
Lookin: | Project] - @ F = mE-
- Narne Date modified  Type Size -
"""} (MDatal
Recent Places [ Dataz
-_‘I MDatﬁ
| Data11
Desktop MDatalz
r [ Data13
) 1 Inst1Datal
s MInstlDatﬂ
&-. |13 Inst1Datad
|
MInstlDatﬂ
Computer L3 gample1 001
i 1) Sarnple1_n02
mE, [+ Sarmple_003 o
Metiork
File name: [ratal - Open l
Filescftyos:  [LCData File [led) - Cancel

The detector is set based on the system configuration information in this file.
The [Calibration Curve] window changes to [Untitled].

—
] Postrun Analysis (System Administrator) - [Calibration Curve -

E@E\\e Edit View Method Data Tools Window Help

iDe8| <k ([ERD=H * C1EAE:

3 Click the [Data] tab at the bottom of the [Data Explorer] sub-window.

Postrun Analysis (System Administrator) - [Calibration Curve - Untitled]

J File Edit View Method Data Tools Window Help

NP <k B E=E 7 ibeees. )o@ 5| @

=l =l
Folder: B Calbration Curve Yiew @) compound ) Group - Data Files -
Sl #1 . o Level 1
ELDELIDD l..‘\Data\Pro]ectl VI Level 2 =
100 Level 3
Filename Modifie Lo Level 4
|5 samp 1171342 7 L Level 5 =
sample 11713421 503 B Chromatogram Yiews
B
SarnpleMethod 1177720 J singls [ 2= s | ) samele i
Start 10/22/2 25
Max Irtensity © 1]
[ sep 1042272 5 100 Time Trten o
T
S0 100
Maruial Peak
Iesrsin (eIl Gos || 3 '
. | g
=% 00 50 100
[
B8 Method View - Compound T able 5l Vi Edit
L] L * [ﬁ] =
@ ‘ Integration | Identification | Quantitative | Compound | Group | Performance | Custom | QC Chedk
it
ommer 1D# ET T Type Channel Ret. Time Conc.[1) Conc.[2)
< 1L b
E;f Calibration EI

HURM
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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.

@ Fostrun &nalysis (Systern Administrator) - [Calibration Curve - Untitled] o -E =]
%L'ZQ’ Eile Edit Wiew Method Data Tools Mindow Help RS
1008 oo Bk (e @ () 4|
SE
Falder: .. B Calibration Curve View @) Compound ) Group =3 Data Files B
Caligration ; #1 L - Level 1
[.‘.\Dﬂta\PfD]EEU '] Lolevel? =
l—' L0 o Level 3 R
Filenarme kodi * - Level4
(“atet 1171 g o Level 5 -
] Datall 1171 a0 B Chromatogram Yiew
o FE N =
|| Data12 11]15 e single ‘t Mulki | Sample Info,
1] Data13 11/13 253
- Maxx Intensity : 0
E0atad 1L . 100 Tire Trten -
] Data3 11712 = P
l]InstiDatal 1073 Level| Conc. 504 =
1| InstiData2 10717 %‘
[ InstiData3 10/17 0] ‘ [=]
| InstiDatad 1042 0o 50 108
] Samplel D01 Wi~ B Method View - Compound T able [E3view)
o : P Wiew | (@ Edit
Detector A[Ch1) - Integratlon Identification | Quantitative | “ompound | Group | Performance | Custom | QC Check
hiax Irtensity © 16,067 Mame Type Channel Ret. Time Conc.[1) Conc.[2)
i

The data file is added to the level.
@ Postrun Analysis (Spsterm Administrator) - [Calibration Curve - Untitled] =& ==
SEDFile Edit Wiew Method Data Tools Sindow Help _[[&]|[x
CYIENAw] éH 7 bsedan c][e mE|®
Folder: .. O Calibration Curve View @) Compound (0 Group =+ Data Files -
- a5 B Lewel 1 7
[.‘.\Data\Prnjattl '] E:]DataT Ied E‘
(20 Level 2 -
Filenarme Modi Lewel 3
8] Datal 10715 75 Lo Level 4 hd
] Diata 11 1413 0] B Chiomatogram Yiew
] Datal2 113 I 5 -
ale | = ki Sample Info,
1] Datald 10/ 253 = &
EDataZ 11717 i Max Intenstty © 16 067
| i
1 Data3 1/ 5 i
[InstlDatal 1073/ Lovel]  Comc.
[ InstiData2 10/17
1 InstiDsta3 10717
[ InstiData4 10/2: 00 23 50 75 100
2] Sarnple1 001 11/3p> B Method View - Compound T able [EdView] i
o P P & Wiew | [ Edit
Detector A[Chi) - Inkegration | Identification | Quantitative | Compound | Group | Performance | Custom | QC Check
Mait Intensity : 16,067 BT  Hame Type Channel Ret. Time Conc.(1) 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

Pastrun Analysis (System Administrator) - [Calibration Curve - Untitled]
[EZ File Edit View Method Dats Tools Window Help [= =] ]

(reers—| LA

Folder: B Calibration Curve Yiew - Data Files -
3 et
[..‘lDatale]ectl #1 2 1 H
100
Filenarme Maodi * H @Data? led
o] Datal 1141 I&E L D hd
|1 Data1l 1141 <0 B Chromatogram Yiew
| Datalz 1113 I am "
gle | A= pulti Sample Info.
1] Data13 11413 259 ES i
MDatﬂ 11412 mh Ma Irtensity - 31,010
- 0 3
1 Data3 1141 & Tl 2
[ Inst1Datal 1043 Lovel| Conc. | -
[ Inst1Dataz 10/17 %
[ Inst1Data3 10711 o e
[ Inst1Datad 072 : 100
] Sampled 01 11e = 2 Methad View - Compeund T able EEERD
€ 1 v o | B Ed
Detector A[Ch1] - Integration | Identification | Quantitative | Compound | Group | Perfarmance | Custom | QT Check
Max Intensity 31,010 I Name Type Channel [ Conc.(1) 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.

. Postrun Analysis (Systern Administrator) - [Calibration Curve - Untitled] ... X7

’E’ Eile Edit Wiew Method Data Tools Mindow Help BEE
R= 1= NN 31 = R - e—| P A Y
1z
Folder: B Calibration Curve View Compound () Group (= Data Filex
T [ Level 1
Calibration [.‘.\Data\PrDiE:tl _] #1 S @Dataﬂ o

- ‘ 100 Level 2

Filenarme Modi + . -@Dalazlcd
| Datal 10/17 Level 3
18| Datall 11 ] Level 4
| Datal2 11412 "o LevelS
ﬁDatalB 10713 50 B Chiomatogram View

| Data2 10/15
[ Data3 11411 A single ‘t Mulki Sample Info,
[ InstiDatal 1043 E 255 my M Intensity - 31,010
|1 InstiData2 10717
[ TnstiDatad 10417 a :
[ InstiDatad 1023 50 100
] Sample1_001 1L [Level[  Comc |
) Samnple1_i0z 11713
1] Sarmpled_003 11717
] Sarmple3_001 e
) Samnple3_i0z 11712

MSamp\eLUM /L B Method View - Quantitative Parameters 5 View [E Ed

] Sarmple3_004 WL —
18] Sarmple3_005 141~ Integration | Identification (Quantitative ) Compound | Group | Performance | Custom | G Check |

< [om 3 Quantitative Method: Unit: mgfl \i|
etectond IChi e—| [Externa\ Standard v] [7] Format of C brat
ormat of Concentration

Max Irtensity : 31,010

Caloulated by: Area () Height:

Calibration Curve

X =]
( # of Calib, Levels: 5 lz|| J

Mok Used A
Zero: Mot Forced -

Decimal Digits Significant
Digit

E,‘f Calibration C, I

MUK

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; Deteckor & - Chi (254nm) ']

Width: S sec Copy ta All Channels

Slope: 5000 ufmin

Drift: a ufmin 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.

@ Postrun Analysis (Systerm Administrator) - [Calibration Curve - samp] =@ =
fEDFile Edit View Method Data Tools Window Help NEE
D98 | «6 R ([d=L 2 EIEAEY
x| -l
Falder: B Calibration Curve View @) Compound ) Group = Data Files
=) Lewel 1:1.0000
Calibration . \Data\Projectl = #1  Methyl_parabe L [ i
[-.iDatalprai | cone v —ateb - EDatal.led
o a=17354321e-005 =] L:avelz 2.0000
Filename Muadifie £ = 1035761002 B Data2 led
B S 1171372 A2 = 1.000000
Bseme 1/ R = 1.000000 S Erre
@ sample 1171342 A5G = 0000000 romatogranm Yiew
1]
&
Igﬁz:F:P‘EMEthUd Eﬂig Eutemsl Standard | A= T3 [ 2= vt [ ) sample 1ofo. |
al
2| Calib Curve:Linear - Mecx Intensity © 16,067
@ Stop 1072242 o Qirigin: Mot Forced Time onT .
50000 100000 Area [ D=tector & 25min =
Level Conc. Areal %
1 1.000 [[¥] 73R O r T .w
2 2000 T4544) 25 26 27 28
] = r
B Methad View - Compound Table & Wiew | [ Edit
< n +
Integration | Identification | Quantitative | Compound |Gmup | Performance I Custom I Qc Chs:kl
Comment: ID# MName Type Channel Ret. Time Conc.[1) Conc.[2)
1 Methyl_paraben | Target Detectar & - C 2637 1.000 2.000
2 Ethyl_paraben Target Detectar & - C 3.215 1.000 2.000
3 Propyl_paraben | Target Detectar & - C 3.927 1.000 2.000
4 Butyl_paraben Target Detectar & - C 4.620 1.000 2.000
Eff Calibration C,
MUk

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 m

Which line?

Operators Guide 125



I 5 Calibration Curves

126 Operators Guide



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.259.

» Refer to "5 Calibration Curves" P.113 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 . @ icon in the [LabSolutions Main] window.

Pristtin

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

@ 7
Instrument Type: [ﬁ
2 la a a a

Instrument 1 Instrument 2 Instument 3 Instrument 4

Irseriinzrics)

BPostrun

AdraifistrEtion

ItarLal
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I 6 Data Analysis

2 Double-click [Postrun].

L4 LabSolutions Main (System Administrator)
File View Window Help

& ?
PR  Data Analysis Tools
i
Fr
[
Irstruments Postrun Browser

Hr=irir]

Admitistratiat

?

fi=]all= |

@ 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.
Postrun Analysis (System Administrator) - [Data Analysis - Untitled] X
File Edit View Method Layout Tools Sindow Help BEE
3B % 40 Rlw [Dald 2 | e |8 B w0 e
==l zlxl
Folder: B Chromatogram Yiew
Data Analysis .\DatalProject - Max Intensity a
L Thie D007 Ten. T
Filenarme M %
o
Data Repot [ 0ata1 | N 000000 000025 0.0dos0 00do7s nodioo nodi2s 0odis0  min
- 7] Datall 1
u - ‘ Max Intensity a
- Data1z 1 e Time D.000 Tfen. .
12} Datal13 1
75
Apply to Method ED‘““’Z 1 0
b Datal 17y
[ InstiDatal 1 ]
1 TInst1Data2 1 . -
|17 nstiDatad 1 %
1] InstiDatad 1 o ; ; ; ; ; ;
) Sample1_001 1 0.00000 0.00025 0.00050 0.00075 00000 00025 00Ms0 min
M Samplel_002 1 B <> Results View - Peak Table B < Method View - Peak Integration Pz 292, Edit
] lel 003 1
Esample;ﬂﬂl ] Peak Table |Compound | @roup | Calibration Curvel Integration ‘IdentlFlcatmn IQuantltatwe ICompound ga iy
ample3_| n =
M Sarnple3_002 1 Peakit | Ret. Time | Area | Height Channel:
1] Sarmple3_003 1
Connlnd AN 17 Width:
< 13
E Slope:
Detector ACh1) -
Wa Intensity © 16,067 Drift:
, | | T. DBL:

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 Description

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]
@ Pastrun &akysis (Spstern &dministrator) - [Data Analysis - Datal.lcd] =2 EoR ==
Eile Edi| Wiew Method Layout Tools Mindow Help =S
[g *H R |« [Q Eﬁ \ﬂé | 7 £| Datectar & - 5y Ey §.# ]
1 x| R N
Falder: B Chromatogram Yiew
+\Datalproject! A e Erer e [ Tme 0 hen. zim) &
0.00000 =1
Filenarne b u u u v
= | Datal 1 my Max Intensty : 16 067
Diata Report |pamit 12 Shector £ Zedn Time G757 Tten. T75 .
|1 Datalz 1] 104 v
@ i Data12 1 . %‘
Apy .\..r.—.fﬁ-—rl-.—.d [psts2 1 T T T =
CEADIDLEE [0t 1 0.0 25 5.0 75 min
= = ———
ElnstiDatal . (B ¢ Results View - Peak Table =T MathndVlaw—PEﬁlﬁéV,swlg Edi) 9
Lo |
[ Inst1Dataz 1 Peak Table | compound | aroup | caibr] « | » [ || Tmoration | rdeneication | cuantist|« |
|17 Inst1Data3 1 Py .
m D T S EE T hannel: Detector & - Chi (|_|
Ot ATk - 2 3218 85235 Widkhs T cec
" Max rtensity: 16,067 3 3.526 54141
1 1E13 57364 Slope: 5000 uilf
Taotal 271943
— Drift: o w T
IE'\DeleclurA-l < L < | 3
7 Data Analysis

MUk

@ [Results View] @ [Method View]

Explanation
Displays the [Standard] toolbar, [Data Analysis] toolbar, and [Background Compensation Bar].

olo|z

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.

3" Reference
Refer to "Status Display in the [Chromatogram View]" P.130 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], [Identification], [Quantitative], [Compound],
[Group], [Performance], [Custom], and [QC Check] tabs.

3" Reference
Refer to "6.2 Peak Integration Parameters” P.132 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

H 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
[|oetector 1 Cell Temp. iU [B.Conc
[[]cven Temp. 1
[]Room Temp,
[#]5ample Cooler Temp.

L

L

(Range
Temperature: 0 - c hormalize:
Pressure: 0.0 - 407e3 MPa [ mormalize | 2
Flow; 0,000 - 10,000 mLfrin hormalize:
L Concentration: a - 100 o Normalize
( Right Intensity Axis: [Prassure V] ) 3
(o ) oot [ amy [ rep |

7 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 Analysis (System Administrator) - [Data Analysis - Datallcd] (=0 =R 5]
[l File Edit View Method Lsyout Tools Window Help [=IE]x]

08 % ok RR [ 7 ilewes 0|5 B[0P
==l zlxl
Folder: B Chromatogram View
Daleliahss P T TR
o iDatalProject 1 5995390 ooy Aozeanm Jf\ n Time 4893 Inten 2110'
i - 0.00000-
Filename b u u u U !
1 Datal 1 Y Wt Intensity - 16,067
= etector A 254nm
MDatall 1 Unda Zoorm i
|1 Datalz 1 10 Redn Zoorm -
@Dataﬁ 1 T A Y — Initialize Zoom %
|1 Dataz 1
MData} 1 on 2 Base Shift
@InstlDatal 1 B <> Fesults View - Peak T Auto-scale to Selected Peak Edit
] nstiData2 1 Pesk Table | Compound | Gr Peak Position Line
] Inst1Data3 1L et T A
R eal et Time Confirmation of Moise/Drift.., ¢
A r i 283 - K|
Deteclor AICHT] - 2 321g]  Display Settings..
s Intenstty © 16,067 i 33123 & Manual Integration Bar '
Total Begister Selected Peak to Compound Table.., '
8
4[]\ Detector A - «
o = I :II‘ Detector A | i Copy
B q | Graph P rties.. —
B [ B & & | Data Analsis [ Gt l
Print Graph 4

Setup the graph properties of the zoomed chromatogram,
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6.1 [Data Analysis] Window

Select the peak top comment that is displayed on zoomed chromatograms, and click
[OK].

Chromatogram YWiew Properties ==

General | Calor | Font
Grid
¥ as Grid
Y axis Grid

IMagrification Button
W Serall Bar
Chromatagram Label [~ Display File Name
[ isplay f-axis by exponential Farmat, Extra Curve Label
Graph Comment
[T Display ¥-axis value at intensity.

Peak

Peak Top Comment
[CIPeak Mark [] Peak# [T
[] Baseling: [¥]Hame Crr
[CIFRC Result [Tl area [“]Height
[T PR viale [] Concentration
[C1FRe Simulation
[Cluse Line

{[ ak ]][ 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 .

m
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.171.

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 | s |to change the integration time program and peak selection range.

Proeram

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
-
Iﬂtegf’atlon)Ident\f\catinn |Quantitative |Cﬂmpnund |Grnup |Perfnrmante ICustnm glafuls
-
Channel: [Detector 4 cht (z54nm) -] [
width: 5 S Copy to All Channels
Slope: 5000 i fmin
Corift: 1) i fmin j& =

Program
T.DEL: o min

Min., AreajHeight: | 1000 counts NoiszfDrift Caleulation, .
Calrulated 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].

132 Operators Guide



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 5 View | [# Edit
Integration lIdantiFitatmn IQuantitatwe ICnmpﬂund IGrnup IPeanrmanca | Custom | 1"

Charnel: [Dstector & - cht 254nm) -

width: 5 sec Capy to All Channels

Slope: 5000 uvfmin j'

Drift: a uvfmin m_

Program
T.DEL: a min

(M\n‘ freafHeight:  10000] caunts ] MoisefDrift Caleulation. ..
Caleulatad by: @ area () Height

@ 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].
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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 S Copy to All Channels

Slope: 5000 i fmin [

Corift: 1) i fmin —
Program

T.DEL: o min

Min., AreajHeight: 10000 counts NoiszfDrift Caleulation, .
Calrulated by @ Area () Height

3 Create an integration time program, and click [OK].

<yl Integration Tire|e Program - Datallcd Channell =]
R.Time; | 2,045 Inten; 362.6 Reference Chrom Cha#: | Detector 4:254nm vl
axa N Mai Irtensity : 16,067
o @ 5] =)
=8 1] o -
== & o
1 IR ¥ = al
= = = =
I =
& =
2
14
- Period of "Integration Off" =]
&
o
. ] (=), 3
g Start Time: 0l min
:
| End Time: 2,045 i
Ab ™) [[addTable
5o o 2 30 <0 50
% (B
A o R ra(E I A O Py e i
|| Timegmin) | Command | vale | ok
N I | 0
Load Data...

1 Click a= (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.

m

&l Integration Time Program - Datallcd Channell
R.Time:  3.444 Inten: 13098.6

Reference Chrom Ch:

Detector A:Z54nm ']

Max Intensity - 16,067

4E03M 3172

15414111462

113392

o~

10 20 3o

T
40

T
50

T
50

6.2 Peak Integration Parameters

ol 7o g0 an 10,0
P et 02 A a B A S A A Ay e A B
Time[min] Command Value Ok
e —
Ell |31 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 .

B <> Method Yiew - Peak Integration Parameters b View | [# Edit

Integration Jldent\ﬂcatlon | Quantitative | Compound | Eroup | Performance I Custom |+ [+

Channel; [petector & - cht (zs4nm) -

Width: 5 ser | Copy ta All Channels |

Slope: 5000 i fmin

Dwift: 0 ¥ min JM
Program

T. DBL: o iy

Min. AreafHeight: 10000 counts Maise/Drift Calculation. ..
Calculated by: @ Area ) Height

3 Set the peak to perform tailing processing on, and click [OK].

<yl Integration Tirme Program - Alcahal001(STD for ID Table).ged Channell =]
R.Time: 3481 Inten: 4815.1 Reference Chrom Ch#: |FIDL vl
uv Mai Irtensity : 19,052

-

]

Period of "Tailing On"

7289119677

1)

Simnulate a
E cel 2

End Time: 3481
mn add [ able

[ n

Start Time: L]

) D _‘
=
2 n3aH7e
Dl

175 200 225 24 275 300 324 2Jp 375
1 [l r
Ao w2 rm sf(F)i oA A S| A e sl A A B
|| Timegmin) | Command | vale | ok
1 & 0,000 [ 0

1 3

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

R.Time:

uy

&l Integration Time Program - &lcohol001(STD for ID Table).gcd Channell

2,380 Inten;  16348.3 Reference Chrom Chi#: [FIDI

@

Max Intensity . 19,052

15000

12500+

31249

7289119677

o~

1 0000

7500+

5000

T H318474

_,
0] /R

2500

175 2.00 225 250 275 3.00 325 :
4 3
A b IR Aa Ml N D e A e N B
Time(min) Command Value Ok
1 |/ 3311 | TallingQn |
Al | A8 [Talrghus [ o= =
Ex I 0

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 [24] (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.

@ noTe

Manual peak integration commands are saved only to current data. Manual peak integration commands
cannot be exported to the method file.

Two [Manual Integration Bar] toolbars are available. Right-click the [Manual Integration Bar] to select either
[Normal Toolbar] or [Advanced Toolbar].

This section describes the [Normal Toolbar].

Manual Integration Bar (Normal Toolbar)

]

Manual Integration Bar

e S S R WP
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I 6 Data Analysis

Button Name Explanation
|§| Move BL Moves the peak detection pointsf .(start or end) along the X-axis (time).
— Processing is executed on specified points.
|¥| Move BL (Vertical) Moves the peak detection points (start or end) along the Y-axis (intensity).
|§| Insert Peak Inserts a pegk by specifying the_peak s‘fart and end times.
— Processing is executed on specified points.
|E| Insert Peak Start/End !nserts a peak start and peak end point for a peak that was not prgviously
— integrated. Small peaks on the shoulders of larger peaks are easily

integrated using this feature.
|@ Split Peak Draws a vertical line to the split a peak at a specified point.
|1| Unify Peaks Unifies all detected peak between 2 specified points into a single peak.
|K| Reject Peak Select the top of a peak to remove the integration of that peak.
|@| Reject Peaks Rgmoves the integration of all of the detected peaks between 2 specified
— points.
|E Force B/V Selects between vertical division and baseline separation for the
: processing of two adjacent peaks.
™ Force T/L/N/NB Specifies .the retgntion time (top of peak) of the target peak, and changes
— the peak integration method.
Lf’/ NOTE

Right-click on the manual integration bar, and click [Advanced Toolbar] to switch the toolbar display to the
Advanced toolbar.

B Move Peak Detection Points

This section describes how to move peak detection points to change the baseline.

Right-click on a [Zoomed Chromatogram] in the [Data Analysis] window, and click

[Manual Integration Bar].

7 Postrun Analysis (System Administrator) - [Data Analysis - QADCS10L.ged] =3 Eom(r=|
E Eile Edit View Metho ayout Tools Window He
il File Edit View Method Layout Tools Window Help
g <0 |[ER EO=EE 7 - & B i#
=zl 1=
Foldar: O Chromatogram Yiew
101 Time 08989 Inten 42446 -
lf. Filenarne b~ 250000 X
e
Data Repart ﬁgmf 1 & =
i Data 025 050 33 150 155 150 175 Tin
1] Data3 1
% [ TnstiDatal 1 w M Intensty - 377,651
w L il Time 1029 Inten. I .
Appl to Method ﬁi”‘igatai 1
s ata 300000—
|5 Tnst1Datad 1 8 Undo Zaam
| LinelData Uiy Redo Zoom a
[ Line2Data 4 20000 Initialize Zoom
& nancsdint h Base Shift
| 0ancsdin: 7 1000004
| QANCSHdIn 7 Auta-scale to Selected Peak -
EfeL Tl 7 Peak Position Line g
5 . I
B QAQCS005 7 ) s T ) T Confirmation of Moise/Drift., r
5 080 CSs ; e 0475 1000 102 e
[ QAQCstdi0T 7 —UR Y g
B A areceanno i s B <> Results Yiew - Peak Table @ Manual Integration Bar “ - it
< 1 L3
e - Peak Table | Compound | Group | Calibration Curve | | Register Selected Peak to Compound Table.. ol
L e wra— | P T T N
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6.2 Peak Integration Parameters

2 Click |E| (Move BL), and edit the processing of the chromatogram.

[ Postrun &nalysis (System Administrator) - [Dats Analysis - QAQCStA00Lged]
File Edit View Method Layout Tools Mindow Help
£7= LA N o[= {1 A T R— ] 7
SE
Folder: B Chromatogram Yiew
Data Analysis atalProjectl - uv Meos Intensity : 377 651
[¥i] Time 0963 Irten 2445 -

Filenarne [ 250000 ad
EDEGB 1 hdzeal Integration Bar 3] %
w3 Dataz 1 T T T -
MDataB 1 P A z;L FLON 17N oy ] 1.25 1.50 1.73 min
JwdTnstiDatal 1 Waw: Intensity : 377 651
MlnstlDataz 17 ] Time 0862 Inten. 00 .
[inst1Data3 1 300000-]
[ Inst10ato4 12
% LineiData 9 T
%] Line2Data 9 20000 s
|| QAQCEdInL =
B QAQCSNnZ T 100000
B QAQCSHN0E T S
B QAQCEdNnd T o M
(| QRQCEHD0S T T T T T T T T T
%] QAOCSdnng T U.‘SSD 0.875 1.000 1.025 1.050 1.075 1.100 m:n
|| QAQCSHNNT T —

1 Following the message displayed on the status bar, place the cursor displayed on the chromatogram
at the peak detection point and click.

Align with detection point and click

[l File Edit View Method Layout Taols Wind

[ Postrun Analysis (System Adrinistratar) - [Data Analysis - QAQCSH00L.ged]

ow Help

feon 4] 5
/
Foldzr: B Chiomatadram View /
...\DatalProject1 Y Mex Intensity : 377 651
10 Time 08583 Irten 42446 =~
Filename b 250000 i
)
DL 1 e e g
[ Data2 i A o A wa A e 158 15 155 min
1 Datad 1 A A b B o
] TnstiDatal 1 o / Max Intensity - 377 651
MInstlDataZ 17 i[e]] / Time 08962 Inten ool .
3 Inst1Data3 1 3000004
] InstiDatad 1
%[ Line1Data 9 a
[%|Line2Data 3 200007
& pagestannr 7
%] gancsnn: 7 100000
%] paQCstann3 7 -
[® gancsdns 7 . .
%] pAQTstanDg 7 : . . T . . . :
%] QAQCS06 7 U;QSU 04975 1.000 1.025 1.050 1078 1400 m'\n
%] pagCstannT 7 = -
D e inno - O <> Resulls View - Peak Table 8 ¢ Method View - Feak Integration P=
< B
D) - Peak Table | compound | Graup | Calibration Curve | Integration | dentification | Quanttative | Compound | -
[ Max Itensity - 377651 Peakit | Ret. Time Area Height | -
i 7010 EaEEes TE || i 3 sec |
B 1510 501312 293
Toul 127557 grie| [P - éfmin
Drift; i Wfrmin
T. DBL: 1000 i
A [r\FD1 - cha / |« [ vl E= f
(] Data Analsis
Select the pesk start or end paint for Mave Baseline | MU

Status Bar
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I 6 Data Analysis

2 Following the message displayed on the status bar, place the cursor to the desired destination at the
peak detection point and click.

Align with move destination and click

/

.
[ Pastrun Analysis (Systern Administrator) - [Data Analysis - QAQCStd00Lged] [ = =)
@l Eile Edit View Method Layout Tools Windew Help ImEE
S = =N PACY EN Y Full=] P A G =) » /& | % [E]
x| ==l /
Folder: O Chiomatogram Yiew
Data Analysis ...\DatalProject1 - w Max Intensity : 377 651
o] Time 0989 Iten 42,458 .
Filename i 250000 j\ =2
ﬁgm? 1 Manual Inteqration Bar = %
] Data ; T ;
iy s A 4 128 150 175 min
] Datad 1 Brarapmyjmpy B oo
i InstiDatal 1 T / Me Infensity : 377 651
[ Tnst1D3ts2 1 D1 / Time 0878 Ien TEEE| .
e Inst1Datal 1 200000-]
[ Inst1Dats 4 10
% LinelData 9
= 200000 |
= Line2Data E
= QAQCEdnL 7
= QaQestdonz 7 100000
[ Qaqcsdo: 7 id
= QaQostdons 7 . v %
E/QARCENS ! 050 s 4 800 1025 1 850 1875 1 fon |
% QAQCSHdG H : = m"”
= QAQCST 7
=
=P, T B <> Results View - Peak Table B ¢ Methad View - Peak Integration P2 25 View | [ Edit
v
T Peak Table | compound | Group | Calibration curve Inteqration | Identification | Quantitative | Compound * | *
T TS Peak#| Ret. Time Arca Height -
o Ity - 377 651
i 100 B 5% || e sec o
2 1.510 501312 2932 Slope: Wi
Total 127957 EGH pe:
ot o
T. DBL: min
4 - J r
= = L[+ I\FID1 - Ch1 / | « [ = v
w, [B]E[#] 5 Data pinae
Selectthe paint after moving EaseLmeJ HUM
Status Bar

The peak detection point is changed and the baseline is adjusted.

—
[32 Pastrun Analysis (Syster Adrinistratar) - [Data Analysis - QAQCSH00L.ged]
§ﬁ|gne Edit View Method Layout Tools Window Help [=]=]

dPE( <k BR(Dd=E 2 (o o= =i
=l x| ==l
Falder: B Chromatoaram Yisw
BEDATEED U M Intensty 377 £51

10 ‘ m Tims 1777 Irten 100) -

Filename e 250000

3
| Datald 1
1] Data2 1
| Datad 1
] Inst1Datal 1
[ nstiDatal 1
) frst1D3ts3 1
] tnstiDatad 1
[ Line1Data E
9
ki
7
7
7
7
7
7

hanual Integration Bar = %

[ A s A e “© o 155 150 1¥s fin

T Max Intenstty : 377 651
{i]] Time 1072 Iten, 38 .

300000~

|%| LineZData 200000+

] oaQCstdnot
%] Qracstdon:
| QaQCstdon3
%] Qeacstdons
| QaQCStdons
| QeaCstdons
%] 0AQCSHHINT

100000

A

= T ‘ . ‘ ‘ . ‘ %
0950 097s 1.000 1025 1.080 1.075 1100 min

) = 3

@ note

« If a mistake is made when moving the peak detection point, click the ¥ (Undo) to undo the
move.

» Click the || (Toggle Manual Peak Integration Table) to display and edit the Integration Time
Program Table.
» Manual peak integration parameters are only saved to the current data loaded in the [Data

Analysis] window. Since the manual peak integration parameters cannot be saved to the method
file, they cannot be applied to other data files.
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reanalyzed with another method file.

H Integrate Multiple Peaks as One

Multiple peaks can be integrated as a single peak.

6.2 Peak Integration Parameters

The manual peak integration parameters are not overwritten, even if the data file is later

This section describes how to integrate two separate peaks as a single peak.

Right-click on the [Zoomed Chromatogram] in the [Data Analysis] window, and click
[Manual Integration Bar].

@ Paostrun &nalysis (System Administrator) - [Data &nalysis - QA0CStd001.gcd]
Eile Edit View Method Layout Tools Sindow Help

8 o =P R | T TR—

IE| <6

[E=5(ECE 5

=& %

S |
Folder: B Chiomatogram Yiew
Data Analysis ...\DataiProject - uy Wau Intensity : 377 651
] Time 0580 Inten 2448 -
B Filename N 250000-] k
% @
) 1] Datal3 1 j
1] Data2 1 g i T T T T T T =
025 050 075 1.00 125 1.50 175 mir
1] Data3 1
ﬁlnstlDatal 1 uy Mz Intensity : 377 651
ﬁlnstlDataz 17 ICr1 Time 1029 Inten 113,040
o InstlData3 1 300000-]
[ Inst1Datad 1 Unda Zoom
% LinelData i 7
= 200000 [
\#| Line2Data 9 Initialize Zoom
[ gaqcstdonl 7
| QAQCStd002 7 100000-]
5]
Auto-scale to Selected Peak o
%] gaqcstdond 7 =
%] gaqcstdong 7 o Peak Pasition Line | %‘
T
] QAQCSA00S T T e T T@:  Confirmation of Noise/Drift... b
%] gaqcstdons 7 : Disolan Set
%] qaqcstdnny 7 = SCR Y NG =
= canc K 8 <> ResultsView - Peak Table ”Ew{j Manual Integration Bar nrdﬂ
4 1 L3
FIDI(ChT) - Peck Table | compound | Grop | Calibration Curve | Begister Selected Peak to Compound Table.., o]+
o Infamafo - 277 LT | Peaktt| Ret Time | Area | Heiaht - o

Click |%| (Unify Peaks), and select the beginning and end points for the area of the
chromatogram where all of the peaks will be combined as one.

[ Pastrun Analysis (System Adrministrator) - [Dats Analysis - CALB02.gcd]

File Edit View Method Layout Tools Window Help

[=EE=]
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B <k (B ([O= 2 o Sk E
x| ==l
Foldsr: B Chiomatomam View
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RN || oo g | | ot - I N NN N |
[P £p A A B 7o B an min
= caLE0l i 5 W Intersity : 1,083,249
[ calmoz ; 25000020 Time 1252 [Iren = .
= caLeoz 7 2000003
=) caLB04 7
8 Datal T 1500004 @
] Datall T M
1 Datal2 7 1000003 -
1| Datal3 1
s0000]
) Data2 1 2
[ Data 1 5 H v - A %
| Data13 1 T 7 T I I T I =
= Data3 i . ‘n Tn 05 15a 125 150 175 200 255 iz
1 Data33 1
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6 Data Analysis

1 Following the message displayed on the status bar, place the cursor displayed on the chromatogram
at the peak unify start point and click.

Align with start point and click

[ Pastrun Analysis (System Adrministrator) - [Dats Analysis - CALB02.gcd]

File Edit View Method Layout Tools Window Help
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[ calmoz ; 25000020 T Time 1252 [Iren = .
= caLeoz 7 2000003
=) caLB04 7
] Datal T 150000 m
] Datall T
1 Datal2 7 1000003 -
1| Datal3 1
s0000]
) Data2 1 2
o
o) Datad 1 5 v v %
T 7
Bost : . ‘ . ‘ ] : :
= Data3 i . nDsn 05 15a 125 150 175 200 255 iz
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> N
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Selectthe start point for Unify Peaks J HUM
Status Bar

2 Following the message displayed on the status bar, place the cursor at the peak unify end point and
click.

Align with end point and click

Rostrun Analysis (System Administrator) - [Dats Analysis - CALIBO02.ged]
File Edit View Method Layout Taols Window Help BEE
BaEl<k([ER(O=x 2 i /
/
Foldzr: B Chiomatadram View
e Wi Intersity : 1,083,249
000000~z Time Trten -
Filename 3 — ‘
) Alcohal001(STD . 6
& Aleohol 001 Manual Integration Bar = %
¥ Alcchol0d2(STD ... ] - - - n A5 o - o
= Aleoholl3sam,.. 85 £ A A 4 A ay s N )
EJCALIBIL i 250000 T Time 1 45243)\<rltr§ﬁnsny 4 ‘DEB'Q;:
& caLBo2 H g P
= CaLIBO3 7 2000003
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|1 Data11 T
[ Datelz 7 1000004 oy
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2D1(ChT) - Peak Table | compound | Graup | Calibration Curve Integration | dentification | Quanttative | Compound | -
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6.2 Peak Integration Parameters

The peaks in the selected range are integrated and displayed as a single peak.

[ Pastrun Snalysis (System Administratar) - [Data Analysis - CALE0Z ged] (=8 )
Al Eile Edit Yiew Method Laygut Teols Window Help =[x

%<6 B O=E » i )|» |5 % F 2

x| ==l
Folder: O Chiomatogram Yiew

...\DatalProject -

uy
000000-4&51
500000

M Intensity : 1,083,249
‘ Tine 3160 Inten, B

Filename J
%] Alcohol0n1(STD .. 6
%] Aleohol002(STD ... 7
%] Alcoholnn3(sarm... 6
%] CALIEDL 7
%] catmoz ]
|| CALIBD3 7
%] caLm0a 7
i) Datal 7 150000 |
7
7
1
1
1
1
1
1

Dl® « »

Manual Integration Bar

L e e (s A A A ] o 6.0 70 8.0 a0 min

& M Intensity : 1,083,249
250000-J&01 Time 1208 [Irten 55

200000

] Datall
] Datall
1| Datal3
] Data?
1] Datad
| Data13
| Data23
[ Datad3

100000+

50000+

-
-

2
0]/ 38}

o + &

@ note

» If a peak unification mistake is made, click the &7 (Undo) to undo the unification.

« Multiple peaks can also be integrated as a single peak by changing the [Width] value on the
[Integration] tab.

[IZ" Reference
Refer to Help for details on Width.

6.2.5 Remove Manual Peak Integration

This section describes how to undo data that has undergone manual peak integration.

1 Click || (Toggle Manual Peak Integration Table) on [Manual Integration Bar].

tanual Integration Bar B

«_ﬂqavﬂr&zakgjx&%&m

The processing commands are displayed in the Time Program Table.

2 Deselect the manual integration commands, and click [Analyze].

Manual Integration Bar =]
P Ay A B A i b g 1
()_Time{min] Command Value Analyze
i =D 1.252 [Unify Peaks 1.4 [ Heln ]
EUED) 0.000

The data returns to its previous state.

@ note

» Data can also be returned to its previous state by clicking «* (Toggle Manual Peak Integration Table).

+ Selected Time Program Table rows can be deleted by pressing the keyboard [Delete] key.
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6 Data Analysis

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.

Postrun Analysis (System Administrator) - [Data Analysis - Demo_Data-0011cd]

|ﬂl_|£dit Wiew Method Layout Tools Window Help EE‘E‘

Somonte o000 %7 {2
% Close Data File . .
[ Sove DarsFile Ctd+S B Chiomatogram View
(Da 3 Save Data File fs.n v May Intensity | 16,067
[y Save Data and Method File 10003 etector & 754nm Time Inten. -
Apply to Current Acquisition Method.., 500 -
¥ % Load Method Parameters... o %
3 Save Method As.. oo 1 20 30 4 s &0 7o a0 an | min
ﬂﬂ Open Reference Data File.., ‘ my Max Intensity 16,067
" Close Reterence Lata File etector A 2S4nm ‘ Time 1.432° Inten. onog] .
! ~
Com ot Frmin . 15 | I

2 Click the data file to display, and click [Open].

& Open DataFile =]
Look in )i Sample - e ﬂ [~ 4 '
e MName Date modified  Type Size B
e i) Demo_Data-001.Icd

RecentPlaces 4 pemo_Data-002.Icd
' [lu] Demo_Data-003./cd
- 1Y Demeo_Data-004.Icd
Li=kivg |1} Demo_Data-005.Jcd
a': 1+ Deme_Data-006.Icd
] ) Demo_Deta-007.Icd
|19 PDA_Demo_Data-001.lcd
&&‘ |1+ PDA_Demo_Data-002.Icd
> 1Y PDA_Demo_Data-003.Icdl
Computer .3 ppA_Demo_Data-004.lcd

1

Admin

W |1+ PDA_Demo_Data-005.Icd m
-, 1Y PDA_Demo_Data-006.Icdl o
Metwork
File name Demo_Data-0031cd - Cpen
Flesoftype:  [LC Data Fie (o) ] [ Cancd |

_‘

he chromatogram in the selected data file is displayed on the sub-window.

(3 Postrun Analysis (System Administrator) - [Data Analysis - Demo_Data-00Llcd]
[ File Edit Wiew Methad Layaut Tools Window Help =1=10=]
B R e — AL R
] l=l
Folder: B Chramatogram Yiew:
CiiLsbSelutionsiSample - my Max Intensity . 16,067
25-[Deteclor A254nm] Time 3563 Inten 1028 -
Filenarme b 2
i
= caLBiL i ﬁ\ L_L_#ﬁ
E
F CALIB02 § oo 10 20 30 40 B 50 70 50 a0 min
= CaLIBO3 i
| calLBos 6 my Max Intensity - 61,510
| Demo_Data- 001 1 20-[betector A:354nm]| Time 0321 Inlen. 0007] .
| Demo_Data-002 2
£ o
|1 Demo_Data-003 1 15 o
| Demo_Data-004 2 s I T
|1 Demo_Data-005 2 1
| Demo_Data-006 2
|1 Demo_Data-007 2
| Demo_Data-008 1 ]
| Deme_Data-009 1
| Demo_Data-010 1 od &
[Demo Daa-01 1 0 1’0 2 3o 4o 50 60 70 8o 80 min
10N Meran Nat 7

@ note

» Up to 16 data files can be drawn overlaying each other as reference chromatograms.
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6.3 Peak Identification Parameters

+ 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 =4
@ Using the composition of the datectar
) Select Channel
Cancel
[ClCeteckar & I—J
[FExtracted Chromataaram Help
[F1cht 254nm

« To display the baseline of a reference chromatogram, right-click on the zoomed chromatogram,
and select at [Graph Properties].

=" Reference
Refer to "6.1.2 [Data Analysis] Window Description" P.129 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.

1 Click (Edit Mode) in [Method View].

2 Click the [Identification] tab, and set each parameter.

B ¢ Method View - Identification Parameters £ View

Integration | Identfication | f santiative | Compound | Group | Performance | Cusiom | QC Chegk | Retention Indes|

Identification

Window.Band: @ Windaw ) Band
Window: 5 % 1
dentfication Method: (| Abslute Rt -] 2
Peak Selection: Closest Peak hd 3
[ Display not idertified peaks as peaks with zero area:he\gl'vt]]
dd the peaks with zer o calibration e.eJ 4
Retention Time Update: ] 5
@ None ) Replace ) Average J

71 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.
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I 6 Data Analysis

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.167.

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.

@ 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

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.147

Quantitate by internal standard method. "6.4.2 Internal Standard Method" P.149

Quantitate by standard addition method. "6.4.3 Standard Addition Method" P.151

Calculate the percentage (%) of each component by "6.4.4 Corrected Area Normalization Method" P.153

corrected area normalization method.

Quantitate multiple compound peaks as a group "6.4.5 Grouping" P.165

Make the calibration curve of the natural logarithmic axis | "6.4.6 Calibration Curve for Exponential Calculation”
P.156

Correct the concentration value of a standard sample "6.4.7 Standard Concentration Factor" P.157

using the standard concentration factor.

Quantitate using the calibration curve of other "6.4.8 Reference Standard ID and Correction Factor"

components. P.158

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. Curvel.)

Concentration Area
\. - A Calibration
C1 #
Ca
A

Cs
b d Az |
Cz # ‘ Cs (.
[
Concen- (I
. . tration o
As b
e g > |
P
. - b
As C1 [
C [
¢ # 1 :
[
1 H
1

i | i
A1 Az As As A4
Area

Fig.6-1 External Standard Method (Absolute Calibration Curve Method)
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I 6 Data Analysis I

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.

