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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.

© 2010-2017 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 and Windows 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.

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.

ii Operators Guide



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 license certificate or the USB dongle.
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What is LabSolutions?

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

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

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

1.1 Features

Bl Abundant Functions with Simple Operations

Assistant Bar

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

Data Explorer

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

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

Batch Table Wizard

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

Compound Table Wizard

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

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

Quant Browser

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

B Enhanced Identification and Quantitative Processing Functions

This software supports a variety of identification methods such as window, band, spectrum similarity,
absolute retention time and relative retention time. There are 6 different quantitative calculation methods
that include the external and internal standard methods, and 7 types of calibration curves such as linear
and exponential.
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H Highly Flexible Report Format
The report format function offers a high degree of flexibility by allowing creation of reports such as
chromatograms, calibration curves, quantitative results, summary reports, and data analysis reports.

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

Bl Enhanced GLP/GMP Support Functions

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

FDA 21 CFR Part11 Compliance

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

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

@ 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 @j‘ (LabSolutions) icon is displayed on the Desktop.

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

IT: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 Ifd (LabSolutions) icon on the Desktop.

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

.Lugin
il

LabSolutions
"Usel 0. I =

Paszwod: Change Fassward 2>

‘ Cancel H Help

ll/ 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.

I e e Moin Gratom Pt (F=aEon="]
File: View Process  Window . Help
@ ?

Instrumenc Type (AL -

" @m wm @

rgnment 1 Insbument 2 rstument 3 Instrumen: 4

AT

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 (System &drministratar) =2 Eoh ==
File ‘iew Process ‘“indow Help
@ ?
Instrument Type | ALL -
Instrument ... Type Linalysiz Status User Queued Ca...  Estimated End T...  Instru... [

41l Operations Systemam. |0 | | |
2 Instument 2 LC All Dperations Ready System ddm a
3 Instument 3 LC All Dperations | Mot Connec... - -

4 Irzhnment 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
administration, system settings, and validation.

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

@ note

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

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

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

U Realtirne Analysis (nstrument 1-System Adrinistrator] - [Data Acquizition - Untitled] ﬁﬁ]]_o
é')}' File Edlit Wiew Method Instrument Acquisition Data Tools Windew Help =[] = —9
IR EEY R EEERE i& & T o
IAHE LML ? (D985 0B 2
EEN HE ( =
Folder: 0| [LcReady I
Eer— N D [
Filename Mo Data Commet: : —
ﬁsamp 1042 L = o
-'ZLItut 10,2 LC Rurving Time: 14.02 / 5000 min D ebzctor A Channel 1[284nm): Oml ltem| Val| S=| Un|
Fcalib 1072 i Vi sty - 0 Mod 150 |I20
1 000 Efericr & Channel T 254nm1 T0) Tine | 2535 Inen 0000
Swslem Check 1 %
Fum |00 0.0 | mL
*ll EIID 2!5 Sh 7‘5 HIiD 12‘.5 1SI.CI I?IS mr\I :ﬁ gg gg mll_:' 6
9 Daa B Instument Paramaters Yiew [ Homal ) advanced | [:1 Duwr‘load] x D-g oo EPP
Acquistion [ Sl Settins L Time Prog, | Auto-purce ?:jﬁ g E_
] < [ 3 L Tine Program [7] Cetactar A |‘| Way| 0| 25| nm
Fizatine Batch ||l o lestpTine: 0L min Wavdength Chl: 25 nm M
&pply to All acquisition bme wavsength che: | 25 o
FLrp End Tre: G100 mn P
e ’ b
0 UL Dala Aoopas...
Meszage Sub Message — [E
6} 4
[T \Message / ] « i v
C: 55.4GE Free RLIRA
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 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 “.Ilcm” for LC, and is “.gcm” for GC.

Method files store the following information.

Stored Information Explanation

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

Information instrument parameters.

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

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

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

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

Data Files

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

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

@ note

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

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

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

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

1.3.4

1.3.5

1.3.6

1.3 File Formats

Report Format Files

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

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

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

3" Reference

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

Batch Files

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

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

batch files.

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

IZ° Reference

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

UV Spectrum Files

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

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

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

Other Files

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

File Name

Contents

UV Library Files

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

Browsing Files

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

The file extension is “.Icq”.

Layout Files

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

System Configuration Files

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

PDF Files

This files contain electronic versions of printed reports.
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2 [ 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

T
‘3 jcon.

R J|

1 Click the

ik LebSolutions Main (System Administietor]
File: Miew Proceis  Window  Heip

&7
Instrument Type [ALL -

ol

% @ - @

rstument 1 Instument 2 rsument 2 Instrument 4

s

EBEHET

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

ik LebkSolitions Main (System Administratar]
File View Process  Window Help

& ?

Instiument Type  [aLL -

= Eom =T

2wl @ @ W

stnmert 1) Instrumeni 2 rmment 3 Instrumen: 4

lrsrpinaes

The [Realtime Analysis] program opens.
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I 2 LC Data Acquisition

3 Click the (Data Acquisition) icon on the [Main] assistant bar.

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

Main
ACQS IO

4 Realtime Analysis Ihstrument 1-Systern Administrator) - [Data Acquisition - Untitled]
%ﬂ‘file Edit Miew Method Instrument Acquisition Data Tools Window Help EE‘E‘

DA<k BERO=LEHE 2 (@leo 2w
IS REnh? (0WTT O BRo?
x| ——
[ LCReady ] L Ready
Dampie Mare ; ;
Sample ID @
Data Comment
<
|LC Running Time: 0,43/ 50.00 min Detector & Channel 1[254nm]; Oy Item| ¥al| Se| Un
M Intensity 1} g Mod | lz0 | Iso
Time 1619 Inten. 0000 =

I
050,000 e ctor & Chanmel 1-254nm( 00

@ 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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2.1.2 [Data Acquisition] Window Description

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

2.1 [Data Acquisition] Window

@ Toolbar @ [Chromatogram View]

J_‘*} Realtitne Analysis Instrument 1-System Administrator) - [Data Acquisition - Untitled] =@ ==
Eile Edit Wiew Method Instrument Acquisition Data Tools Mfindow Help - | & %

WELEIFFOEEYEFEERE HEEE 5

HEH SR MR O9T T DR ?

S =
hlain LCReady Lc Ready
Sample Mame 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]: O/ ltem] ¥al| Se| Un
my Max Intensity | D Mod |Iso | Iso
1050 ”””jlnetemnr & Channel 1-254rm 00) Time 33489 Irten ] nnn| %‘
0.000 [S1
35 380 395 400 425 480 5 mn Fum 10.010.0 {mL
" = Pum | 00/0.0 ml
Pum [0.0]0.0|MP
Pum [0.0]0.0|MP
—(O)Instrument Harameters View =
1G] [ Homal) [ Advanced | [[,,__g_ Download ]] s 01 kP
" = Ower| 00 /40| C
Simple Settings .
P 95 | LC Time Prog