A <> Method View - Quantitative Parameters b View | [# Edit
Integration |Ident\f\cat|on[| Quantitative ]Compound |Group |Performance ICustom IQC Checkl
Quantitative Method: ] VIt mall 1
[Externa\ Standard ‘] J N
D Format of Concentration
Calculated by @ area () Height @ Decimal Cigits Significant
Calibration Curve Digits
- 2
# of Calib, Lewvels: 3 = | [sample Information. .
Mok Lsed -
Zero: Mot Forced ~
WWeighting Method:
¥ dais Calb, Curver () Cone, (@ 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 £ View
famss S
Integration | Identification |Quantitatiwl| Compaund UErDuD |Perfurman:e ICustDm [ oc check
ID# MName Type Channel Ret. Time Conc.(1) Conc.[2) Conc.[3)
1 Methyl_paraben | Target Detectar & - C 3.945 10.000 20.000 40.000
2 Ethyl_paraben Target Detectar & - C 5677 10.000 20.000 40.000
3 Propyl_paraben | Target Detectar & - C 9.342 10.000 20.000 40.000
4 Butyl_paraben Target Detectar & - C 12.979 10.000 20.000 40.000
g Target Detectar & - C 0.001 [[] 20000 3000

[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.

X" Reference
For details on how to make calibration curves, refer to "4 Realtime Batch" P.63 or "5 Calibration
Curves" P.113.
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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.

6.4 Quantitative Parameters

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].)

Concentration

Target ISTD
substance

C1 Cistd

Cz Cistd

Cs Cisp

Ca Cistd

i ¥+ v 1

Target substance

concentration
ISTD
Area .
concentration
A1 Aistd
‘ C4/CistD
Ay
Cs/Cistp
Az  Aisto
‘ ‘ Cs/CistD
As  Aistd C2/Cisto

L

‘AAt AisTd

C1/CistD

Calibration
curve

A1/Aisto  A2/Aisto As/Aisto As/AisTp
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].
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I 6 Data Analysis

2 Click the [Quantitative] tab, and set each parameter.

B <> Method View - Quantitative Parameters & Wiew | (3 Edit
Integration | Ident\f\catinnLQuantltatl\"e JCﬂmpnund | Group | Petfarmance I Custom I QC Chatkl
Quantitative Method: ] Unit: il 1
[Intsmal Standard - “ .
D Format of Concentration
Calculated by @ Area (D) Height ® Decimal Digits () Significant
Calibration Curve Digits
e 2
# of Calib, Levels: 3 = [ T=ampE Irormatior. -
Mok Used A
Zero: Mot Forced -
‘Weighting Method:
% fuxds Calib, Curve: (D) Conc, @) AreafHeight

1 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.
0 <> Method Yiew - Compound T able S View
| Inkegration | Identification | Quantitativeu Compound JGrnup | Performance I Custam I QC Chatkl
D Mame Type Channel Ret. Time Conc_[1) Conc.[2) Conc.[3) ISTD Group ‘
1 Peakd ISTD Detector & -C 3.945 1.000 1.000 1.000 1
2 PeakB Taiget etector &4 -C 0677 1.000 2.000 4.000 1
) Peakl ISTD Detector & -C 9.342 1.000 1.000 1.000 2
4 PeakD Tanget etector &4 -C 12973 1000 20nn 4000 2

Make a calibration curve using 3 concentrations of standard solution:
+ Peak A: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.101 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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6.4 Quantitative Parameters

5 Save the method file before creating the calibration curve.

=" Reference
For details on how to make calibration curves, see "4 Realtime Batch" P.63 or "5 Calibration Curves"
P.113.

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
N e 57 e
d" !
I" '
| | ) ] SRR R - :
Lot 1
- ] 1
Source C3 A1 R H |
solution 2.0mg/Ladded [~ ""77° e 4 : !
] [ ] [ 7 ; :
# c4 X C1(0) 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 &d Wiew | [ Edit
Integration |Ident\f\catlonu Quantitative JCompound |Group |Performance ICustom IQC Checkl
Quantitative Method: ] ik il 1
[Standard Addition - ]] -
D Format of Concentration
Calculated by @ area () Height @ Decimal Cigits Significant
Calibration Curve 3 Digits
5| e—]
[# of Calb, Levels: 3 = ] e T 2
Mok Lsed -
Zero: Mot Forced ~
WWeighting Method:
¥ dais Calb, Curver () Cone, (@ AreafHeight

71 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 T able G Wiew
Integration | 1dentfication | Quantitative | Compeund | Graup | performance | custom | o check|
D Mame Type Channel Ret. Time Conc_[1) Conc.[2) Conc.[3)
1 Peakd Taiget Detector &4 -C 3.945 0.000 10.000 20.000
2 PeakB Taiget etector &4 -C 0677 0.000 10.000 20.000
] PeakC Taiget Detector &4 -C 9,342 0.000 10.000 20.000
4 PeakD Taiget etector &4 -C 12,979 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 Quantitative Parameters

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 £ View [[# Edit
| ntegration | 1dentification  Guantitative ) Compound [ Group | Perfarmance | Custom | @ check |
Quantitative Method: ] . — 1
[Corrected Area Normalization A ]I
D Farmat of Concentration
Calculated by: @ area () Height @® Decimal Digits () Sianificant
Calibration Curve 5 Digits
# of Calib, Levels: 1 = |5ample Information, ..
(Curvs Fit Type: Linear - } S 2
Mok Used -
Zero: Force Through i
wWeighting Methad:
% Bxis Calib, Curve: () Conc, @ AreafHeight

7 Select [Corrected Area Normalization] for the [Quantitative Method].
7 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 Table S View
Integration IIdantiFitatmn IQuantitatwe Compound ‘Grnup IPeanrmanca | Custom | Clta] ks
ID# Name Type Channel Ret. Time Conc.[1)

1 Peaks, Target Detector &y - C 3945 20.000
2 PeakB Target Detector &y - C hETT 20.000
3 PeaklC Target Detector &y - C 3342 20.000
4 PeakD Target Detector &y - C 12973 20,000

4 Click (View Mode) in [Method View].
Lf'/ 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

Integration | Identification LQUEHtitatiVEJCompound | Eroup | Performance I Custom I QC Checkl

Quantitative Method: ] Uniik: masL 1
[Cﬂrrected Area Normalization ~ ]J £ £ of trati
armat of Concentration
Calculated by @ area () Height @ Decimal Cigits Significant
Calibration Curve Digits

Grouping Tvoe:

Mok Lsed -

# of Calib, Levels: 1

% Sample Information. ..
Manual RF (Linear) =}

@ AreafHeight

Curve Fit Type:

Zeror
WWeighting Method:

¥ dais Calb, Curver () Cone,

71 Select [Corrected Area Normalization] for the [Quantitative Method].
2 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 T able

Integration | Identification | Quantitative[ Compaund lGrDuD | Performance I Custom I Qc Chs:kl

ID# Hame Type Channel Ret. Time Conc.[1) 13t Coelficient Intersection \
1 Peakd Target Detector &-C 3945 20.000 1.340437¢-005 | 0.000000e+000
2 PeakB Target Detector &-C 5.677 20.000 1.173229-005 | 0.000000e+000
3 Peakl Target Detector &-C 9.342 20.000 1.647023¢-005 | 0.000000e+000
4 PeakD Target Detector &-C 12979 20.000 1.725211-005 | 0.000000e+000
5 Target Detector &-C 0.001 20,000 0.000000e+000 | 0.000000e+000

4 Click (View Mode) in [Method View].
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6.4 Quantitative Parameters

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 £ View [[# Edit
_Integratmn IdentlFlcatmn[ Quantitative ]Compound IGroup IPerFormance | Custom | QC Checkl
Quantitative Methad: Uit mglL
[Extarnal Srandard v]
D Format of Concentration
Caleulated by: @ Area () Height @ Decimal Digits Sigrificank
Calibration Curve 5 Digits
# of Calib, Levels: 1 = |sample Infarmation, ..
5 T — Tok Lised -
ero: -
> aree Mok 1sed
Group Calibratio
% Axis Calib, Curve: ) Conc, @ 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.

« A calibration 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 Table G Wi
Integration I Identification I Quantitative [Cnmpﬂund ] Group I Performance | Custom | Qc Checkl
ID# Name Type Channel Ret. Time Conc.[1) Grouplt

1 Peaks, Target Detectar & - C 3945 1.000 1]

2 PeakB Target Detectar & - C BETT 1.000 1

3 PeaklC Target Detectar & - C 9.342 1.000 1

4 PeskD Target Detector & - C 12979 1.000 i

5 Target Detectar & - C 0.001 20.000 i}

4 Click the [Group] tab, and enter [Name], [Conc.], and [Unit].

B <> Method View - Grouping Table i Wiew
Integration |IdantiFitatmn |Quantitatwe |Cnmpﬂund(‘ Group_erformance I Custom I Qc Checkl
Grouplt Mame Conc.[1) Unit Fit Type Zero Weigh
1 Groupl 5.000 Default Default Default
Z [ FEErD FEErD FEErD ‘

5 Click (View Mode) in [Method View].
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I 6 Data Analysis

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
2

Click (Edit Mode) in [Method View].

Click the [Quantitative] tab, and select [Exponential] for the [Curve Fit Type].

B < Method View - Quantitative Parameters

Integration | Ident\f\catlonl Quantitative I Compound | Eroup | Performance I Custom I QC Checkl

Quantitative Methad: Unit: mgjL

[Externa\ Standard '] )
D Format of Concentration
Caleulated by: @ area () Height @ Decimal Digis ) Significan
Calibration Curve 3 Digits
# of Calib, Levels: 3 2| |Sample Information. ..
Curve Fit Type: Exponential - Grouping Type:
Linear Mok Lsed -
Zeror Paint to Point
Quadratic
Weighting Methad: | Cubic
Mean RF
¥ fxis Calib, Cupve: | ISR 1

Manual RF (Linear)
Manual RF (Exponentialy

# 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.

Click the [Compound] tab, and enter the [Conc.](s).

0 <> Method Yiew - Compound T able £d View
Inkegration | Identification |Quantitativel Compound USmup |Perfnrmante ICustnm |QC ChEEkl
DR Mame Type Channel Ret. Time Conc_[1) Cone_[2) Conc.[3]
1 Peakd Taiget Detector &4 -C 3.945 1.000 10.000 1000.000
2 PeakB Taiget etector &4 -C 0677 1.000 10.000 1000.000
) Peakl Target Detector & -C 9.342 1.000 10.000 1000.000
4 PeakD Target etector&-C 12,9791 1.000 10.000 1000.000

Click (View Mode) in [Method View].
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6.4 Quantitative Parameters

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 Table L Vi
Inkegration I Identification I Quantitative | Compound ‘Group I Performance | Custam | QC Checkl
ID# Hame : 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 Peakl 142 10.000 20.000 40.000

4 PeakD ] 10.000 20.000 40.000

g Lopy i} 10.000 20.000 40.000

Paste
Copy Entire Tahle

Select Al
Ldd Row

Sort by Retention Time
Wiew Mode

Edit Mode

¥ Cancel Edit
(R ]

Add the [Standard concentration factor] column to the Compound Table in the [Table Style]
sub-window, and click [OK].

Table Style =]
Item Settings | Font
Hide Items Display ltems
Fk. Select - Marmne
Calc. by Type
Fit Type: Ret. Time
Zemo Conc.[1]
Wweight ‘ Conc.[2]
\S’\Q:;i?jw.fﬁand [ add o> ; T 191 s 2
Zrd Coefficient L
2nd Coefficient 3
13t Caefficient <« Remave Dawin
Intersection
Ref5TDID
Initizlize 1
[ w b Humber of fixed columns: 0 2
(oK JJ[ concel [ Hep

71 Select [Standard concentration factor] in the [Hide Items] list.
2 Click [Add].
The [Standard concentration factor] item is added to [Display ltems] 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].
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I 6 Data Analysis

5 Enter the [Standard concentration factor] column.

B <> Method Yiew - Compound T able & View
Integration | Identification | Quantitative LCUmDUUI‘IdJ Eroup | Petformance I Custam I Qi Checkl
D% Hame Type Ret. Time Conc.[1] | Conc.[2] | Conc.(3] Standard concentration factor

1 Peakd Target 3545 10.000 20.000 40.000 1.000000

2 Peaki Target BE77 10.000 20.000 40.000 1.000000

] PeakC Target 9542 10.000 20.000 40.000 1.000000

4 PeakD Target 12974 10.000 20.000 40.000 1.000000

5 Target 0.0071 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 Yiew - Compound T able G view
Integration | Identification | Quantitative | Compound |Group | Petformance I Custam I Qi Checkl
[n} 3 Mame Conc.[1] Conc.[2] Conc.[3)

i T 5 10.000 20,000 30.000

F PeakB | % Bedo 77 10.000 20,000 40,000

] 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

Copry Entire Tahle

Clear
Select &)l

Add Row
Insert Row
Delete Row

Zort by Retention Time
Wiew bade

Edit Mode

¥7 Cancel Edit
[ Table Ste..
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6.4 Quantitative Parameters

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 ==

Hide Items Display ltems
Eiand - Marne:
Pk. Select Tupe
Calc. by o= Ret. Time
;it Type Ennc Fz%

1o onc|
Weight Cone (31 o
“window/Band ﬂ addod z 2
Spiked £
Zrd Coefficient
2nd Coefficient << Femove Dovn
st Coefficient
I

Humber of fised columns: 0 =
U Ok U [ Cancel ] [ Help

1 Select [Ref STD ID] and [Correction factor] in the [Hide Items] list.
2 Click [Add].
The [Ref STD ID] and [Correction factor] 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
ltems] list and then clicking [Up] or [Down].

5 Enter the [Ref STD ID] and [Correction factor] column.

B <> Method View - Compound Table £ View
Integration I Identification I Quantitative | Compound ‘Grnup I Performance | Custom | Qc Checkl
ID# Hame Type Ret. Time Conc[1) | Conc.[2) | Conc.(3]| RefSTDID Comection factor |

1 Peakt, Tanget 3.945 10.000 20.000 40.000 2 0.9538600

2 PeakB Tanget HE77 10.000 20.000 40.000 1.000000

3 PeakC Tanget 9342 10.000 20.000 40.000 2 113645200 |

4 PeakD Tanget 12.979 10.000 20.000 40.000 1.000000 )

G Target 0.001 10.000 20.000 40.000 | [

6 Click (View Mode) in [Method View].
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6.5 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"

6.5.1 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.
E,

L,

Data Report

2 Enter the peak integration parameters, and click [Next].

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 seC | Copy to All Channels |
Slope: 5000 i min [
Drift: 1) W fmin

e Program
T.DEL: 1] min

Min. AreafHeight: 1000 counts MoisefDrift Caleulation. ..
Calculated by: @ prea () Height

< Back |[ et = “ [ Cancel ] l Help ]
3" Reference
Refer to "6.2 Peak Integration Parameters" P.132 for details on setting the peak integration
parameters.
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6.5 Compound Table

3 Select the [Select] column to register a peak in the Compound Table, and click [Next].

Compound Table Wizard 2/5 =<5
Selec|\Ret. Time Area Height | » S5elect peaks you want ta define by checking boxes
1| 253 7473 | 12g7 ||| Prthepesktable.
2| ¥ 3216 85923 16028
3l 3683 1612 171 Uy Max Intensity : 16,067
1| = 3926 54296 | 11440 g éﬂ jnten -
[Detector ga (254nm)
5 7 4,620 G79E3 | 12941 15000 iyl
i =
1 100004 a
5000
L By 531
. g
[« [+ |\Detector A - Ch1 (2a3nm) / 0o 51 min
[ = Back U Mexk = U [ Cancel ] [ Help ]

4 Enter the quantitative parameters, and click [Next].

Compound Table Wizard 3/5 ==

GQuantitative Method: Uniik: mg/L

External Standard

D Format of Concentration

Calculated by @ area  (O) Height ® Decmal Digits () Sianificant
Calibration Curve s Digits
# of Calib, Levels: 3 =

Curve Fit Type: Linear - Grouping Type:
Mok Used >
Zero: Mot Forced -

‘Weighting Method:

 fxis Calib, Curve: (0 Cone, @ AreajHeight

< Back [[ Next = ”[ Cancel l [ Help

=" Reference
Refer to "6.4 Quantitative Parameters" P.147 for details on setting the quantitative parameters.

5 Enter the peak identification parameters, and click [Next].

Compound Table Wizard 4/5 ==
Identification
Window /Band: @ Window @ Band
Window: 5 Yo

0.01

Identification Method: Absolutes Rt A
Peak Selection: Closest Peak ~

[ Display not identified peaks as peaks with zero areafheight)

Add the peaks with zero area(height) to calibration level

Retention Time Update:
() None () Replace (@ Average

< Back [[ MNext > JI[ Cancel l [ Help

3" Reference
Refer to "6.3 Peak Identification Parameters” P.145 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 5/3 E
ollowing compound table is created.
heck the contents and madify it if necessary.
ID# Hame Type Ret. Time Conc.[1) | Conc.[2) | Conc.[3) || Ref STI
1 RT:2636 | Target 2636 1.000 1.000 1.000
2 RT:3.216 | Target 3216 1.000 1.000 1.000
3 RT:3926 | 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
] n 3
< Back I[ 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
» Referto "6.7 Save (Export) to Method Files" P.171 to save settings made in the wizard to method file.
» Refer to "5 Calibration Curves" P.113 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].

6.5 Compound Table

This section describes how to register peaks in [Chromatogram View] to the Compound Table.

1 Click the [Peak Table] tab in [Results View].

Right-click [Peak#] for the desired peak, and click [Register Selected Peak to Compound

Table].

Folder:

B

C:\LabSalutions|Sample -

[ Postrun Bnalysis (System Administratar) - [Data Analysis - Deme_Data-001lcd]
IEH File Edit Wiew Method Layout Tocls Window Help

Hed = IR B Y I ETER
| B

Filename
|19 Background
[®| caLeny

= caLBoz

[®| caLeoz

|| caLBo4

|19 Derno_Data-001
] Dero_Data-002
] Derno_Data-003
| Dero_Data-004
] Derno_Data-005
] Derma_Data-006

I

=8 (EcE 5|
-[&]| %
{[Datectora - =i i@
O Chiomatogiam View
v Maz Intensty | 16,057
935! gl
Detector & 254nm| Time 1946 Inten. 002§
L e e e | LML e
on 10 20 30 40 50 60 70 a0 a0 mir
my Maz Intensty © 16,057
etector A 254nm Time: Inten. -
1o |
ol
T T T T T T T T T @
on 10 20 30 40 50 60 70 a0 a0 mir

O <> Fesults Wiew - Peak Table

O <> Method View - Feak Intemation P<[53 Wiew| [ Edit

Peak Table | compound | Graup | Calibration Curve |

Integration | Identfication | Quantitative | Compaund * | *

Register selected peaks on peak table to compound table.

i) Dermo_Data-007 Peaklt| Ret Time | _ Area | Height ‘ Charinel: Deteckar A - Chi (254nm) ILI
M Nnias Paem A0 2 1 C L4
o
| v _g LOPY Width: 10 sec o
Dtector AITHT) = £ Capy Entire Table . — "
i Y lope: uvfrin
Mk Cr EneT? . GHIE 5 [ Eegister Selected Peak ta Campound Table |
Drift: n ukfmin
Lot |v| sow Tatal
Table St T. DEL: o min
able Style.
o — Min AreafHeinht | 1nnn Frunke M
<[> [\ Detectar & - Chi (]« [11] i [ ;
[ Data Analysic
HUM

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.

[ Postrun Analysis (Systerm Administrator) - [Data Analysis - Demo_Data-001./cd] ==
[ File Edit Wiew Methad Layaut Tools Window Help BEE
@ <k BB Ok ? P o5 %8

Iz lx
Folder: B Chramatogram Yiew:
Data Analysis | || c:j) shsolutionsiSample - 1 Max Intensity ;16,067
599539 Detector &2540m M {\ ,’\ A Time  13846° Inten 0026
B Filename b £-00000 T T T T T T T T 1
Lo 0o 10 20 30 4.0 20 B0 7o 8.0 A min
= i3 Backgraund 1
Data Riepart & CALBOL ‘ my W Intensity : 18,067
= etector A.254nm Time 54557 Irter 2659 .
= caLlenz b=
& oLl 5 . [
= CALIED4 i o
[ Dermo_Data-001 1 .
| Demo_Data-002 2
& Derno_Dats-003 1 00 10 20 30 20 50 &0 70 80 a0 min
|:)Demo_Data-004 2 M ¢ Results View - Peak Table ~ A ¢ MethodView - Compound Table &4 view
| Demo_Data-005 2
[S)Demo_Dats-008 2 Feak Table | Compound | Group | Caiibration Curve | 1dentification | Guantitative | Compound | Group [ pel ¢
@Dem'mta_nm 2 Peakit Area Height Mark | (| IDH |  Mame | Type | Chanm
[T 2 2957 K [FTz6a [Target [Datectar & -
S v ] 5028
Detector A[Ch1) - 1612 1Y
Man Intensity © 16,067 9429 440 v
SRR 57933 12990
JM ol 274553 52587
s . ‘ v« v
o - pil | \Detector & - Ch1 (| «  [1] | —Tr—
L . B g il Dt Analysis |
HUM

Click the ¢» (Wide Size) button to maximize the view width. Click the 11 (Normal Size) button to restore
the view size.

O 1 Method Yiew - Compound T able £d View
Inkegration | Identification | Quantitative | Compound |Grnup | Performance I Custam I QC Chatkl
D | Mame | Type | Channel | Ret. Time | Conc_[1) | Conc.[2) |
1 |RT.2E3 [ Target [Detectar&-C | 2636 | 10.000 | 20.000 |

5 Click (View Mode) in [Method View].

=" Reference
Refer to "6.7 Save (Export) to Method Files" P.171 for details on saving to the method file.

Refer to "5 Calibration Curves" P.113 For details on creating calibration curves.
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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].

1 Click (Edit Mode) in [Method View].

2 Click the [Compound] tab, and select the desired [Ret. Time] cell.

[543 Postrun Analysis (System Administrator) - [Data Analysis - Dema_Data-001.lcd] | = o
File Edit View Method Layout Tools Window Help [=]=][x]

21 R AR N g o = P S—— -
%I ==l
e Folder: B Chiomatoagram Yiew
Data Analysis | |[c:y sbsolutions)sample - eV Max Intensity . 16,067
699535 Aatector AZ5anm A\ e Tnten
B Filename Me 5 g
% ™) T T — T - T T T T —
Deta Report u| Background.led f 0.0 1.0 20 30 40 50 60 70 80 80 min
|1+¥ Demo_Data-001.
my Max Intensity . 18,087
|1 Deme_Data-002 Deiecior A75anm] The 0925 Wien 0.000] .
B |1 Deme_Data-00: .
Ee |1 Deme_Data-00 R
/to Method - T
bz =4 Deme_Date-00 10 [
1] Demo_Data-006. ;
ﬁ? & Deme_Data-007 ‘ -
Tt |14 PDA_Demo_Dat... o] %
w9 PDA_Demo_Dat... : : : : : : : : :
24 o PDA_Demo_Dat... 00 10 20 30 40 50 60 70 80 0 min
" ‘! . [+ PDA_Demo_Dat... 0 < Fiesulls View - Feak. Table 8 ¢ Method View - Compound Table 24 View
anual Peak
5 |1 PDA_Demo_Dat...
Integration EPD'}DENDiDEt Peck Table | compound | Group [ Calibration Curve | Identification | Quantitativel| Compound [Jiraup [ e[+ [+
A_Demo_Dat..
- - Peak# | Ret. Time Area Height IDH# | Channel Do Time | Conc
|1 PDA_Demo_Dat...
[3#D4 Dema pa 78% 74503 x| [Detector A€ _( TeEl) e
3216 85235 154
— 3328 54141 114
* Lol 3 1619 5796 [
Detector AChT) = Total 271343 534
Max Intensity . 16,067
[« [+ [\ Detector A-Ch1 ¢J| ¢ [1] I [ r

"l Deta Ariysis |

NUM

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 (System Administrator) - [Data Analysis - Deme_Data-001.lcd] =5 EoR =)
@l File Edit View Method Layout Tvels Window Help ElEl

=g = N PR N N = (] == e— e A R
SE] =l
Folder: O Chiomatogram Yiew
Data Analysis €:\LabSolutions\Sample: - eV Max Intensity : 16,067
BEE Tatemur:\.zsanm
0

z A\ Time nfen
B Filename Mo %
= |12 Background.led i i y == ! < ! ! i y 3
Data Report lj = g - ‘001 1/ 0.0 1.0 2.0 3.0 40 50 8.0 70 8.0 9.0 min
| Demo_Data-
- my Max Intensity : 18,067
|2 Demo_Data-002 Detecior 22540 Time 5071 infen 2581 .
TQ |1 Demo_Data-003. o
= E
Aoplyto Method [+ Deme_Data-004
|19 Demo_Data-005. 103
1Y Demo_Data-006 ;
=% 1) Demo_Data-007 N
[
Wizard [+ PDA_Deme_Dat. o3
|8 PDA_Demo_Dat... . . . . Auto-scale to Selected Peak
E.'* w9 PDA_Demo_Dat... 0.0 1.0 20 20 20 ![] Peak Position Line |
1] PDA_Demo_Dat... /11 [ Resuls View - Peak Table TS TN T |
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6 Data Analysis

3 Select the peak whose retention time is to be changed.

Postrun Analysis (System Administrator) - [Data Analysis - Demo_Data-00Llcd]

Eile Edit View Methed Laygut Tocls Window Help

Display position check line

B EIE]

IFH | «k|[BR ([O=d

e LY I

x| —lxl /
Main Folder: 8 Chiomalogiam Yiew:
Data Analysis C:\LabSolutions\Sample - 559538 Max Intensity : 16,067
. Detector A 254nm ﬁ\ _ﬂ Time 2.607 Inten. 8.750)
B Filename Mo . %
% : : : — T T y ; : : !
Data Repott ) Backgrounciled 671 0.0 1.0 2.0 3.0 40 5.0 6.0 7.0 8.0 9.0 min
i Demo_Data-001.... 6/1 y e niensiy - 18067
m Max ntensity : 16,
] Demo_Data-002.... 61 Detecior £.252nm] 4 Time 2825 men 12740 .
1Y Demo_Data-003.... 6/1 4]
Y] Demo_Data-004.... 6/1
1Y Demo_Data-005.... 6/1 10
1Y Demo_Data-006.... 6/1 :
1Y Demo_Data-007.... 6/1 -
1Y PDA_Demo Dat... 6/1 o
1Y PDA_Demo_Dat... 6/1 . . . . . . . . .
| PDA Demo_Dat... 6/1 0.0 1.0 2.0 3.0 40 5.0 6.0 7.0 8.0 9.0 min
- ﬁPDA_DemD_Datm 6/1: 8 ¢ Resulls View - Peak Table 0 © Method View - Compound Table 63 View
e 1] PDA_Demo_Dat... 6/1
Integration -oeme. e Peak Table | Compound | Group [ Calibration Curve | [ 1dentification | Quantitative | Compound |Group [ pe[< [
1Y PDA_Demo_Dat... 6/1 T = o
] PDA_Demo_Dat... 6/1 saki __lime Area ght |_Channel Ret, Time Cone
1 | Detector A-C 2526 Not
3216 85235 154
3526 54141 114
* il i 1619 57961 133
Detector AICh1) - Total 271543 534
Max Intensity . 18,067
The retention time change is automatically registered to the Compound Table.

Postrun Analysis (System Administrator) - [Data Analysis - Demo_Data-001.lcd]

ile Edit View Method Layout Tools Window Help

AR <k [BER(DO=k ¢

B o @ | [ §

@ note

lxl lx
Folder: B Chramatogram Yiew
Data Analysis | [c.y ahsolutions\sample - oY Max intensity : 16,067
8.9952 8 etector AZ5enm Time 4785 Inten 200
B/ Filename Mo 0 A =
o
Deta Repot | Background.lcd 671 00 10 2o 30 40 =0 50 70 i) g0 mn
; i Demo_Data-001.... 6/1 s ransiy - 15067
my Max Intensity - 16,
) Demo_Data-002... 6/L Detector AZ54nm| The 2229 Inen. T .
1Y Demo_Data-003.... 6/1 =
1Y Demo_Data-004.... 6/1
Y] Demo_Data-005.... 6/1 104 i
1Y Demo_Data-006.... 6/1 B
1Y Demo_Data-007.... 6/1 N -
1Y PDA_Demo_Dat... 6/1 o3 %
1Y PDA_Demo Dat... 6/1 : : : : : : : : :
8 PDA_Demo_Dat... 6/ 0.0 10 20 30 40 B0 &0 70 ) 90 min
. @PDA,Demn,Dat‘.‘ 6/11 M ¢> Results View - Peak Table B ¢ Method View - Compound Table gav.ew
Manual Peak
. i PDA_Demo_Dat... 6/1
Integ E3PDA Demo a Peak Table | Compound | Group | caibration Curve | Identification | Quantitative | Compound | group [ pe[« [
1Y PDA_Demo Dat... 6/1 T = b5
) PDA_Demo_Dat... 61 == _fme frea ght | Channel Ret Time | Conc.(
1 | Detector A-C 3506 || Not
Z 3216 6235 154
3526 54141 112
* ol 2 2 4815 57364 132
Detector A(Ch1) - Total 771942 534
Jax Intensty - 16,067

Fine-adjust the peak position line by dragging the line with the [Shift] key held down.

4 Click (View Mode) in [Method View].

3" Reference

» Referto "6.7 Save (Export) to Method Files" P.171 for details on saving to the method file.
» Refer to "5 Calibration Curves" P.113 for details on creating calibration curves.
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6.5 Compound Table

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 Table & View
Inkegration I Identification I Quantitative | Compound ‘Group I Performance | Custam | QC Checkl
ID# Hame : 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 Peakl 142 10.000 20.000 40.000
4 PeakD ] 10.000 20.000 40.000
g Lopy i} 10.000 20.000 40,000
Paste
Copy Entire Tahle
Select &)l
Add Row

Sort by Retention Tirme

Wiew Maode

Edit Mode

¥ Capcel Edit
(R )

Add the [Window/Band] and the [Band] column to the Compound Table in the [Table
Style] sub-window, and click [OK].

Table Style =]
Item Settings | Font
Hide Items Display ltems
|Ehannel - Marmne
I Typa
o 1
Pk. Select Conc.[1]
Conc.[2]

= [ Addyy  )Concl3l lie 2
SPRea | <« Remove Do
Zrd Coefficient ]
2nd Coefficient
st Coefficient
Intersection =z
a L L Mumber of fired columns: 0 =

(( ok [ cancel |[ Hep |

7 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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I 6 Data Analysis

5 Set [Window/Band] and [Band] parameters.

O 1 Method Yiew - Compound T able £d View
Inkegration | Identification | Quantitative | Compound |Grnup | Performance I Custam I Qc Chatkl .
DK Ret. Time Cone [1) Conc [2) Conc (3] Window/Band Band |

1 2E3E 10.000 20.000 40.000) B.and 2.000

2 3218 10.000 20.000 40.000) | Dretault - Default

) 3.926 10.000 20.000 A0.000) | Dsfault \ Dafanlt

4 4.620 10.000 20.000 40.000) | window Default

5 0.001 10.000 20,000 400 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].

==~ Reference
» Referto "6.7 Save (Export) to Method Files" P.171 for details on saving to the method file.
» Refer to "5 Calibration Curves" P.113 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 Yiew - Compound T able 5d View
Integration | Identification | Quantitative (CUFHDUUI‘IE' )Group | Petformance I Custam I Qi Checkl
[n} 3 Mame '| Type n Ret. Time Conc.[1) Conc.[2) Conc.[3) Wi
1 Peakd j= | 2636 10.000 20.000 40.000 | Bar
2 Peaki 3218 10.000 20.000 40.000 | Def
] PeakC 15TD 3.926 10.000 20.000 40.000 | Def
] PeakD Eﬁfgfggctf 4620 10.000 20,000 40.000 | Def
5 o 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.
" Reference

» Referto "6.7 Save (Export) to Method Files" P.171 for details on saving to the method file.

» Referto "6.7 Save (Export) to Method Files" P.171 for details on creating calibration curves.
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6.6 Column Performance Parameters

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

I3 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 1 Method Yiew - Column Performance Parameters

& View | [# Edit

‘ Integration | Identification | Quantitative | Compound | Grou[[l Performance ”:ustom | QC Check | Retenti| * | ©

Calc. Method User
up [Oep [Devc() Method Name:
[Cluse2 Cee ] Hreaﬂelght . Number of Thearetical Plate
Er [Cose  [Wliser Defined:
fF2 [leue Peak Widthat: 0 % Peak Height
Unretained Peak Time Cogfficent: 0
@ 1stPeak Ti
- streactime Tailing Factor
) set Time
- Peak Widthat: 0 % Peak Height
Column Length: 150 mm Resolution
[Ccaleulate identified peaks only Peak Width at: 0 9% Peak Height
[T caleulation of Relative Retention Time Coefficent: 0

@ 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].
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I 6 Data Analysis

4

Click the [Peak Table] tab in [Results View], and check the number of theoretical plates
and resolution.

B Il FResults Yiew - Peak Table

Peak Table |Campound I Group I Calibration Curve

Peakit 1D# Mame Area% NTP{USP) HETP[USP) | Resolution[USP)
1 1| Peakd 27.220 4153 36.088 =
2 2 | PeakB 31.295 E70E 22.386 3619
3 0.587 21 35.618 2.431
4 3| PeakC 19.776 12715 11.797 1.325
5 4 | PeakD 21.122 21054 7125 5.203
Total 100.000

To check the tailing factor, right-click on the Peak Table, and click [Table Style].

B Il FResults Yiew - Peak Table

Peak Table | Compound I Group I Calibration Curvel
Peakit ID# | Mame |  AreaX | NTPUSP] | HETP{USP] | Resolution(LU5P)
1 11 Paal T n 159 36.065 B
2 Copy 06 22,366 3619
3 Copy Entire Table 2n 35618 2471
1 715 11.797 1.325
5 Register Selected Peak to Compound Table 054 7125 5.203
Total
— Sow Total

[ Table Style.. I
[TTo M Rbnbor 50T PRI 7 o m v

Add the [Tailing F.] in the [Hide Items] column to the Compound Table in the [Table Style]
sub-window, and click [OK].

Table Style ==
Itemn Settings | Font
Hide Items Dizplay Iterns
Peak Start - Fiet. Time
Peak End Area
Group# ’7 Height
Lo o b Mark
[ET T )- - 1
ELGAEE] T l Uriit T
k! L [0E3 2
Separation Mame
Height Area
<< Remave HTPIUSF) Dawn
ISP width HETF[USF)
idth{5E) Resolution{l5P)
width{10%]
Wwidth{5E]
idthi{57%)
]SE |H|‘?!E \\N:"jﬂasnl. &2 Humber of fised columns: 0
l[ oK IJ l Cancel ] l Help ]

1 Select [Tailing F.] in the [Hide Items] list.
2 Click [Add].
The [Tailing F.] item is added to the [Display ltems] 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].

[Tailing F.] is displayed in the Peak Table.

B 1l FResults Yiew - Peak Table

Peak Table ‘Compound I Group I Calibration Curvel

Peakit Hame AreaX NTP[USP] HETP[USP) | Resolution[USP) Tailing F.

1 Peakd 27.220 4159 36.063 = 1.206
2 PeakE 31.295 EFIE 22 3R6 3613 1.134
] 0.557 4211 35618 2431 =
4 PeakC 19.776 12715 11.757 1.325 1.175
5 PeakD 21122 21054 7125 5.203 1182
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.
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6.7 Save (Export) to Method Files

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.

Data Analysis

| t

2 The name of the method file used for data acquisition is displayed. Click [Save].

@ Save Method A5 ==
Save in Sample - & % Al
Harme Date modif..  Type Size
GuideData

@DEmﬂ_Methnd
) Demo_QCTool_Method
P02 method

File name: | GETNIEE - (Lsae )

Save aztwpe: | LT Methad File [*lom) <] [ cancel |

@ 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
Diata Processing D
Data Processing Parameters

- Peak Integration Parameters -
- Identification Parameters
- Quantitative Parameters

- Compound Table

- Calibration Curve

- Column Performance Parameters

- Multi Chromatagram Table 1 2
- Purity Parameters

- Spectrum Parameters

- Library Search Parameters

[T Gajac Parameters
- QA[0C Parameters
[ system Suitability Settings

7 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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I 6 Data Analysis

é// NOTE

In the case of a dual-line configuration GC, select the line to export the method from, and click [OK].
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7 l 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.

Ll

Main

Data Analysis
PDA Data

Apply to Method

[El% = °

o=l
Folder:

Filename
.\ Dema_Data-003
|7 Derno_Data-004
|5 Derno_Data-005
|9 Derno_Data-006
|5 Derno_Data-007
|9 Derno_Data-00&
|5 Derno_Data-008
|9 Derno_Data-010
LS N Matao011

% PD4,_Derno_Data-001

| =FUS,_Uerno_Uata-uiz r
|02, Dema_Data-003

|5 PDA, Derna_Dats-004
LAPNA Demn Data-NN5

(32 Pastrun Analysis (System Adrinistratar) - [PDA Data Analysis - Untitled]
@ File Edit View Method Spectum Layout Toals Window Help

- Nl mE R

(E=1FoR =3

NG E

B Contour Yiews

o 000 190

B Spectium View(E stracted]

00T

0.05-

0.00-

Tavelengih

mAT

»

DI < |

T
250

2| 3 Purity Wiew

B Chiomatogiam Yiew

mAL

Peak [«

-
Chaninel [+ ]~

Max Intensity: 0 0

10] IR

0 T
0.0000 0.0005

0ob10

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| &nalysis (Systemn Administratar) - [PDA Data &naly|s - PDA_Demo_Data-001.lcd] [= ===
SR Ele fdit View Method Spectum Layaut Tools Wildow Help _ =[x
(eHa coBeDald 2 s FEEIET HEEEIERE )
] a2
Main Folder: O Contour Yiew 1 Spectum Yiew(E stracted)
Data Analysis CriLabsol e - nm 226 180 334 Wavelength 456 malU
SO Data 1o Wavelengih mED o
Filename - 2431:00 -
) Derno_Data-003 . H %‘
- IDemo_Data-004 ) T = — &
|:Derno_Data-005 5 min . 4
lDemo_Data-00§ L o [ Pty view
Derno_Data-007 0
[emo,Data 8 Chiomalogram Yiew Peak «[»|  Chamel [«]> | ||[ *%7 oy carm e T4 H
|- Demo_Data-003 o popZero L =
L0 Data-009 maLl M Intensity . 13,438 o4 . .
u3Dems Daca 3 PR =iy 225 A @ [Purity View]
|1]Derno_Data-010 OEEED 2 |[[mpurty : Mot Detected.
| Derno_Data-011 o 2% ir (finimum peak purity inde: - 0333939
T ———— bingle paint thiesheld ; 0,967774
|8PDA_Derno_Data- Al Mex Intensity : 13,710 Peak puity index : 12224
1P Derno_Data-00F— ”“257 %‘
|2P0A, Dermo_Data-00 000004, . PNy =
|1JPDA_Demo_Data-00| _ o 25 min Ceak Purity A Peak Profie J
T ﬂn ¢ Fiesults View - Feak Table B & Hethod View Ml Crromalagram Table ([ 24 Vien)) @ Ed e
PO - Peak Table | Compound | Group | calibral + [+ | || Muli Chrom | Integration | dentification | uantitative | Compor <] *
LERI e S Peaklt | Ret Time Area - i G[MethOd View]
EEE] 16| Chit | Disp-| Wavelength idth  Magnifi [
D o lay {nm) {nm) tion
0557 2 1 254 [ 1.00
075 2 Z 0 i
e W (i : = =
i 25 I —= == L L

5
M BEEE (@] D Aok 1) Poa Detas. |

@ [Chromatogram View] @ [Results View]

Explanation

Displays the [Standard] and [PDA Data Analysis] toolbars.

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

[{l/ 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 (System Administrator) - [PDA Data Snalysis - PDA_Demo_Data-0011cd] EI@
EJ@EME Edit |Wiews| Method Spectrum  Layout Tools Window Help —|l& ||
: ‘H’ﬁ[l"'e U lin |5 EE EER Em e
h ] OntoUr wiew v -
ain 1 Chramatogram \iew: 4 Contour Yiew B Spectum Yiew(E shiacted)
Spectrum Yiew »
Data Analysis I N nmn 228 190 296 Wavelendth EZZD:I mal

—

he [3D Image] sub-window opens.

3, 30 Image [o ==

Time 4513 min selent

@ 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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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 E to fine-adjust the wavelength extraction position.)

B Contour Yiew

a0 )

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 U A :
, g
3.0 4.0

0.0 10 200

ml
min

A ol v
maUy Max Intensity : 13,668
254nm,4nm (1.00 -
10+
ch A %
T T T T T
0.0 1.0 20 3.0 4.0 min
<« = 3

@ note

+ The wavelength extraction position can be checked by the wavelength displayed by [€d 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 Chromatagram T able £ View [[# Edit
Pulti Chrom | Integration | Identification | Quantitative | Cormpound | Graup | Performance | UY Spectrum Ilerary IPur\t‘ 1
Disp- Wavelength| Bandwidth | Magnifica-
Chit | gy Type tnm) +/-(nm) tion
1 V] | Ahsorbance 254 4 1.00
2 D Reference Correction
3 —
3 = Ref. Wavelength: | 350 nm
g =i Ref, Bandwidth; | 20 nm
= —
] 7] Display Extracted Chrnmatngram]
qD - Extraction Settings
7 = @ absorbance () Derivative
5 —
3 = Bandwidth: nim
7 —
T —
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 225 215 Retention Time 4.79  Wavelenogth 368

250

500

2.[ 30

The extracted spectrum is displayed in [Spectrum Viewl].

B Spectium Yiew(Extracted)

Wavelength- 15971.537 - mAU 7023 .

@ 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 (System Administrater) - [PDA& Data Analysis - PDA,_Dermo_Data-001.lcd]

=3 Ee 5
S File Edit View Method Spectrum Laygut Tools Window Help - =[x
@<k Bad=Ed? i» (8% 2% Han @,
S E S|
Main Folder: O Contour View

Data Analysis

C:\LabSolutions|Sample b

215 374 ‘avelenoth 283

PDA Data

| Dernn_Data-003

L Demo_Data-004
| Derrin_Dats-005
| Dermo_Data-006 —
| Dermo_Data-007 ‘ ‘

mir

B

' B Spectium Yiew(Extracted]

maL

-

Wavelength 196,281 mALl  12297]
10 2&1 il

J

a F“”'-\"” Registered Spectrum
\

B Chiomatagram Yisw
A nrm Tt [ a Peak [A]r] Channel [1]r

i 8 Regieter Bracted Spectrum to Table

\
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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 View Peak [« ]r Charnel [ 4]+ ] Estract

maU B Spectium Yiew(Extracted)

Max Intensity : 6,633

2470m.4nm (1.00]
5

i

DD 1« »

0.0 10

T
20

Loy

Max Intensity : 13,668

T
min
+

Wavelength 191.537 mAU

7.023]

- {za0

DB+ »

300 200 500 600 700 nm

ZE4nm Znm (1.00)
104
Chl
o]
T T T

@ note

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 Chiamatogram Yiew Peak [4]» Charinel [+ ] r| Estract

B Spectum View(Estracted) mal Max Intensity : 6,633

247nm.4nm (1.00
| J\
T = T T T
L - 3.0 4.0 min
= q | 3
maU Max Intensity : 13,668
Seq TET

mau
15—2.5?!‘FJU Wavelength- 191537 - WAL -~ 7.023] .

Dl 1 »

10] <N}
iw)
(D@ 1+ >

300 400 500 600 700 nm = : : - ‘ ]
0 10 20 30 <0 in

@ 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.

7.2.1 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].

[5 Pastrun Analysis (Systern Adrministratar) - [PDA Dats Analysis - PDA Derno_Data-0011cd] | P=n|EoR| 5|
@ File Edit View Method Spectum Layout Toals Window Help — =]
dPE (<o Bz i»s% sE5% Saa 2 ® (2
x| ==l
Main Folder: B Contour Vies B Spectum Yisw[Extractsd)
Data Analysis | | sbsolutionsisample - ; 190 022 Wavelength 327 L
PDA Data v wavelength mAL -
Filename - 10423 2431.00 Rk
!;”- |13 Background . H %
ba E' ) % CALIB0L P & — 8
ata Report
F = caLEn y min o
% CALIBO3 = 1 (- [3 PuiyView
= CALIEN4 mau
B Chiomatogram Yiew Peak [«]+|  Channel [4]+ [Purity Crve Peak] -
LDema_Data-001 oL L1g N
|.Deme_Data-002 L maL Mt Intensity : 13,436
- A e A (10 | &
|7 Derno_Data-003 auf @l n [01 =]
|5 Derno_Data-004 000004—  UndoZaom 225 S
|Dema Data-005 0o | fiscted
|-JDemo_Data-006 mau|  Initialize Zoom [y index . 0399559
|- Derma_Data-007 144267 pad k112215
b Dote 102 hi Overlay Chramatagrarns
ata-
tema LstaTe - 0.0000- Stack Chrarmatagrams
2 Lt i 0o Single Chromatagrarm feak Piofi:
D& - TR
i ey ST B < Aesults Vi hromstogtam Table 50 View] (# Edt
Peak Table | o Auto-scale to Selected Peak dentification | Quantitative | Compol * |5
Display Extracte o
R (5 Register Exrected Chromatagram to Table ) e
= Extraction Setting
A £ “5 Register Lambda max Chromatogram to lable ‘ ‘ I -

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.

Operators Guide 179



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 < ethod Wiew - Multi Chiomatogram Table £l Wiew [ [ Edit
Multi Chrom | Integration IIdentlFlcatmn IQuantltatwe ICompound IGroup IPerFormance LI Spectrunn |L\hrary |Pur|t' i |’
Disp- Wavelength| Bandwidth | Magnifica-
Chit | "y Type ) +/-(nm) tion
1 = Ahsorbance 2R 4 1.00
2 (7 Ahsorbance 258 4 1.00 Reference Correction
i :, Ref. Wavelength: nm
] | i
3 = Ref. Bandwidth: nm
7 |
] 17 Display Extracted Chromatagram
E] | : Extraction Settings
i | _ -
T 1] @ Absorbance () Derbeative
5 17 .
o |- Bandwidth: nm
4 |
] |
3 15 Magnification: 1

1 Select [Display Extracted chromatogram] to display the chromatogram in [Chromatogram View].
2 Click the [Wavelength] cell.

Select [Max Plot] from the [Types of Chromatograms] and enter a [Start Wavelength] and an [End
Wavelength] to display that chromatogram as a Max Plot.

Wavelength Settings ===

Chromatagram Type

(@) Absorbance () Derivative
() MaxPlot
() Average
‘Wavelength Bandwidth
258 nm -4 nm
I (o] 4 Il Zancel ][ Help

[{// 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
hannel: [E_xtrattad Chromatagram hd ]]

‘width: 5 sec Capy to All Channels

Slope: 1000 uvfmin Y
Drift: o U fin

Program
T.DEL: 1000 min

Min. AreafHeight: 1000 counts Moise/Drift Calculation. ..
Caleulsted by: @ area ) Heighk w

[T Register Spectrum to Table

i

3 Edit the peak integration parameters.

[I5" Reference
Refer to "6.2 Peak Integration Parameters" P.132 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.137 for details on
manual peak integration.
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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.

7.3.1 Register Spectra to the Spectrum Table

If the displayed spectra are registered to the Spectrum Table, they can be compared with other spectra and
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)].

1 Right-click on [Spectrum View], and click [Register Extracted Spectrum to Table].

(5} Postrun &nalysis (System Administrator) - [PDA Data &nalysis - PDA_Dema_Data-001/cd] == EcR(==]
SEE File Edit View Method Spectrum Layout Tools Window Help =I=]x]
icPa <R [BRO=kE? v/ 2 EEm San @ =i
=l ==
Main Falder: B Contour View B Spectum Yiew(Estracted)
Data Analysis | |[c:iLabsol e = nm 226 180 262 Wavelength 504 mal
FDAData 260 Wavelengin 203801 mED  11501] »
Filename - 10342} 00 -
B/ |1 Backgraund e . Unde 2o
3
= = CALIBL 750 Redo Zoom
Data Rsport ALz o 5 = Initialize Zoom
%/ caLBo3 3 ] e[ B P Registered Spectrum
= CaLIBos
= B Chromatogram Yiew Peak [il]  Chanmdl 11 |5 Register Extracted Spectrum to Table
|3 Dema_Data-001 Uair —
NPiaenn Mese 107 mall Max Intensit - 13 43R 1= Show Spectrum Table...

The extracted spectrum is registered to the Spectrum Table.

2 Right-click on [Spectrum View], and click [Show Spectrum Table].

[ Postrun &nalysis (System Administrator) - [PDA Data &nalysis - PDA_Demo_Data-001/cd]

el
(=I5l

03 File Edit View Method Spectrum Layout Tools Windew Help

P84k BR Oz v 2w“E% San Ema i
== =l

Main

xl

Falder:

Data Analysis

PDA Data

B
%

Data Report

Filename -
7| Background

% CALIBIL

% caLBnz

= CALIBO3

% CaLIBoa

|- Demo_Data-001
|1 Derno_Data-002
|- Demo_Data-003

m

B Contour Yisw

m 228

2500-

S00-

190 2682 Wavelength S04

min

Al

B Spectum View(Extracted)

mALl
Viarvelergin 185520 mAL
UfJi % 100

BRI

Unda Zoarm
o]

Redo Zoarm

Initialize Zoom

B Chromatogram Yiew Peak [+]»

mal
141104 G0 g (1 po

Ex ih,

Channel [«

Ma Intensity : 13,436

B Purty Registered Spectrum

5% Renister Fxtrarted Snectrum tn Tahle
0.5

] Show Spectrum Table..

Library Search..,
e ry Searc|
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Edit the Spectrum Table.

7.3 Register Spectra

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 V| | Time 228 |Set 1.00 255/226 223/232/340 1
2 V| | Time 262 |Set 1.00 255 232/340 1
3 V| | Time 286 |Set 1.00 243 236 1
4 Time 0o 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 ==
Spectrun Table
([0} DI';;- SE::ze Param. | Scale Maﬂz:ma Lambda max Lambda min Similanty | Chit
1 [¥] (Library (@Dset 1.00 1
2 ¥ [Tme - 1 = rr e
3 7 | Time [ Select L Library File ==
4 ] [Time
Loak in W Libram - et rE-
T Marne Date modif.. Type Size
s o]
> W Sample
Recent Places uy
W Samplel
Desktop
Admin
[
Computer
[ ™Y
-,
Metinrk
File name: | - ﬂ Open D
Files of type: Uy 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].

U Librany-Select Spectrum - ChilabSolutionshUvLibranASampleLilb

Spectium Information

Reqg. Count

==l

9

Mo.| Ret. Time| Formula | Date Registered | Registered by | W.L. Rang

Ww.L. Step

Lambda min/ma|

10034

06/03/23

Syatem

195-380

0.00

190-800

210

2,845

06/05/17

190-800

1.24

210-360
2 0

] 1 1.24 2 {
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 I | 3
Library Comment Spectum
maL
T 75 .
504 |
|
257
0.04 4 o @
> T T T T T T =
200 300 400 00 GO0 o0 nm
” [n]: 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 ==
Speckrum Table
g D) Data | oo | Scals | Magnifical ks max Lambda min Similarity | Chil
lay | Source - tion v

1 /| |Library lel.lb (3] Set 1.00 ( 234/278 2517331 1

2 V|| Time 262 Set 1.00 295 PEFTELT) 1

3 | |Tirme 286 |Set 1.00 249 23 1

4 | |Tirme 286 |Set 1.00 249 23 1

5 Time 0.0 Set

[ [a]4 I[ 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 =4

Spectrum Table

Disp-| Data Magnifica
ID# lay | Source Param. | Scale tion
] [Time 262 |Get 1.00 255 232
1.00 255 2317316

Lambda max Lambda min Similanty | Chit

L Copy
Select All
Delete

Frint Spectrum Table..,
Library Search...
Export Spectrum &s..,

Register Spectrum to Library.,

Set to Reference Spectrumn 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
1 ] [Time 262 [Set 1.00 255 237 05420 |11
2 Time 391 [Set 1.00 255 231/31F 05266 || 1
3
4 7] |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.

[ Pastrun &nalysis (Systemn Administratar) - [PDA Data &nalysis - PDA_Dema_Data-001.lcd] =R [E=R|E>=|
S0 File Edit View Method Spectum Laygut Tools Windew Help =I=]x]
icHE <k [BRO=4E 1 io/s=2(cE% @@ =mlm i
=l ==
Main Folder: O Contou Yiew O Spectum View(Registered)
Data Analysis | [ absel o . om 259 180 426 Wavelsngth 786 maL
FDAData 240 a O Wyavelength 198281 malU 12094 .
A 104 Pors1 nnn E04: -
Filename e s H Ei.gsm 0005292
|| Background A ] Undo Zoom
= CALIBOL 750 u Redo Zoom
| CALIBO2 L oD fulld 7= = Initialize Zoom
= CaLlB3 3 = uity
oL _— [#] Registered Spectrum
|3Demo_Data-01L 8 Chromaogramiew  Peak [4]+]  Channel [«]» FIES Register Ereracted Spectrum t2 Table
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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].

[EEFile Cdit Wiew Method Spectrurn Layout Tool Window Help

ing®: <L Bk OEH 2

[l
@ Postrun Analysis (System Administrator) - [PDA Data Analysis - PDA_Dermo_Data-001lcd]

v 5B BE% EeA B B e

[F= o
[=]=r=]

=l

B Contour Yiew

Il
Folder:

hain
Data Analysis
FPDA Data

190

Filename
ﬂEatkgmund
| = caLlBnl

| =] CALIBN2

| CALIROZ 3

281 Wavelength 495

B Spectrum View[Estracted)

mAL

. _™avelength 203807 maAL 12303 =«
ro-{rii i

Unda Zoam
Bedo Zoom

Initialize Zoam

| = CALlBnd
MDemD_Data-UUI
MDemn_Data—DDZ

B Chromatagram Visw

Peak [4] ]

Max Intensity @ 13 436

Charne!

@DemoiData-UM

MDemD_Data-UM

5 ML
4 R e Arm 1 ED{[UU\N
00000 MY
0 25

E

B Purity
Registered Spectrum

0259 | [ Show Spectrum Table..,

b Library Search..,

000k

Spectrum Calculation

MDemn_Data—DDS 1]
MDemoiData-Uﬂﬁ

T
mirn

Max Intensity : 13710

14 42675

Chi
7 0.0000

ALl
\ﬂDemD_Data-UUT Sa4nm,4nm [1.00

MDemn_Data—DDS
~

Ma a

E

@ note

F C Register Extracted Spectrum to Table

I ty o

,mﬁﬂjm E Spectrum Operation 4
Single poi

Peak purt @ (B ST | ]

1} Register Spectrum to Library...

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 el Vel 205 24 AL 079 .
ﬁssm % 05253
1wl a3
5l
.
oo
n &
o] % : ¢ %
200 300 400 500 60 700 rim

Enter the file name, and click [Save].

Recent Places [ Speczjem

|

[ Save As E
Savein: | Project] - @@ |-
= Marne Date modif.. Type Size
"‘-’y L | Speclijom

Desktop
0
Admin
L]
Computer
K
et
Metwork
File namme: l Specd - ) | 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

1 Right-click on the ID No. of the spectrum to export, and click [Export Spectrum As].

Spectrum Table

Spectrum Table

DI:;- SE:::B Magnlfu:a Lambda max Lambda min Similarity | Chit

tion
] [Time 262 [Set 1.00 255 252 05420 1
] |Time 391 [Set 1.00 255 2317316 05266 | 1
1

1D Param. | Scale

242
Copy 2RB/228 223/232/340 05252
258 232/313 05238

Select All
Delete

|m|u1|-h-[m raf—

Print Spectrum Table..,

Library Search...

Export Spectrum 8.,

Ranmictar Smartnimn +n ikrans

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

@ Save &3 ==

Save in . Project] - G ? > -

e Harme Date modif.. Type Size
&}
Recent Places

-
Desktop

Admin

A

e

| Specljcm

L | Specjom

Computer
[ ™
-
Metiork
File name: [ Specd - ) [[ Save ]]

Cancel ]

Save as type; [UV Spectum File [*.jcm) '] l

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.194 or "7.5.2 Use [Library Search] to Search for

Spectra” P.197 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 \‘b (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 B
Saveir | Project]
T Harme Date modif..  Type
':’} L | Specljom

Recent Places

|| Specjom

Size

< Ns

> [

Desktop
m
il
Adrin
LY
Computer
| ™
-}
Network
(Fi\e name: Specd - ] Save ]
Save as lype: [UV Spectum File [*jem] v] Cancel

The UV library file is created.

7.4 UV Spectrum Library
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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.186 for details.

Right-click on [Spectrum Information] in the [UV Library Editor] window, and click
[Register from UV spectrum file].

[ Pastrun Analysis (Systern Adeninistrator) - [V Library Editor - Sample.llb]

Wy File Edit View Search Tools Window Help [= =] ]
D3P | <6 BR[OS 2 BN B R
==l Il
Folder: Spectum Information Reg. Count: Ij
..\LabSolutionsiUbLibrary ¥ # | Compound Namel Ret. Timel Lambda Hangel Lambda max Lambda min Dperatit
Filename ol
Copy
Paste

Copy Entire Table

Clear
Select Al

S Filter Spectra...
% Showr Al Spectra

P Esport Spectrum As..

@ Register from UV spectrum file... ‘ ]

| Delete Spectrum

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.

E Register frar L Spectrurm File E

Lookir: | Project! - G [’ =4 '

Marme Date modified Type Size

| Specljcm | Specdjcm

__|Specdjem

Files of type: | Spectum File [ jom;”. spe;™ i) V] [ Cancel ]

Selected Files: |ﬁ|

CiLabSolutionsiDatalProject 115pec jem
C:\LabSolutionsiDatalProject 1\5pec2. jom
Ci\LabSolutionsiDatalProject 1 5pecd jom

The selected UV spectra files are registered to the UV library file.
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7.4 UV Spectrum Library

B Register a UV Spectrum

Right-click on [Spectrum View] in the [PDA Data Analysis] window, and click [Register
Spectrum to Library].

[5 Pastrun Analysis (Systern Adrministratar) - [PDA Dats Analysis - PDA Derno_Data-0011cd] | P=n|EoR| 5|
IH File Edit Wiew Method Spectrum Layout Tools Window Help NEE
o > B m = =3 2
G| <k ([EREOIE  i#la EEE- e mis
Ll =l
Main Folder: B Contour Yiew M Spectium Yisw(E stracted]
Data Analysis | |\ absutionsi MLbrary om 228 190 242 Wavelength 388 maL
TWavelengh 196251 mAD 12084
FDA Data 107
Filename 2o -
o]
min
D = | B Puil  Registered Spectrum
B Chiomategram Yiew Peak [L]2 Channel [z [ ° Register Bxtracted Spectrurn to Table
054
1a110amAL Max Intensity : 13,436 5 Show Spectrum Table...
i é S0 4mm wUJU\J\N a sl Library Search..
b 4
0 | f”L A §| Spectrum Calculation »
; T T -
00 25 min Impurity : | Spectrurn Operation 4
_ Minimumm
14 427mAL (CpRlmizyElye QEAID Single poil 7 Export Spectrum &s..
SanmAnm (1.00 Peak puy
A %‘ (ra‘ﬁ Register Spectrur to Library., U
0 I =
Comal v a 5 ] Pom Bl et Reference Spectrum v

The spectrum is added to the UV library file.

2 Select the desired UV library file, and click [Open].

53 Open LW Library File ==
Loak i . ULibrary - G ? -3 '
e Name’ Date modif... Type Size
= g [ 3Sample ]
Recent Places =
& Samplel
- SSamplez
3Sample3
Dekich \.U:Sampleﬂl
v
3”‘ i sarmples
M ].] uv
¥ ‘s temp
Admin
LY
Computer
[ ™
-
Metiork
File name: Sample - Open
Files of type [ Libray Fite 1) =] [ cancel |

The spectrum is added to the UV library file.
l// 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

Disp|{ Data
ID# lay | Source

Magnifica

tion Lambda max Lambda min Similarity | Chit

T 05420
250 oz
Select All 2557226 22323040 05
a5 /33| 05288
Delete

Print Spectrum Table..,
Library Search..,

Export Spectrum &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)

Mt

1 (EESTE n&7ad Wavelength 285 264  mall 0.796]
1= e g& 05262 i

10—IJ @
5]
@ 5
@ 8
o] % o ¢
o e

D@

} 0 ado 5o 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 \!J (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: 1 UtLibrary - @ , -4 '
T Name, Date modif..  Tvpe Size
= $Sample
Recent Places =%
s Samplel
- SSampIeE
SSamplzﬁ
Leckiop SSampleél
uw
3-‘_ s samples
Hl U
b e temp
Admin
A
Cormputer
[ =
oy,
Metwark
File name: Sample -
Files of type: LI Library File [*.1Ib) v] Cancel

4 Edit the [Spectrum Information] in the UV library file.

1 2 3

[ Pastrun Analysis (Systern Administratar) - [UY Library Editor - [ample.llb] [ = =)
(WY File Edit Yiew Search Tools Window Help ImEE
iDeH| <k (B O=k? §E=%
x| ==l
Falder: Spectrum [ fomation Reg Count: 4
YT — # ((Compound Nam)(] Ret_ Time| Lambda Range)(__ Lambda max Lambda min__) Operati
1 285 210360 5484720600 | 225, 38/291 BO/TE9 6
Filename Mo z 2592 190-600 20001725483 | 194 577291 94/312.8
= E 1.761 190600 || 196.93/250. 284231 | 419.85/65360/4835
- Samplel 5131 4 228 1anAnn_J\GRd RS20 127906 l 273 39,231 RAVAIAE)
o Sample? 5717
o sample3 5717
o Sampled 572
L samples 11/1
| 1Spejem 5417
Sitemp 3723
< m v
Library Comment Spectum
- mAL
UV Library b TawElEnGh AT -
Editor 104 g [
5 o
. g
o] L)
; T 7 7 ] ]
- 200 300 400 00 GO0 700 nm
Data Analysis d @ J
FDA Data N EIES™ [ Data Analysis] g FDA Data ... 40 U Library E
HUM

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

7.5 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.

» "ldentify 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.
7.5.1 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.

1Y Deme_Data-001....

[
[ Postrun Analysis (System Administrator) - [PDA Data Analysis - PDA_Demo_Data-001.ld] == EcR(==]
0§ File Edit View Method Spectum Layout Tools Window Help =I=]x]
ieH: <0 [BR D=6 iols=(5@s 5@ =D i
=l =l
Main Folder: B Contour Yiew B Spectum Yiew(Estiacted)
Data Analysis | [y \Sample = amExtract : Time 228 Wavelength 150 mal
PDADala T Wavelength mAU -
Filename - = 1035 2 100 a
E:_ 8 Background.lcd -
2
i 0-% : G

Data Report

1Y Deme_Data-002....
1] Demo_Data-003....

250 =00 am

00 1.0 2 30 40 min

) B

1Y Deme_Data-004.... B Purty View
1Y) Demo_Data-005....

1Y Deme_Data-006....

)

7

7

7

7

7

7

7 O Chomdogian¥iew  Feak ]3]  Chammel [0 [| o 00 Core = i
1] Demo Data-007... 7 mAU Max Intensity : 13,435
) GPC_Date-00LL.. 7 *“1” 7

4 L / 0

7 0.0 2.

7

7

7

7

7

j

1] GPC_Data-002.L.. B 7 2223 24 mn

y 5 min
) GPC_Date-00.L. 9| . mpurity - Not Detected
|iul] GPC_Data-004.L... r— Minimum peak purty index  0.933355
4 maU Max Intensity - 13,710 Single pint thrsshold - 0987774
L2 GPC_Date-005L.. ”“mjzs:nmanmn myyy | Peak purily indes - 12224
Wizard ] PDA_Demo_Dat. a.0000 ] A | &
] PDA_Demo_Dat.. 0.0 25 min
13 PDA_Demo,_Dat... = v Peak Puity {Paak Profle 7
‘:"‘ BOA P-mn e ¥ B <> Results View - Peak Table B <> Method View - Identification Parameters A View
)
Detector ACHT) - Peak Table | Compound [ Group [ Calbrati [ | || Muiti Chrom [ integratior|| Identification || yuantitative [ Compoun * [»
Max intensty - 21,010 Peak#t| Ret. Time Aea -+ Defadl Band Time: 0.01 i -
1 2385 7450 oo ]
2 2578 83101, Identfication Method:
2808 58|
4 2081 5451 Peak Selection: Wﬂ =) D
3881 5821 Al Peaks
27304~ rcention Time | ndape:  Closest Peak >
= o Ch1 254nm /]| « [ v Larﬁest Peak ¥

0.0 |
M =) [ Dt Anciyss B PDA Dot A
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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].

[5 Pastrun Analysis (Systern Adrministratar) - [PDA Dats Analysis - PDA Derno_Data-0011cd] | P=n|EoR| 5|
[ig File Edit Wiew Method Spectrum Layout Tools Window Help BEE
P E <k BR(EdD=4 > in EE | @en Em e i
S =l
Main Folder: B Contour Yiew M Spectium Yisw(E stracted]
Data Analysis | [y sbsoltionsMLibrary = nm 228 190 242 Wiavelength 388 Unda
PDA Data 250, " Redo TOT3)
Filename Mo ad
B o 500 g Cut
- & Sarmplel 5431 El Copy
- 750
Data Feport & Sample2 3411 * ’ . Paste —
o Sample3 5/17 ™ML — CopyEntire Table —
& Sampled 572, D =8
uy 1e5 1141 Clear §|
L sammple O Chiomatogram View Feak [«[»|  Channel [«]+
Select All
[ I3pejem 3411
v
+ 32 msL Max Intensity . 13438 Add R
wtemp i’ oy 0T af | -
o A [a] | B IsertRow
P{  Delete Row
maL Max Intensity . 13,710
e L e ﬁL & Sart by Retention Tirme
o 1 T A SiN =
WP iew Mode
O <> Results View - Peak Table o < Method|[v] Edit Mode Ew
Peak Table | Compound | Graun | Calbral 12 | [ Chwam [ 1 *7 ©70°%! F4ft ompau 4 [+
Peakit| Ret. Time Area ID# Register Standard Spectrum ¥ gy il
7 2.5 74509 T Me|  Show Stsndard Spectrum.
p
2 2578 8307 2 Et Remaove Standard Spectrurn
3 2.808 2683 3 Fic
] 3081 54619 4 Bu|[ Table Style.. ]
5 3.881 58219 5 T e oz
T : <[ ¥ I\ch1 254nm f]| « [] ’ ‘ i ’
MENEIE [ Data Analsis B3 PDA Data 4., [0 UV Library . |
Show table style of the compound/grouping table. UM

4 Make the settings in the [Table Style] sub-window, and click [OK].

Tahle Style
Itern Settings | Font

Hide ltems Display ltems

Unit - Mame

Band |— Type:
Charinel
Bt Time 1
Conc.[1]
T (21 .

Calo. by [t EvS d 2

Fit Type:

Zero

weight << Remove Diawin

“window/Band

Spiked

Zrd Coefficient Initiali

2l Coeflicient - e

J L s Wumber of fised columns: 0 =

(C ok J)[ cacal [ hHep |

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 Yiew - Compound T able 5d View | [# Edit

Mulki Chrari | Inkegration | Identification | Quant\tatlvel Compound |Group | Perfarmance |UV Speckrum I A
ID# | Conc.(2) | Conc.(3] [ Std. Spectrum| Min Similarity | Wavelength |
2.000 ]

4 | 4 Redo [ 050000 | 150 - 500 |

5 | I 1.30000 | 130 - 800 |
Cut

Copy
Paste
Copy Entire Table

Clear
Select Al

Add Rowy
Insert Row Jil 3

Delete Roww
Sort by Retention Tirme
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 Yiew - Compound T able £ View
Mulki Chrari | Inkegration | Identification | Quant\tatlvel Compound |Group | Perfarmance |UV Speckrum I A
D% Conc.[2] Conc.[3] Sid. 5 Min Similarit Wavelength |

1 2.000 4.000 | None 0.30000 | 130 - 800

2 2.000 4.000 | 2265 | 050000 | 130 - 800

] 2.000 4.000 | None 0.30000 | 130 - 800

4 2.000 4.000 | None 0.30000 | 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 i Wiew
Integration | Identiication | cuantitative | |ampound | Group | Performance | v spectrur(| Ubrary Jpuricy |« 12
Seatch Parameters Library Files
[T1Use All Library Files in L¥Library Folder
‘Wavelength Range:
[Tluse All Library Files in a Specified Folder
0= - eon = o =
Mai # of Hits: Library File b 2
1 B 1
- 2 =
3
- 4
H =
[Tl Prefiler )
Enable Index Parameter -
T
2 ] =
X 3
[ =l | &
1w
5
5
=T 1 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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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].
[ Postrun Analysis (System Administrator) - [PDA Data Analysis - PDA& Derno_Data-001lcd] (== ==
P/ File Edit View Method Spectum Layout Tools Window Help =1=10=]
ivP®e <k B O=4 e inls EE- T e
=zl =zl
Main Falder: B Contour Yisw B Spectum YiewlRegistered)
Dala Analysis | |\ absoiutions\Uvlbrary = nm 228 190 028 Wavelength 545 mall
PDA& Dala 2500 a Wavelength 214542 mAL 5540 .
Filename Mo 21Tt rar). [
l‘,' S00-
o I samplel 5431 ks
= 1 sarnple2 5/17 750 =
Data Report
I sample3 5417 oa 5 mn
:SEMP:E: i"zl ale] [ Registered Spectrum
rampe u B Chramatagram Yiew: Pesk [4]+ Channel [€]r
| ISpejem 5/17
I temp 323 14 41pgmaY Max Intensty | 13435 07605 [ ] Show Spectrum Table...
*Ji50mm drum (1 i T
- % o000 L (B Library Search.. )
0.0000- . ] . | Spectrum Calculation v

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”.

?9 3]

20 Library Sfarch Results o -E =]
Lillrary Search | Wiew
Unknown Spectium Info. Retention Time : 1.76
[H“ Cnt:3 ] Lambds mas - 250.27 ]
# | Compound Name| Ret. Time| Lambda min/mal Lambda max Lambda min Operation Similarity W
2 2846 210-360 249.75 241.27 0.995700 Sl o
3 | 3108 | 210-360 | 254.90 | Z3oosneiz | IEEEERE)
4 1L | 3
p
1 L
35 Target Wavelencgth 380504  mall 0362 .
brary
30+
25
e
154
10+
5
o
ol
200 280 a0 a0 | 400 480 sdo S0 Eon B0 7o 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.

© |Displays the [Ret. Time] and [Lambda max] values for the UV spectrum of the target peak.
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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 - U Spe |trum Parameters &d Wiew | [ Edit

Cefnpound I Group I Perform| mce[ U Spectrum J Library | Purity | Cuskam | QC Check

L|¥ Spectrum Filtering

Lambda minfma:x Detection

fllkering Type: iNnna ~|) "avelength Range:

Mone zio =) - zen =
[T nterpalate | = o
[“1J3ackgraund |; 1t Derivative

2nd Derivative

Decimal Digits:
Smoothing points of retention time

direction for spectra: Similariy Caleulation
‘Wavelength Range:

202 - 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 Views - Purity Parameters 5 View | [# Edit
Compound |Grnup |Perfnrmante IU\II Speckrum | Lihrary[l Purity ‘]Custnm | Qc Checkl A
Moise Spectrum FUNCY _alCUIations 5
Retention Time Range e Irtensity : 0
B 210
f 360
45 o “ 4 To nm
B s ! %‘ Sten: | o — 2
Compensation [i]
[ oz 1 i} i 2 Coefficient:
Y S iy Background Compensation — 3
iZompute noise spectrum maL Comoute Pt
[T fram current data for 2] - P il
peak purity Identified Peaks i —_— 4

Hat Caleulated

Compute noise speckrum E‘ ontiiod Poake
Open Data File., .. 14 All Peaks
&)
0 =1

250 500 im

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.178 for more details.

B Chiomatogran Yiew Peak [4]» Channel [«]»] Ch1

mAL Mai Irtensity © 13,436
a0nm 4nm (1.007 -

@
Dl

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

1
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

[Purity Curve
|Zero Line

050+

025+

Undo Zoom

Redo Zoam

lmi@

0.00

I z Initialize Zoom ——lan
215 220

T ==
T
Ity * Mot Detected ¢ Vplay SEHNgS .

Minirmumn peak. purity index : 0.933333 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

Total Peak. A

Use Range:
-0.5 - |05

[[ (o] 4 “ Cancel “ Help

Confirm that the 3-point spectra method waveform and calculation results are
displayed.

B Purity Yiew

maLl

{Top § 228 min -

12.53Upslope. 2,21 min J Cofit 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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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- il
C75
025+ Lsp
F2s =
0.00 %‘
’ Lon =l

—
215 220 225 Display Setti min
Impurity - Not Detected [Pplay SETHngs .

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 A

Graph Type
@ Purity () Similarity

¥ Axis Scaling
Auko ¥ Scale

Use Range:
-0.5 - |05

ﬂ el ” iZancel ][ 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 Wiew B Purity Wiew
maL maL
Furity Curve Peak - Sirmilarity Cur; Feak -
075 Zero Line 150 Threshald Ciiree
a0 a0
1.25+
050+
=500 =500
.00
025+
\ 250 - 075 250 -
oo™ ! @
|\ J =l =l
T T T T T 0 T 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 : 0.985488 Minimum peak purity index : 0.985488
Single point threshald : 0993338 Single point threshald : 0993338
Peak purity indesx : 34530 Peak purity indesx : 34530

\ Peak Purity A Peak Profile \ Peak Purity A Peak Profile
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B 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
maL
[229nm P
[234nm
[239nm
10-244nim
245nm
25dnm
[259nm
[264nm
SzEan
[274nm
Display Settings..,
0 Copy
T
22 .
Graph Properties..,
Peak Purity 4, Peak Profile PR

2 Enter the parameters in the [Display Settings] sub-window, and click [OK].

Purity Wiew(Peak Profile) Display Settings ==

Display Mode

@) Chromatagram (7 Ratia Chromatogran ]——0
(Wave\ength Inkerval: 5 nm ]——9
Mumnber of Additional

5 | =2 '——6’

[Chrumatourams:
[ Mormalize Chromatograms )——o
Threshold: a mal
' [ el J [ 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

oD
o
g

22 25 24 mn 25 25 27 min

' Peak Purity 4, Peak Profile '\ Peak Purity , 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.

204 Operators Guide




7.7 Print PDA Data Analysis Results

1.7

7.71

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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71.7.2 Open Report Format Files

Several report format files are pre-installed in the \LabSolutions\Sample\LC folder. This section describes
how to open the report format file “PDA data analysis results.lcr”.

1 Click (Select Folder) in the [Data Explorer] sub-window.

%@EHE Edit View [tern Layout Page Tools Window Help g@lz‘
VP | «k|[Br| [ D=k » =& oo | E TSR EERR|E
IZ | /v OO|eFfEad UBAU&TNERES | AH @SHERMR B

Sk ==l

Main | |Folder: E[
Report o DatalProjectl -

Filenarme i

2 Select “\LabSolutions\Sample\LC”, and click [Close].

!e eci ED Eer E
Lack.in: Ci\Lab3olutionstSample lClUSE
=% Computer | | Mew Folder...,

2 Local Disk (C1)

- LabSolutions
- . Cormmon
- Ju Data

H - i Manual

i E-d Sample

H j. GC
Qi System
. Template
4 UVlibrary

@l Work
< . J Help

The “\LabSolutions\Sample\LC” folder is displayed in the [Data Explorer] sub-window.

%@Elle Edit View Jtern Layout Page Tools Window Help E‘E‘
IDPeH <0 Bk O=Ed 2 8 Tl o | ] TR e [T (Re BB H
IV /v OQ|efFaedy LEAUSRERES | Ad @®MERMAE
==l zlxl
Main Folder: =
Report .+ \LabSolutions\Sample \LC -

Filename e *

@CalibrationCuNeil 11
[EcalibrationCurve 2 11,
@Cnntnur}DRepmt 11,

206 Operators Guide



7.7 Print PDA Data Analysis Results

3 Drag-and-drop “PDA data analysis results.lcr” onto the [Report] window.

—
@ Postrun Analysis (Systerm Administrator) - [Report - Untitled]
E@E\\e Edit Wiew [Itern Layout Page Tools Window Help

D23H | <k |[BR ([O=E ?

| ca | |ooal TR

IN /vDO|&rEfy  WDAEUATERRES Ad|@*NEAARE

=8 o )
[-1=][x]
NN g O R T NESRET

SE ==l

hain Folder:

Report [..‘\LabSO\uuons\Samda\LC 'I
Filename

CalihratiﬂnCuNe_l

librationCuree_2
ontour3DReport
actionCallectionR...

%

Click the i] (Data) tab in the [Data Explorer] sub-window, and select the appropriate

data file folder.

E@EME Edit View [tem Layout Page Tools Window Help

D3| «& Bk D=k ?

HES

i
@ Postrun Analysis (System Administrater) - [Report - PDADataAnalysisResults]

w0 ou | |n & T B

k /Y00 Al «rBEadd WEAuanERE S
IE® M A A MR |0 S L5 e B e

——

(E=1 Eol )
[EEIES

| S TR R Y| € [ [ |

SE

Main |

SE
« \LabSolutions \Sample\LC -

-

Folder:

Report

B

Filename

2/2/2010 1:48:58 PM| Pagz 1./ 4

M Background

M Deme_Data-001
e M Demo_Data-002

- M Demo_Data-003

Frint M Deme_Data-004

M Demo_Data-005

M Demo_Data-006

M Deme_Data-007

|13 PDA_Demo_Data-001
|1} PDA_Demo_Data-002
1Y PDA_Demo_Data-003
|19 PDA_Demo_Data-004
1Y PDA_Demo_Data-005
] PDA_Demo_Data-006 _

4|I| D

Preview

Report

B

Shimadzu LabSolutions Analysis Report

[EPDA Chromatogran
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I 7 PDA Data Analysis

5 Drag-and-drop the data file into the report format.

"G Postnun Analis(ystem Adminisuaton - [eport - POADRoAnabsiResaksl [l
@Eile Edit View Item Layout Page Tools Window Help E“E“z‘
iDeP | <k ER @O=dE 2 7 00 cu | e e | W B R M |
In|/vD0OO|Aul| @By LWEAWSERERE
Dl (M A AR | L O & LB B
=l =l
Inain Folder:
2/2/2010 1:45:55 FM| Page 1/ 4

E.. Filename i

lisjBackground ==== Shimadzu LabSolufions Analysis Report ====
M Demo_Data-001
-~ M Deme_Data-002
r
M Deme_Data-003 3
M Demo_Data-004
M Deme_Data-005
M Deme_Data-006
[l Narnn Nats.n07

&

Preview

m

Frint

Sz

g PDA_Demo_Data-001 [POR Chromatogram
[~ PUA_DEMO_D3ata-uus

1} PDA_Deme_Data-003
19 PDA_Dema_Data-004
|13 PDA_Demo_Data-005
1 PDA_Deme_Data-006 a

L Mone o ans

< [ b
The data file is loaded into the report format and displayed.

g

If the report includes multiple pages, use the icons on the toolbar to review the content
of the other pages.

'ostrun Analysis (System Administrator) - [Report - PDADatafnalysisResults(PDA_Demo_Data-001)]

@Eile Edit View Htem Layout Page Tools Window Help E“E“z‘

iDoH <@ @EEE 2 ™  eolidre|selsns s @)

IESMARAER D DS SRR

zlxl zlxl
Folder:
. \LabSolutions|SamplelLC ¥ 272/2010 1:48:53 FM| Page 1/ 4
Filename e
Preview (o3 Background ==== Shimadzu LabSolutions Analysis Report ====
M Deme_Data-001
,A', M Demo_Data-002 L gsmP:E {Esms . ?TD
4 ; E smple :
. ] Demo_Data-003 Cots Filename  : FDA_Deme_Dsts-001 1o
Frint M Demc Data-004 g\aﬁnﬁ:g ‘F\\Ensms' Methad lem
= at ilename
12} Demo_Data-005 aie : Semele Ty Stensa
nj=ction Velume - sve :
M DEmD_DEtE'UUG DétE Acquired B /2002 4:22:23 AM Acquired by : SHIMADZU

Cate Frocessed /2008 1:45:57 PM Processed by : System Administrator
M Deme_Data-007

i3 PDA_Demo_Data-001 lePUA Chromatogram
1] PDA_Dema_Data-002
|13 PDA_Demo_Data-003
M PDA_Demo_Data-004 [ FDA Multi 1 Z54nm, 4nm)|
1] PDA_Dema_Data-005
|13 PDA_Demo_Data-006

5

%ama ~ . ane

< lamad r

PDA -
Max Intensity : 34,178

mAU

0.0 25 50

-Lh . .} ﬂl ‘@ Report

MNUM

@ note

If the desired data file is not displayed in the [Data Explorer] sub-window, click (Select Folder),
and specify the folder that contains the desired data file.
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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.

@ Fostrun &nalysis (Systern Administrator) - [Report - Untitled] (=2 EoH x|
%@EHE Edit View [tern Layout Page Tools Window Help =& %
Lo |l«i B ([D=k 2 - e 2
iIN /OO |¢r Py UNAUGRERNES| A0 (% 0EEAR T

*

=l

Izl
Folder:

Item Contents

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"
P.210.

@ Contour Graph

i Prints the information in the spectrum files and the spectra extracted from the data
e
UV Spectrum acquired by the PDA detector.

=" Reference
For details, see "Change the Content and Print Scale for UV Spectra” P.212.

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.216.

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.214.

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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H 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 E
| General| Contour |JscaleyTitlejRangs | File |

srid Inten, Scale Position:  |Right hd

¥ avis Grid S

. __ver el -
v avis Grid Contour Peak:
Mumber of Colors: 256 -
l OF, I [ Cancel ] ‘ Apply ‘ [ Help

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 E
[erea | Contu (S oree Jie |
Scale Title Cisplay Area
[#1x [F]% Scale Title: [ Top: x: [ Auto

- 80

@

min | Contour Graph | 1]
@Y @Y Scale Tites | [ Bottom: v: [ Auto

nm Contour Graph 190

z: [ Auto

L[]

- | 800

l OK I [ Cancel ] [ Apply ] [ Help

4 Click [OK].

IZ° Reference
For details, see "7.7.4 Preview Before Printing" P.218.

210 Operators Guide



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

7.7 Print PDA Data Analysis Results

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.

30 Graph ==
S
‘ Genere” i |:IEa\E;T\ﬁEfRange |Fi\e |
’ : s 2
[Tlaire Mesh: Inten, Scale Position:  |Right -
¥ 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:

riir 3D Graph
[ [F]v seale Tite: [Tl Eattom:

nri 30 @raph
¥z [¥]z scale Title: 2, 7] futo

Al 0 - | 100

(o [ comel [ mepy J[ teb

4 Click [OK].

I3~ Reference

For details, see "7.7.4 Preview Before Printing" P.218.
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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.

U Spectrum Properties ==
Genere“ Spectrum I Header IScaIep’Tltlep’Range IFlIe |

Spectrum

(Selection: 1

1D Peak, ~| m#: 0 = -0 2

All Charinel RT: o = - [0

Mulki Chromatagrann 1 -

Multi Chromatogram 2 Peak#t: |0 = - |0

Multi Chromatagram 3

Fulti Chromatogram 4 R o = - |0

Multi Chromatogram 5
Multi Chromatagram &
g lMu\t\ Chrarmatogram 7
Pulti Chromatogram & Overlay:
Multi Chromatagram S
Mulki Chromatagram 10
Multi Chromatogram 11 [#]Line Mame Index
[ Multi Chromatagram 12
| Multi Chromatogram 13
Multi Chromatogram 14 [ Marmalize
Multi Chromatagram 15
Mulki Chromatagram 16
LSpectrum Table

[}

Reduce duplicate output For same RT

RT width: | 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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7.7 Print PDA Data Analysis Results

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 -~ . -
$IFi$elspecf==PeakNoiPeaka : §Peakn Tebstop: |23 5 (charactsr)
$IF$iESel5pecd==SpecTable)# i $SpecT Yariable:
Retention Time ! fretTimed Selected Data Source
Compound Mame  © $Compoundilanne: o#
Spectrum Cperation i $3pectramOpera Peaks
Retention Time
Speckrum Tabled
Compound MName
Lambda max
Lambda min
Speckrum Operation
Pl T— r

4 Click the [Scale/Title/Range] tab.

UV Spectrum Properties =]
General | Spectrum Headel | Scale/Title/Range [lﬁ
Scale Title
¥ Scale [ Top: UV Spectrum
[Fscale Interval: | 1000 SubScale:| 1 5 [Flaottom: 1V Spectum
[#Y Scale [ Scale Tite:  rm
[C] 5cale Interval; | 1000 Subseale:| 1 |5 ¥ Scale Title: | mAU

Display Area

~\

[ Grid Line

% [ Auto Font Lambda max /min Label
Lambda max Label 2
190 - 800 . W
[&] Lambda min Label Font: Times New Roman
¥: Olauta Format: Size: 8 Set..
a - 100

99.99 - Style: Mormal

[ OK J [ Cancel ] [ Apply ] [ Help ]

1 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.218 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.
=]

| Target Spectrum - Soaj=mttar LIPS ader | Result Spectrum - ScalzfTitle/Range | Search Result | File |

General U U Library Search ‘l search Header | Target Spectrum Header

U Library Search Properties

WY Library Search
Selzction: 1 1
[a11D Peaks 'U ma#: |1
# of Hits: 1 % ——— 2

Block: Target Spectrum Size
[N

! = w80 o
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 . e

Display result spectrum
Crverlay barget spectrum

l [a]4 I [ Cancel ] | Apply | [ Help ]

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 - Sealdritein s | coerrronn | can 1
General U Library Search Search Header I | Target Speckrum Header

Aligr:

Left A

*|Tabstop: 28 2

p
kTarget Speckrum:
$IFb(SelSpecj==alPeak)Peaks | §Peakd (character)

Retention Time : $RetTimed Yariable:
$EndIF$$IF$($3elSpect==AlldPealk)ID 4 Selected Data Source
Retention Time ! fRetTimed Peak#
Compound Mame  : $Compoundiamed o
FEndIF$$IF$($3elSpect==IdPeakho] 04 Retention Time
Retention Time ! fRetTimed Compound Name
Compound Mame  : $Compoundilamed Lambda max
$EndIF$$IF$($3el5pecs==RetTime)Retention Tin Lambda min
$EndIF$Spectrum Operation ¢ $SpectrumOpera Speckrumn Operation
4| n 3

\ J

Insert

Apply

[I5" Reference

Refer to "8.5.11 Edit Calibration Curve Information" P.247 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)TitlejRange ‘l Result Spectrum Header I Result Spectrum - Scale/Title/Rangs | Search Result: I File ‘

[ = . T cmeet
== Exm:

Scale Title: Display Area
1% [F]% Scale Tite: [T Top: ® [l awto

nm Y Spectrum 190 - 800
[ [Z]¥ 3cale Tide:  [C] Battom: v [C] ko

maLl Y Spectrum 1] - 100
[T arid Line

Help

O ] [ 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

| Target Spectrum - ScalefTitle/Range | Result Spectrum Header | Result Spectrun - Scala)’Titla)’Rangel

Settings

,,,,,,,,,,,,,,,,,

Tarc,
| Search Result l:i\g

Hide kems: Display Ikems:
Target Peak# w | |Similarity

Target Ret, Time El Add = ‘ Serial#

Target Compound Mame — |Compound Mame:
Library Marne Operation
Sample Mame _

Sample 10 ‘<< Remove‘

Date Acquired

Acquired by b

Column Indesx: Puosition: Ref. String: width[mm]:  Format:

[Lefe M |0 I

Display grid Display column indesx

Display search results

CellHeight: 0 % mm

I[ iZancel ]l Apply

| [ Help

6 Click [OK].

X" Reference

Refer to "7.7.4 Preview Before Printing" P.218 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 | ScaleTitle/Range | File: ‘

Purity

Selection:

Multi Chromatagram 2
Multi Chromatogram 3
Multi Chromatogram 4
Multi Chromatagram 5
Bl Multi Chromatogram &
Multi Chromatogram 7
L Multi Chramatogram 8
Multi Chromatogram 9
HflcMulti Chromatagram 10
- Multi Chromatogram 11
[ Multi Chromatogram 12
Multi Chromatagram 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
$IF$iESelPeakd==MultiChrom)Peaks : $Peakk ab Stop: = (tharacter)
Retention Time + $RetTimed Wariable:
Compound Mame  : $Compoundiamed Selected Data Source
o#
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.247 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@file Edit View HItem Layout Page Tools Window Help E“E“z‘
iD@E <6 B @R 2 i oo |jn d T SR EE DR

N /vDO Al @F PSS WHGAUSERNERES

(e AR D S R e
==l

Iain
Report

27242010 1:45:35 FM| Page 1/ 4

Filename
Background ———

I e, Dota-001 ==== Shimadzu LabSolutions Analysis Report ====

Deme_Data-002
Deme_Data-003

Ssmple Nsme  : STD
Sampls I i

Print Dats Filename  : PDA_Demo_Data-001.1cd =
(e Demo.Date 002 el e AR
Deme_Datz-005 s A

Sample Type  : Standard
Vel 1

2 Check the report in the preview sub-window, and click [Close].

[ Mext Page | | Prey Page | [ Iwe Page | [ Zoemln || Zoom Cut | [ Clese |

L2300 LEAEEPM Papet 4

==== Shimadzu LabSolutions Analysis Report ====

CevLab Selution s Samele ALIAPD A Dams Data-i1lsd

Pagel / Total 4 MUM
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7.7 Print PDA Data Analysis Results

3 Click the &l (Print) icon on the [Report] assistant bar.

[ Postrun Analysis (System Administrator) - [Report - PDADataAnalysisResults(PDA_Dema_Data-001)] = EoR| |
;@E\\a Edit View Item Layout Page Tools Window Help lz"E”zl
D3P | 4k Bk ED=E 7 (5 |0 o |l e [ S I e | E B
i /vDO|lAE | @FEFY WEAUSERERE
Pl M A AR S SRR e
SE) =l
Main Folder:
2/2/2010 1:48:58 PM| Page 1/ 4
[‘. Filename il

ﬁga“‘g’;“”dom ==== Shimadzu LabSolutions Analysis Report ====
| Demo_Data-

@ Deme_Data-002

Preview

L Ssmple Msme  STD
s IO 1

= Same
) '
] Demo_Data-003 [Dsts Filename PDA_Dems_Dats-001 lod =
) - IMsthod Filensme | FDA Msthad.lem
] Deme_Data-004 [Batch Filename . FDA Batch.ick
1+ Deme_Data-005 isl = 1-1 Sample Type Standard
Injection Volume : 10 uL . Leve| 1

1Y Deme_Data-006 Dale Acquired 11572003 4:23:33 AM Acquired by SHIMADZU

-~ IDste Processed 8/18/2008 1:45:57 PM Processed by Swstem 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.

1 Click [Save Report Format File As] on the [File] menu.

@ Postrun Analysis (System Administrator) - [Report - FDADatafinalysisResults(PDA_Demo_Data-001)] =@ =
SENEile| Edit View Iem Layout Page Tools Window Help mEE
__] Mewr Report Format File Ctrl+ ? - <ar cu | % & T Ea | WEE: o | SRR
¥ Open Report FormatFile.,  Cirl+0
% Close Report Farmat File LB Ui SREs | AW | i AR
— I Save Renort Format Fils e (2
& Save Report Format File 85 ., | |E
- 2/2/2010 1:45:55 FM| Page 1/ 4
“fy Save Report Format A5 Template..,
e =l

2 Set [Save in], enter the file name, and click [Save].

@ Save Report Format File &5 ==
Save |n.{ | Project] - )@ % il
Harme Date modif..  Type Size

Mo iterns match your search,

File name: (PDAHepmu v] [[ Save ||

Save aslyne: LGS Repart Fomat File [l <] [ cancel |
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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

1
2

Refer to "4.2 Create Batch Tables" P.63 for details on creating a new Batch Table.

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

Click (Toggle Data Explorer) on the toolbar.

:‘_‘3} Realtime &nalysis (Instrument]-Systerm &drministratar) - [Realtime Batch - Untitled (LC)] =3I ===

Eile Edit Wiew Instrument Batch Tools Window Help = E=AES

[EEFEIK G| BE®EE|C H

HEEN? (O@wEc i EBEE@ ?

In the [Data Explorer] sub-window, drag-and-drop the target batch file onto the Batch
Table.

:‘_‘3} Realtime &nalysis (Instrument]-Systerm &drministratar) - [Realtime Batch - Untitled (LC)] =3I ===

Eile Edit Wiew Instrument Batch Tools Window Help = E=AES

6 | <& |[BR ([O=dE| 2

HEENM? 008 cDRERo ?

=+ = =X |» l'] ]

1 I _
Main Folder: Folder: C:hLabS olutionshS ample
Acquisition Analysi; I Viallt | Tray Name I Sample Namal Sample ID I Sample Type | Method File I
- ...\LabSolutions\Samplel . C  + 7 T | | ‘ DIk !
Realtirme Batch
Filenarme o
(eE=mEy o)

—
|5 Dermo_batch_1L., 1171 \
4] Dema_Batch_11.. 111
] Dermo_QCTool_w, 66
|#1PDA_Batch 6/6

Sattings
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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
» Referto "8.3.1 Installed Report Format Files" P.230 for details on pre-installed report format files.
» Referto "8.1.1 Change the Default Report Format File" P.222 for details on the default report

format file.
[\‘3 Realtime Snalysis (Instrument]-System Adrministrator) - [Resltime Batch - Demo_Batch cb] EI
gﬂiﬁle Edit View Instrument Batch Tools Window Help EE‘E‘
iDeH <k BR[DEdE?7 isgg|®: C &
I BHPN? [O9TTIBRED "

=l Il
i i Folder: C:A\LabSolutions'S ample
Main Eolder: et

— Iy Levelit Inj. Yolume Report Dutput Repoit Format File ||'ata Comment
Acguisition ...\LabSalutions'sample\L.C ~ + i =

10)
10)
10)
10)
10)
10

Fealtime Batch

Filename o

CalibrationCuree_T lsr
QuantitativeResults_1.lsr

| Derno_Batch 676
[#Derna Batch 11.. 11/
| Dermo_Batch_11.. 11/
[#)Dermo_QCToal.. 676

o|ofo| o wfra| =

| [oofra ]
0

Click the m (Start Realtime Batch) icon on the [Realtime Batch] assistant bar.

The report is automatically printed when data acquisition for the selected row is complete.

@ note

Set the Batch Table in the same way in the [Postrun Batch] window, to automatically print reports in
postrun batch.

=" Reference
Refer to "4.4.4 Print a Summary Report" P.89 for details on outputting summary reports.

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.

[ Realtime Analysis Instrument1-System Administrator) - [Realtime Batch - Demo_Batch lch] [= &=
%@: File Edit View Instrument Batch |Tools| Window Help EE‘E‘
é D2l @ % E Systern Configuration Sudit Trail Settings.., - )

H g = Event Settings...
ivHUEN? (083
zlx|

Check Raw Data...

Folder: \g Options..,

- _Repoit Dutput Repoit Format File Data Comment
CtiLabSolutionsiSample Show Total Tirme... | T
[T . | =

hiain
Acguisition
Realtirme Batch
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2 Click [Change] on the [Report] tab, set the report file to change, and click [OK].

Setting Options =)

‘ File Mew | Report |Auto Copy | POF Outpuk | Start Acquisition | Compatible I Batch Table Edit

Default Report Format File

[[ [s]4 ]][ 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.

[IZ" Reference
Refer to "8.2 Print Data Processing Results" P.223 for details on the report format saved in each data
file.

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 &nalysis (Systerm Administrator) - [Data &Analysis - Derno_Data-001lcd] =3I ===
gm'm Edit Wiew Method Layout Tools Window Help = E=AES
h # Close Data File - -
Sawve Data File Ctrl+3 B Chromatogiam Yiew
save DataFile 4. my M Intersity : 16,067
), Save Data and Methad File B 9953990 e ctor A254nm A M al
10,0000 | E‘
T T T T T T T T T 1
00 1.0 20 30 4.0 5.0 6.0 70 8.0 a0 i
[ Load Method Parameters,., m
Sawve Methaod As... my itz Irtensity © 16,067
etector &:2540m Time: Irten -
Open Reference Data File.., 457
104 |
Export Data.., 3
& File Search... B i
o A &)
Rallback to Criginal Data i i . i i . i i . =
oo 1.0 pratn) 30 4.0 a0 50 7o g0 50 min
7 Print Setup...
Data Report ”5} e Ctrlsp |]hla B ¢ Method Yiew - Peak Integration P[ 23 View | @ Edit
5 Data File Properties.. " POF Output., oup | Calibration Curve Integration | identification | Quantitative | Compound * | »
€y Preview... i -
L& L Area Height
D Data-001 Chy l; Detector & - Chl (254
et 7 EditFormat.. AR & e (posector -chi Gsanm) W]
Exit Alt+F4 85235 164
= S 3 Initialize Format B4 14 twidth: 5 sec @
4 [ + =
Detector 4[Ch1 -
L L (o] 21343 i) [ — n st

The report is printed.
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l,/ NOTE

« If a report format file was not specified at the time of data acquisition, the default report format file
[Default.lsr] 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.232 for details on pasting new items to reports.
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8.3 Edit Report Format Files

Sample report format files are installed in the \LabSolutions\Sample\LC (or \LabSolutions\Sample\GC)
folder. 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.230 for details on pre-installed report format files.

Click the (Report Format) icon on the [Main] assistant bar.
The [Report] window opens.

2 Click (Select Folder) in the [Data Explorer] sub-window.

@ Postrun Analysis (Systern Administrator) - [Report - Untitled] =R EoR| |
: File Edit View [term Layout Page Tools Window Help — & ®
- e o

20«0 Bk O=4E 2
i | /vOC| @ Bdd | LEEUEFERRS Al @@®MEAAARE
=il =l

] »

3 Select “\LabSolutions\Sample\LC” (or “\LabSolutions\Sample\GC”), and click [Close].

Select Folder ==
Lack in: ZiLabSolutionsySample
=178 Computer *| | Mew Falder..,

- Local Disk (C:) |
=-Ju LabSclutions

i Common =
Data

Manual | 4
Sample

L Wark
“ 1 | Help

The contents of the “\LabSolutions\Sample\LC” (or “\LabSolutions\Sample\GC”) [Folder] is displayed
in the [Data Explorer] sub-window.

== s

@ Postrun Analysis (Systerm Administrator) - [Report - Untitled]
E@EHE Edit Wiew Itern Layout Page Tools Window Help

YH | < & |[BR|([O=E 2 i - Foe H
ik | /v 00| eirBRfd DDA Ua&RERES A @A AMAR T
=1l

==l
Main Folder:
Report | .. \Labsalutions\sample\L.C -

‘ Filenarme e +

ElcalibrationCuree 1 11,
ZcalibrationCure 2 11,
=l ContauriDRepart 11|
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Drag-and-drop “peak report_1.lcr” from the [Data Explorer] sub-window onto the

[Report] window.
File Edit!iew Item Layout Page Tools Window Help E“E“z‘
DeH | &n B ESE 2 5 0 ool s BEEE| @

't /v 00 Al @ Fgd UELGUanERE®R S
L) g ey R Y EE -

zlx| zlxl
Folder:
...\LabSolutions\Sample'LlC ¥

Filename [
@ Conteur3DReport 1¢
|2 FractionCollecti.. 1/
e @ GroupResults 1
@ GroupResults 1 1
|2 GroupResults 2 1]
[2 Method ITE
= pnanatadnahe 1
@ Peakl
|= PeakReport 2 1
@ PeakReport_3 1
|2 peakreport 4 1

.

Preview

Click the |J; (Data) tab at the bottom of the [Data Explorer] sub-window, and drag-and-

drop the data file.
File Edit!iew Item Layout Page Tools Window Help E“E“z‘
ID@R <L B2 2 (7 200 Cieooe|lkidve (o @ngRIIEFERE|H

IN/vD0DO Al 7P PFfy UELUSRERES
AR s L e R

zlx| zlxl
Folder:
...\LabSolutions\Sample\L.C 27242010 20728 FM| Page 1 7 1

Filename
|l Derno_Data-002
M Demo_Data-003
M Deme_Data-004 E
M Deme_Data-005
M Demo_Data-006
M Deme_Data-007
|13 PDA_Demo_Data-001
1} PDA_Deme_Data-002
[+ PDA_Deme_Data-003 [RCATGmatogran
|13 PDA_Demo_Data-004
1} PDA_Deme_Data-005
1] PDA_Dema_Data-006
|13 PDA_Demo_Data-007 i
< "
Detector A[Ch1) -
Max Intensity : 16,0867

J
4

==== Shimadzu LabSolutions Analysis Report ====

0o ) 10.0

.&J% |§| } @I ‘@ Report

MNUM
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The contents of the data file is displayed in the [Report] window.

=
@ Postrun Analysis (System Admini: ] - [Report - P

port 1(Demo_Data-001)] [P ol
%@Eile Edit View [tem Layout Page Tools Window Help BEE
D3P <6 [ER O824 ? i Voo |nd TR ES R RERR| S

A /YOO Al @« BFd | WEGMSE S
ESMAAERED EEEERS BREESLET

zlzl zlzl
Wain Folder:
Report .. \LabSolutions\SamplelL.C ¥ 2/2/2010 20729 PM| Page 1/ 1
Filename o
i Demne _Dat-001 ==== Shimadzu LabSolutions Analysis Report ====

M Dernc_Data-002
M Demo_Data-003

[Szmple Meme @ STD

lSample I
] - =
Ij Demo_Datz-004 = [Data Filename  : Demo_Dats-001.lcd =
L] - [Wlethod Filename - Demo_hethed lem
(-3 Demo_Data-005 Batch Filename - Deme_Batch.|
|1« Demo_Data-006 ol % : Sample Type  Standard
- Injection Volume : uL U Leve|
M Deme_Data-007 [Date Acquired - 1/18/2003 5:28:02 AM Acquired by SHIMADZU

[Pate Processed  : 8/18/2008 1:42:47 PM Processed by System Administrator

| PDA Demo_Data-001
|1« PDA_Dema_Dats-002
[ PDA_Demo_Data-003 [RCATamatogranm
|1« PDA_Dema_Dats-004 mv
| PDA_Dema_Data-005
|1« PDA_Demo_Data-006
] PDA_Dema_Data-007 i
i ;
Detectar ACh1) -
Max Intensity : 16,067 -1

Detector A Z54nm|

41|

s
25
Rl
EE=

0.0 25 50 15 10.0
min

] EE:’ Report I

MNUM

@ note

If the data file is not displayed in the [Data Explorer] sub-window, click (Select Folder), and
specify the folder that contains the desired data file.

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 E
[ General | Chmmamgramu Feak Top Comment ||Setting Seals | L Status | oC status [File |
[¥] settings
Hide Items: Display Items:
Peak Start - ek, Time
B |
10 o
Mame 1
Groupd —
Group Name | Daown |
Mumber of Thearetical Plate
HETP &2
Farmat !
EE|
Peak: (V110 Peak [7l cthers ) 2
Angle: Q0 Font:  Times New Roman
Sina = e 1 3
Fosition:  Front i Taiu —_
Style:  Marmal
Column Performance Settings...
[[ [a]:4 ”[ Cancel ] [ Apply ] [ Help

1 Select [Name] in the [Hide Items] box, and click [Add].
[Name] is displayed in the [Display ltems] 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.245 for details.

2 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.

IZ° Reference

Refer to "8.4 Create a Report Format File" P.232 for details on adding items to the report format.

Refer to "8.5 Edit Report Iltems" P.237 or "7.7.3 Edit PDA Report Format" P.209 to edit other report
format items.

8 Click the g (Preview) icon on the [Report] assistant bar.
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9 Preview the report, and click [Close].

WL LTI PM Pam 1 /1

==== Shimadzu LabSolutions Analysis Report ====

=T

7

*Dema Daiad01 dd
 Jlenoa b

-DemiBmEn i

il

How

M szzazaw

SENFEE0E 14T P

<Peak lables
A z5imen

T e 3
I I 5 I |
I N N = 3
g
e e o =
==

BEIE

D Mewr Report Format File Ctrl+M 2 . v|'.".‘||-_ -.ll_'l—' ;:-'|"'| Iﬁ‘i|%’“&|®@|m
¥ Open Report Format File..  Cirl+O

% Close Repart FormatFile E%@%ﬁgﬁg|x{ﬁ|i@@@a@

[ Save Report Farmat File Crl+3

Jm Save Report Format File s ., “

2/2/2010 1:48:58 PM| Pazz 1/ 4
Cp Save Report Format As Template.., |

1 1 Enter a file name at [Save in], and click [Save].

Savein: J Project 1 - a @ B '

Hame Date modif... Type Size

File nams: ﬂ Report1] T n “LI]

Save astype: [LS5 Resott Famat File [s0) »] [ Coned |
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8.3.1 Installed Report Format Files

The following report format files are installed.

Pre-installed report format files are saved to the \LabSolutions\Sample\LC (\LabSolutions\Sample\GC)

folder.

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(*1) This file is used to print chromatograms and fraction collection results.

Contour3DReport.Isr(*1) This file is used to print contour views and 3D graphs of PDA data.

PDADataAnalysisResults.Isr(*1) | This file is used to print chromatograms and PDA data analysis results
(UV spectra, library search and peak purity).

GCMethodShort.lcr(*2) This file is used to print the chromatogram and the peak report with general
method parameters.

GCConfiguraton.lcr(*2) This file is used to print the GC system configuration.

*1:\LabSolutions\Sample\LC folder only
*2:\LabSolutions\Sample\GC folder only
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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.

" Reference
Refer to "8.5 Edit Report ltems" P.237 for details.

1 Click the ﬂ (Report Format) icon on the [Main] assistant bar.

2 Click Dl (New) on the toolbar.

g Postrun Analysiz (Systermn Administrator) - [Report - Untitled]
E@Eile Edit View Iterm Layout Page Tools Window Help EE‘E‘

(028« B& D= o[ N A N S R N
i |/v00 @f B WEAUWSETESDS| AN E®KNENMmRE

3 Click (Chromatogram) on the toolbar.

[ Pastrun Analysis (Systern Adeninistrator) - [Report - Untitled]

%E@?Eile Edit Miew Iterm Layout Page Tools Miindow Help EE‘E‘
DA <k (B O=4 2 = o o | moE T | R E O ® R |

N /vO0ClarPds (QfiuenERES | AGB|@*PAAART

IIZ° Reference
Refer to "8.4.1 Types of Report Items" P.236 for details on each toolbar item.

4 Drag the cursor on the format to specify a range for the chromatogram.

i34 Postrun Analysis (Systern Administrator) - [Report - Untitled]

[@PEHE Edit View Jtern Layout Page Tools Window Help BEE
LR <k Bk D= 2 (= oo | E TSR EERR|E
i /DO iy  EGusnERES | AS @*HNEAART
==l zlxl
Main Folder:
Report

Filename i

4| Derno_Data-001
\ﬂ Derno_Data-002
\ﬂ Derno_Data-003

Previe

- M Derno_Data-004
Frink |4 Derno_Data-006

3
2

2

2

2

2

2
|1 Derno_Data-007 2
1] Derno_Data-008 1
1

1

1

2

2

2

2

m

\ﬂ Derno_Data-003

\ﬂ Derno_Data-009
M Derno_Data-010
\ﬂ Dermo_Data-011
2] PDA_Dermo_Dat...
1Y PDA,_Derno_Dat..
1] PDA,_Demo_Dat.,
2] PDA_Dermo_Dat...

[ Mema - -~ -
i .

Detectar AICHT1 -
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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.

3" Reference

Refer to "8.5.1 Change the Chromatogram Properties" P.237 or "8.5.2 Chromatogram Display Scale"
P.238 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.

(32 Pastrun Analysis (System Adrinistratar) - [Repart - Untitled]

[= = Es
{EFFile Edit View Trem Layout Bage Tools Window Help mEE
D2l <k ER [d=L - - e =

N/vOClerPes | UEAUSTERES Al @SMEAARE
%I ==l

Main Falder:
Data Analysis

Report

Filename b
Derno_Data-001 )] °

0 Derno_Data-002 2 N

) Dema_Data-003

1] Dera_Data-004

1) Dema_Data-005

2

ki

E:

] Dero_Dats-006 2
o) Demo_Data-007 2 Eo—
] Dero_Dats-008 1
) Derno_Data-008 1
] Dema_Dats-010 1
) Demno_Data-011 1
E

E:

2

2

5] PD&, Derna_Dat...

| PDA_Demna_Dat.. 2—
1] PDA, Dema Dat...
i PDA,_Demna_Dat...

M o
< [am b

Detector A[Ch1] -
Me Intensity : 16,067

o 50 100 < n

E_ﬂél [l Datadnclsis [BY Repert

MUK
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o €9

The chromatogram information of the data file is displayed in the [Report] window.
[95) Postrun Analysis (Systern Adrministrator) - [Report - Untitled{Dermo_Data-001)] == =] 1
SEVFile Edit View Itern Layout Page Tools Window Help =I=]x]

DA «L|EBR O= 7 @@ AT R EERR | #@

h/vDO|learRdd UDNAUSeFERES A E®NAERARGE

=l ==
Wain Folder:

Data Analysis

MRS

Report

Filenarne
(4] Derno_Data-001
|19 Demo_Data-002
1] Derno_Data-003
|17 Demo_Data-004
1] Derno_Data-005

|49 Demo_Data-006
|14 Derno_Data-007
|49 Demo_Data-003
|14 Derno_Data-008
|49 Demo_Data-010
|19 Derno_Data-011
|47 PDA_Demo_Dat...
|14 PDA_Dero Dat...
|47 PDA_Demo_Dat...
(4] PDA_Derno_Diat...

Detector A[Ch1] -
Mo Irtensity 16,067

il

él/ NOTE

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

that item.

+ If the data file is not displayed in the [Data Explorer] sub-window, click (Select Folder), and

specify the folder containing the desired data file.

Click the (Preview) icon on the [Report] assistant bar.

gy Postrun Analysis (Systern Administrator) - [Report - UntitlediDermo_Dats-001)]
7@£ile Edit View Iterm Layout Page Tools Window Help

D20 <L Bk D=6 2

|| # Ca

RN R PERE| R
N/ vOC «fFdy WEAUSTERDS | Ad E@®NAE ARG

=l
Main Fuolder:

Il
...\LabSolutions\Sample\L.C

Data Analysis
Report

Filename

8
[ Derno_Data-001 2
|1 Derno_Data-002 2
1] Derno_Data-003 2 s
z
2
z

- 2] Derno_Data-004
wuo

Examine the report in the preview sub-window, and click [Close].

Thinalogia

Tomm A Ch T 5w

- M Demo_Data-005
Pririt \ﬂ Demo_Data-006

i
EETH

e

LA

Click [Save Report Format File As] on the [File] menu.

i Postrun Analysis (System Administrator) - [Report - Untitled{Derno_Data-0013]
@Hm Edit Miew Iterm Layout Page Tools Miindow Help

e d HMew Report Format File Chrl+M 2 g [752]

(9= 1 +
g com oottt

-l cu | L A W B

LR MamB RS | AH E®MEA@AR D

= WEEE R R W B

. Il Save Repart FormatFile Ctrl+5

& Save Report Format File As ... ‘
-

Ly Save Repart Format &5 Template...

[En ST S

|
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1 0 Specify a folder at [Save in], enter a [File Name], and click [Save].

@ Save Report Format File As
[Save in: | J} Project1 - ]G ¥ B -
Name Date modif.. Type Size
File name: [Reporﬂl - ] [i Save i]
Save as type: [LSS Report Format File {*lsr) v] [ Cancel ]
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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.

@ Pastrun Analysis (System Administrator) - [Report - Untitled] =l = ]
%@Eile Edit Miew Iterm Layout Page Tools Miindow Help - | & %
DA <R ER O=L 2 (= - B #®

iIN/vDO e Py UpLuanEREs| AH @®HnARNR D)

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.

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.

i8] 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].

Chrematogram Properties =)

| General | Chromatogram | peak Top Comment | Setting Scale [ LC Status | 6C status [Fie |

(T‘r‘llEl [Landscapg '] [OVEHEY - ]] [T Line Mame Index [Cuse Line Remarks
- - winside Graph  [¥] Graph Frame
shift X 100 5 e Y| 100 = =
h * | zaseine [F11 Reference Line
Separate Display: 1 = []Pesk Detection Mark
Displaved Chromatoaram
paiiclc]
Al )
#| Detector | Channel Scale to YMin YMax Z
< [ r
[ Fix Detector Ch Mo,
& Original Chrom.
{befare Background Compensati |n)
[FBackaround Chromatogram
[ OK n[ Cancel l [ Ag|ply l [ Help

1 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 Click [All] in the [Displayed Chromatogram] list.

l// 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 | Chromatogram | Peak Top Comment | Setting Scale |LC Status I GC Status I File |
Scale Title
(T " a

¥ Sralei Time) [Top Chromatogram

[T cale Interval: | 1 Sub Seale: | 1 [ Rnttom Chromatoaram 1
¥ ScalefInten.)

% ScaleTime) mirn
Scale Interval: | 1000 Sub Sealer | L

[ ) ¥ ScalefInten.)  fUnitd

Width: @) Auto () Manual 6 character
Time Range
( ~
Intensity Range Aubn-scale!
i Inten. Unit: |uy -
[[]Use range in data i " oo oy 2
Scale o Auto-scals to Largest Peak []zern Base Poirt
[Crid
0 - | 1000000 Margin: 0 T
Set per chromatogram Detal...
u OF, U [ Cancel ] [ Apply ] [ Help ]

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 | Chromatogram | Peak Top Comment I Setting Scalke | L Status | GC Status I File |
Settings

Hide Items: Display Ikems:
Rack Changer Caoler Temp. -
Purnp & Total Flow Add = U
Pump B Tokal Flow !
Purmp C Tatal Flow r| 1
Pump D Takal Flaw .

Pump Total Flow <« Remove Diown
A.Conc
B.Conc

Scale Title

[T Scale(Temp.) [T scaleiTemp.) c
[C1¥ ScalefPress.) [C1¥% ScaletPress.) $Pressurelnity
[T SealetFlow) [ SealedFlow L Jrmin
( ¥ Srale(Conc.) [T SealetCanc. 3 %, ) 2
[CIFRC Results [CIFRC Simulation
ﬂ OF, ” [ Cancel ] [ Apply ] [ Help

1 Select [B.Conc] in the [Hide Items] box, and click [Add].
[B.Conc] is added to the [Display ltems] box.
7 Select [Y Scale (Conc.)] at [Scale] and [Title].

3 Click [Intensity Range] to set the intensity axis range.

Intensity Range ==
Srale ko IManual - “
Auto 1
Temp.: l c
Press.: a - 1oo Press, Unit
Flowe: 1] - 100 mLjrmin

(Conc.: a - 100 % )7— 2
I [a]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

1
2

3

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.

Set the [GC Status] tab.

Chromatogram Properties

General I Chromatogram | Peak Top Comment | Setting Scale I LC Stah.lsl GC Status | File

Settings

Hide Items:
Setting Column Oven Temperature

Monitor Column Oven Temperature

Setting Carrier Gas Pressure Flow Up
Setting Injection Temperature

Display [tems: 1

Monitor Carrier Gas Pressure /Flow
Manitor Injection Temperature

Down J

Srale Title

(¥ scaleemp) V¥ Sce(Tempf 2
[C1v Scale(press.) [ ¥ Scale(Press.)
[ scale(Flow) [ scale(Flow)

—/

Pressurelnits

ml fmin

Intensity Range...

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.
2 Select [Y Scale (Temp.)] at [Scale] and [Title].

Click [Intensity Range] to set the intensity axis range.

Intensity Range g
Scale to: Manual v\ 1
Temp.: 0|— - 100 C J 2
Press.: 0 - 100 Press. Unit
Flow: o - 100 mL fmin
| OK ” [ Cancel ] [ 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].

Chrematogram Properties =)

| General | Chromatogram | peak Top Comment | Setting Scale [ LC Status | 6C status [Fie |

Type: [ELine Name Index [F1usP Line Remarks

Draw inside Graph  [¥] Graph Frame
shift X 100 B % v 100 5 %
Baseline [F11 Reference Line
Separate Display: 1 = []Pesk Detection Mark

Displayed Chromatogram

#| Detector | Channel Scale to YMin YMax z

[ Fix Detector Ch Mo,

& Original Chrom.
{befare Background Compensation)

[FBackaround Chromatogram

[[ OK ]][ Cancel H Apply H Help

2 Select the display item in the [Remarks] sub-window, and click [OK].

Rernarks ==

Settings

Hide Ikems: Disolav Items: 1
e - Detector Hame

Drift, B [[ Add == ||Wavelenath Up 2
Acquired by =

Date Acquired
Time Acguired
Pracessed by << Remove Down
Date Processed

Time Processed %,

Fant
Font: Times Mew Roman
Siee: & =

Style: Mormal

[[ (o] 4 ”[ Cancel I[ 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].

o -
Chromategram Properties

|

General | Chromatogram | Peak Top Comment [ Settng Scale | LC status | 6C Status [Fie |

Type: [Landmpe v] [[o.,Eday -” [Pl Line Name Index [1USP Line

[ Remarks 1
[/ Draw inside Graph  [#] Graph Frame
shift X 100 (2] e v 100 (2] o

' = L ) aseine

10 Reference Line

Separate Display: 1 % Peak Detection Mark

(Displayed Chromatogram R 2

Al

Select Chroamtogram Scale to
Mo Chromatogram

L}

J
Fix Detector Ch Mo,

[ Criginal Chrom,

(before Background Compensation) ] 3
[¥] Backaround Chromatogram J

[ox J|[ cancet ][ apoly | [ Hep

1 Click [Overlay] in the [Type] list.
2 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 I Setting Scale | LC Status I GC Status ‘ File ‘

File:

CiLabSolutions|Sample\Demo_Data-001 . led @ 1
Fix & File in the item 3

I[ Ok D[ Cancel H Apply H Help ]

1 Click [Browse] and select the desired data file, and click [Open].

@ Open (s
Lookin: )} Sample - @@ e mr
I Name_ Date modified Type Size -
Receﬁﬁacez (.@ Demo _Data-001.lcd

|| Deme_Data-002.lcd
! ‘Q Demo_Data-003.lcd

.ﬂ Demo_Data-004.lcd

‘Q Demo_Data-005.lcd
.@ Demo_Data-006.lcd
‘5 Deme_Data-007.lcd
| PDA_Demo_Data-001.Icd
1Ay |13 PDA_Demo_Data-002.lcd
g 13 PDA_Demo_Data-003 /cd

Desktop

m

L]
Adrnin

12 PDA_Deme_Data-004.Icd

Computer
[ |13 PDA_Demo_Data-005.Icd B
- L] PDA_Demo_Data-006.Icd -
Network
File name: Demo_Data-001 led - Open
Flescityps:  (LC Data Fle (lod) v] [ Cancel |

7 Select [Fix file in the item].
ll/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 E
Quantitative Results | File

Settinas

(Hide Ttems: Display Ikems:
Peaka# - ooz
Groupd -A\:I\:I >z ||Mame -UD
Group Name D - Ret, Time
Areath 1
Height: Height
et — Co
Uit
Height Ratic 2
Column Index: Position: Ref. String: width[mm]:  Format:
Area Right | 1z i}
L o ]
Display grid Display column indexe  Cell Height: 0 ﬁmm
Total: (V] area Areat Height Height%: (] Concentration J 2
\.

Column Performance Setting ...

[[ Ok ”[ Cancel ]| Apply |[ Help ]

1 Select items to print in the [Hide ltems] box, and click [Add].
The added items are displayed in the [Display Items] box.
2 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 ltems] box.

Quantitative Result Properties =]
Quantitative Results | File
Data: [7Fix Detectar Humber
Settings
Hide Items: Display Ikems:
Peakdt N \ID#
Group# l arng Up
Group Mame /Ret, Time
Areats Area
Height
<< Remove || Cone, Down
Uit
T -
Column Index: Position; FRef. String: tWidth{mm]:  Format:
Left o i}
Display grid Display column index Cell Height: 0 = mm

Total: [V]area Areas 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 =4
Samplz
99,9999
Pre-String:
Post-String:
(7] option settings) 1
(D\splay Type: |5\gn|f|cant Digits - D——
( Significant Digits 6 Digits )—— 3
[Ruund\ng: IHaIF Adjust h ” 4
[]5et Minimum Length: | L
Right:
Space
[ Zern substitution:
[[ [a]4 ]] [ Cancel ] [ Help ]

7 Select [Option Settings].

2 Click [Significant Digits] at [Display Type].
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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8.5.10 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 Infornation Properties ==
- Sample Infomation | File
Hide Items: R isplay Items:
157D Amount - Acquired by -
I5TD Amount(1-5) D Data Acquired Up
Sample Amount Tirme Acquired ’j
Dilution Fackor Procecee: o by = 1
Multi Injection # = = Remove| [ate Processed L] ooown
Sampling Count: from the Vial Time Processed
Data File Sample Type
Original Data File Level#
original Data File (Full Path) . Sarnple Mare J
i E .
E? of kemsin a Row: | & % Margin between Items: | catrinns — 2
J
Align: Left. - 30 I * | {characker)

Tah Stop: 0 % (character) Setting Macro

(Cox ) cona J[ oooe [ reb |

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 ltems 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 |Pos\tmn ‘ Header |Graph |Table |F|\e |

m# o gIds P . =

Mame  hiamed Tab Stop: - (character)

Cuantiative Method i $Method@s Variahle:

Function : fix)=§Funch Residual Sum of Squares -
Rri=fRrl} Rre=$Rrzd RSS=$R5S§ Calculated by
MeanRF: $MeanRF$ RFSD: $RFSD$ RFRSC Mean RF

FitType  : $CurveType@d RF 5D

ZeroThrough 1 $ZeroThrough@d RF RS0

‘Weighted Regression 1 $WeightedRegre

Curve Fit Type
G"‘)etectnr Hame + §Detectorilamed s

Zero Thraugh
‘Weighted Regression
Methiod File Name:
Batch File Mamne

Diakackor Mama

[ T — r

Ok ] [ Cancel ] [ Apply ] [ Help
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3 Prefix the additional macro [$Channel$] with “Channel:”.

e =

| General [ Position | Header |Graph [ Table [Fie |

Align: Left -
D= : 41d$ - n
i 25
Name + SMames Teb sio lz‘ (heracter)
Quantitative Method i Method@s Yariable:
Function : f{x)=8Funcs Residual Sum of Squares -
Rr1=8Rr1§ Rr2=$Rr2§ RSS=$RSSE Calculated by
MeanRF: SMeanRF$ RFSD: SRFSDS RFRSC Mean RF
FitType ! SCurveType@$ RF SD
ZeraThrough : §ZeroThrough@§ RF %RSD
‘Weighted Regression i §WeightedRegre Curve Fit Type
Detectnr Name : SnetectorMName$ Zero Through
Channel : SChannels Weighted Regression
Method File Name E
Batch File Name:
~ |Detector Name
L] F—— > hd
_— —

oc J[ concl ][ snty ][ 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:

[ Print... ] [[Next Page ] [ Frev Page | [ Two Page | [ Zoom In | [(ZoomOut] [ Close

Calibration Cerve
D= 1

Nams : Mathyl_parsben

Quantitative Mathod  External Standard

Function « f(x)=1.3603622-005%x+0.000000=+000

Erl=0 Er2=0 R33=0000000=+000
MeanRF: 1.360362=-005 RFSD: 0.000000=~000 RFRSD: 0.000000

FifTspe : Linear
Zero Through - Not Through
Waighted Regression  None
Patonine Womme Potanncd
(channst :Chl 234am)
Cene. | W] R——TT m—7
[‘]19"0]

00 10 20 30 40 50 60 70 80
Area [F10°4]

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].

Surmmary{Concentration) Properties =]

General |D|sp\ay I Chraomatogr anm | Peak Top Camment | Setting Scale I SUmMmary | File |

Pasition Title

Surmmary{Conc. )

Left: 454 mm

Top: 42.3 mm

[Tl Display the title on &l pages

Size Font
width: 53 [ Font:  Times Mew Roman
Heighti 24,7 seer 0
eight: 24,
m Shyle: Normal el
Color
Style [tidth
[[Graph-chromatoLmeZ vl m [E] @ 2=
Solid
.2 = Dash
Definable Max Lines: - o
Dash Dot
Diash Dok Dat,
[ Ok ] Cancel ] [ Apply ] [ Help

7 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].
Custom calors:

=)
u“
-

rFCCrrC -Hue:D Fled: 255

Sab 240 Green O

Color

Basic colors,

Deiine Custom Colors > ColodSeld | 120 Ble 0
oK [ Add o 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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8.5.13 Edit the Statistical Results Table

Iltems 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 | Chromatogram | Peak Tap Comment I Setting Scale | Summary | File

(Hide: Ttems: Display Ttems:
- e Title
ISTD Area F -Add =% || Sample Mame -UD
ISTD Height l—/ Sample ID
Unik Ret. Time
Mark Area
ot st i Do 1
Pesk End S
ok 2
Calumn Index: Position: FReef, String: Width[mm]:  Format:
anc, Right T 1z a 93,993
\
-
|| Display Grid (/] Display Column Index Cell Height : 0O 2 mm
Shatistic: Average Masdmur std. Dev. 2
BRSO Wi
D Calculate by specified digits

Column Performance Settings. ..

71 Select the items to be displayed in the report 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 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].

Surnmary({Data) Properties =]
‘ Peak Table I Quantitative Resulks | Grouping Results | File ‘
General Display | Sample Information I Chramatogram Peak Top Camment | Setting Scale ‘
Data: GCLC RO
Display chromatogram
Block: 1 =
Block Gap: 5 = mm
[ Display sample information
Display peak table
[ Display quantitative results
[ visplay grouping results
50
@ Under Chromatogram () Right Chromatogram
OF, ] [ Cancel ] [ Apply ] [ Help
3 Click the [Peak Table] tab.
4 Set the [Peak Table] tab parameters, and click [OK].
Surnmary({Data) Properties =]
‘ General I Displa: | Sample Information I Chramatogram Peak Top Camment | Setting Scale ‘
Peak Table | Quantitative Results | Grouping Results | File
Settings
Hide Items: Display Ikems:
Peak Start - Peakd#
Peak End || Add == ||Ret. Time Up
5 G o ]
Height 1
AreajHeight O ——
Groupd Matk
Group MName 2 Mame
Calumn Index: Position: FReef, String: Width[mm]:  Format:
\
r Display grid [V Display column indes: Cell Height: 0O = mm ]
Tatal: Area Areats Height Height<s [~ Concentration 2
Peak: V11D Peak [ athers J

7T Select the desired items in the [Hide Items] box, and click [Add].
The added items are displayed in the [Display Items] box.
2 Select the respective items to display the total values and grids.
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@ note

» 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].

Surmmmaryi(Data) Properties ==
| Peak Table I Quantitative Resulks I Grouping Resulks I File |
izeneral Display ‘ Sample Information | Chromatogram I Peak Top Comment I Setting Scale

Data:  [V]Goic  [F]PDa

Display chromatogram
Block: 1

EBlock Gap: 5 = mm

[ Display sample infarmation
Display peak table

[ Display quantitative results
[ Display grouping results

(Arrangement: 50 = %)

() Under Chromatogram (1@ Right Chromatogram

<N

[[ K |” Cancel ][ Apply ][ Help ]

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

8.6.1

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.

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.

Bl Re-Position Items

1 Click IEI (Pointer) on the too

Ibar.

z Drag the point so that it encloses the items to be re-positioned.

[ Postrun Analysis (System Administrator) - [Report - PeakReport_1(Demo_Data-001]]

E@EHE Edit View Jtem Layout Page Tools Window Help
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1 PDA Demo_Data-007 _

n

Thr .
<« Lm v

Detector A(Ch1) -
Max Intensity © 16,067

=== Shimadzu LabSolutions Analysis Report ====

1/18/20 26:02 AM
6/18/2008 47 PM
N

EEE A

T o | paret |

Tron Metiy] parcte|

THE DY)

Det=ctor A Z54nm]

m

1 B?  Report
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I 8 Report Function

3 Click each of the items on the [Report] toolbar, and adjust the position of items.

Pastrun Analysis (System Administrator) - [Report - PDADatafnalysisResults(Demo_Data-001)] E
by

%E@?Eile Edit Miew Iterm Layout Page Tools Miindow Help EE‘E‘

D3P <& ERO=L 2 i - = &l v 2 EEEE: R W@ |

M/v0Cl@FfPed LEAUSRBERES | AH ESMEKEMRRE

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.

SN ISIT-TE

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

17977

@ Postrun Analysis (System Administrator) - [Report - PDAData&nalysisResults(Dermo_Data-001)] =] [ |
E@Eile Edit View Iterm Layout Page Tools Window Help EE‘E‘
020 <0 Rl& D= » i - = 2l BT B X €[

]/ vDO afrfey UEEUSETERES | A @A EAMR G

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.

© 000 00F

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 Report Layout

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.

[543 Postrun Analysis (System Administrator) - [Report - PeakReport 1{Demo_Data-001)] | = o
H ile Edit View Item Layout Page Tools Window Help [=]=][x]

020 | <k B (D= 2
it/ /v00|AE|¢7rPfy  UEBAUERERTHT
@A ANRE | MRS SRR E Y

SE S|
Eolder:
- \abSolutions\SampleC ¥ : . . 2421201021337 | P 1 41

[‘. Filename
— = BatchTable

Preview =

= calibrationCurv...
2 calibrationCurv...
= calibrationCurv...
Pt B columnPerform...
|2 contour3DReport
actionCellect..

] »

==== Shimadzu LabSolutions Anaiysi's R'epért ====

- -
Ssmple Nsme - STD
r Semele D 1
.. |Dsta Filename - Demo_Deta-001.1cd
IMethod Filensme | Dema_Method.lom
Bstch Filename : Demc_Eatch.ice
Jviar= -1 Ssmple Type Standard
Injection Volume © 10 uL. Level
Date Acquired  © 1/12/2002 5:28:02 AM Acquired by SHIMADZU
-~ |Dste Frocessed - €/18/2008 1:48:47 P Processed by System Administrator

I

=) GroupResults

roupResults_L
= GroupResults 2
= Method

[= PADataANlys...
|2 PeakReport 1

E)

CRTOMatagrant
N

Deteotor A 26dnm] [ - - 4- - -

1

TEE Dy pede

R e e e i i T el i el e el o

Zion Moyl prchen|
BRI
Fon i | ke

Commert:

NUM

2 To adjust the interval of the displayed grid, click [Option] on the [View] menu.

@ Fostrun &nalysis (Systern Administrator) - [Report - PeakReport_1{Demo_Data-001)] [F=0 =R <3|

HE Eile Edit F Itern Layout Page Tools MAndow Help g@lz‘
| HeaderFooter... F " o - e

e Y
. [Eogion. ] )
i /s H LA UeRERES | A E®HE R MR T

3 Enter [Grid Width], and click [OK].

H

Option

s o

Auto-resi
Grid Width: 10 (mm))

The grid is displayed at that interval.
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I 8 Report Function

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.

@ Pastrun Analysis (System Administrator) - [Report - PeakRepart_1{Demo_Data-001)] E
%E@?Eile Edit |View| Iterm Layout Page Tools Miindow Help EE‘E‘
éJjElQﬁ““*”F””““? i ISR o R R == e e A N N T
. |5 Option.. _ §

]|/ ¢|E temuise. H DAL SETERES | A @SNEEARR G

Select the [Header] or [Footer] tab and select the information to be displayed in the
[Left], [Center], and [Right] sections.

Header/Footer E
Header | Footer

7 5 ) e ] N 5

(Left: Center: nghta
[ $Dated$Timed$Pag
e#f

Edit on Page: 1
" Of "[ 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 E

Paper

Size: [A4 -]
Source, [Aulumallcaﬂy Select ']
Orientation targing [milimeters]

@ Portrait Left 20 Right: 20

() Landscape Top: 25 Eottor: 25
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8.7 Other Reports

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 Q? icon on the [LabSolutions Main] icon bar, and double-click the [ﬁ

FEsiEriiny Browser

icon.

The [Browser] program opens.

ik LabSelutions Main (System Administrator) EI@
File View Window Help

@ ?
Data Analysis Tools

Ul & (@

st ruments Postrun Browser

Adrrinistraticon

IarLal
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I 9 Quant Browser

2 Click the |[.f7] (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 (System Administrator] - [Quant Browser - Untitled]

@Eile Edit View Method Process Data Layout Tools Window Help EE‘E‘
IDoH 40 [HhOsE  sr ] [@s 8% 80 |
=l lxl
Main Folder: B Quantitative Results View D# il B tethod Yiew - Compound Table Is&v\ew [@ Edit
Quant Browser [ Data Filename | Semple Type| | [rtegraton [ tdentification | Quantitative | Compound[4 [
1D# Name T Channi
Filename Mo l l s l
CBM-204_001min 477/
|8 Demo_Method 274/
emo_QCTool ... 3/L
[ LC-2010_001min 43/
PDA_Method 244/
QuanResults2 6/14
Scan-PN 3/27]
&) test2 3427 ’
Bl tes3 447/ "
24| Tutonal_Metheod 0
“Report
o e '
B Chromatagram Visw B Calibration Curve/Spectium Yisw
e chromatogram | sample Info. | . calb Curve
‘ L J mv Max Intensity : 0
Comment: Time: Inten. s
10+
D 2.5
=] o
] q| .
T T T T T g
27 28 28 3.0 31 237145
& @ } @ @Ouam Browser

NUM SCRL| .

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]

Q Hrowser (System Administrator) - [Quant Browser - Tuterial_Methed.lcm] F=n EOR <=

é@EHE Edit View Method Process Data Layout Teols Window Help = [&]]%

FEEIFR R EFIE (@i ividlomn )
=izl ==l

Pimin Erlelee= FAEE ) uantitative Results Wiew 0z 1 Al Methﬂja; B Method View - Compound T able Gl View | [ Edit

e Dot Plerame | Sonole Type |y oot | G | e [ G141

1 Tutorial_Std01led Standard{Calc. Poi

o Filename Mo 2 Tutorial_Sid02lcd Standard(Calc. Poil || |12 B Type Chane
'] 3 Tutorial_Std03)cd StandardiCalc.Foi Methyi_paraben | Target Detector 4
Manual Peak @ CBM-204_001min 4/7/ Ethyl_paraben Target Detector 4
’ Propyl_paraben | Target Detector 4
Butyl_paraben Target Detector 4

= eara]—

Integration [E] LC-2010_001min  4/3/
ﬂ QuanResults2 6414
&) 5can-PN 3/27
\ﬁ test2 3721
Peak 2] test3 47/

Integration for
Al Data

] Tutorial_Method /11

= < < m s

B Chromatogram “iew B Calibration Curve/Spectium Yie

T — J_ cabcurve

¥ =1.796026e-005 - 1.1

W Max Intensity : 13,913 o D SREIERD 1o 93
Comment: 15{Detecior A254nm Tme BE23 men. 0288 . ! !

< 3

Conc.

LDl 4

@Quant Browser|

NUM

@ [Chromatogram View] @ [Calibration Curve/
Spectrum View]

Explanation

Displays the [Standard] and [Quant Browser] toolbars.

o7

Displays the quantitative calculation results of compounds selected on the [Compound] tab in [Method View].
Click | % | ¥ | to change the ID # and the displayed compound.

Displays the data processing parameters in the method file. Click (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].

(5]

Displays the [Chromatogram] and [Sample Info] for the selected data file. Clicking @ or ﬂ to double or
halve the intensity axis (Y-axis), respectively.

6]

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 *.Icq).

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.

= P
{5 Browser (System Administrator) - [Quant Browser - Untitled] (E=HEoE(F>x=|
%@Eile Edit View Method Process Data Layout Tools Window Help EE‘E‘
i00H <k R D= 2 J[@a 8% |m|m|E

zlx| ol x|
Folder: B Quantitative Results View D= o B Method Yiew - Compound T able taview [ Edt
(SLEEE B | Data Filename | Sample Type Integration | Identification | Quantitative | Compounm
D& MName T Chanr
mi.w Filename he | [ twe ]
Manual Peak \ﬂ ST0-0L 3
Integration \ﬂ STD-02 3
| 5TD-03 3
1] STD-04 3
s 5TD-05 3
Peak \ﬂ testl 4
Integration for
Al Data \ﬂ test2 4
| Tutorial_Std0l 4
|1 Tutorial Std02 4
|1 Tutorial_Std03 4
- |w] Tutorial_Unkol 1
Summary
[ |1 Tutorial_ Unki2 1
\ﬂ unkl 1=
[ unk2 1 < v L —T— +
ﬁunﬁ 1 B Chromatagram Visw B Calibration CurvesSpectrum Yiet
o] unked 1
[ s omtes 1T J_ Chromatogram @ Sample Infn.l J calib curve
1 3
- 100 Max Intensity : 0
Ti Int
Jax Intensiy - 0 me nten - 100
75
(@
50 ]
-
254
D g
000000 0.00025 0.00050 000075 000100 000125 0.00150 S o
@Ouam Browser
NUM
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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.

ElR O= 2

Q Browser (System Administrater) - [Quant Browser - Untitled]
E@EME Edit VMiew Method Process Data Layout Tools Window Help

(@4 44

===
[-T][x]
| 5D

Manual Peak
Integration

Peak
Integration for
All Data

Folder:

...\Data\Project1 -

==l

Filename Mo
] CBM-204_001m... 4/7/
£ Dema_Batch 274
&} Deme_QCTool ... 3L
&} PDA _Batch 274/

[EE[Tutorial_Batch 1243

B Quantitat

ive Results Wiew Dz

I Data Filename

| Sample Type

|

B Method Yiew - Compound Table &dView [@ Edit

Integration IIdanﬁﬁ:anﬂn IQuanﬁtanve ‘ Compaun |4 | ®

ID# | Mame | Type | Chanr

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 (Systern Administrator) - [Quant Browser - Tutorial_ Method.lem] (===
E@E\\a Edit View Method Process Data Layout Tools Window Help E“E“z‘
Juge] = NPacy ER Sl ull=1| R C===7 e—— T PP SR
lx =
Main Folder: B Ouartitative Resulsiew  Dg 3 [<]»|  Propyi_par | O Method Yiew - Compound Table T View | @ Edit
Quant Browser| || \pataiprojects - Data Filename Sample Type | || nteqraton I Identification I Quanhtauth Compoun ] 3
1 Tutorial_5td01.1cd Standard(Calc.Poi
[ Filename o Z Tutonsl 530219 StercerdiCale Pol | |D% LI Type EhE
'} 3 Tutonal_Std031cd Standard(Calc.Pol || |1 Methyl_paraben | Target Detector A
Marual Peak i) CBM-204 001 m... 4/7/ 4 Tutoral_Urk01led Unknown| ||} bl navhen  Tomet [otoctor £
Integration @ Demo_Batch 2747 5 Tutorial_Unk02.lcd Unknown|
[ Demo_QCTool.. 371
| PDA_Batch 274
[ Tutorial Batch 1271
Peak
Integration for
All Dat:
Summary
Report
« m r
L™ +
B Chromatogiam Yiew B Calibration Curve/S pectum Viey
A Chromatogram || sample Infa. A Calib Curve
< I r
¥ = 1.974709e-005% + 1
mv Max Intensity : 13,913 o =
Comment: 10-{Detector A:254nm Time Inten- - SRS =tk
= Conc.
1
=
2 25
= T T T T 2 %
43 44 45 46 a7 0
« = ' £rtasT0
L WJ}_*_E § I.‘_L:{ @Quam Bmwserl
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].

rowser (System Administrator) - [Quant Browser - Tutorial_Methed.lcm]

g@file Edit View Method Process Data Layout Tools Window Help EE‘E‘
008 &0 He OeE Eem @594 @l
=l Il
Main Folder: B Guantitative Results View Dz 2 ’_le‘ Propyl_parz | B Method View - Compound Table [E3¥iew] @ Edit
Quant Browser I Dala Filename Sample Type | || 1niegration | Identification | Quantitative | Compoun| 4 » |
1 Tutorial_Std01.cd Standard(Calc.Poil —
Ml il " I Toimnal GeAns i Srordordinol Doy D Name Type Chanr
w flename ° 1 Methyl_paraben [ Target Detector A
Manual Peak 8] CBIM-204_001m... 4/7/ S oo (||| EZ Et Detector A
Integration @ Demo_Batch 2/4/ | Tutorial_Unk02)cd Unknown| =
] Demo_QCTeol... 31
|4 PDA_Batch 2/4
@ Tutorial_Batch 1241
Peak
Integration for
All Data
= | LN == '
B Chiomatogram Yiew B Calibration CurvesS pectium Yiey
e Chromatogram | B Sample Info. Ao calio Curve
{l m r ]
m Max Intensiy : 42,955 ?Cil.ggtisg%ez-?oﬁggé
Comment: Detector A254nm Time: Inten -
Conc.
25+ |
= 2.5
'3
T T T T T T T
42 43 44 45 46 47 43 00
« = 3 AEEEETO
[MED ;E (L Guant Browserl

@ 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.

» The data file and method file must be saved to the same folder as the batch file to display the content of
the method file and data file using a batch file.

» 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.
@ Browser (System Administrator) - [Quant Browser - Untitled] (===
PEL File Edit View Method Process Data Layout Tools Window Help =5[]
®R|[O= 2 G (@4 44 |
1=l
Folder: B Quantitative Results Yiew D& i B Method View - Compound T able &dView [@ Edit
I BE]GIETRE | Samete Type || | [quanttatve | Compound [ croun [ performance [+ 1*
D& Name: T Chan
Filename L5 l l Hes l
Manual Peak 'ﬂ STD-01 3
Integration [ sTD-02 3
1Y sTD-03 3
1] sTD-04 3
|13 sTD-05 3
Peak @ testl 4
Integration for
Al Data llﬂ test2 _ 4
Tutor 3
[ Tutorial 5td02 4[|
1] Tutorial Std03 4
13 Tutorial Unkil 1
1] Tutorial Unko2 1]
@ unkl 1=
@ unk2 1 | T 4 1. 3
1] unk3 15

The contents of the data file and method file are displayed in the [Quant Browser] window.
@ Browser (System Administrator) - [Quant Browser - Tutorial Method.lem] El
E@ File Edit Miew Method Process Dats Layout Tools Window Help E“E“z‘
nR=] = RPN =] | G S— P S W - N
lx =
Main Eolder: B Quantitative ResultsWiew Dz 1 [ <[+ Methyl_pa | O Method View - Compound T able 5d View | [# Edit
Quant Browser Data Filename Sample Type ‘ Intearation | == | Quanutahvel Compound] 4 | »
1 Tutorial_5td01.1cd Standard(Calc. P
oA P— A= F Tutenal_Std02led Standard(Caic P ||| 10# Hoinc] Type Cheon
() 3 Tutonal_5td03lcd Standard(Calc.Pq || | Wethyi_paraben | Target Detector A-
Manual Peak @ STD-01 3 2 Ethyl_paraben [ Target Detector A-
=
lﬂ <1003 5 utyl_paraben arg ector A-
[ 5TD-04 3
1Y sTD-05 3
Peak 1 testt 4
Integration for lﬁ] test? ¥l
i Tutorial Stdol 4
1] Tutorial Std02 4
|13 Tutorial Std02 4
@ Tutorial_Unkd1 1
13 Tutorial Unkoz 1]
(1] wnkL 1=
< 1 +
@ unk2 1 ™ '
@ unk3 il B Chromatogram Yiew B Calibration Curve/Spectrum View
£ ks | I papme— ———y I ca curve
< [ + ' =1.796026e-005% - 1.14
’:I my Max Intensity : 13,913 ™2 = 0.9851 EBBD ©=0932
Detector A{Ch1) N Detector A:Z54nm Time Inten -
Max Intensity : 13,813 Conc.
104 |]
= - 25|
g
T+ T T T T
27 28 29 3.0 3.1 0
i ar Bl q = ' ERI4S

@ 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.

¥ Browser (System Administrator) - [Quant Browser - PDA_Method.lcm]
E@Elle Edit View Method Process Data Layout Tocols Window Help

iDEP «@ (B @k 2 @4 4 d|w @ o

" Detector A

=l izl G ’7
Main Folder: B o= | *|*| Methyl paral | B Method View- Compound Table  [23View] (@ Edit |
Quant Browser| ||, \patalProject1 - " | Data Filename: | Sample Type ” [ Quantitative | Compound | Group [ Performance [ [+ [*

The [Quant Browser] window changes to display the PDA detector.

rowser (System Administrator) - [Quant Browser - PDA_Method.lcm]
@Eile Edit View Method Process Data Layout Tools Window Help

iDeA &nHeHeE: e @i svaln a

zlx|

Iain

Folder:

Quant Browser

=

Manual Peak

g

Summary

“Report

x|

...\Data'Project1 -

B Quantitative Results View

ID#

]

ED Methyl_paral

B8 Method View - Multi Chromatogram T. 53 View | [@ Edit

Data Filename

Sample Type

PDA_Demo_Data-001lcd

Standard{Calc. Poil

Multi Chrom ‘Inhegratmn IIdanﬁﬁmnun IQuanﬁtm Aufik

-

Filename

M DataWithError
M Deme_Data-001
M Demo_Data-002
M Deme_Data-003
M Deme_Data-004
M Demo_Data-005
M Deme_Data-005
M Deme_Data-007
12} FRCData

[N Camnnlt €

K|

[ PDA_Dema_Dat...
|13 PDA_Demo_Dat...
1} PDA_Demo_Dst...
19 PDA_Dema_Dat..,
|13 PDA_Demo_Dat...
1} PDA_Demo_Dst...
19 PDA_Dema_Dat..,

-

m

[ I R N N R R R S R R SR SRR

3

FDA

Max Intensity - 34 178

0.0

T
25

5.0

PDA_Demo_Data-002 led

Standard(Calc_Poi

PDA_Demo_Data-003led

Standard(Calc_Poi

< [t

Bandwidth
(nm)
254 4

Disp- | Wavelength| Mz
chzz [ f = i

IEEEEEEEEEEEEEEE

| 3

B Chromatagram Visw

e Chromatogram @ Sample Infn.l

B Calibration CurveSpectrun Wi

A CalbCurve |} Spg

Max Intensity : 13,710

“ =1.35473%-005x - &
r2=09993300 r=0.9

15000—{Ch1 254nm

10000+

5000

.

Inten -

Conc.

25

00 10

I ket ek S
2.0 3.0

|
L g
4.0 5.

] Area

L [P E] ]

@Ouam Browser

MU

266 Operators Guide



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 B Calibration Curve/S pectrunn View
J_ chromatogram | sample Info. A Calb Curve
' =1.348717e-008x - 7 53
Max Intensity . 15,600 i o
Detector A254nm Time | 2881 Inten [TE FA=@Ess] palkss
154 Conc.
|
10+ I
2]
L o
0 - — o s i ko I'l' [l 0 ;
0.0 10 20 3.0 4.0 5.0 Area

[Calibration Curve/Spectrum View] changes to the [Spectrum] tab, and the PDA spectrum is displayed.

B Chromatogram View B Calibration Curve!S pectum Yiew

) Chromatogram @ Sample Info. b Calib curve|| A Spectrum
Max Intensity - 13,710
15000ChT Z5anm Time - 245 Inten. %6 . mAU

10000 ] a

g
- [=
0 5.

0

5000+

00 10

oy &
- -
20 30

@ 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].

o
Q Browser (System Administrater) - [Quant Browser - Tutorial_Method.lcm] ==
%@Eile Edit View Method Process Data Layout Tools Window Help EE‘E‘
030 <@ [RR O ?  fwses #3458 [0 @0
zlx| ol x|
Main Folder: B Quantitative Results Yisw Dz 1 ED Methyl_pa | B Method Yiew - Compound Table [S&V\eu | @ Edit
Quant Browser Data Filename Sample Type| | [14-ntfication IQuanﬁmnve Compound ‘Grnup IPE A
n 1 Tutorial_Std01.led StandardiCalc. P
Filename Vo 2 Titersl_5d02 o Stendard(Cale P || |10 AT Type i
3 Tutorial_Std03cd StandardiCale.Fd | |1 Meathyl_paraben | Target Detector A-
€] CBM-204_001m... 477/ T Ttorial LIkl 1od e || 2 Ethyl_parsben | Targst Detector A -
|4 Demo_Batch 2/4 5 Tutoria_Unk02]cd Unknow || |2 Propyl_paraben | Target Detector A -
@ Demo._QCTool .. 3/1 4 Butyl_parsben Targst Detector A -
—
2 Click = (Full Size) in [Method View].
==
(5 Browser (System Administrater) - [Quant Browser - Tutorial_Methed.lcm] [r=l[-=
é@fﬂ& Edit View Method Process Data Layout Tocols Window Help BEE
BT o IR e PO S I I
=l zlxl
Folder: B Quantitative Results View Dz 1 EI:‘ Methyl_pa|| B Jdethod Yiew - Compound Table &3 View
CQuant Browser IESHIEESE Sample Type| | [1gentification IQuanﬁiatve Compound ‘Gruup IPE ] 12
= 1 Tutorial_Std01.lcd Standard{Calc.P
Filename Mo 2 Tutorial_Std02Jod Standard(Cac. P D5 e Type iy
3 Tutorial_Std03cd StandardiCale.Pd | | Methyl_paraben | Target Detector A 1
) cBM-202 001m... 477/ 4 Tutorial_Unk01led Unknaw || |2 Ethyi_pareben | Target Detector £~
&) Deme_Batch 244 5 Tutorial_Unk02Jcd Unknow i EE:ME':‘?E" ?fﬂef ge‘emfi\\'
(" _paraben arget etectar A -
| Dema_QCTool.. 341 = Tt Dtector Al
[# PDA_Batch 274

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 (System Administrater) - [Quant Browser - Tutorial_Methed.lcm]

g@flle Edit View Method Process Data Layout Tocols Window Help

A= 7= BR8] == P = ——| ) P S A S =

=l zlxl
Wain Folder: & Methad View - Compound T sble it Vi
Quant Browser [..‘\Damwrujectl '] ‘ Integration | Identification | Quamﬂah’vel Compound |Gruup | Performance |Cus’hm

i v 1D#H Name Type Channel Ret. Time Conc._(1) Conc.{2)
tiename ° 1 Wethyl_pareben | Terget Detecior A-C 2812 5000 20,000

@ CBM-20A_001m... 4/7/ 2 Ethyl paraben | Target Detector A-C 3.448' 10.000 20.000

e b | T [DessorA C S —
(" |_paraben arget etector A - .617 .| .|

[ Demo_QCTool... 371 s Terget Detector A-C D001 7.000 2000

[ PDA Batch 274/
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9.3 Postrun Analysis of Multiple Data

4 Click = (Normal Size) and (View Mode) in [Method View].

@ Browser (System Administrator) - [Quant Browser - Tutorial Method.lem] EI@
EE File Edit View Method Process Data Layout Tools Window Help o =A
Es0eE s S@iisi »e
=l
Folder: | & |iethod Yiew - Compound T able &3 View | Edit
[.‘.\Data\FroJectl VI || Integration | Identification | Quantitative | Compound |Group | Performance I Custom I QC Ched<|
1DH Mame Type Channel Ret. Time Conc._(1) Conc.(2)
filsnams Mo i Wiethyl_paraben | Targer Detector & _C 2812 5000
@ CBM-204_001m... 473/ 2 Ethyl_paraben Target Detector A-C 3448 10.000
Manual Peak 6 A 4187 ]
Integration [} Demo_Batch 278 3 Propyl_paraben | Target Detector A-C £382 10
= B CTool a1 £ Butyl_paraben | Target Detector A-C 5617 10.000
&) Demo_QCTool_... 3/ 5 Target Detector A-C 0001 1000
&£} PDA_Batch 274

The calibration curve is recreated, the quantitative results are re-calculated, and [Quantitative Results
View] is updated.

B Quantitative Results View D& 2 o Ethyl paraben B Duantitative Results Yiew D& 1 > Methd paraben

Data Filename | Ret. Time| Area | Conc. {mg/L) Std. Conc. Data Filename | Ret. Time| Area | Conc. (mg/L)

P Y Y N

Tutorial_Std01.lcd 1 Tutorial_Std01led 2844 | e4619 8423
Tutorial_Std02.lcd 2 Tutorial_Std02lcd 2831 100.03 15.602
Tutorial_Std03.lcd 3 Tutorial_Std03)cd 281622528 0
4
5

Tutoral UnkOllcd | 3525 | 61153 12264 — Tutorial_Unk01lcd 2864 (68295 9173 —

Tutorial_Unk02lcd

----- ) 5 Tutorial_Unk02led 2.848 | 159,50

[{l/ 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].
Quantitative results are automatically re-calculated when each item is changed.
[{l/ NOTE
» 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 |# X 4 “a 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 folder 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.

rowser (System Administrator) - [Quant Browser - Tutorial_Method.lem] = -E-|[=3
:@Eile Edit View Method Process Data Layout Tools Window Help EE‘E‘
030 <@ [RR O ?  fwses #3458 [0 @0
zlx| ol x|
Falder: B Quantitative Results Yisw Dz 1 DZ‘ Methyl_pa | B Method Yiew - Compound Table (63 View| @ Edit
Quant Browser Data Filename Sample Type Integration I Identification I Quantitative ‘ Compound[+ [ |
n Tutorial_Std01.Jcd Standard{Calc.Point, |
e Filename A= Titorisl_5d02 o Standard(Calc Pairt IR L= Type Enes
i Tutorial_Std03cd s e Meathyl_paraben | Target Detector A-
Manual Peak MU.lppb_STD_Glm 8 a Tutorial_Unk02lcd | : Ethyl_paraben Targst Detector A -
Integration |13 Background 1 5 Tutorial_Unk01led T | Propyl_parsben | Target Detector A -
M Catechins 3 Standard|Calc. Point) Butyl_pareben | Target Detector A-
Standard{Mo Calc.Poir
[+ Datal [ ol
|13 Datato 4 gnmed
oi
[ Data2 6 Standard(ISTD Recov
1] Data2+ 4 Unknown{QA/GC)
LMAas =

@ 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.

rowser (System Administrator) - [Quant Browser - Tutorial_Method.lcm] =N ol
;@Eile Edit View Method Process Data Layout Tools Window Help EEE
030 <@ [RR O ?  fwses #3458 [0 =0

zlx| ol x|
Main Falder: B Quantitative Results Yisw Dz 1 DZ‘ Methyl_pa | B Method Yiew - Compound Table (63 View| @ Edit
Quant Browser Data Filename | Sample Type | Level#?| || [1ntegration | identification | Quantitative | Compound[ 4[]
n Tutorial_Std01Jed | Standard(Calc Poirt 1 |
e Filename A= Titorsl_5d02 |ed | Sterderd Cale Poirt z IR L= Type Enes
i Tutorial_Std02led | Standard(Calc. Poirt £l Meathyl_paraben | Target Detector A-
Manual Peak (3 01ppb STO 0L 8 Tutorial_Unk02led | Standard{Calc Poir 1 Bthyl_parsben | Target Detector A+

Integration [+ Background 1= Tutorial_Unk01lcd Unknowr] T Propyl_paraben | Target Detector A -

= IM: Catechins E Butyl_parsben Targst Detector A -
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9.3 Postrun Analysis of Multiple Data

B Disable Calibration Points

Calibration curve points can be disabled if the standard samples were not analyzed appropriately.

1 Deselect [Cal. Point].

Q Browser (System Administrater) - [Quant Browser - Tuterial Method.lcm] == =]
E@ Eile Edit ¥iew Method Process Data Layout Tools Window Help g@lz‘
Do o0 [HeHeE @1 5% 0%/
Izl Izl
Hain Eolder: O Quartitative FesultsWiew Dz 1 <[+ ety pa | O Method View - Compound T able T3 Vi) [ Ed
(eI 2EEl yl%] Cd._Poiri ‘ Integration | Identification | Quantitative | Compound| 4 | »
S i Tutorial_Std01lcd 115.5 i
E Filename n* 2 Tutorial_Std02lcd 25.8 [l D# Name Type Chanr
¥ I 3 Tutorial_Std03Icd 101.1 = 1 Methyi_paraben | Target Detector A-
TR | [l-d01ppb STOOL. ] Tutorial_Unk02Icd 2364 z Ethyl_peraben | Target Detector A-
Integration o] Background 1= 5 Tutorial_Unk01led —] — i Sm?ija?ben $arge1 gaemor:-
|w] Catechins 3 utyl_paraben anget stector A -

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].

Q Browser (System Administrator) - [Quant Browser - Tutorial Method.lem] : -EI :
E@ File Edit View Method Process Data Layout Tools Window Help E“E“z‘
Do e EeEeE e @i 44 o %/
lx Il
Hain Eolder: B Huanitative ResultsWiew D2 1 [« | Methyl_pa | O Method View - Compound Table T3 View | (@ Edi
Quant Browser Data Filename | Sample Type | Level# [ nteqration | Identification | Quanttative | Compoundl« [
; %ﬂﬂona: g::i[ﬂ.lcd Il StandardiCalc. Point) ] I i — —_—
E-' Filename [ onal_. Data Type 3 2] Name Chann
“ B 3 Tutorial_St 3 1 Methyl_paraben | Target Detector A-
Manual Peak [0 1ppb STDOL... & 4 Tutonal_Uij 'Yl Besults Window.., i E Ethyl_paraben | Tangat Detector A -
Integration @ Background 1= 5 Tutorial_L ] 3 Propyl_paraben | Target Detector A -
= Lopy —|I[Z Butyl_paraben | Target Detector A-
@ Catechins 3
lﬂD tal g Copy Entire Table
ata -
lﬂ Datald 4 Select All
Peak o] Data2 5 Full Psth
Imeﬁl’a[]t;n for lﬂ Data2+ 4 | Statistical Result |
a
1) Data3 g add..

The statistical calculation results are added to the bottom of the table.

& Quantitative Results View D& 1 o Methyl_paraben

Data Filename Sample Type | Level# | Ret. Time Height Conc. {mg/L) | Std. Conc.
1 Tutorial_Std07.ed | Standard{Calc. Point 1 2.844 13,853 1.159 1.000
2 Tutorial_Std02Jcd | Standard(Calc. Poirt) 2 281 21,685 1.795
B Tutorial_Std03Jcd | Standard(Calc. Poirt) 3 2816 48,881 4.045
4 Tutorial_Unk02lcd Unknown| 0 2.848 34,674 2.864 e
5 Tutorial_Unk01.lcd Unlenown 1 2.864 14,595 1.225 —
Average 2841 123,548 26,738 2218
%RSD 0.637374 55.374827 55.860302 55.419955 0.247536
Maximum 2864 225,287 48,881 4.045 28474
Minimum 2816 64,619 13,853 1.159 28.303
Sed Diaw NN10inE |60 A1A GNOT16 | 14 GIR SANGE 1 770664 [Wivnle)

@ 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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9.3.3 Change Peak Integration Parameters

This section describes how to change the peak integration parameters and re-integrate the peak.

(Edit Mode) in [Method View].

Browser (System Administrator) - [Quant Browser - Tutorial_Method.lcm]
@Eile Edit View Method Process Data Layout Tools Window Help

@
@
LS

o
¥
(=]
i
b

Besmwn o] [@4 4 4[» W%

|
Wain Folder: B Guantitative Results View  |pz 1 ’_le‘ Wethyl_pa | B Methad Yiew - Compound Table !MV\EW'E Edit J

CQuant Browser Data Filename Sample Type| | [ 13anufication IQuanmatwe Compaund ‘Group IPe o[

" Tutorial_Std01.lcd Standard(Calc.P

Filename Vo Tutonal 540203 Standard(Cale.Pq | |10 AT Type ]

Tutorial_Std03)cd Standard|Calc.P Tenlma e e BEEC

@ CBM-204_001m... 477/ Tutorial_Unk01]cd Urknows Ethyl_paraben Target Detector A -

) Derno_Batch 2/4 Tutorial_Unk02lcd Unknow Propyl_paraben | Target Detector A -

@ Dema_QCToal 31 Butyl_parsben Target Detector A -

z Click the [Integration] tab, and set each parameter as required.
In this example, change the [Slope] to “2000”.

=" Reference

) Browser (System Administrater) - [Quant Browser - Tutorial_Method.lem] =] -E 3]
@Eile Edit View Method Process Data Layout Tools Window Help EE‘E‘
03 <6 BR 0= 7 {Dcwa @4 5%l EW|ED
ol x|
Falder: B Quantitative Results Yisw Dz 1 DZ‘ Methyl_pa I B Method Yiew - Peak Integration Param £ visw
...\Data\Project1 Data Filename | Sample Type | Level# Integration Hdanﬁﬁ:anﬂn IQuanﬁmnve ICnmpﬂund A
Tutorial_Std01.Jed | Standard(Calc.Poirt 1
Filename e Tutorial_Std02lcd | Standard(Calc Poirt 2 Channel: [Detector A - Chi{254nm)
|j Tutorial_Std03Jcd | Standard(Calc Poirt 3
o] - J—
Manusl Peak 01ppb STDOL. 8§ Tutorial_Unk(2lcd Unknown| 0 Width: 5 sec (v
Integration M Background 1= Tutorial_Unk01Jed Unknown| 1 —— =
M Catechins E ( Slope: 2000| uv/min
E Datal [ Drift: 1] u¥min
ﬁ Datald ¢ I.DaL: 1000 min
ak bue] Data 3 e
Integration for Iﬂ Data2e 4 Min. AreafHeight: 1000 counts Moise,/Dr
Al Data
1% Data3 [ Caleulsted by: @ Area ©) Height [
. i

Refer to the Data Acquisition & Processing Theory Guide for details on peak integration.

3 Click (View Mode) in [Method View].

rowser (System Ad rator) - [Quant Browser - Ti Methad.lem] ==
@Eile Edit View Method Process Data Layout Tools Window Help EE‘E‘
03 <6 BR 0= 7 {Dcwa @4 5%l EW|ED
zlx|
Main Falder: B Quantitative Results Yisw Dz 1 DZ‘ Methyl_pa | B Method Yiew - Peak Integration F'aramlsaview @ Edit
Quant Browser Data Filename | Sample Type | Level# Integration ‘Idanﬁﬁ:anﬂn IQuanﬁmnve ICnmpﬂund A
Tutorial_Std01.Jed | Standard(Calc.Poirt 1
Filename e Tutorial_Std02lcd | Standard(Calc Poirt 2 Channel: [Detector A - Chi{254nm)
|j Tutorial_Std03Jcd | Standard(Calc Poirt 3
1 - N
Manual Peak 01ppb STDOL. 8§ Tutorial_Unk(2lcd Unknown| 0 Width: 5 sec (v
Integration M Background 1= Tutorial_Unk01Jed Unknown| 1 S =
M Catechins E Slope 2000| uv/min
E Datal [ Drift: 1] u¥min
ﬁ[’mm ¢ D8 1000 min
bue| Data 6 T
Iﬂ Data2+ It Min, AreafHeight: 1000 counts @
] Data3 [ . & P
Ij‘ Datad . Caleulated by: @ area (@ Height [_‘

The results of peak integration and quantitation are displayed in the [Quantitative Results View].

& Ouartitative FResultsView |z 1 |+ papaverne & [uantitative Results View Dz 1 . papaverine
Data Filename Area Height Lonc. (ppm) Std. ) enc. Data Filename Area Height Conc. {ppm) Std.
Tutorial_Std01led e e e 0.500 Tutorial_Std01.Jcd = = =
Tutorial_Std02led 15,230,436 1,152,192 1.000 1 DD* Tutorial_Std02Jcd 13,793,324 1,097,534 1.000
Tutorial_Std03led 80,746,261 4,833,989 5.000 Tutorial_Std03Jcd 78,535,700 4730611 5.000
Tutorial_Unk01.Jcd 11,077,384 835,152 0.746 — Tutorial_Unk01Jcd — — —
Tutorial_Unk0Z.cd 10,886,185 846,829 0.735 — Tutorial_Unk02lcd — — —
\ \
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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  [£3View | @ Edit
sraliaes [[bes s L EE |Quanﬁtatve ‘ Compound ‘Gruup IPErfUrmancE | ] 12
1 Tutorial_5td001.lcd e e
Z Tutoral_Std0021cd 3050 1] |||--D% T Type =
Tutorial_Sid003lcd 3.048 || X Methyiparaben | Target Detector
[ Tutorial_Sid004.cd 3.047 21| |2 Ethylpareben | Target Detector
Tutorial_Std005 3.045 7 3 Propylparaben Target Detector
TLrtDnaI:SldDD.. 3.045 2 4 Eutylparaben Target Detector
7 Tutorial_Std007. 3.045 4
3.045 4
3.044 4
] — —
1 3.046 1.940.550
~
Manual Integration Bar =
— 1 3
= — J
B Chromatogram “iew | Calibration Curve/Spectrum Yiew
U p— I coibcure
' =1.754393e-005% - 0617
m Max Intensity . 108,369 e -
Defector A.258mm Time 2820 Tnfen. 0007 . F2=1.000000 r - 1.00000
100 o Conc.
|
504 L P
g
'3
T T T — T T =l
20 25 3.0 22 4.0 45
4 =] ’ aess7a7

Click |E| (Insert Peak) on [Manual Integration Bar], and click the peak start point and
then the peak end point.

LI
Manual Integration Bar =

-@4&4&}\&@&

T [ 1 ] 3

B Chromatogiam Yiew B Calibration CurvedS pectum Yiew

A Chromatogram Sample Info. e calio Curve

¥ =1.754293-005% - 0.61%
my Max Intensity : 108,369 o z
Detector A.2580m T 323 nten 71 . 12 =1.000000 r=1.00000
o L Conc.
|
= - 251
g
T T T —H T = T =
20 25 30 35 40 45
d = r BREETET
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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  Dg ] Methyiparaben | B Method View - Compound Table  [6d View | @ Edit
Dota Flename %&:“ﬂ Quantitative | Compound | Group [ Performance [[+ ]

1 Tutorial_Std001lcd 3.050 581,388 1)

7 Titoral_SIUIZIca 050 bE2ARZ| 1 1B, == Type Chal
Tutorial_Std003)cd 3.048 582226 1 Methyiparsben | Taget Distector
Tutorial_Std004cd 3.047] 1175233 2 Ethylparaben | Tanget Distector
Tutorial_Std005cd 3046 1174368 2 Propyiparaben | Tanget Distector
Tutorial_Std006cd 3045 1174857 2 Butylparaben | Tanget Distector
Tutorial_Std007lcd 3045 2315571 z
Tutorial_Std0081cd 3045 | 2314328 z
Tutorial_Std0051cd 3084 | 2314945 z

1] Tutorial_Unk001.lcd e e
1 Tutorial_Unk002lcd 3046 | 1,940,550 3
Manual Integration Bar =
S A S e A s s i B o on

— = — !

B Chromatogram Yiew B Calibration Curve/Spectrum View

I Chromatogon [ sompe i J_ Calb Curve

¥ = 1733733005 - 0,19
my i ke iy M i 72 - 03335373 1 < 03399
Delector A-254m Time  3.558 Tnten 0.001) |
100 Conc.
@
504 L z
0- ol o %
T T - T T - T T
20 25 3.0 35 40 45
l [ » 0 EREETET

@ 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.

@ Browser (System Administrator) - [Quant Browser - Tutorial_Method.lcm] EI@
E File| Edit View Method Process Data Layout Tools Window Help o =A
£ 1] MNew Method File Ctrl+N 7 AL 4 L | [
1T e 4 Lvadl|tE .
¥ Open Method File... Ctrl+0 @
% Close Method File B Guantitative Results View Dz 1 <]+ | Methylparshen | B MethodView - Compound Table (23 View | [ Edit
H save Method File Ctrl+S r
Qus e Method File e Data Filename | Ret. Time Area Hei ‘ Quanutahval Compound |Group | Performance | A0
] Save Method hile As... 1 Tutorial_Std007.Jcd 3.050 1
= o D& Name Type Chai
Load frem Batch File... = Tutonal_Std002lcd = ! 3
ome 3 Tutorial_5td00%1cd ) 7 1 Methylparaben Target Detector
Close All Data Files 2 4] 1, 7 2 Ethylparaben Target Detector
- 5 7 3 Propylparaben Target Detector
U Export Quantitative Results... | = 1. = I Eutylparaban Target Detector
>/l 1, 2 ¥
Select Project(Folder)... 7 | 2, 4
= 8 Tutorial_Std008) 2. 4
G File Serach... = R e = E

2 Select the desired parameters, and click [OK].

Export Quantitative Result{ASCI Conversion) ==

rE)q:lurl 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:
\

p-
Delimiter

Tab -
L b,

ﬂ OK 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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9.4 Print Quantitative Results

The [Quant Browser] window has a summary report function for collectively reporting multiple data.

1 Click the

Main
Quant Browser

%1'5 (Summary Report) icon on the [Quant Browser] assistant bar.

Manual Peak
Integration

Peak
Integration for
All Data

2 Click the [as (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

202010 120127 M Page 1714
J— Labs Report ====
. Toterl Sua ks
o] '
H
o] B
; A
0 E3 b 3 i
- ko St
o] 5
3
Y E
: A
0 E3 o 75 0
il 530318 -
™ oo 3 5
3
| §
: A
75 £ B3 s
. Tuterl Suakes -
o] —
’ g
1u0] ]
: A
] [ 5 10l
=

276 Operators Guide



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 icon on the [LabSolutions Main] icon bar, and double-click the B[ﬁ
MWSEer
icon.
ik LabSelutions Main (System Administrator) = -E =]
File View Window Help
& "

Data Analysis Tools

il = (@

st ruments Postrun Browser

L]

Adrrinistraticon

e

IarLal

The [Browser] program opens.

ERE
- || (Data Browser) icon on the [Main] assistant bar in the [Browser] program.
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I 10 Data Browser

Drag-and-drop the data files onto the [Data Browser] window from the [Data Explorer]

sub-window.

_@Eile Edit View Method Process Layout Tools Window Help EE‘E‘
iD@H <& ([E&O= 2 BrECELREF s R LB LNE |2
zlx| ol x|
Folder: D [ ***Chromatogram Cell =** &
g Filename

L

o]
Open Data Fles u Background.lcd

1% Demna_Data-001.lcd
1Y Dero_Dats-002.lcd
1Y Deme_Data-003.Icd
1% Demnao_Data-004.lcd
Display Settings M Demo_Data-005.1cd
1Y Deme_Data-006.Icd

- |M~7 Dem ata-007.lcd
Layout Property -
| FDA Demo. D= ® *** Chromatogram Cell ™ g
|19 PDA_Demo_Data-005....
PRSP | | [ PDA_Demo_Data-006....

4 Select the Data Type parameters, and click [OK].
- 1

~
Target Cell Cell Location

(@ Load Data to Current Cell () Open as New Cell @ Rightward 2

@ Downward

\ J

s ~\

Data Type

Chromatogram Peak Table

[ PDA Chromatogram [1rDA Peak Table

[]PDA Spectrum Sample Information

[1PDA Contour

L J

@ 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.288 for details on the cell fixed function.
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10.1 Open the [Data Browser] Window

7 Select the [Target Cell].

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 Type].
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 (System Administrator) - [Data Browser - Untitled] (===
E@ File Edit View Method Process Layout Tools Window Help E“E“z‘
DoP | <k B ([DEd ?» wWEGEEER| R[5 20K |
SE] Il
Main Folder: @ PDA_Demo_Data-001 lcd Chromatogram 8
Quant Browser | |[c.y shsolutians\sample - (x10) ___
Data Browser CHT (254nm) Time: Inten .
Filename 1507
é\. @ Background.lcd 1221
_ [+ Deme_Data-001.Icd
Open Data Files
@ Deme_Data-002.lcd 1.00+ @
@ Demo_Data-003.lcd b
=]
= @ Democ_Data-004.lcd Lok
]2 o] Deme_Data-005.Icd .50
Display Settings @ Demo_Data-006.Icd
@ Demo_Data-007 lcd 0.25 =
‘ i PDA Demo Data-00L.. d _/\/ " I %
% [B[PDA_Demo_Data-002... | ! g g i T . f g g
Layout Property [ FUA Demo_Uata-003... = DU.U — g; = 1.0 15 20 25 3.0 22 4.0 — :'f - min
@PDA_DEmU_Data-UUAL.. =] _Demo_Data-001.lc romategram !-
: |19 PDA_Demo_Data-005... "‘;gffggg — = 2T It 0.000)
[m!f ) PDA Demno_Dats-006... 15 R e kAt imen .
Data Processing @ PDA_Demo_Data-007... 1.04 I:\
Parameters
0.5 —
A [l 3 %
E’“ Detector A{Ch1) - LAY i iloclede ol el ol
| Max ntenstv - 30 776 (x10)
Marual Peak e SUTTE POATHT (25 nm) Tie Ten A
Integration 15
1.0 I}
% 0.54 =
View Method Iy & %
o' o' B 0.0 0's, 1’0 1's 20 25 30 B 40 45 min
[ 3| T r =
= o | S £ Qusnt Bo.._ ) Data Browser
MNUM  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 Peak Table
PDA Chromatogram PDA Peak Table
PDA Spectrum Sample Information
PDA Contour
[[ox ] [ coneet | [ Hen ]
2 PDA_Demo_Data-002 Icd Chromatogram g
(x10)
CHT (254nin) Time 1.55Z 7 Inten 0.057] .
3.0+
259 — Cell overwritten by drag-and-drop
2.0+ D
157
1.0+
0.5+ -
o i i %
: T T T e — T
0.0 0.5 1.0 15 20 25 3.0 22 4.0 4.5 min
M PDA_Demo_Data-001.lcd PDA Chromatogram ’-
{PDa Extracted (190nm) Time - 2.861 . Inten EXEL Y
[1|—Overwritten cell
b bbb e sl el
(x10)
157 PDA Chi (258nm} Tirvie: Inten .
1.0 D
0.54 =
C T T T T+ Aty 2 T T T T %
0.0 0.5 1.0 15 20 25 30 35 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

10.1 Open the [Data Browser] Window

New cells are created to individually display the [Chromatogram]and [PDA Chromatogram].

Select Data Type
Target Cell

(7 Load Data to Current Cell @ Open as New Cell

Data Type
[#] Chromatogram [ Peak Table
PDA Chromatogram [C1PDA Peak Table

[F]PDA Spectrum [] sample Information

[F]PDA Contour

Cell Location
(&) Rightward

@ Downward

[

Help

|

] [ Cancel

M PDA_Demo_Data-002.Icd

Chromatogram !-

10)
CH1 (254nm)

1.952 . Inten 0.057] .

[ 'S 15

Time
MA A 3
o L e e =)
20 25 30 35 )

T
45 min

L___The display does not change.

@ PDA_Demo_Data-001.lcd

PDA Chromatogram L

_The display does not change.

mAU(x10)
'jPDAExtrﬂmed (130nm) Time 0.280 | Inten 012—6‘ &)
00 de bl ke ww/\J,_u_/W\v’\ B A o =
1 510
?P:-;- TR (254nm] M\u/\ Tie Tten ‘ &
o + & =
¥ T T T T oo = T T 7
0.0 s 10 15 20 75 i) 35 4 &5 min
M PDA_Demo_Data-002.Icd Chromatogram !-
(x10)
CHT (258nm] e 0.520 | nten 0008 .
25

[ 'S 10 1

Mo A 3
. 4 ity 0 El
5 20 25 30 o 0 U

T
45 min

—Newly created cell

[ PDA_Demo_Data-002.Icd

PDA Chromatogram L

4 mAUGxI)
- 1PDA Extracted (150nm) Time Inten J @)
L T TR A AT A Ly v O
4310
FOA ChT (25nm] Time Tten ‘ q
o nj w/\ I & & =
¥ T . . — : ; Tt T ?
0.0 s 10 15 20 25 i) 35 4 45 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.
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I 10 Data Browser I

10.1.1 [Data Browser] Window Description

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

15 Browser (System Administrater) - [Data Browser - Untitled] [= ==
%@EHE Edit VMiew Method Process Layout Tools Window Help E“E“z‘
(DR <k [ER D& ? [wEE6GE [R5 =4 wsis —o
= =
Wain Folder: M PDA_Demo_Data-001.lcd  PDA Chrumatugram ! | M PDA_Demo_Data-003.dcd  PDA Chromatogram| E & 9
S —
Quant Browser| || e.y absolutions\Sample - mMAU(x10} mAU(x10}
SR 153 Time  4.466  Inten 0.468 . Time  0.000 Inten 0.000 .
- = P04 Extracted (190nm) PDA Extracted (10nm
Filename M i
~ 1.04 Ll - Iﬁ ]‘ [}
w @Backgmund.lcd
13 Demo_Dsta-001Jcd & =
Open Data Fles b3 Demo_Dsts-001.Ic %5 E
1Y Deme_Data-002.Icd f\.\»
007 bl = 007 bl o) el
] Deme_Deta-003.Icd = i)
- 1Y Deme_Data-004.Icd A Time - 0.387 - Inten 0005 - Time 0.410] Inten 0124 .
-23PDA Chi (254nm) 04 Chi (254nm)
-3 [+ Deme_Data-005.Icd i s o q 5.0-{°DA Cht (254nm] a3
R | | 1) Demo_Data-006.Icd L
|19 Demo_Data-007.lcd <4 2.5 2
E ) PDA_Demo_Data-001... g % '4)
I [+ PDA_Demo_Data-002.. ; | 9 0, = Lol
0.0 25 min 0.0 5 min
- 9 | | i3 PDA_Demo_Data-003... ———
e S ‘4 e ™ _PDA Demo_Dats-00Z.Icd PDA Chromatooram (=1 !. ‘@ Ze o Zoom oo me L .S 6
S FOR DEN Date it =] =] A8
: | PDA_Demo_Data-005... T -
[m‘f | PDA_Demo_Data-006... 20000 xtracted (1900 -
Data Processing @ PDA _Demo_Data-007...
Parameters
‘< n ]
E"“ Detector A(ChT) -
—_ 10)
Marusal Peak Wax Intensity - 61562 L — — N
Integration 303004 cn1 (254nm)
204 @
%l 1.0 N
View Method o n n %
00 25 5o 0.0 o min
[T i — =
E,I"!‘-, -] | [FR[E] Sk Y Quant Bro... 1 Data Browser |
MUM SCRL

Explanation

Displays the [Standard] and [Data Browser] toolbars.

ooz

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.288 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.

@0 oo

When the focus pin is upright and green ( {_), it is linked to other cells.
Refer to "10.4.2 Link Content Between Cells" P.292 for details on linking cells.

lll 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 "70.2.3 Connect Cells" P.287 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 Cal: 2
[ Scroll Mode

Ok H Cancel H Help

Operators Guide 283



I 10 Data Browser

A 4 X 2 grid of cells is displayed.

rowser (System Administrater) - [Data Browser - Untitled] X
g@flle Edit View Method Process Layout Tools Window Help BEE

iDEp <& Bk O 7 DEREE G RS, 58005
=l SE
Main Folder: B PDA_Demo_Data-001.lcd PD& Chromatogram L B PDA_Deme_Data-003.lcd PDA Chromatogram L

Quant Browser C:\LabSolutions\Sample -

Time 1.777 y Inten

Diata Browser

S A

Filename VPR S Y Y Y Y s b @ bbbl dbe ool D
~ (x10) (x10
nr ﬁﬁﬁckgmund“cd 1"1 Tme 134 ) infen. 7.054] E Time 2370 Inten. TE
_ iu] Deme_Data-001.lcd FDA Ch1 (254nm) PDA Ch1 (254nm)
Open Data Fles ) ; 0.0+ —_ ok II\W - 0.0+ T g\ d’q-j\ —~ T
|1 Demo_Data-002.Icd 0.0 35 min 0.0 25 min
M Demo_Data-003.lcd = PDA_Demo_Data-002 Icd PDA Chromatogram Q_ | ** Chromatogram Cell ** a2
- |13 Deme_Data-004.Icd
(] 1% Demna_Data-005.lcd

el | | 3 Demo_Data-006.1cd
1Y Deme_Data-007.Icd

3.1 100
o | PDA_Demo_Data-001.. 1PDAEH1T["Z“§¢,,MB:B Y ‘"Le(\"' A T %
E"“ 0 2l o
T i's T T

1} PDA_Demo_Data-002... !
e | |- PoA_Demo_Data-003...
|13 PDA_Demo_Data-004...
1Y PDA_Demo_Data-005...
19 PDA_Demo_Data-006...
|13 PDA_Demo_Data-007...

min‘
[ ** Chromategram Cell ** g [ ** Chromategram Cell ** g

¢ (ol
Detector A[Ch1) -
Max Intensity : 61,562

| ** Chromatogram Cell ** g | ** Chromatogram Cell ** g

0.0

25 50
m ﬂg] {1 Quart Bro... 1%} 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 *.Iyt).
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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 (System Administrater) - [Data Browser - Untitled] El-ﬁ
%@EME Edit ¥iew Method Process Layout Tools Window Help g@lz‘
D3| «& Bk D=k ? | A A S B -
SE ==l
Main Folder: O PDA_Demo_Data-001.Icd FDA Chromatogram @ | B FDA_Demo_Data-003.c FDA Chromatogram
Quant Browser | [,y abSolutions\Sample - 1 (10} 4 5MAUET0)
o ERowser . Time 0000 Ipten 0.000| . Time 1.707 ) Inten 10.535
- PDA Extracted {150 PDA Extracted (180
Filename LAY 0.0
~ (x10) x10)
o u] Background.lcd ! Time 1577 Inten 1052 o Tie 2370 Inten 753
P ] Demo_Data-001.Icd e e v Ay POA Ch1 (254nm) Ao A
Upen 3 ries
. ] Demo_Dsta-002.Icd 0.0 i min o A min
@ Deme_Data-003.lcd ™ PDA_Demo_Data-002 Icd PDA Chromategram '. ™ == Chromatogram Cell == i@
= @ Deme_Data-004.lcd
3 A (10}
[ -3 ] Demo_Dsta-005.Icd g Time 3.6 5 Iten 0.717]
G | .Y Derno_Data-006.1cd 001" PagE MED
1+ Deme_Data-007 Icd 3410
. i PDA_Demo_Data-00L... }:_. e '”j{ A ”m‘ %
E% 1] PDA Demo Data-002... 0.0 T et
= -
e [ PPA Demn Nata-002 L = mn
2 Click (Sample Information) on the toolbar.
@ Browser (System Administrator) - [Data Browser - Untitled] EI
%@EHE Edit VMiew Method Process Layout Tools Window Help BEE
Rl 1= PN B =P A LI YT LR
=l x| x|
Wain Folder: A PDA_Demo_Data-001.Icd PDA Chromategram !_ A PDA_Demo_Data-003.Icd PDA Chromategram !_
Quant Browser | |[c.y abSolutions\Sample - 4 \U10) £ gMAUCT0)
Data Browser . Time 0.000 Ipten 0.004| . Time  1.747  Inten 10.535|
- PDA Extracted {§50 PDA Extracted (180
Filenzme 0.0 1
~ (x10) 0)
[~ ] Background.led “"1 Tme 1572, e nﬁ % 2 1 Tme 2370 en 7531‘ %
) - PDA Chi (254nm) PDA Chi (254nm)
PSSP | -3 Demo,Dota 00t Icd 0.0l Ay Ay 0.04 Aoy A
i) Deme_Data-002.cd 0.0 EE min 0.0 7= min
.ﬂDEmU_DatE-GGi\Ed [ PDA_Demo_Data-002.Icd PDA Chromatogram ’_ [ = Chromatogram Cell == &
- @ Demo_Data-004.lcd mALGAD)
by
73 1Y Demeo_Data-005.Icd 2 Tme  3.853 4 nten 0717
ey | | (.5 Demo_Data-006.Icd PDA Extracted K %
1Y Deme_Data-007 Icd 24&10)
- ] PDA Deme Data-00L... 1;,:.;. T, e il '”j{ A 1”03‘ %
Eﬁ | PDA_Demo_Data-002... et T ot
T | |13 0na Demn Nata003. oo : mn

@ 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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The display content of the cell is switched from a chromatogram to the sample information.

iD@eH <6 B O=

rowser (System Administrator) - [Data Browser - Untitled]

E@Eile Edit View Method Process Layout Tools Window Help

1Y Deme_Data-003.Icd
1% Demnao_Data-004.lcd

? DEREORE R[S NN |

==l =l x|
Wain Folder: ® PDA_Demo_Data-001.lcd Sample Information £ m PDA_Demo_Data-003.lcd PDA Chrematogram £
Quant Browser| ||c.y abSolutions\sampie hd Data File Name:  PDA_Demo_Data-001 led a —_—
Data Browser Method File Name: PDA_Method.lcm 180 1 L )
Filename Acquired by SHIMADZU = bl T M L‘ A i @
~ Date Acquired:  1/16/2003 5:23:33 Al xi0)
(. |1 Background.icd Sample Name,  STD E 1 Time 2370 Inten 7531| %
M , PDA Chi (254nm)
Open Data Files [ Demo,Data-00Llcd :::D::f . ;m"dm 0.0 T ﬁ'\' d’q\j\ A
1Y Dero_Dats-002.lcd ple Typ i 00 A =

B PUA_Uemo_Uata-UUZ.lcd

PDA Chromatogram £

| ** Chromatogram Cell **

p: 4

1] Dero_Dats-005.lcd
1Y Deme_Data-006.Icd
1% Demna_Data-007.lcd 318
) PDA Deme Deta-00L. 1PDA e 14'7°3|
[+ PDA_Deme_Data-002... 0.0 T \J\ - .A —

|1 PDA Demo Data-003... o0 2= m

oo

Display Settings

Infen.

T
in

@ note

» Click the i:';s (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 Adjust Layouts

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.
The focus bar is displayed on the multiple cells.

Q Browser (System Administrater) - [Data Browser - Untitled] == =)
File Edit Wiew Method Process Layout Tools Window Help E“E“z‘
D3E| <& (B ([E=0kL ? i 7l EL @ 5 =3
=l x| x|
Main Folder: B PDA_Demo_Data-001.Icd PDA Chromatogram @ | B PDA_Deme_Data-003.cd PDA Chromatogram §
Quant Browser | |[c.y abSolutions\Sample - 2 gMAUGx10) £ sMAUGx10)
Data Browser g Time Inten @ . Time  1.747  Inten 10.535|
i 0.01P0A Extracted o0 B 3704 Extracted (190,
lnename g
(x10) 0)
] Background.lcd 2-'? Time nten ‘ = & 1 Time 2370 Inten re31‘ %
y PDA Chi (254nm) PDA Chi (254nm)
Open Data Fies b3 Demo_Dst-00L.Icd ! =R gy My = 0. B hu Ay
] Deme_Data-002.Icd 0.0 SR min 00 T T min
@Demu_DatE-UUi\:d B PDA_Demo_Data-00Z.Icd PDA. Chromatogram ’_ B = Chromatogram Cell = &
@ Demo_Data-004.lcd AT
by
@ Demo_Data-005.lcd 2z Time  3.6: Inten 0.717)
Ry | | (.5 Demo_Data-006.Icd 007704 D practsd
1Y Deme_Data-007 Icd 24&10)
- ] PDA Deme Data-00L... 1;,:.;. T, e il '”j{ A 1”03‘ %
1 PDA_Demo_Data-002... 0.0 o dopt
T | |13 0na Demn Nata003. oo : mn

2 Right-click on one of the selected cells and click [Connect Cell].

Q Browser (System Administrater) - [Data Browser - Untitled] == =)
i File Edit Wiew Method Process Layout Tools Window Help E“E“z‘
D3R =kR(ER D=l 7 ) I FL R s B3
SE ol x|
Main Folder: B PDA_Demo_Data-001.lcd PDA Chromatooram & | ™ PDA Demo_Data-003.Icd PDA Chromatogram §
Quant Browser| || e.y absolutions\Sample - 5 gmALE Uix10)
Data Browser . Time  1.7%7  Inten 10.535] %
) PD& Ex DA Extracted (190
Filename 0.0
(x10) 0
] Background.lcd & Time 2370 Inten 753
~ : |19 Demo_Data-001.lcd PDA C PA Chi (254nm) %
Open Data Files 0.0
@DemoiData-OOE‘\cd oo .
@ Deme_Data-003.lcd [ PDA_Demo_Da atogram Cell == &
@DEmn_Data—Oﬂd‘\td — T I .
®0 | v
@ Demo_Data-005.lcd 2 2 Baekgreun
[ | | (1] Deme_Data-006.cd 003P0R BN Copy Cell
1Y Deme_Data-007 Icd 24&10)
u PDA_Deme_Data-00L... z0a c[[ Connect el |
A - i}
ﬂ PDA_Demo_Data-002... — 1
The cells are connected.
@ Browser (System Administrator) - [Data Browser - Untitled] (===
: File Edit View Method Process Layout Tools Window Help E“E“z‘
D2 |« BERO=H?  iw EERT R[5 FHUHB |2
SE] Il
Main Folder: @ PDA_Demo_Data-001 lcd PDA Chromatogram 8
Quant Browser | |[c.y shsolutians\sample - 5 pmAldl) _
Data Browser PDA Extracted (190nm) Time 3.965 7 Inten. 2.375
- Filename 0o PR N Y 1) /\M\J\J\/\ Gl el ol s
w @ Background.lcd 5 410)
o Dot @DemofData-OOl‘\cd D"‘qp-— Ch1 (254nm) . .. llme 1.014 Inte‘LH. U.UZB| %
Open Data Files d
‘ ] Deme_Data-002.Icd 00 o's 10 1= 20" 25 | 5o EO £5 mn
] Demo_Data-003.lcd B PDA_Demo_Data-002.Icd PDA Chromatogram @ [ 81 = Chromstogram Cell P
@ Demo_Data-004.lcd
mAU (10}
@ Deme_Data-005.lcd 2. Time 2.1 Inten 0.703]
[N | | .. Demo_Data-006.Icd 001" PiacEd Ml %
@ Demo_Data-007.lcd 31()(10‘
) PDA_Demo_Data-00L.., }:; IS '”j{ A ! ﬁ %
1) PDA_Dermo_Data-002... 0.0 o N .
- N
i PDA Demn Nata-003... oo ° mn

@ 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.289

"10.4.3 Peak Integration on Chromatograms" P.294

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.

=1 B |
[-]s]x]

Q Browser (System Administrator) - [Data Browser - Untitled]
%@Eile Edit View Method Process Layout Tools Window Help

IDoH <k B O=k? UEEEnmz &=tz 0w u@ i

zlx| =l
Main 2
et
[cipsbsouiionsisompie ] P S

PDA_Demeo_Data-001.lcd

Faolder: PDA Chromatogram !-

Quant Browser

Time  2.585. Inten 10.250|

Data Browser —‘
A Filename 000 o4 b /\_w_w_/\m/\xf\«/\ e el 0 %
o |19 Background.lcd 20
= =) Demo_Dats-001lcd : qlla TR (Z54nm) J . Twe 1851 fen 0157‘ %
Upen a Hies
¢ [ Demo_Data-002.1cd 00 o'z 10 1= BN 35" 40 45 min
|15 Deme_Data-003.Icd B PDA_Demo_Data-002.lcd PDA Spectrum L [ " PDA Peak Table Cell = =
= |13 Demo_Data-004.1cd U0
i-.;i M Demo_Data-005.lcd 5.00RLE Wavelength mAD -
Display Seftings 1Y Deme_Data-006.Icd 0.00/1.00
1% Demna_Data-007.lcd 0 -
|8 PDA_Demo_Data-001... %
|19 PDA_Demao_Data-002... s0l— g d
d 5
L2 PRA Nema Data-003 2 L iy
(Cell Fixed) is selected, and cell number ([1]) is displayed in the cell.
Q Browser (System Administrator) - [Data Browser - Untitled] = -E =]

BEIE

é@flle Edit View Method Process Layout Tools Window Help

DeD <0 Bk D= (DEEEcme &) =530 6B
E SE]
Main Folder: =

Quant Browser | |(¢.y abSolutions\Sample = % n?él}\x;)?‘) e
ractes nmj

PDA_Demo_Data-001.Icd

PDA Chromatog rarr L

Time 3.107 . Inten

6.105]

Data Browser
A Filename 0.0 e il e e e W\ ol sl el I
w, MEackgmund‘\cd 54D
e [ Demo_Dats-00L.lcd : ‘_|P__: ThT (254nm} e o I\me 7769 |ma$ T m %
Upen 3 ries
‘ [ Demo_ata-002.1cd 0.0 05 10 1 200 25 " 30 3s " 4o &5 min
|1s¥ Demo_Data-003.1cd B PDA_Demo_Data-002 lcd PDA Spectrum B ***PDA Peak Table Cell
-Demo_| & 4] B
- |13 Deme_Data-004.Icd . &
= £ M
e |1 Demo_Data-005.Icd 507 WaverngH AT a
el | | 3 Demo_Data-006.1cd 0.00/ 1.00
1Y Deme_Data-007.Icd 0 -
- |3 PDA_Demo_Data-001.. %
E% |is2 PDA_Demo_Dats-002.. 50— T T
wraom™ | |11 PDA Demo Data-003.. 250 0 L

L{’/ 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

10.4.1 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.283 for details on changing layouts, and "710.2.2 Change
the Contents of Cells" P.285 for changing cell type.

Click the (Cell Fixed) icon on the toolbar.

Q Browser (System Administrater) - [Data Browser - Untitled] == =)
%@EHE Edit VMiew Method Process Layout Tools Window Help E“E“z‘
D@ En D=l ? EEEELR Rz @i
R T
(Cell Fixed) is selected and cell number ( ) is displayed in the cell display area.
Q Browser (System Administrator) - [Data Browser - Untitled] (===
E@E\\a Edit View Method Process Layout Tools Window Help E“E“z‘
DB En (D= 7 ([AREeE@ 2|7 ==, 800w
SE] =l
Main Folder: | == Chromategram Cell == g | ** Chromatogram Cell == g
Data Browser
Filename Mo
ﬁ @Backgruund.lcd &/1i
Obe _ @DEmn_Data—OOlw 6711
Open Data Files
@ Demo_Data-002... &/1
1] Demo_Data-003.... 6/1
|1 Demo_Data-004.... 6/11
@ Demo_Data-005... &/1
Digplay Settings @ Deme_Data-006.... /1
|19 Dema_Data-007.... 6/11
r ] PDA Demo_Dat... 6/1
% 1Y PDA_Demo_Dat... 6/1
EXTIe | | [ PDA_Demo_Dat... 6/11
@PDAﬁDEmoiDat... 571 | ***PDA Chromatogram Cell == g M| ** PDA Chromatogram Cell ==* g
1Y PDA_Demo_Dat... 6/1
|19 PDA_Demo_Dat... &/11
PEEREREEENY | | [ PDA Demo_Dat... 6/1
Parameters
L | »
Manual Peak Max Intensity : 0
Integration
View Method
0 < 100
[ -] Lk IIV{‘} ;\jj_ﬁjgj (L) Quant Bro... 5 Data Browser
NUM SCRL
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10 Data Browser

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”.

Q Browser (System Administrator) - [Data Browser - Untitled] EEE]
@Eile Edit View Method Process Layout Tools Window Help EE‘E‘

D28 4«6 R O=E4d uEdeaE &=
=l Il
Main Faolder: . = ** Chromatogram Cell == B **Chromatogram Cell ** .g

Quant Browser | |[c.y absal 15\Sample i

Data Browser

Filename Mo
Ny

”’ MEa{kgmund‘\{d 6/1

1 Demo_Data-001.... 671
1Y Deme_Data-002.... 671
1% Demna_Data-003.... /1.
1Y Demo_Data-004.... 671
1Y Demo_Data-005.... 6/1
[PEEEEte | |[) Demo_Data-006.... 6/1
12} Demo_Data-007.... 671
=) |1 PDA_Demo_Dat... 671
L |19 PDA_Dema_Dat... 671
Layout Property M PDA _Demo_Dat.. 6/1 = = = =
M PDA_Demo_Dat.. 6/1 =] PDA Chromatogram Cell g (=} PDA Chromatogram Cell 22
|3 PDA_Demo_Dat... 6/
(13 PDA_Demo _Dat... 6/1
[ PDA_Demo_Dat... 671

] . 3

Max Intensity 0

View Method

@ Quant Bro @ Data Browser

MUK SCRL

4 Drag-and-drop data file 1 onto the number 1 chromatogram cell from the [Data Explorer]
sub-window.

Main Faolder: .

Quant Browser| || c:y absolutions\Sample -

Data Browser

M| ** Chromatogram Cell ==

[ ** Chromategram Cell **

Filename
EEa:kgruund‘kd
1% Demna_Data-001.lcd
1Y Dero_Dats-002.lcd
1Y Deme_Data-003.Icd
1% Demnao_Data-004.lcd
1] Dero_Dats-005.lcd
Display Settings M Demo_Data-006.lcd

Open Data Files

—

-

L =] PDA_Demo_Data-00
Layout Property M PDA_Demo_Data-003....
1} PDA_Demo_Data-004....
|19 PDA_Demo_Data-005....
|13 PDA_Demo_Data-006....
12} PDA_Demo_Data-007....

@ *** PDA Chromatogram Cell ™

| ** PDA Chromatogram Cell ** i

< .
FDA -
Max Intensity - 34 178

{4 Quant Bro... i Data Browser

NUM SCRL
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The contents of the data file are displayed in the number 1 cells.

10.4 Compare Data

Main
Data Browser

Open Data Files

B
Digplay Settings
L

Layout Property

Data Processing
Parameters

Manual Peak
Integration

Ei%]

View Method

B
Image F‘nrﬂ

Folder:

C:\LabSolutions\Sample

Filename

@ Background.lcd

|19 Demo_Data-001.lcd
1Y Deme_Data-002.Icd
1+ Deme_Data-003.Icd
|19 Demo_Data-004.lcd
1Y Demeo_Data-005.Icd
1+ Deme_Data-006.Icd
|19 Demo_Data-007.lcd
i} PDA_Demo_Data-001....
|1+ PDA_Demo_Data-00.
|19 PDA_Demo_Data-003....
1} PDA_Demo_Data-004....
|1+ PDA_Demo_Data-00!
|19 PDA_Demo_Data-006....
1} PDA_Demo_Data-007....

< 1 »

PDA -
Max Intensity : 341728

Q Browser (System Administrater) - [Data Browser - Untitled]
-@EME Edit VMiew Method Process Layout Tools Window Help

mAU(xm)

- (mnm,

1.0+

0.5

009 lebaldl ol

(10}

— Inten.
153r0a cn1 @e4nm

0.0 25

Al
min

I B W s By X ML
[ PDA_Demo_Data-001.lcd Chromatogram M| ** Chromatogram Cell == g
x10}
Tme 3721, Inten TE60] |u
4 504CH1 (254nm)
1.25+
1.00 —
1
0.75+
0.504
025 -
5 {\, i 3 %
00 s min
[ PD&_Demo_Data-001.lcd PDA Chromatogram L @ *** PDA Chromatogram Cell ™ g

@ Data Browser

MNUM SCRL

5 Drag-and-drop data file 2 onto the number 2 chromatogram cell from the [Data Explorer]
sub-window.

B

Display Settings

=

Layout Property

m

Data Processing
Parameters

Manual Peak
Integration

Efj

View Method

i
B
Image F‘nrﬂ

Folder:
Ci'\LabSolutions\Sample -
Filename

@ Background.lcd

1+ Deme_Data-001 Icd
|19 Demo_Data-002.lcd
1Y Deme_Data-003.Icd
1+ Deme_Data-004.Icd
|19 Demo_Data-005.Icd
1Y Demeo_Data-006.Icd
1+ Deme_Data-007 Icd
[ PDA Demn Data-001....
[5705 0ermo Dote002_|
| 7= PDA_Demo_Data-003...]|
|19 PDA_Demo_Data-004....
1} PDA_Demo_Data-005....
|1+ PDA_Demo_Data-001
|19 PDA_Demo_Data-007....

< 1 »

PDA -
Max Intensity : 34,438

Q Browser (System Administrater) - [Data Browser - Untitled]
@E\‘E Edit View Method Process Layout Tools Window Help

(D= 2

i EL & s

=]

PD&_Demo_Data-001.Icd

010}

Time 3.721
CH1 (254nm)

1.504
1.25
1.004
0.75
0.50
0.254

00

0.0 2

min

a

*** Chromatogram Cell =

=}

PDA_Demo_Data-001.lcd PDA Chrematogram

lllAU(xm)

15300 £xaranioo I 90nm,

1.0+

0.5

— Time:

Inten.
1.53p0a chi (254nm)

0.0 25

T
min

a

=* PDA Chromatogram Cell ==

B:

@ Data Browser

NUM SCRL
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10 Data Browser

/

The contents of the data file are displayed in the number 2 cells.

zlx|

Iain

Data Browser

o

Open Data Files

=

[ 2o
Display Settings
Layout Property

Data Processing
Parameters

Manual Peak
Integration

View Method

Image Prir

ol x|
Folder:

Filename
ﬂEa:kgruund‘kd

1% Demna_Data-001.lcd

1Y Dero_Dats-002.lcd

1Y Deme_Data-003.Icd

1% Demnao_Data-004.lcd

1] Dero_Dats-005.lcd

1Y Deme_Data-006.Icd

1% Demna_Data-007.lcd
1Y PDA_Demo_Data-001....
i PDA_Dema_Data-002....
|13 PDA_Demo_Data-003...
1} PDA_Demo_Data-004....
|19 PDA_Demo_Data-005....
|13 PDA_Demo_Data-006....
12} PDA_Demo_Data-007....

< [oliteg] 3
FDA -
Max Intensity : 34 438

Q Browser (System Administrater) - [Data Browser - Untitled]
%@Eile Edit View Method Process Layout Tools Window Help

iD3A| <6 BR[OS 2

(===

BEIE

0.0

ml
min

coa ot (Besnm)
204
1.04 K
0 T I‘

5 = = = = =
(= RN = P L
M PDA_Demo_Data-001.Icd Chromategram £ ® PDA_Demo_Data-002.Icd Chremategram £
(x1 (x10)
Time 3721 Inten. 1660 . Time  0.000 | Inten. 0070 .
1.50JCH1 (254nm) 3.04CH1 (254nm)
1.25 25
1.00-] a 2.0 B
0.754 1.5
0.50 1.0
0.25 - 0.5d =
w L % 0.0 %
0o min 00 25 min
M@ PDA_Demo_Data-001.lcd PDA Chromatogram L [ PDA_Demo_Data-002.Icd PD& Chromatogram L
muonn) mAU(xm)
159 a Inten n
o Extrmed (1annm, ZWPDAExtramn (1a0gm
1.04 ] L]
- 1.0 -
0.5
0009 ool % 0-0, el W A i Y el %
s Tt e nt
— en. -~ .| en. -
1530 :m canm) L

@ Data Browser

NUM SCRL| .

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 ( A& ), click A to change it to the upright state ( -3 )

o

Open Data Files

=7
-

Display S

ettings

L

Layout Property

==l x|
Folder:
Data Browser | | .y absolutions\sample -

Filename
ﬂEa:kgruund‘kd

1% Demna_Data-001.lcd

1Y Dero_Dats-002.lcd

1Y Deme_Data-003.Icd

1% Demnao_Data-004.lcd

1] Dero_Dats-005.lcd
1Y Deme_Data-006.Icd
1% Demna_Data-007.lcd
| PDA_Demo_Data-001....
|19 PDA_Demo_Data-002...

1 BRA Memn Nataina

o
Q Browser (System Administrater) - [Data Browser - Untitled]
%@Eile Edit View Method Process Layout Tools Window Help

iD3A| <6 BR[OS 2

(=EE=
BEE

N EEELR T R ENLYE P2
| PDA_Demo_Data-001.Icd PDAChrumatugram@ B PDA_Demo_Data-001.lcd PDASpactrum(‘_:
mAUC10) mAU(x0.01)
B Time  4.830  Inten. 0.486] | 507 Wavelenglh 512827 mAD  0000]
" JPDA Extracted (130nmi) 0.00/1.00
1.0 3
- 2.5
0.54
L % L
0
a 2.5
- -
-5.0 T T T %
250 500 nm
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10.4 Compare Data

2 Double-click the desired time position in the [PDA Chromatogram] cell.

I Browser (System Administrater) - [Data Browser - Untitled] (===
;@E\\a Edit View Method Process Layout Tools Window Help E“E“z‘
D38 | <0 BR[O " iwEEEGZ| Rzt z0
S| 1=l
Folder: | PDA_Demo_Data-001 led PDA Chromatogram @ [ B PDA_Demo_Data-0011cd PDA Spectum &
4 sz oA Time - 3.892 Inten 6056 5.0 Wavelength 513827 mAD 0000 .
Filename = JPDA Extracted (180nm) 0.00/1.00
1.0
MBa(kgmund.l(d 251
[+ Deme_Data-001.Icd 0.5
1+ Deme_Data-002.Icd B
|19 Demo_Data-003.1cd T
1Y Demeo_Data-004.Icd
1+ Deme_Data-005.Icd
|19 Demo_Data-006.Icd 25
1Y Demeo_Data-007 Icd -
i) PDA_Demo_Data-001... %
Layout Property |19 PDA_Demo_Data-002.... 50 ; : ;
[13 PDA Demo Data-003.... E o) o
The spectrum at that time is displayed in the [PDA Spectrum] cell.
1 Browser (System Administrator) - [Data Browser - Untitled] == =)
%@EHE Edit VMiew Method Process Layout Tools Window Help E“E“z‘
iDA3H | «6|ER(OD=k ? il EL R SFE R
x| zlxl
Folder: B PDA_Demo_Data-001.Icd FDA Chromatogram @ | A1 FDA_Demo_Data-001Icd PDA Spectrum §
Data Browser | | /ey absolutions\sample - MAUE1D), mAU
- Time 4876 Inten o579 . o Wavelengih mAT o
~ N ‘" 4PDA Extracted (190nm) 8¥1.00
Filename - 7.5 i
[ 1.4 (]

@ Background.lcd

|1 Demeo_Data-00L Jcd 0.5 —
|13 Demo_Data-002.lcd 00 % 5.0 o
Lealpblalal: oL

1+ Deme_Data-003.Icd

Open Data Files

= (x10}
Bt [+ Demo_Dsta-004.lcd - Time 48307 Inten, o .
1539pDA Chi (254nm)
1Y Demeo_Data-005.Icd T 25]
) Demo_Data-006.lcd Ll
- 1] Deme_Data-007 Icd 0.5 - . -
ey 1) PDA_Derno_Data-001.... % oo = 1 %
VTSR | |1 PDA Demo_Data-002... : - i I

min 250 500 nm

1Yl PDA Demo Data-003....

é” NOTE

» 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. 10
» 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.

File Edit View Method Process Layout Tools Window Help

iD3A| <6 BR[OS 2

Browser (System Administrator] - [Data Browser - Untitled] Ex3

| S A N

zlx| ol x|
Wain Folder: =
C:\LabSolutions'Sample -

Filename
MEa:kgruund‘kd
1% Demna_Data-001.lcd
1Y Dero_Dats-002.lcd

Data Browser

o

Open Data Files

PDA_Demo_Data-001.lcd

1Y Deme_Data-003.Icd

[ PRA Dema Data-003

7 [+ Demo_Data-004.I1cd , 55 T 25
Display Settings M Demo_Data-005.1cd ’
|18 Dero_Data-006.Icd g
— |1 Deme_Data-007.lcd n.sd
= | PDA_Demo_Datz-001...
v e | |- PDA_Demo_Data-002... 2

15 20 25 3.0 3‘5 40 45 min

2 Click [PDA Data Processing Parameters] on the [Method] menu.

e Browser (System Administrator] - [Data Browser - Untitled]

é@file Edit View |Method| Process Layout Tools Window Help

2H | [ Data Processing Parameters... ‘ R TR |rE, = "*l »
=l | ‘ PDA Data Processing Parameters... IF
T

3 Click the [Integration] tab, set each of the integration parameters, and click [OK].

Data Processing Parameters

‘ Multi Chrom ‘ Integration ‘Performance | UV Spectrum | Library | Purity |

==

Channel: [Exwached Chromatogram ‘] }
Width: 5 sec Copy to all Channels
Slope: 1000 uV/min J Jh
Drift: 0 v fmin

- Program
T.DBL: 1000 min
Min. Area/Height: 1000 counts Noise Drift Calculation. ..

Calculated by: @ Aarea &) Height

Register Spectrum to Table

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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@ 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 (System Administrator) - [Data Browser - Untitled] (===
g@ﬁ\a Edit View Method Process Layout Tools Window Help E“E“z‘
DoP | <k B ([DEd » wEGEEER| R[22 0 HE e
lx Il

Main Folder: | PDA_Demo_Data-001 led PDA Chromatogram )

157 PDA. Extracted (180nm) Time - - 1.688 -Inten 04540 .

~ Filename =

v 103 u

Open Data Fies @ Background.lcd
@DemoiData-OOL\cd 0.54

@ Deme_Data-002.lcd %
0.0 TSRO ARG S PO 5 13 Il
= @ Demo_Data-003.lcd (x10)

(123 [ Demo_Data-004.lcd DA CRT (254nm) Time - 7.858 | Inien 00T .
Display Settings 1+ Deme_Data-005.Icd
@ Demo_Data-006.Icd
" @ Demo_Data-007.lcd 0.5 &2
E% i) PDA_Demo_Data-001... %
Layout Property @ PDA_Demo_Data-002.... o n n n — 4 F— =2 — n m
i PDA Demo Data-003.... : :
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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.

Browser (System Administrator) - [Data Browser - Untitled] [F=H|EcE(Fx=

E@Eile Edit View Method Process Layout Tools Window Help EE‘E‘
iDed <0 B D=4 7 B e @) R =05, = LB 2
S ==l
Main Folder: @ PDA_Demo_Data-001.Icd PDA Chromatogram g
‘r,", Filename D
Open Data Files lis]Background.led
1Y Dero_Dats-00L.lcd .
1Y Deme_Data-002.Icd
MDemn_Data—GGB.lcd b ol el sl sle o
g, (x10)
M Demo_Data-004.lcd IRCHA G (354nm) Time - 0.803 Inien. 0.025]
Display Settings 1Y Deme_Data-005.Icd 15

|13 Demnao_Data-006.lcd 1.04
1Y Dero_Dats-007.lcd -

A

@

] ! =

L5 [ PDA_Demo_Data-001... %
Y Y

A2

Layout Property M PDA_Demo_Data-002.... o & . ri - r
2] PDA_Demo_Data-003... - 0.0 . chnm 1.0 15 2.0 25 3.0 35 40 45 min
] PDA_Demo_Data-004.... R R

o
|13 PDA_Demo_Data-005....
1Y PDA_Demo_Data-006....
|19 PDA_Demo_Data-007....
] '

-/

Manual Peak PDA b
Integration [ Max ntensity - 34,178

View Method
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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.288 to turn the cell fixed
function off.

Q Browser (System Administrater) - [Data Browser - Untitled] [=Er=]

@EME Edit Miew Method Process Layout Tools Window Help E“E“z‘

DA3H «<qE|BR([O=kE 2 | a L I

1=l
Falder: @ PDA_Demo_Data-001 icd FDA Chromatogram 3
C:\LabSolutions\Sample malix10}
154 PDA Extracted {190nm) Time - - 3.566 -Inten 0603 .
Filename o
1.09
- @Backgmund.lcd lJ
Open Data Files
1Y Deme_Data-001 Icd o o
1Y Deme_Data-002.Icd
@ Demo_Data-003.lcd oo gl e ol ol ol o]
) " (x10)
[ Deme Data-004 cd —JPOA I E5a e~ 357 Tnten TS .
DI E R | | 1Y Demo_Data-005.Icd 15 -
1+ Deme_Data-006.Icd 1.09 (4
EI! |19 Demo_Data-007.lcd e -
ey |1} PDA_Derno_Data-001.... %
EXTLE | | 1] PDA Demo_Data-002... 0. : : : =
0.0 05 1.0 15 2.0 5 3.0

|1 PDA_Demo_Data-003....
1} PDA_Demo_Data-004....
1+ PDA_Demo_Data-005....
PECREEETEY | | PDA_Demo_Data-006....

Raancas [ PDA_Demo_Data-007...

[ *** PDA Peak Table Cell =™

< 1 »

Manual Peak FDA -
Integration Max Intensity : 34178

al

3 Click the [Extracted] tab.
The peak integration results of the extracted PDA chromatogram are displayed.

Q Browser (System Administrater) - [Data Browser - Untitled]
@ File Edit Wiew Method Process Layout Tools Window Help E“E“z‘
D3R | «R|([ER([O=kL 2 i = =S L
==l
Folder: B PDA_Demo_Data-001.Icd PDA Chromatogram
C:\LabSolutions\Sample - mAUEx10}
154 PDA Extracted (190nm) Time - 4967 Inten 0573 &
Filenzme I
1.0 [}
|
Open Data Fies ﬂBackgmund.lcd
| - -
Demo_Data-001.lcd 0.5
1Y Deme_Data-002.Icd
1+ Deme_Data-003.Icd 0o il ol e sl o
) - 10}
£ Demo_Data-004.Icd —JPOA TR s Tie 4967 Tnten T3] .
e | | (.3 Demo_Data-005.Icd 18 i
) Demo_Data-006.lcd 104 [
IE'! 1Y Deme_Data-007 Icd 0ed =2
Lo i PDA_Demo_Data-001.... %
el | | (-3 PoA_Demo_Data-002... 0. : : : == s - - d
<3 PDA_Derno_Data-003 0.0 0= 1.0 15 20 2= 30 2= 40 45 min
@ PDA_D _D 2004 [ PDA_Demo_Data-001.lcd PDA Peak Table ’_
m' . Demo_Data-004....
. |1+ PDA_Demo_Data-005.... T T - Tt = = e B
Da::‘aa ;:;r::ng 1Y PD4_Demo_Data-006.... 7 9305 65 T 3350
- [+ PDA Deme Data-007.... 2 0433 2159 4|V 0.456
0.597 3233 252 0.684
4 0.757 1242 28|V 0.263 =
< [ v 0.913 2091 74V 0442
1013 1686 83|V 0.356
Manual Peak FDA -
- — 1.360 2202 75|V 0.466
Intedrat i - L
SsrEen T 1455 1990 32|V 0421
1.768 82849 10458 | V 17514
Fg] 0 1.966 2949 5|V 0.624
S i 1 2285 63598 9918 | V 13529
View Method 2 2573 68966 10672 | V 14579
3 2.309 112364 13358 | V 23753
(1 TN RE174 RROE [ S\s 11 /7R k%
i B = 1 >(\Enmded 19u-n],( Ch1254m [ IR m r

@ note

The peak integration results of chromatograms are displayed in the [Peak Table] cell.
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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.283 for details.

rowser (System Administrator] - [Data Browser - Untitled] =N |E=R(=
g@flle Edit View Method Process Layout Tools Window Help BEE
IDeH <k Bk @D=EGE 2 wEEE GRS R et S, 5% 00 [
E ==l
Main Folder: M PDA_Demo_Data-001.Icd PDA. Chromatogram L
Data Browser C:\LabSolutions\Sample -
”’} Filename
- - . Mﬁackgmund‘\cd a
Open Data Files
1Y Deme_Data-00L.lcd <
|13 Demna_Data-002.lcd
- M Demo_Data-003.lcd i e e sl b
=
17 N (x10)
= |12 Demo._Dsts-004Icd PO ChY (25Eam) Time 2629 ien. T35 .
Display Settings M Deme_Data-005.lcd 15
(i Demo_Data-006.1cd 104 [
1Y Deme_Data-007.Icd 0] -
|13 PDA_Dema_Data-001.... %
ayt =98 | |3 PDA Demo Data-002... 0.04 : ; ; SR e 7
2 PDA_Deme._Data-003 0.0 0.5 1.0 15 2.0 25 3.0 35 4.0 45 min
N g @ PDA_Demo_Data-001.Icd PDA Peak Table & [ PDA_Demo_Data-001 Iod PDA Spectrum 8
|13 PDA_Demo_Data-004...
/ 19 PDA Demo_Dsts-005... mAU(x0 01)
E Peaki?| Ret. Time Area He 5.0 Wavelenath 734734 AU 0000 .
PDA_Demo_Data-006... 0209 1658 0.00/1.00
|19 PDA_Demeo_Data-007.... 0433 2153
0.557 233
0757 222 2 5]
<o ] 3 0313 2091
oA - 1.013 1686 |
— 1.360 2202 0
Max Intensity : 34,178 1255 1550
1,768 82843
1,366 2549
2.285 63398 -25]
25719 68966 =
2.809 112364 %
E¥ anTy G357 ad
4 \—Jgﬁ..n ] b 5.0
= 00 B 50 —izl Extracted 1 |« g 250 500 " om
i - b
Image F‘rirﬂ L @ L* @ @ Data Br\)wserl
NUM
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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 (& ), click A to change it to the upright state ( & ).

Q Browser (System Administrater) - [Data Browser - Untitled]
@ File Edit Wiew Method Process Layout Tools Window Help
D3R | «R|([ER([O=kL 2 Il EL R L s
zlxl
Folder: A PDA_Demo_Data-001.icd FDA Chromatogram ED"
C:\LabSolutions\Sample mAUEx10}
154 PDA Extracted {190nm) Time - 2.502 Inten 10790 .
Filenzme I
1.09
@Backgmund.lcd m
|19 Demo_Data-001.lcd = o
1Y Deme_Data-002.Icd
1+ Deme_Data-003.Icd 0o il ol e sl o
) ¥ (x10)
£ Demo_Data-004.Icd —JPOA TR s T 17747 Tnten 7108 .
DI Eg- e | | 1Y Demo_Data-005.Icd 15 =
) Demo_Data-006.lcd 104 [
.El! |19 Demo_Data-007.lcd 0ed -
ey 1) PDA_Derno_Data-001.... %
Tl | | (13 PDA_Demo_Data-002... 0. : : ok — d
1] PDA_Dem,_Data-003 00 0's 10 15 20 25 30 3s 40 45 min
m- [ PDA Demo, Dato-004,., O PDA_Demo_Data-001.cd PDA PeakTable [ @ ||= PDA Demo_Date-001.cd PDA Spectrum E[ g
L} | PDA_Demo_Data-005.... T T - e [ — —
DEERZEREEETRY | | it PDA_Demo_Data-006.... B hix B
Parameters - - 1 0.209 1658 ca 29 1.00
e [+ PDA Deme Data-007.... 2 0433 2159 ]
0,587 3233
ﬂ' 4 0.757 1242 = 1.004
¥ <[m v 0.913 2091 |
e | [Foa - e = 0759 =
Integrati "~ Max mensity - 34,178 L
egration Max Intensity : 341728 1255 1550
1.768 82849 0.50]
0 1.966 2349
1 2285 63998 .
e 2 2579 EEEES By =2
3 2809 112364 =]
[ 1 anTy RR17A e oo0d E o +
4 4| ]
00 25 50 | [\ Etractes 190um | « 17 250 sto "om

3 Click the [PDA Chromatogram] cell.
The focus bar is displayed on the [PDA Chromatogram] cell.

Q Browser (System Administrater) - [Data Browser - Untitled]

@ Eile Edit ¥iew Method Process Layout Tools Window Help g@lz‘
U3 | «@L|([Ek([O=L 2 EER® L
] ==l
Main Folder: . A=\ PDA_Demo_Data-001.Icd PDA Chromatogram
Data Browser C:\LabSolutions\Sample - mAUE10}
157 PDA Extracted (190nm) Time -~ 4.995 “Inten 0841 .
w Filename l]
» 1.0]
Open Data Fies @ Background.lcd
| - -
1+ Deme_Data-001 Icd s
|19 Demo_Data-002.lcd
- @ Dermo_Data-003.lcd 0o g il ol ale ol tad
=
) - (10}
Ll {3 Dermo_Data-004.cd JFOATHT (5enm Tie 2829 Inten 7397 .
Display Settings |19 Demo_Data-005.Icd 15 I«
1Y Demeo_Data-006.Icd 1.09 [
) - o
= | Demo_Data-007.lcd e
o 1) PDA_Dermo_Data-001.... %
EETEE | [ PDA Demo_Data-002. 0.0 - : : e e ]
(oM DNA Neran Nata.nna @ 0.0 0.5 1.0 15 20 25 3.0 35 40 45 min

4 Click [PDA Data Processing Parameters] on the [Method] menu.

@ Browser (System Administrator) - [Data Browser - Untitled]

@EME Edit View MethndiEm(ess Layout Tools Window Help BEE
N3 |&( ; T
I

1 1 | PDA Data Processing Parameters...
-lx
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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: 0 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 ] [ 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.

Browser (System Administrator] - [Data Browser - Untitled] == ][]
File Edit View Method Process Layout Tools Window Help EE‘E‘

INAP «L|BR O=d 7 | @EEE TS| R ot .2k 003 e

==l x
Main Folder: B PDA_Demo_Data-001.Icd PDA Chromatogram 8
Data Browser | | .y absolutions\sample - _
”f'\:' Filename D
Lo |
Open Data Files ] Backgroundcd
1% Demna_Data-001.lcd o
1Y Dero_Dats-002.lcd
=) M Deme_Data-003.lcd oy ol ol sl Jo
=
1 r (x10)
H L2 Demo_Dits-004.cd POA T [2Snmy T 1774 e, TI05| .
Display Settings M Demo_Data-005.1cd 15
1Y Deme_Data-006.Icd 1.04 @
1% Demna_Data-007.lcd 05 -
|19 PDA_Deme_Data-001.... %
[+ PDA_Demo_Data-002... 0. : : : s ‘
MPDA Demo Data-003 0.0 05 1.0 15 20 25 3.0 35 40 45 min
M PDA_Demo Dats-004... @ PDA_Demo_Data-001.lcd PDA Peak Table L B PDA_Deme_Data-001.lcd PDA Spectrum L
[+ PDA_Demeo_Data-005.... —r T - & mmgu}wm‘mm — .
|1 PDA_Demo_Data-006.... 0509 e 29100
|8 PDA_Demo_Datz-007.... 0433 2159 =5y
0.557 3233
0.757 1242 = 1.00)
< [am] 3 0513 2091
T | [0 - B ] o7s] v
Ini on Max Intensity - 34 178 =
1.455 1550
1.768 ] 0.0
1.966 2543
2285 £3838
2578 58368 L2y e
2208 112364 [
[ 12 ATy RR174 s 0003 - % Lyl }
4 : I\ 90nm || « 3
] 00 75 S0 Edracted 1 |« T 2k sho "o
Image F‘nrﬂ L |§| } @ @ Data Bmwserl

MU
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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].

An image of all of the cells is printed in the preset report layout locations.

==== Shimadzu LabSclutions Browser Report ====

e L

Q Browser (System Administrater) - [Data Browser - Untitled] == =)
%@ File| Edit Wiew Method Process Layout Tools Window Help = E=AES
- O] Load Data te Cell... 2 M e R ) E, X fll L é s
Save All Data Files
Release Data from Cell [ PDA_Demo_Data-001.lcd PDA Chrcmatcgram Q_
Close All Data Files mAUEn)
—~PDA B 3119 T 239 7
o File Search... 1.5 |PDA Extracted (1500 me - - 0:439 " -Inten 0278 .
Data File Properties... 1.0+
7 Print Setup... -
0.5+
Print Data Report for Selected Cell ¥ B
Print Image for All Cells ”g, Brint Ctrl+P “ Mol ale sl Letal E‘
1 DtBrwsPrevious.lyt K FUT UUEpUL = Tme 2828 Tien 0387
- @ Preview... ) :
Exit Alt+Fd -
== |E‘! Edit Format...
- = n
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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].

Browser (System Administrator] - [Data Browser - Untitled] =N |E=R(=
@Elle Edit View Method Process Layout Tools Window Help BEE
Ded o Bk 0= DEaEERy B0 wE s

=l zlxl

Main Folder: O PDA Demo_Dats-001.Icd PDA Chromatogram 8
Data Browser C:\LabSalutions\Sample _ Undo Zoom

Redo Zoom

w

Open Data Files

Filename
MEackgmund‘\cd
1Y Deme_Data-00L.lcd
|13 Demna_Data-002.lcd
1Y Dero_Dats-003.lcd

Initialize Zoom

Base Shift

Register Extracted Chromatogram to Table
PDA Multi Chrematogram Table..

-
=

(3= Iﬂ Demc_Data-004.lcd (: Manual Integration Bar e 2629 ien e
Display Settings 1% Demna_Data-005.lcd 15 Show Background - : i
19 Demo_Data-006.1cd 10 Copycel |
= ] Deme_Data-007.lcd o5l PasteCel =
L) = PDA_Demo_Data-001.... ~ - %
et | | Poa_Demo_Data-002.. ! STl e L e T ‘
Iﬂ PDA_Deme_Data-003.... ] 1 Disconnect Cell L D3.U — 03015 = 40 — 54 SEt min
MPDA_DEmn_Data—OOJW =] =5 Adjust Layout Y === = rum ‘.
L PDA_Demo_Data-005.... mAUx0.01}
EPDA Do Dota-006 Peaksf|  Release Data from Cell 0 Wavelngth 73134 mAD  0000] .
- - 0.00/1.00
[ PDA_Demo_Data-007.... Change Data Type '
Display Settings...
<) , Cory
PDA = Graph Properties... [
Max Intensity . 34178 Print Graph Print
1768 82849 POF Output...
0 1.966 2543 Preview.
1 2285 63998 - -
| |ﬂ H 2579 68966 Edit Format... Z

@ 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]
@ Postrur| Analysis (Systern Administrator) - [Data Comparison] =n EOR <=
%gﬁlle Miew Process Tools Window Help - ||| %
E*&ﬁ%é? HENY AR LtL:L&LtL?s]
Xl SET]
Eolder: Operate :
[P R, D oo Dermo_Data 002 Icd D Data3Demo_Dats 0031cd 0d)
— "z Calculate - Datal + Data2 ) (! T« It 5) 9
e
Overay Egemo,ga:a-ggi 5 112205_3310%‘“ As . Tme 7o gen ]| E‘
emo_Data- | & T T
g | Dema_Data-003 2 uv 9
- & Demo Data-004 2 500005t Dema_Data-§01 i Datect A i Dataﬂ " bt &)
Stack 1 Demo_Data-005 2 o stag bemo Datapg DRt 3 E‘
m EDEmﬂ_Data—ﬂﬂﬁ 24 og 2’5 o
- |1 Derno_Data-007 2 —
Rt lzae ﬂDEmu_Data-UUB 1 Peak Table C:A\LabSolutionshS amplesDemo_[ata-001.lcd
EDEmﬂ_Data—DDQ 1 Peakit Ret. Time Area Height Mark
= EDemo Data-010 1+ 1 2.636 74603 13172
= f.ITli D 2 3.216 85235 15409
- . — 3 3.926 54141 11462
Close &l Diata Deetectar 4(Chl] - 1 4519 57964 13332 6
hax Irtensity © 31,010 Total 271943 53435
|41+ ]\ Detector A - Ch1 (254nm) /]| « | m b
1 & [rata Compar...
MR
No. Explanation
@ | Displays the [Standard] and [Data Comparison] toolbars.
@ | 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 Jf (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.

4 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.

@ Fostrun &nalysis (Systern Administrator) - [Data Comparison] o= =]
éﬂ Eile Wiew Process Tools Mindow Help - (& %
P s [D=lad » J=
SE Izl
CilabSolutions)Sample - Calculate :
Filenarme [ W
Over 100,500 Time Inten. | %
Dverlay
- 0.000- T T T T T T =
E 3 000000 0.00025 0.00050 000075 000100 000125 000150 min
[e] Dero_Data-004 2| e e
1] Demo_Data-005 2 '
i) Demo_Data-008 2 & m
1] Demeo_Data-007 2 50 [
Print Image o] Demo_Data-008 1 =
lﬂDemn_Data—DDQ 1= 2 %
1] Deme_Data-010 1 od ] ! d ] ! : [=1
] Derno_Data-011 1 0.00000 000025 0.00050 0.00075 0.00100 0.00125 000150 min
Clase Mll Data |17 PDA_Demo_Dat.. 2 Peak Tabls
&3 PDA Derna Dat... 2 Poakii| Rt Ti I A [ Height | Mark | C | Unit |
i) PDA Dermo_Dat, 2 eal et. Time rea eigl arl onc. nil
|1 PDA_Dero_Dat.. 2
buf PDA Derno_Dat.. 2
LNANA P fee 3
4 [m | +
Detectar A[Chl] -
Max Intensity . 61,510
[ 4 n 3
oo 50 100 KNI\ I«
ﬂ Data Compar...
MUM

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.
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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].

=l

Comparison

Frint Image

=
T

Close Al Data

Il
Folder:

Filename I
[ Derno_Data-001 2
|1 Derno_Data-002 2
|1 Dermo_Data-003 2
1% Derna_Data-004 2
|1 Derno_Dats-005 2
1] Derna_Dats-006 2
1% Derna_Data-007 2
1] Derno_Dats-n0g 1
1] Derna_Dats-008 1
1% Derna_Data-010 1
1] Demna_Dats-011 1
|17 PD2,_Dema_Dat., 2
|1 PDA_Demo_Dat.. 2
|19 PDA_Demo_Dat., 2

ol

i

@ Postrun Analysis (System Administrator) - [Data Comparison]
E&Eile Wiew Process Tools Window Help

0 <k BER @Ozl g kxR

= = 5|
BEIE

Operate !

Datal:Demo_Data-007.lcd Detector & Dataz:Demo_Data-002 Icd Detector & Dataz:Demo_Data-003.Icd Detector &
ttehsx

Calculate :

.
Dtz Demo_Data-001.co Detector & Time 4211 Inten. 1,537 &
DatazDemn_Data-002 oo Detector) Undo Toom
snonotatasDemo_Data-003 od Degector] = D
Bedo Zoom
250004 Initialize Zoom =
Stack Chromatograms %
o
o 10 2 B 4| Base Shift g0 min
Peak Table Display Settings..
a
[Peakn| Ret Time |  Area |  Hel|  ShowHide Data.. ) Unit

Chramatoararms Calculation

b

2 Select [Operation] to perform the arithmetic operation on the data, and click [OK].

ShowsHide Data Files ==
# Data File Detector(Ch#] | Display[ Dperation " Ok ”
1| Demo_Data-00 led | Detectar & V] V]
2| Demo_Data-002 led Dietectar & ¥ V]
3| Demo_Data003ed | Detectar & [l [l

@ 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.

@ Postrun &nalysis (Systerm Administrator) - [Data Comparison]
EEYFile Wiew Process Tools Window Help

HE AP NN [ =]

= X )

=EE=
[-T][x]

=l x| ==l
Folder: Ooerate |
CtiLabSalutionsiSample - Datal:Demo_Dats-001.lcd Detector & Data2:Demo_Dats-002.lcd Detector & Data3:Demo_Dats-003.lcd Detector &
Calculate : Data2 + Datal | 4 - &=
Filenarme L & I us
@ Demo_Data-001 2 uy
112207 341
|18 Dema_Data-002 2
0 on0-Rgtalhemn Detg.001 e "
g [ Derno_Data-003 2
L 1] Demo_Data-004 2 uv
Sl 1Y Derma_Data-005 2 [Detat -Demb_Data-001 Iod Detector & Time rken .
|_»‘ Data2:Demb_Data-002 |cd Detector
m dof Derno_Data-006 2 50000-J0ata3:Demo_Data-003 Icd Defector] a
2 ) Demo_Data-007 2 ICalculste  Data2 + Datal
Fint Imags 1Y Derna_Data-008 1 25000 id
@DemoiData-DDQ 1= %
1] Demo_Data-010 1 23 q q . 3 3 : i n :
] Derno_Data-011 1 04 14 20 30 41 Bl 8.0 7a 30 an min
&3 PDA Derna Dat... 2 Peak Tatle
L3 PDA Dema Dat.. 2 Peakit| Ret Time | A [ Heign | Mak | © [ uat |
lﬂ PDA_DEmﬂ_Dat,,, 3 'eal et. Time rea elg| arl Onc. nil
|1 DA Derno_Dat.. 2|
1] PDA_Demo_Dat., 2
LM ARA Flawen Rae 3
“ n 2
Detector &[Ch1) b
Max Intensity - 31,010
4 — 4 11 L3
0o 50 100 [N/ <l
Lk . ?'2 i ] gData Compar I
MUK

@ note

+ Click (Reverse Data Order) on the toolbar to change Calculate : DataZ + Datal to

Calculate - Datal + Dataz 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 (System Administrator) - [Data Analysis - Untitled] SRECE X
Em File Edit View Method Layout [Tools| Window Help — &
ia El® L R |2
1=l Check Raw Data... [
Data Analysis ‘C:\LabSo\uuons\,Samplwl Customization Toolbar Customization Settings... ! Wax Intenstty: 0
Time  0.000  Inten 0
U Customization Settings... ‘D 5]
Filename Mo 7 =l

0.00000

|17 Background 10/2

0.08025 008050 0.00075 008100 0.00125 000150  min
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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 u

Application Windows: [\sslslant Bar ]

Windows: Hide Icons: Display Icons:

Main

PDA Data Analysis
Calibration Curve
Data Comparison
Batch Postrun
Report Generator
UV Library

s|

| 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].

B ¢ Method Yiew - Compound Table & View
Integration | Identfication | Quartitative | Compound [ Group | Performance | Custom [ ¢+ [
D Name | Type | Ret Time Conc (1) Conc
] = ! =73 100.000 1
Cid ¥7 Undo 7 100.000
Ci5 8 100.000
16 4 100.000
c17 Cut i 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

B[ Tableswe.. |
\d J

Update Retention Index L

Add the [Retention Index] column to the compound table in the [Table Style] sub-
window, and click [OK].

3
Table Style =5
ltem Settings | Fort
Hide tems Display tems
Cal. by o Name
Fit Type Type
Zero Fet. Time
Weight T Conc.(1)
Window/Band Conc (2)
Spiked Fame i =
d Coeflicient Add>>  JGrouptt = 2
2nd Coefficient L
1st Cosfficient 5 :
Intersection << Remove Down
Ref STD ID
Comection factor
Standard concentration factar .
— Initiali
(G g )= AL 1
[t W LD Number of ficed columns: 0 =
(Cok__J)[ Cancel [ teo |

7 Select [Retention Index] in the [Hide Items] list.
2 Click [Add].
The [Retention Index] item is added to [Display ltems] list.

B 11 Method View - Compound T able &dView
Integration | Identification | Quantitative|| Compound ||5roup | Peformance | Custom | GC Check [ Retention Index|
D& Name Type Ret. Time Conc_(1) || Retention Index |
[GE] Target 2083 700,000 i
ci4 Target 2747 100.000 [
ci5 Target 3678 100,000 i
ci6 Target 4824 100.000 [
ci7 Target 6.086 100,000 i
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"
(Referto 12.5.1)

A 4
"Create a Compound Table for Target Compounds"
(Referto 12.5.2)

A 4 v
"ldentify Target Compounds”
(Refer to 12.5.3)

\ 4 h 4
"Measure Index Standards”
(Refer to 12.5.4, 12.5.5)

A 4 A 4
"Create a Compound Table for Index Standards”
(Refer to 12.5.6)

v A 4

"Set Retention Indexes for Target Compounds"
(Referto 12.5.7)

A 4 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
"ldentify 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

» ltis 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.160 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.

Drag-and-drop the the data file (AART_30m.gcd) in measured "72.5.1 Measure Target
Compounds" onto the [Data Analysis] window from the [Data Explorer] sub-window.

@ Postrun Analysis (System Administrator) - [Data Analysis - Untitled] E@g
Em File Edit View Method Layout Tools Window Help lz"E”zl
i3 ER D=4 » | G RES
| -1x
Folder: B Chromatagram Yiew
Data Analysis C:\LabSolutions\Sample - E Max Intensity - 0
Time  0.000  Inten [
Filename L= %
( = — T T T T T T -
Data Report AAR‘[_J)m lJ 0.00000 0.00025 0.00050 0.00075 0.00100 0.00125 0.00150 min
[=[AlconouI>10 .. §
Max Intensity : 0
%] Alcohol002(STD ... & e Time 0.000 nten 0 .
=] AlcoholD03(Sam... 6~
7o
ey | | = alkane 30m ! @
|| AuditTrailON | !
|19 Background 14
|®| CALIBOL [ 2571 &2
Wizard =] CaLIz02 g %
] catens 6 : : : : : :
|%| caLBO4 5 0.00000 0.00025 0.00050 0.00075 0.00100 0.00125 0.00150 min
The data file (AART_30m.gcd) for the target compounds is opened.
2 Click [Load Method Parameters] on the [File] menu.
@ Postrun Analysis (System Administrator) - [Data Analysis - AART_30m.ged] @E‘g
Imi[Eile] Edit View Method Layout Tools Window Help mEE
§ 4 (Y Open Dats File.. e T = 5 Bl
| (% Close Data File . -
[ Save DataFile Cirl+S |8 Chiomatogram Yiew
" SaveDatafFile As.. w Max Intensity - 1,083,153
iy Save Data and Method File muuu'}‘f\m |‘| l Time Tnter. | %
* 10 20 30 4o g0 ) 7o g0 90 i
min
ﬂ@ Load Method Parameters... |
] JAEE WIENUT As, u\ Max Intensity : 1,083,153
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12.5 Set up a Method File Applicable to AART

Select the method file (AART_30m.gcm) saved in "712.5.2 Create a Compound Table for
Target Compounds”, and click [Open].

[543 Load Method Parameters ﬁ
Lookin: |} Sample - @ mE-
T Name Date modif... Type Size
= g | GuideDsta

Recent Places :
[ || AART 30m.gcm J

- || Alcohel.gem

| AuditTrailOM.gcm

Deskt
esktop [ caLB.gem
g"j | | QAQC.gem
,e;dhj . || QaqQcz.gem
min
|| QAQC3.gcm
Ay
-~
Computer
[ ™Y
s
Metwork

File name AART_30m - | e

Files of type: GC Method Fiie[" gom) - Cancel | ‘

4 Select [Data Processing Parameters], click [OK].

Select Method Parameters m

[ N
Data Processing

OK
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

QAfQC Parameters
- QA[QC Parameters
System Suitability Settings

J

The compound table saved in "12.5.2 Create a Compound Table for Target Compounds" is loaded.

Operators Guide 315



I 12 AART

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.

r
@ Postrun Analysis (System Administrator) - [Data Analysis - AART_30m.gcd]

P

zlx|

Data Analysis

%‘I
I~

o

Data Report

ol x|
Folder:

Filename

%] AART_30m

%] Alcohol001(STD ...
%] Alcohol002(STD ...
%] Alcohel003(Sam...

3

1

§

5

5

%] alkane_30m 1
%] AuditTrailON 6
E Background 1
= caumo [
= caLmo2 [
= caLeoz 6
= caLmn4 [
1] Demo_Dats-001 1
|1 Demo_Dats-002 1
| Demao_Data-003 1
1] Demo_Dats-004 1
|1 Demo_Data-005 1
f

[, VO WY V.Y
<o ,
AD1(Ch1)

Max Intensity - 1,083,153

File Edit View Method Layout Tools Window Help

iPE® <6 BR[OSk 2

ilam

IR S

BEE

u\V

B Chiomatogram Yiew

Max Intensity : 1,083,153

g

25 .

O

8

10000'11;&01 |\I l Time 3642 Inten
o
T T T T T T T T T T N
oo 1.0 20 3.0 4.0 5.0 8.0 70 8.0 8.0 min
uv Max Intensity - 1,083,153
ADT Time  4.374  Inten.
1000000
500000
T T T T T T T T T
0.0 1.0 20 3.0 4.0 5.0 6.0 70 8.0 8.0 min

B <> Results View - Compound T able

B ¢ Method View - Compound Table [S&WBM [ Edit

Peak Tabl| | Compound ”Sroup | Calibration Curve Integration | Identification |Quanmauvel| Compound U;’Z‘
ID# Name Ret. Time Conc. ID# Name Type Ret. Time
C13 2072 100.0 c13 Tanget 2083
c14 2732 100.0 c14 Target 2747
C15 3.659 100.0 C15 Target 3678
C16 4803 100.0 C16 Target 4824 |
c17 6.065 100.0 c17 Target 6.086
Data Analysis I
NUM

6 If the compound table have been changed in step 5, save the method file.

71 Click the ?l_ (Apply to Method) icon on the [Data Analysis] assistant bar.

Data Analysis

2 Select the method file (AART_30m.gcm), and click [Savel].

|_|Alcoheol.gecm
| AuditTrailON.gem

[ Save Method As (o
Savein: ||| Sample - & [’ B Ev
Name Date modified Type Size e
L GuideData
[ . AART 30m.gcm ]

|| CALIB.gcm

_|QAQC.gem

__|QAQC2.gcm &2
File name: AART 30m - l&]
Save as bype: [GC Method Fie (" gom) s [ Ganesl |
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12.5 Set up a Method File Applicable to AART

3 select [Data Processing Parameters], and click [OK].

Select Methad Parameters @

@ Current Settings () Acquisition Settings

Data Processing
Data Processing Parameters
- Peak Inkegration Parameters
- Identification Parameters
- Quantitative Parameters
- Compound Table
- Calibration Curve
- Column Performance Parameters
- Multi Chromatagram Table
- Purity Parameters
- Spectrum Parameters
- Library Search Parameters

[Tl Qaloc Parameters
- 0A[QC 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.

:‘3 Realtime Analysis (Instrumentl-System Administrator) - [Data Acquisition - Untitled] = | Bl |

éﬂ‘ Eile| Edit View Method Instrument Acquisition Data Tools Window Help - (& %
1_MNew Method File Cirle M = H

HIN == NE O] ol

" | 0pen Methad File.. 0|

) |

Select the method file (AART_30m.gcm) for measuring index standards, and click
[Open].

-
% Open Method File [
Look in Sample - @ @
I MName Date modif... Type Size
v bt GrideNats
Recent Places { RART Homgem ]

! | Alconorgem

|| AuditTrailOM.gcm

L==up || CALIE.gem
i || Qaqc.gem
il | 1QAQC2.gem

Admin []QAQC.gem
LN

Computer
L-l
-
Metwork

File name AART_30m -

Fies of type: GC Method Fie (gem) - | Cancel |

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.

.
[/ Realtime Analysis (i t1-System A or) - [Data Acquisition - AART_30m.ger] ==
gﬂ‘file Edit View Method Instrument Acquisition Data Tools Window Help EE‘E‘
t {[] New Method Fil CtrleN s
El_‘J_EW od File rl+ ? BA|® & D5
_ | Open Method File.., Ctrl+0
£ 20 % Close Method File
£ [1n =l Save Method File Ctrl+S
:@% Save Method File As.. | 1=
L@y Save Method File As Template... | GC Mot

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

(7Y Save Method File As (o
-0 & E

Name Date modified Type Size e
. GuideData

|| AART 30m.gcm

| Alcohol.gcm

| AuditTrailON.gem

__|CALIB.gcm

|| QAQC.gem

__|QAQC2.gcm

File name: (a\kane_aﬁnl v] [ sae |
]

Save as type: IGCMet.hod File {*.gcm) 2

Savein: |, Sample

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.

[/Y Realtime Analysis (i t1-System A or) - [Data Acquisition - alkane_30m.gcm] B [
%ﬂ‘file Edit View |Method| Instrument Acquisition Data Tools Window Help EE‘E‘

H |J o B al [@ Instrument Parameters
H =

Baseline Check Parameters...

HelsMEER=F)

EEFEY _

N H Data Processing Parameters(DET1)... ‘
2 \

= @ " QA/QC Parameters(DET1)...

6 Click the [Compound] tab in the[Data Processing Parameters] sub-window.

r
Data Processing Parameters E

Integration | [dentification | Quantitative | Compound ||Group | Performance | custom [ qC cheds|

Width:
Slope:
Drift:

T. DBL:

Min. Area/Height:

Calculated by:

2 sec
200 uVfmin M
0 uVjmin
Program
1000 mirt
1000 counts Moise/Drift Calaulation...
@ area () Height T E———
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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 &J

‘ 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...

< 1 +

[ OK ][ Cancel H Help

8 Click [Save Method File] on the [Method] menu.

[!‘3 Realtime Analysis (Instrumentl-System Administrator) - [Data Acquisition - alkane_30m.gcm] E@&J
éﬂ‘ Eile| Edit View Method Instrument Acquisition Data Tools Window Help - (& %
£ {] Mew Method File Crl+N "
£ L = ? | 3| [E] o i
* (¥ Open Method File... 0 = = -
£ ] (% Close Method File
([ SveMethod Fite ces |
H ave Method hile As.. ‘ 1=
—_ \

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.

[ Pastrun Analysis (System Administrator) - [Data Analysis - Untitled] B [
§m}5\a Edit View Method Layout Tools Window Help HEIEY
ieH& <& (ERO=Z 2 o |8 || E e
zlxl =l x|
Folder: B Chromatogram Yiew
Data Analysis | |[c: absSolutions\Sample - Max Intensity : 0
10 Time: Inten
Filename M %
= [ AART_30m 1 0.00000 0.0d025 0.0d0s0 0.0d075 0.0d100 008125 0.00150  min
ata Repor
% Alcohol001(STD ... 6 )
Max Intensity : 0
% Alcohol002(5TD ... 6§ 101 Tie THen. "
5 AleaholiN2iSam _# ™
==
ooy to Method [IINEL2 220 IR o
%] AuditTrailON EL 3
ﬂBackground 1
% caLBOL 6 = -
Wizard | CALIBD2 b %
] CALIBO3 6 Y r r r r r r
& CALIB0 5 0.00000 0.00025 0.00050 0.00075 0.00100 0.00125 0.00150  min

The data file (alkane_30m.gcd) for the index standards is opened.

2 Click (Edit Mode) in [Method View].

@ Postrun Analysis (System Administrator) - [Data Analysis - alkane_30m.gcd] @E‘g
{f File Edit View Method Layout Tools Window Help [=I=][x]
2% <0 Rl& D=5 ik AL RE
=l Il
Folder: B Chiomatogram View
Data Analysis C:\LabSalutions\Sample - uv Max Intensity : 1,083,153
1000004207 Time 5538 Inten.
{ Filename L o ‘ %
%) Alcohol01{STD ... & 0o 1o 20 30 4o ) &0 7o 50 an i
% Alcohol002(STD ... 6
N Max Intensity : 1,083,153
| Alcohell03(Sam... 6 ADA Time 7819 nien. 9| .
%] alkane_30m 15 1000000-]
%] AuditTrailON 6
ﬂ Background 1 o
= cauBn 6 500000-]
& cauBoz 6 -
| CALIB03 6 %
(&) CALTB0A 6 v : : : : : : : : :
[ Demo_Dats-001 1 00 10 7o 30 4 50 €0 7o E g0 min
@ Demo_Data-002 1 B ¢ Results View - Peak Table B ¢ Method View - Peak Integration Pz[ 23 Wiew [@ Edit
[Py ¥ "
(o2 Demo, Dats 003 1 Peak Table | Compound | Group [ Calibration Curve | Integration | Identification | Quantitative | Compound ||+ | *
1] Demo_Dats-004 1 = — n
Peakft . Time Area
L ¥ 5
1) Demo_Data-005 1 T 007156 0551 Width sec |
|1 Demo_Data-006 1 1383 19332 023 _
Papee e oen 1™ 138 EEE 2| sone: wVirin
* it 3 2732 8492 71 Drft uM/min
AD1(Ch1) he 3.659 8462 63 .
Wax Intensity : 1,083,153 4.803 9087 Gl T DBL min
6.065 8560 52 i ikt N
Min. Area/Height: counts
Toul 5397 e || ¢ (o
Calculated by: Height |
[T+ 1\AD1 -Ch1 [« (e K= '
ﬂ Data Analysis I
NUM

The mode changes to the edit mode.
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3 Referring to "6.5 Compound Table", create the Compound Table for the index standards.

4 Click [Compound] tab, and enter the Retention Index for the index standards.

1] Demo_Data-001 1 8 <> RAesults View - Peak Table 8 ¢ Method Yiew - Compound Table 24 View [[# Edit
Manual Peak Iﬂ Demo Data-002 1

Integration - Peak Table |Cumpound |Gmuu |Calibraﬁon Curve‘ ‘ Integration I Identification IQuanti‘tauveL Compound U' s
[+ Demo Data-003 1 . =
@ D Dota00d 1 Peak# Ret. Time Area Height ID# | Ret. Tim(:| R ion Index Conc.(1]
emo_Data 1302 3007156 10831 2063 1300 100!
] Demo_Data-005 1 , 1383 119332 1023 2747 1400 100,
;-" Daonc Pis s 2072 8309 78 36 1500 100,
| 2732 8492 7 EA 1600 100,
3.659 8462 63 5 6.0t 1700 100
Max Intensity : 1,083,153 4.803 5087 &1 [3 0.0c0 0 100.

6.065 8560 52

Total 3169397 12182

<[ Iy AD1 -ch1 |« [m] 3 ] m 3
[ﬁl Data Analysis I
NUM

3" Reference
Refer to "12.2.2 Display the [Retention Index] column in the Compound Table" P.311 if [Retention
Index] column is not displayed in the compound table.

@ note

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].

tu Demo_Data-001 1 B <> HResults View - Peak Table B <> ethod Yiew - Compound Table(™ 53 Edit
Manual Peak ED Daingz 1 ( e ) [# Edi
Integration B Dem"-na 4 ws 1 Peak Table | compound | Group | calibration curve | | Integration | Identiication | Quanttative | Compound [« [»
(| Demo_Data-
= Demo_Data-004 1 Peakif| Ret. Time Area Height ID# | Ret. Time | Retention Index | Conc.(1]
eme_ e 1302 3007156 70831 2083 1300 00!
|1+ Demo_Data-005 1 N Tam3 5z o ot Ti0 o
;H nr"..... Paba NG 4 7072 3309 2 3678 1500 001
:I [ 2732 8492 Fi 4824 1600 100.
3.659 8462 63 5 6.086 1700 100.
Tiax infensity - 1,083,153 4803 9087 51| |[6 0.001 T 100,
6.065 8560 52
Total 3169357 12182
ﬂzl AD1-Ch1 | « [y r < m r
m Data Analysis I
MNUM

Postrun analysis is performed on the data.

Click the |/ (Apply to Method) icon on the [Data Analysis] assistant bar.
tx

Data Analysis

E
4
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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].

[ Save Method As (o
Savein: ||| Sample - & [3 B Ev
Name Date modified Type Size w
.\ GuideData

|| AART 30m.gcm
|| Alcohol.acm

( . alkane_30m.gcm ]

| AuditTrailON.gem

|| CALIB.gcm

_ | QAQC.gem >
File name: alkane_30m - L[Sa—ve]J
Save astype: [GC Method File (*.gcm) L =

8 Select [Data Processing Parameters], and click [OK].

!e ec! l e!!ul 'arame!ers -- |

@ 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
QA0 Parameters
- QijQC Parameters
System Suitability Settings

The compound table are saved to the method file (alkane_30m.gcm).
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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 "712.5.3 Identify Target
Compounds"” onto the [Data Analysis] window from the [Data Explorer] sub-window.

@ Postrun Analysis (System Administrator) - [Data Analysis - Untitled] @lﬂ@
i@ File Edit View Method Layout Tools Window Help [==][x]
i3 B D=ld ° B is
1 1xl
Folder: B Chromatogram Yiew
Data Analysis C:\LabSolutions\Sample - . Wax Intensity : 0
Time 0.000 Infen 0]
Filename M %
g T T T T T T
Data Report AART_30m ] 0000 0.00025 0.00050 0.00075 0.00100 0.00125 0.00150 min
|| AlcoholUL(5 1D .. Max Intensity 0
ax Intensity :
%] AlcoholD02(STD ... § o Time D000 Tten 0 .«
=] AlcoholD03(Sam... 6~
| alkane_30m 1 U
Applyto Method = - i
|| AuditTrailON [ ] w
@Background 1L
|| CALIBOL [ 257 2
Wizard | CALIB02 f %
|| CALIBO3 6 : : : : : :
ek =] caLBo4 6 0.00000 0.00025 0.00050 0.00075 0.00100 0.00125 0.00150 min

The data file (AART_30m.gcd) for the target compounds is opened.

2 Click (Edit Mode) in [Method View].

@ Postrun Analysis (System Administrator) - [Data Analysis - AART_30m.gcd] E@lg
Em File Edit View Method Layout Tools Window Help lz"E”zl
PG| <0 B O=HE » ik - & |% = i
lxl -1x
Eolder: [ Chromatagram e
Data Analysis C:\LabSolutions\Sample - n Max Intensity : 1,083,153
100000-42D7 Time  3.035 Inten 1
!4'!. Filename b= o I %
e
= [ AART 30m 1 0.0 10 2o 30 ) ) 60 70 ) 50 min
Data Report
|®| Alcohol00L(STD ... §
uv. Max Intensity : 1,083,153
%] AlcoholD02(STD ... & [ADT Time 4570, Inten 7 .
ﬁ 5] Alcoholo03(Sam... 6 000000
poniyto Method [l e m
|| AuditTrailON | m
@ Background 1S 500000
“lﬁ; %] camor 6 -
Wizard | CALtB02 9 _ %
] CALBO3 g : : : : : : : : : :
E_I“ =] caLBo4 5 00 1.0 20 30 4.0 5.0 6.0 70 8.0 9.0 min
lﬂ Demo_Data-001 1 B <> Results View - Peak Table B <> Method Yiew - Peak Integration Pz[ 55 view l@ Edit
Manual Peak
. s .
Integration 3 Demo Dats-002 1 Peak Table | Compound | Group [ Calibration Curve | Integration | |dentiication | Quaniitative | Compound ||+ *
|1} Demo_Dsta-003 1 = = ‘
Peaki . Time Area
-4 Demo_Data-004 1 T30 3007156 083 | | widh: 2 sec @
] Demo_Data-005 1 1383 119332 02
W s e Al 3072 309 = Slope 200 uV/min
| ¥ 2732 8492 Fi Diift: 0 uVsmin
ADICh1) - 3659 8462 &
Max Intensity : 1,083,153 4803 9087 & T.DBL: 1000 min
6.065 8560 52 " 0
Min. Area/Height: | 1000 counts
Total 3169397 zigz| | & ¢ =
Calculated by: @) Area Height |
L[>\ AD1 -ch1 / | « [md (<= '
m Data Analysis I
NUM

The mode changes to the edit mode.

Operators Guide 323



12 AART

3 Click the [Retention Index] tab in [Method View].

Use E|I| if [Retention Index] tab is not displayed.

@ Postrun Analysis (System Administrator) - [Data Analysis - AART_30m.gcd]

P

File Edit View Method Layout Tools Window Help

BEE

H & x| = | & | = | B
Folder: B Chromatogram Yiew
Data Analysis | |(c:\ absolutions\sample = w Wax Intensity : 1,083,153
100000557 Time  3.160 Inten T
Filename M " l %
[ AART_30m 1 00 1 20 30 4o 50 a0 70 80 90 min
| Alcohel00L(STD ... § )
uv Max Intensity - 1,083,153
% Alcohol002(STD ... 6 [AD1 Time 4.836 Inten. 8| .
% Alcohol003(Sam... 6 1000000]
%] alkane_30m 1 E|
%] AuditTrailON 6
E Background 1 500000+
| CALIBO0L 6 =
= causo2 6 %
| CaLIBO3 b y : : : : : : : : :
| CALIE4 5 0.0 1.0 20 3.0 40 5.0 6.0 70 8.0 9.0 min
M Demo_Data-001 1 B <> Fesults View - Peak Table B <> | Method View - Peak Integration Pz 54 view
Lo | -
Ij Demo_Data-002 1 Peak Table |Compound | Group | Calibration Cur\tel | Performance I Custom |QCCheckl| Retertion I.ru]a([ Al
| Demao_Data-003 1 T = S
Peak#f . Time Area o
= Demo Dat-004 1 1302 3007156 T0831| | Width sec @
[+ Deme_Data-005 1 1383 18330 1023 5 i
A e 2072 3305 7 ope awimn
] 2732 3492 7 Drt 0 uV/min
AD1(Ch1) - 3659 8452 ] —_——
WMax Intensity - 1 4803 9087 Gl I.0BL 1000 min
E.085 3560 52 . ) ———
Min. Arsa/Height: 1000 it
Tora 3169397 g | e courts [ o
Caleulated by Area () Height |
o8
o o v \NAD1-Ch1/ [« [ v e 3
Data Analysis I
NUM
4 Click [Load from Data File].
[ Pastrun Analysis (System Administrator) - [Data Analysis - AART_30m.gcd] B [
File Edit View Method Layout Tools Window Help HEIEY
H & x| = | & | = | B
Folder: B Chromatogram Yiew
Data Analysis | ||y sbsolutions\Sample uv Max Intensity : 1,083,153
100000557 Time 0536 Inten E
Filename M " l %
[ AART_30m 1 00 1 20 30 4o 50 a0 70 80 90 min
| Alcohel00L(STD ... § )
uv Max Intensity - 1,083,153
| Alcohol002(STD ... 6 [ADT Time 0.553 Inten. E A
% Alcohel003(Sam... 6 1000000]
%] alkane_30m 1 E|
%] AuditTrailON 6
E Background 1 500000+
| CALIBO0L 6 =
= causo2 6 %
| CaLIBO3 b y : : : : : : : : :
| CALIE4 5 0.0 1.0 20 3.0 40 5.0 6.0 70 8.0 9.0 min
M Demo Data-001 1 B 1 Method Yiew - Retention Indes Parameters 53 View
|1 Demo_Dats-002 1 "
- Integration | Identification | Quartitative | Compound | Group | Peformance | Custom | QC Check | Retention Index
| Demao_Data-003 1 I I I I I I l | \—
|is? Demo_Data-004 1 Index Table of Standards: Load from Data File,
|1 Demo_Data-005 1
[T s | Name [ Ret Time | Index |
< [ r T 0007 | )
AD1(Ch1) -
Max Intensity - 1
Data Analysis

NUM
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12.5 Set up a Method File Applicable to AART

5 Select the data file (alkane_30m.gcd) saved in "12.5.6 Create a Compound Table for
Index Standards”, and click [Open].

[53 Open Data File ﬁ
Loak in |/ Sample hd G _1 g '
T Name Date modified Type Size il
’;} | GuideData
Recent Places 5] 4ART 30m
-‘ || Alcohel001(STD for ID Table)
|| Alcohel002(STD for Calib Curve) £
Desitop |5 Alcoholt3(Ssmple)
}T (15 zlkane 30m )
W %) AuditTrailoN
Admin 5] cALBoL
HA-L: |=| CALIBO2
o |%| CALIBOZ
Computer =] cALBo4
" %] QAQCStd001
=, %] QAQCStd002 2
Metwork
File name alkane_30m - l
Flesoftype:  [GCData File ("ged) -] | cance | ‘

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 (System Administrator) - [Data Analysis - AART_30m.gcd] E@u
E File Edit View Method Layout Tools Window Help lz"E”zl
iPHA <005 (O=d 2 i[ap1 2| o |5 B i
SE zlxl
Folder: B Chromatogram Yiev
Data Analysis | |[c.yabsolutions|sample - " Masx Intensity - 1,083,153
1000004407 Time  5.230, Inten =
lf. Filename b= - I %
%
Pl & AART_30m 1 0.0 10 2o 30 4o s ) 70 ) g0 min
ata Repo
|| Alcohel001(5TD ... §
uv Max Intensity - 1,083,153
=] AlcoholD02(STD ... 6 [AD1 Time 4623 Inten 29 .
Eﬁlj::‘s 5] Alcohol0o3(Sam... 6 10000001
A o Metho = alkane_30m 1] i
Apply to Method = o
|®| AuditTrailON |
1] Background 14 500000+
ﬁ"} %] camot 6 -
Wizard 7 catmoz 5 ) %
| CALIR0Z g : : : : : : : : :
= CALIRO4 5 0.0 1.0 20 30 40 50 60 7.0 80 2.0 min
@ Demo_Data-001 1 B 1 Method Yiew - Retention Index Parameters & View
1] Demo_Data-002 1 -
- Integration | Identfication | Quartitative | Compound ||Group | Performance | Custom | QC Check | Retertion Index
o) Demo_Data-003 1 = l [\D_UJ 3 l I | L
s Demo Data-004 1 Index Table of Standards Load from Data File...
|1+ Demo_Data-005 1
LY D Meta A0E 1T Name Ret_ Time Index
< [ + C13 2072 0
AD1(Ch1) - C14 2732 0
Max Intensity - 1,083,153 C15 3659 0
C1s 4.803 0
c17 6.065 0
0.001 0
Data Analysis
NUM
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I 12 AART

8 Right-click on the compound table, and click [Update Retention Index].

Retention indexes for each compound

[ Postrun Analysis (System Administrator) - [Data Analysis - AART_30m.gcd] ==
il File Edit View Method Layout Tools Window Help l&)[x]
e <0 BR D= i PG IE R
S ==l
Eolder: B Chiomatodram View
Data Analysis C:\LabSalutions\Sample - uv Max Intensity : 1,083,153
1000004557 Time ~ 1.053 Inten.
F ¥? Undo
El' Filename b
L - € Redo T T T T T
o @MRT_EOFH 1 0.0 1.0 0 6.0 70 8.0 9.0 min
Bl | Alcohol00L(STD ... 6 Cut
= W Copy Max Intensity : 1,083,153
= Alcohol002(STD .. § g N Time 0045 nien. 3 .
= Paste
[%| AlcoholD03(Sam... 6 1000000
& alkane_30m 1 Copy Entire Table o
%] AuditTrailON 1] Clear
|1 Background 1 500000 Select All
= CALIBOL [ 2
= Add Row
= caLBo2 6
= CALIR02 6 o Insert Row
[hat} T T T T T T
Delete Row i
= caLBos 6 00 10 D 0 &0 70 80 20 min
|1 Demo_Data-001 1 8 1 Methad Wiew - C: Sort by Retention Time £ Vi
Manual Peak
Lk | | -
Integration (2 Demo, Dats 002 1 Integration | Identiicatio|  View Mode Performance | Custom | QC Check | Retention Index |
|+ Demo Data-003 1 Edit Mod
[ Demo Data 00t 1 ID# Name | ] Edit Mode Conc.(1) | Retention Index
emo_Data- [SE ¥7 Cancel Edit B 100.000 0
|19 Demo_Data-005 1 i ciz Table s F 100.000 [
L R ci5 able Style... d 100.000 [
= Ci6 [ Update ion Index B 100.000 0
AD1{Ch1) - 5 Ti7 5 100.000 [

I Reference
Refer to "12.2.2 Display the [Retention Index] column in the Compound Table" P.311 if [Retention Index]
column is not displayed in the compound table.

is calculated and displayed in the [Retention Index] column.

Click (View Mode) in [Method View].

Click the (Save) button on the toolbar.

[ Postrun Analysis (System Administrator) - [Data Analysis - AART_30m.ged] [E=SE
%WEME Edit View Method Layout Tools Window Help g@lz‘

& & [Elw D=2 2
| =l

‘fa
==l

Folder:

Data Analysis

h

Filename
[ AART 30m 1

G- 2GR E -

ilaDi

B Chromatagram Visw

' Max Intensity : 1,083,153
100000—1Am “ l Time 5230 Inten. :Tsl
0 %
i T T T T T T T T T
0.0 10 20 3.0 40 5.0 6.0 70 8.0 9.0 min

The compound table are saved to the data file (AART_30m.gcd).

1 1 Click the (Apply to Method) icon on the [Data Analysis] assistant bar.

Data Analysis

i

Data Report
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12.5 Set up a Method File Applicable to AART

1 2 Select the method file (AART_30m.gcm), and click [Save].

@ Save Method As @
Savein | Sample - @ 17 * [~
MNarne Date modified Type Size il
. GuideData
[ || AART 30m.gcm ]

|_| Alcohol.gem
|| AuditTrailOM.gcm

__| CALIB.gcm

|| QAQC.gcm

|| QAQC2.gcm -
File name AART_30m -
Save as type: [GC Methed File (".gcm) v] [ Cancel

1 3 Select [Data Processing Parameters], and click [OK].

Select Method Parameters @

(@ Current Settings () Acquisition Settings

Mok D

Data Processing Parameters oK
- Peak Integration Parameters -
- Identification Parameters

- Quantitative Parameters

- Compound Table

- Calibration Curve

- Column Performance Parameters
- Multi Chromatagram Table

- Purity Parameters

- Spectrum Parameters

- Library Search Parameters

|1 QA[QC Parameters
- 0A[QC 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 (System Administrator) - [Data Analysis - Untitled] @M
Ml File Edit View Method Layout Tools Window Help _[=][=
3 ® D=l 2 VR
=l x| ==l
Folder: B Chromatogram Yiew
Data Analysis | |(c.y abSolutions\Sample = Max Intensity - 0
= Time 0,000 Tten 9
p— - E‘
I_
o [E] naRT 30m b 0.00000 0.00025 0.00050 0.00075 0.00100 0.00125 0.00150  min
%] AlcoholD01(STD ... §
Max Intensity : 0
%] AlcoholD02(STD ... § 10 Time  B.000 Tten 0 .
%] AlcoholD03(Sam... 6~
] alkane_30m 1 Ly
Apply to Method = = m
%] AuditTrailON 6 a0 .
@Backgmund 104
=] caLBOL 6 521 -
o] =] caLBo2 6 %‘
=] cALBO3 6 : ; - - T T El
%] CALE04 5 0.00000 0.00025 0.00050 0.00075 0.00100 0.00125 0.00150  min

The data file (AART_30m.gcd) for target compounds is opened.
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o 50 ]

[-T#]x]

« (4 ||Ey& |O= i|ADt z)| 0 | & | | E
Folder: B Chiomatogran Yiew
Data Analysis C:\LabSalutions\Sample - uv Max Intensity : 1,083,153
10000007 Time  3.035 Inten. T
Filename ) o l %
& AART_30m 1 0o 1o 20 30 4o ) &0 7o 50 an i
% Alcohol001(STD ... 6
N Max Intensity : 1,083,153
| Alcohol002(STD ... 6 ADT Time 4570 Inten. 7T .
[%| AlcoholD03(Sam... 6 1000000-]
% alkane_30m 1 D
%] AuditTrailON 6
M Background 1 500000
= cauBol 6 -
% caLB02 6 %
| CALIE03 b v : : : : : : : : :
| CALIE04 5 0.0 1.0 20 3.0 40 5.0 [:x] 7.0 8.0 9.0 min
E Demo_Data-001 1 B ¢ Results View - Peak Table B ¢ Method View - Peak Integration Pz[ 23 Wiew [@ Edit
Lk | - -
(2 Demo, Dats 002 1 Peak Table | Compound [ Group | Calibration Curve | Integration | Identification | Quantitative | Compound ||+ | *
|1 Demo_Data-003 1 e E——— = — n
. lime
Lo | -
[ Demo_Datz-004 1 1302 3007156 10831 sec @
|1 Demo_Data-005 1 Il 1383 19332 023 i
M Pen Pmen g 1 FXi7] 7309 =
2732 8492 71 uV/min
AD1(Ch1) = 3.659 8462 63 )
Wax Intensity : 1,083,153 4.803 9087 61 min
6.065 8560 52 courts =
Total 3169397 12182 =
Height |
4 - 4 13
oo o 1\ AD1 -ahi / [ ¢ (o =] y
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.
[ Postrun Analysis (System Administrator) - [Data Analysis - AART_30m.gcd] ==
File Edit View Method Layout Tools Window Help l&)[x]
« (4 ||Ey& |O= i|ADt )| o | & | & | E
Folder: B Chiomatogran Yiew
C:\LabSolutions\Sample - uv Max Intensity : 1,083,153
10000007 Time  3.160 Inten. T
Filename ) o l %
& AART_30m 1 0o 1o 20 30 4o ) &0 7o 50 an i
% Alcohol001(STD ... 6
N Max Intensity : 1,083,153
| Alcohol002(STD ... 6 ADT Time 4.830 Inten. T .
[%| AlcoholD03(Sam... 6 1000000-]
% alkane_30m 1 D
%] AuditTrailON 6
M Background 1 500000
= cauBol 6 -
% caLB02 6 %
| CALIE03 b v : : : : : : : : :
| CALIE04 5 0.0 1.0 20 3.0 40 5.0 [:x] 7.0 8.0 9.0 min
E Demo_Data-001 1 B ¢ Results View - Peak Table B ¢» | Method View - Peak Integration Pz £ View
Lk | -
(2 Demo, Dats 002 1 Peak Table | Compound [ Group | Calibration Curve | [ Perfornance | Custom [ @C Check (| Retertion Inda (1 | »
|1 Demo_Data-003 1 e E——— = — S ~
. lime
Lo | - —_—
H gem °—g“ta ggi i [ 3007156 0831 | Widh g sec (m
| Demao_Data-
[ TR X TEEER 0] Slope: 200 uV/min
% E - 2072 8309 78
2732 8492 7 Drift 1} uM/min
AD1(Ch1) he 3.659 8462 63 —_—
Max Intensity - 1 4803 5087 61 T DBL 1000 min
6.065 8560 52 Min. Area/Height: 1000 counts
Total 3169397 12182
Calculated by: Area () Height |
3 (= 3
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4 Click [Load from Data File].

12.5 Set up a Method File Applicable to AART

@ Postrun Analysis (System Administrator) - [Data Analysis - AART_30m.gcd] E@g
Em File Edit View Method Layout Tools Window Help lz"E”zl
isBalsn BR[O i@ P Er
lx Il
Eolder: [ Chromatagram e
Data Analysis C:\LabSolutions\Sample - n Max Intensity : 1,083,153
100000-42D7 Time 0536 Inten E
!f. Filename b= o I %
re
= | AART 30m 1 00 10 2o 30 40 ) 50 70 a0 90 in
Data Report
|%] Alcohol00L(STD ... §
uv. Max Intensity : 1,083,153
[®] AlcoholD02(STD ... 6 [ADT Time 0553 Inten g .
|| Alcohel003(5am... 6§ 1000000-]
|| alkane_30m 1 Ij
|| AuditTrailON |
@ Background plE | 500000
|%| CALIBOL [ b
=] caLB02 6 %
| CALIBO3 f g : : : : : : :
%] CALBO4 5 0.0 10 20 3.0 40 50 60 7.0 80 80 min
lﬂ Demo_Data-001 1 B 1 Method View - Retention Index Parameters Bl Wi
|19 Demo_Data-002 1 "
- Integration | Identfication | Quartitative | Compound | Group | Performance | Custom | GC Checl | Retertion Index
|1} Demo_Dsta-003 1 == l | Comees| Gon | l I | L
i) Demo_Data-004 1 Index Table of Standards Load from Data File
|1 Demo_Data-005 1
MR e ne 1T | Name | Ret.Time | index |
4 [ * 1 | 0.001 | 0 |
AD1(Ch1) -
Max Intensity : 1,083,153
m Data Analysis

NUM

Select the data file (alkane_30m.gcd) saved in "12.5.6 Create a Compound Table for
Index Standards”, and click [Open].

[53 Open Data File ﬁ
Loak in |/ Sample hd G _1 g '
T Name Date modified Type Size il
’;} | GuideData
Recent Places %] AART 30m
-‘ |%] Alcohol001(STD for ID Table)
L || Alcohel002(STD for Calib Curve) =
DesLinp 5| flenhaliN 3 Samnl)
:‘T (:,@,a\kane_znm ]
W %] AuditTrailON
Admin 5] caLmoL
HA-L-‘ |=| CALIBO2
o |®| CALIEOZ
Computer 5] caLBo4
t-' %] QAQCStd001
.., %] QAQCStd002 -
Metwork
File pame alkane_30m -
Flesoftype:  [GC Data File ("god) -] [ Canee |

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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All compounds needs retention indexes.

7 Click the [Compound] tab.

I 12 AART

Edit [Index Table of Standard] as required.

IH® <L|E&O=d 7

ilam

DI AR S

[ Pastrun Analysis (System Administrator) - [Data Analysis - AART_30m.gcd] B [
§m}5\a Edit View Method Layout Tools Window Help HEIEY

==l x|
Folder: B Chromatogram Yiew
Data Analysis | |(c:\ absolutions\sample = W Max Intensity : 1,083,153
1000004557 Time 5230 infen
En- Filename M N l %
%
) & AART_30m 1 00 10 20 30 40 50 ) 70 B g0 min
2tz Repor
% Alcohol001{STD ... & ’
uv Max Intensity - 1,083,153
%] Alcohol002(5TD ... 6 DT Time 4623 Inten. | .
% Alcohel003(Sam... 6 1000000]
%] alkane_30m 1 3
%] AuditTrailON 6
M Background 1 500000+
& caLRoL 6 -
= caLmoz 6 %
= D ; r‘u [ 10 20 30 40 50 60 70 80 20
& caLBo4 6 - ! 2 Y ! ! i min
v Demo_Data-001 1 B 1 Method Yiew - Retention Index Parameters L Vi Edit
Manual Fealc EDemoiData 002 1 -
Integration - Integration | Identification | Quantitative| | Compound | Gro Performance | Custom | QC Check | Retention Index
| Demo_Data 003 1 I I {{Copond,|con] I l ‘ L
) Demo_Data-004 1 Index Table of Standards: Load from Data File...
|1 Demo_Data-005 1
1LY N Piagn G 1 Name Ret_ Time Index
d 4 c13 2072 0
AD1(Ch1) - C14 2732 0
Max Intensity - 1,083,153 C15 3659 0
cis 4.803 0
ci7 6.065 0
0.001 0
m} Data Analysis

NUM

Data Analysis

E
/s

L,

Data Report

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.

330 Operators Guide



12.5 Set up a Method File Applicable to AART

1 0 Proceed to [Compound Table Wizard 5/5] sub-window and click [Finish].

11

13

Compound Table Wizard 5/5 ﬁ
ollowing compound table is created.
heck the contents and modify it if necessary.
ID# MName Type Ret. Time Conc_(1) R ion Index
RT:1.302 Target 1.302 1.000 1183
2 RT:1.383 Target 1383 1.000 1185
RT:2.072 Target 2072 1.000 1300
4 RT:2.732 Target 2732 1.000 1400
RT:3.659 Target 3.659 1.000 1500
[: RT:4.803 Target 4.803 1.000 1600
7 RT6.065 Target 6.065 1.000 1700
a Target 0.001 1.000 0
[ < Back m Finish ]] [ Cancel ] [ Help
The compound table is created.
Click the (Save) button on the toolbar.
The compound table are saved to the data file (AART_30m.gcd).
@ Postrun Analysis (System Administrator) - [Data Analysis - AART_30m.gcd] E@g
% File Edit View Method Layout Tools Window Help EEE
i[)a <6 BR[O 2 i |5 |% B i
=l x| ==l
Folder: B Chromatogram Yiew
Data Analysis uw Max Intensity : 1,083,153
10000042 D7 Time 5230 Inten 3
!4" Filename N “ I j %
)
il &) AART 30m 1 0.0 10 2o 30 ) s 60 70 i) 90 min

Data Analysis

E,

%

Data Repott

Select the method file (AART_30m.gcm), and click [Save].

[

[ Save Method As

- Q@& Er
Narme Date modified Type Size
L. GuideData
(1T AART Z0m.gem )
|| Alcohel.gem
| AuditTrailON.gcm
|| CALIB.gem
|| QAQC.gcm
|| QAQC2.gcm =

Savein: | Sample

] »

m

File name AART_30m -

Save astype: |GC Method Fie (gem) v [ Caneel |
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I 12 AART

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

[] i Parameters
- QAJOIC Parameters
[ System Suitabilicy 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.
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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 (System Administrator) - [Data Analysis - Untitled] EIM

%Eile Edit View Method Layout Tools Window Help lz"E”zl

B B (O=5LE i B i

SE

zlxl
Folder: B Chromatogram Yiew
C:\LabSolutions\Sample - 10

Data Analysis Max Intensity: 0
Inten

E

Max Intensity : 0
Time Inten -

Time:

Filename

=
%] AART_30m 1
%] Alcohol001(STD ... 6

.6

i
1

0.00000 0.00025 0.00050 0.00075 0.00100 0.00125 000150 min
Data Report

|%] Alcohol002(5TD .
S AlcahalN2(Sam
=Y )
@ alkane_24m

[®] alkane_sum
|| AuditTrailON

@ Background
|%| CALIBOL

|| CALIBO2

|%| CALIBO3

Apply to Method

AR

25+
Wizard

- -}

0.00000 0.08025 0.08050 0.08075 0.08100 0.08125 0.00150  min

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 (System Administrator) - [Data Analysis - alkane_24m.gcd] EIM
% File Edit View Method Layout Tools Window Help lz"E”zl
ieP® <k (ER Ok » i ™ &% =@ s
=l x| ==l
Folder: B Chromatogram Yiew
Data Analysis | |(c.y abSolutions\Sample = w Max Intensity - 1,083,153
10000042 D7 Time 4141, Inten
/ Filename b=
E. = o
Lo
= | AART_30m 1 0.0 10 2o 30 4o s ) 70 ) g0 min
Data Report =
|| Alcohel001(5TD ... §
uv Max Intensity - 1,083,153
] AlcoholD02(STD ... & _ [ADT Time 5105 Inten % .
ﬁ [&] Alcohol003(Sam... § 1000000 ]
RSt | (=] alkane_24m 1 ¥
|| alkane_30m 1 —
|| AuditTrailON [ 500000
ﬁ?‘ @ Background 1 4
Vizard | CALB0L 9 %
3] CALIBO2 9 : : : : : : : : :
E‘_I“ %] caLEo3 5 0.0 10 20 3.0 40 5.0 6.0 7.0 8.0 9.0 min
|®| CALIBD4 [ B <> Results View - Compound Table B <> Method Yiew - Compound Table [SGV\EWI [# Edit
Manual Peak lﬂ b Data001 1
[Fr—— emo_tata peak Table | Compound ||sroup | calibration Curve Integration | Identiication | Quartitative \ICcmuuUHd “‘ D
|1 Demo_Data-002 1 —
lﬂ b _D 2003 1 D# Name Ret. Time Conc.. D# Type Ret. Time Conc.(
eme_Deta C13 2072 00.0 Target 7083 0
] Demo_Data-004 1 i ci4 2732 100.0 Target 2747 00
P LI Ci5 3659 100.0 Target 3678 0
Lot C cis 4803 100.0 Target 4874 A0
AD1Ch1) hd c17 6.065 100.0 Target 6.086 10
Max Intensity : 1,083,153
T 4 1 L3 4 LS L3
0.0 5.0

@ 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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3 Click the (Save) button on the toolbar.

@ Postrun Analysis (System Administrator) - [Data Analysis - alkane_24m.gcd] E‘ﬂg
{f File Edit View Method Layout Tools Window Help l&)[x]
dEe <0 B 0= » i AR R

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
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2 Select the method file to correct the preset time for, and click [Save].

@ 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 Methad File [
Savein Sample - @ 2 [ @~
T Name Date modif... Type Size
el . GuideData
Recent Places RART SAmaem
! || AART_30m.gcm
| Alcohel.gem
T | alkane_30m.gecm
',j"‘ || AuditTrailON.gecm
- || cALB.gem
Admin []QAQC.gem
. 1 || QAQC2.gcm
LY ’
|| QAQC3.gcm
Computer
[ "
‘-,
Metwork
File name AART_24m -
Save as type: GC Method File (".gcm) v] [ Cancel l
S

3 Check the settings, and click [Next].

@ 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

(=

S

identified result and retention index.
If there are unnecessary IDs, please tum off the checks

Identified Results of Data File

[This wizard modifies the retention time in the compound table of the method file by using the

d- 1DH | Proc Name Rel_Time Ret_Index
FEE 2072 7163
\ v ci 2732 7195
v _[ci5 3659 1300
v _[ci 1303 7400
5 ¥ [ci7 6.065 1500 |
<Back [ Ne> | [ Cancel | [ Hel
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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].

Automatic Adjustment of Retention Time [AART] 2/2 - (AART_24m.gcm) g
[The retention time in the compound table of the method file is modfied like the following table.
Compound Table Information of Method File
1D#H Name Ret. Time{Before)| Rel. Time(After) Ret. Index

c13 2083 2072 1183

— c14 2747 2731 1195

C15 3678 3659 1300

Cl6 4824 4.802 1400

c17 6.086 6.065 1500
<Back [ Frisn ] [ Cancel | [ Hel

=" 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 "72.7 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 "72.7.1 Measure Target
Compounds” onto the [Data Analysis] window from the [Data Explorer] sub-window.

@ Postrun Analysis (System Administrator) - [Data Analysis - Untitled] SRACE X
Em File Edit View Method Layout Tools Window Help — &
ia ® (=l 2 Bis
=l =l
Eolder: [ Chromatagram e
Data Analysis C:\LabSolutions\Sample - T Max Intensity : 0
Time Inten
21
Filename b= =l
| AART_30m 1 0.00000 0.00025 0.00050 0.00075 0.00100 0.00125 0.00150  min
Data Report =
|®| Alcohol00L(STD ... §
— Max Intensity : 0
[&] Alcohol002(STD ... 6 100 Trs o n
S ALk ownnaes =
g
Applyto Method )| alkane 24m J'
|| alkane_3Um 1 o —
|| AuditTrailON 6—
‘QBackground 1 2571 &2
o] =] caLBoL 6 %‘
=] catroz 6 0 ‘ ‘ ‘ ‘ ‘ ‘ =l
" [ caLmo3 5 0.00000 0.00025 0.00050 0.00075 0.00100 0.00125 0.00150  min

The data file (AART_24m.gcd) for the target compounds is opened.
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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 (System Administrator) - [Data Analysis - alkane_24m.gcd] E‘ﬂg
Sl File Edit View Method Layout Tools Window Help HEIEY
iR <6 |[ER D=k 2 ilao1 x| | & | (B e
==l x|
Folder: B Chromatogram Yiew
Data Analysis | |[c:y absolutions\Sample = w Max Intensity - 1,083,153
100000557 Time  £141 Inten
%n'" Filename ) G l %
% Ll T T T T T T T T T
Dt Repott ] AART_30m 1 0.0 10 20 3.0 4.0 5.0 6.0 7.0 8.0 9.0 min
- | Alcohel001(STD ... 6 :
uv Max Intensity - 1,083,153
%] Alcohol002(STD ... 6 3 [AD7 Time 5.105 Inten. 5
| Alcohel003({Sam... 6 b ormrond
@ alkane_24m 1
= alkane 30m 1 @
%] AuditTrailON 6 500000+
M Background 1 s
Wizard 5| CaLB1 6 o %
2l ¢ 00 10 20 30 40 50 60 70 80 20
7 3 =] caLBo4 [ B <> Results View - Compound T able B <» Method View - Compound Table [56 Vlew} [ Edit
e ] Demo_Data-001 1 - ;s Compound |+ [+
D Demo.Dta 002 1 peak Tabl| | Compound |[zroup | calibration Curve integration | idertfication | Guantiaiive | Compound |
M D _D 003 1 1D Name Ret. Time Conc. 1D Type Ret. Time Conc.
eme.Hats [€E] 2072 1000 Target 2083 10t
[ Demo_Data-004 1 il cl4 2732 100.0 Target 2747 100
--‘H P Paie ARE 1 Ci5 3659 100.0 Target 3678 100
E : C16 4803 100.0 Target 4824 100
AD1(Ch1) A c17 6.065 100.0 Target 6.086 100
Max Intensity - 1,083,153
Data Analysis I
NUM

Data Analysis

E
/s

r-

Data Report

4 Select the method file (AART_24m.gcm), and click [Save].

g Save Method A3 E
Sawein || Sample - @ ﬂ EP (-
Marne Date modif.,  Type Size
. GuideData

mDemU_Methud
[ Dema_QCTaal_Methad
If1PDA_method

File: name:

- l | Save

Save a3 type: | LT Method File [lem)] v] [ Cancel l
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5 Select [Data Processing Parameters], and click [OK].

Select Method Parameters @

@ Current Settings () Acnuisition Settings
-

Data Processing

Diata 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

(E e T
- QiQC Parameters
[ System Suitability Settings

The compound table are saved to the method file (AART_24m.gcm).
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1 3 [ 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 == =s
E 2 &
Hide  Back Fonward  Print

@I— Introduction E

Tupe in the kewward ta find:

U Calibration Curve|

Thank von werd mnch for biovine 1
LahSalutions.
Before you use LahSolutions, he

——/

ibra Giraph sure tothoroughly read this Help
Calibration Curve Information and the Instruction Manual, and
Calibration Curve View D follows the explanations of
Calibration Infaimation e e 2
Calibration T able ensure correctuse ofthis
Chramatagram coftware
Chiomatogram Yiew . .
Cloze Reference Data File Thiz Help has heen prepared an
Compaund the assumptions that users of
Compound T able Wizard LabSolutions have a certain
Canfimation of Moise /Trift - degree of knowledge in how ta
= handle Windows.
™ oee ) It nrmtaine Inte ot ownlonatinnes 3
that uses names and terms ad
< 3

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 E

Click a topic, then click Display.

Title Location i

[Calibration C o abSo el H
[Multi] Tab Page

[Sample Info.] Tab Page LabSalutionsHelp

[Single] Tab Page LabSolutionsHelp

Calibration 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

icon in the [LabSolutions Main] window.

|k LabSelutions Main (System Administrater) =l -E =]
File View Process Window Help
@ ?

Instrument Type | ALL -

Instrumert 1 Instrument 2 Instrument 3 Instrument 4
Izt flitEriz

l 'tJQ

Fastiim

ol

Adrrinistraticon

l

2

IarLal
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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&ProcessingThearyGifide. pdf - Adobe Reader (=8 ot
File Edit %iew Document Toaols |Window Help *

Eﬁ*gﬁ.géﬁ_ﬂ_mng@@’jm.

Bookmarks

[ 1 Data Processing Parameters 4 Peak Pu rity Algorithms

[E] 2 calibration Curve
[E] 2 Equations
[] 4 Peak Purity Algorithms

[ 5 File Structure Tris chapter describes the pesk purity slgerithms. Pesk purity refers to the index used io svaluste whether
a chromatagram peak, abtained by a photodiods array detector, contains muliple components.
[E] Index This chapter explains:

-the principles for peak purity analyses,

S setiing and actual

-parameter optimization and limitation itzms (since the applicable range for purity caleulation depends an
measurement samples/conditions), and

~validation of the method parameters, allowing mare accurate purity caleulations

This chapter consists of the following four secfions:
[- 4.1 Basic Principles of Peak Puriy Analysie” P57 ]

- ™.2 Method Development for Peak Punity Analysis” F.64
- "4.3 Method Optimization™ F.68 J

4.1 Basic Principles of Peak Purity Analysis

In purity analysis, the software 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 value"

Ieulated from naise comp To betier the purity analysis algorithm. it is first important to 3
understand the calculation methods for these parameters.

4.1.1 Calculating the Similarity

This section describes the equations used to caloulate the similariy - index of how twa spectra match.

To understand the similarity, first consider spectra as sets of absorbances at scanning wavelengths. In this
case, absorbance spectra 51 and 52 are expressed by the following vactars:

St=(al (M).a1 (A2). .af (ko))

52 ={a2 (1) a2 (AZ). a2 (kn)}

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 & anm\nad]

Sample Name
P Simple Settings | LC Time Prog, I Auto-purgel

Sample D
Data Comment LC Time Program Detector & =
LC LC Stap Time: 0.0 rin
' wavelength Chl: 254
LC Running Time: 4.92 / B0.00 min Detector & Channel 1(2540m]: Omy anply to Al tion £ e "
pply to All acquisition kime )
. Mo Itensty . 0 wavelength Ch2: | 259 nm
1000-joe|acmr A Channel 1:254nm(1 00y Tme 5625  Irten 0000 Pump End Time: 60.00  min
T T T T 1
oo a0 100 180 min Flow: 0000 mymn  [4Oven

() nstiument Farameters Wiew Homal ) [ Advanced :'3. anm\nad] q Part Temperature: 40 c

Simple Settings | LC Time Prog, [ Auto-purgs | @a OB Oc¢

=

LC Time Program Detectar i

L Stop Time: 0.01 - a2
op e m Wavelenath Chl: 254 nm
a 3

@ note

[Results View] and [Method View] in the [Data Analysis] window contain a %* (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 Data Comment
| ) B Instrument Parameters View [ HomalJ ( Advanced | g 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 A Channel T:254rm(T (T Time ~ 3625 Inten 01000 %‘ L Time Pragram Detoctor & &
0 =] ﬂ LCstopTime: 001 min
il &h e 2a s P Wwavelength Chi: 254 nm
( ). Apply ta Al acquisition kime: wWavelength Che: 254 o
EREI T e ol | Advanced = R E—— ’
|4 Dowricad Pump End Time: .00 min
LC Tirne Frogram Detector i Flow: 0000 mimin Owen
LC Stop Time: 0.01 min wavelenath Chit 254 o = Fart Temperature: 40 C -
¢ » « r
J
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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.

—
@ Pastrun Analysis (System Administrator) - [Data Analysis - Demo_Data-0011cd] E

Eile Edit View Method Layguti Tools Window Help E“E“z‘

L) e o r— LI R T
Save Layout. ) =
==l )
Mtain Falder: B Chromatogram View

Max Irtensity © 16067

i
699539

aDeleclUr A 25dnm Time 7732 Irten -0.B59
000000 ; I'r\ M R L |

Diata Analysis C:iLab5alutions)Sample -

Filename b T 1
ﬂ Derno_Data-001 2 my Maix Irtensity : 16,067
M Derno Data-00 2 tetor A 254nm Time 5428 Infen 2631 .
1] Derno_Dats-003 2 109 -
|19 Dema_Data-004 2% o %
1) Derno_Data-005 2 : H "
|1 Derrin_Data-006 2 0 25 50 Ta i
M Derno_Data-007 2 B 11 Fesults View - Peak Table
ﬁ Demo_Data-008 1 Pesk Table | Compound | Group | Calibration Curve
be| D Data-009 1
R - Peakll | Ret Time Area Height Mark C
€ 3 1 2636 74603 13172
2 3216 85235 15409
Detector A[Ch1 -
lieicaloms |Gl mmm— 3 3925 51141 11462
u - 4 4819 57964 13332
Total 271343 53435
o)\ ot stem /]« .
o S i [« [* I\ Detector A - Ch1 (254nm) /||
Ly . TE 2 .‘EI m} Data &nalysis I
Save the current view layout, MUK

2 Enter the name of the layout, and click [OK].

Save Data Analysis Wiew Layout E

Please enter the name of the layout vou want to save.
Please Select the Layout name you want ko overwrite,

[ Results| - J
&3

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.

13.2 Common Screen Operations

@ Postrun &nalysis (Systerm Administrator) - [Data &Analysis - Derno_Data-001lcd]
m Eile Edit Wiew Method |Layout| Tools Mindow Help

| Select Layout

2 Select the

IH G|« (G Detectar & v] 5y Y % E
Sawe Layout... .
SE
Folder: Results (L) Chromatogram “iew
Data Analysis m Max Intensity © 16,067
Cilkabsolutions{Ssmple = i 3De1&dur A:254nm j\ D A Time 7732 Inten. -U.EHH' %
000000
Filenarme [ v v v 1
@ Demo_Data-001 2 m M Intensity © 16,067
Iﬂ Derno Data-002 7 etector & 254nm Time 5423 Inten. 263 .
1 Demo_Data-003 2 109 -
o) Demo_Data-004 25 . %
1) Derno_Data-005 2 ; ; :
1) Dernn_Data-008 2 oo 25 =0 i i
@ Demo_Data-007 2 M| <> Results View - Peak Table B <> Method View - Pe[ 53 Vigw | [# Edi
) Demo _Data-008 1 Peak Table | Compound |Group |Ca||b L 2 Integration ‘IdentlFlcatmn IQuantlte L 2
1] Demo_Data-008 1 .
N me man AT Peakit Ret. Time Area channel: @:
<[ v i 2636 T4ED ' |
Detector &[Chl) - 2 3216 8573 Width: 5 -
Max Intensity © 16,067 g 36 5414
* 4 4618 5756 Slope: sa00 uy
Total 271594
Drift: a uv -
L[>\ Detector & { < [ N (x| ;
m Data Analysis I
Load view layout, UK
name of the layout, and click [Select].
Select Data Analysis View Layout
The window is opened using the selected layout.
@ Postrun Analysis (Systerm Administrator) - [Data Analysis - Derno_Data-001lcd]
Eﬂ File Edit Wiew Method Layout Tools Window Help
isEE| &0 ? LT
Folder: B Chromatogram Yiew
. my Mz Intensity © 16,067
Eillabonhitionssanple, 698538 Pefeor i) J R, ) Tme 590 Wen B %
0.00000
Filename k= U U U U U
E]Demn_Data—DDl 2 my Maz: Intensily - 18,087
MDemo Data-002 A etectar £:254nm Time 4192 Inten 1.524
|1 Demo_Data-003 2 10 -
| Demo_Data-004 2% . %
[ Demo_Data-005 2 i i i
|\ Dermo_Data-006 2 00 28 50 78 [0f)
@Demn_DatarDD? 2 B <> Results View - Peak Table
ﬁDemoiData-DDE 1 Peal Table | Compound | Group [ Calibration Curve
] D Data-008 1
= e . Peaklt| _Ret Time Area Height Mark C
< + 1 2536 T4E03 1372
Detector A(Ch1] - 2 3216 85235 15409
" Wiax tensity . 15057 3 3926 54141 11462
L * 4 4619 57964 13392
Total 271943 53435
[+ [* | Detector & - Ch1 (254nm) /| < m v
Data Analysis I
HURM
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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].

Realtime Snalysis (Instrument 1-System Adrministratar) - [Data Acquisition - Untitled] EX)
Eﬂ‘ﬁle Edit View Method Instrument Acquisition Data Ioolsiﬂmdow Help EE‘E‘
g . = Systern Configuration Audit Trail Settings...
iDed «0 B O=skE - e Confgurion & g
A = Euvent Settings...

Y@ EeeyE? O@@ey
ata Registration Settings..,
1 I e : I
ok & Instiy Check Baw Dats... E__l Downioad LC Ready
Acquisition C:\LabSalutionsiSample - 24 Options... =
Simple
Customization | Tonlhar Customizatinn Settinos... |
F Filename Mo LC T‘m|— e P \
‘ LCustomization Settings...

Instrument ] Dema_Method L L Stop Time: 0,01 miiry el S —

S [ENRaman ArTaal a1 Wiavelength Chi: 254 i [T T Tval caltin

3 Click the [Assistant Bar] tab, select the icon to delete, and then click [OK].

Customization Settings

| Application Wlndows” Assistant Bar |I
|

Windows: Hide Icons: Display Ioons:

Data Acquisition
Batch Acquisition
Report Generator
Batch Editar
Method Editor
Calibration Curve

“ancel ] ‘ Aliply ‘ [

1 3

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].

@ Realtime Snalysis Instrument 1-System Administrator) - [Data Acquisition - Untitled] ===
T File Edit Wiew Method Instrument Acquisition Dsta | Tool| Window Help _[=][=

8 | <R |[BHR|([O=:HE °
HIRM ek ODEs

Systern Configuration Sudit Trail Settings...

Event Settings...

SE zlxl zl=l
Folder: 3 Instiu Check Baw Data... = 1 Dowrinad LC Ready
x : L
CiiLabSolutionsiS5ample - Mg A Options... = F
imple g
Fil ¥ Custornization [l Toolbar Customization Settings.., |]
" = LC Tire Progra [¥[Detector & Custormization Settings...
[ Demo Method 274, X TR, = —

Click the [Command] tab, customize the [Data Acquisition] toolbar, and then click
[Close].

E‘_‘& Realtime Snalysis Instrument 1-System Administrator) - [Data Acquisition - Untitled] =EIEIEE]

File Edit Wiew Method Instrument Acquisition Data Tools Window Help —[&| %

2P <0 BR ODEHLAE?
SE] =l | =l
Folder: Cust = LC
[ cusemize ] __:_1 Download =

CiLabSolutionsiSamplz @” Commands] I?j i

Filename I+ Categories: Buttors -

[ Demo_Method 21 — Ho YN /&'3 HOERS 5 0] || Cosat ]

22 Acousiton = .

Item| Val Se| Un
i Mod | lso | lso
Flow | 0.0 0.0 mL

& Demo_ QCTool . 3
En PDA_method 21
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1 Select [Data Acq uiition] at [Categories].
2 Drag-and-drop i (Open Reference Data File) onto the [Data Acquisition] toolbar.

The button is added to the [Data Acquisition] toolbar.
él/ 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.
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8% ok ([BR [O=E 7 beses 5[0 5% @i
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my Max Intensity @ 31,010
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|1 Derno_Data-007 2 B <> Results View - Peak Table enivmation et HetserbnTe..
N Display Settings...
[ Dermo_Dats-008 1 Feak Table | compound | Group [ Calibration curve SEpIaY SEngs
ﬁDemoiData-UUQ ! Peakll Ret. Time Area Height &) Manual Integration Bar
o] K
Demo Data-010 1 1 2636 148440 261 Register Selected Peak to Cormpound Table...
|u) Derno_Data-111 1 2 27 166387 a0z |
SLLLIC P E] 3827 106008 22t Lopy
* ot C 4 4620 LS 26 =——
Detector A[Ch1) - Total 538143 1060 phrep
Mac: Intensity © 31,010 Print Graph 3
T.DEL: a min
Min. Area/Height: | 1000 counts HMoise
Calrulated by: @ area Height |
4 - < [ »
o o e {4 [r]\Detector & - Ch | = v
Lt . =) # .‘ﬂl ] DataAnaIysisI
Copy the zoomed chromatogram to the clipboard, UM

The chromatogram is displayed as follows when it is pasted from the Clipboard to other applications (In this

example Paint is used).

" Untitled - Paint
File Edit ‘“iew Image Colors Help

[E=H o8 =)

- @Iiﬁliliﬁlifff?ﬁliliﬁ

Py [ o o
2o [ e e e e
P A Gample ID:2 E
R A i m E
N :
N ;
O &f 2 [
@ @ i ] E
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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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Data Analysis | || c,il absoiutionsigampls  ~ my Max ntensity : 31,00
32 8888 =D aactor 2-054nm A\ _A ﬂ j\ Time 4845 Infen 2.183]
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Data Analyslsl
Copy the selection of the peak table to the clipboard, MUM
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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 AnalySiS] 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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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.

@ 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

Operators Guide 355



I 13 Appendices

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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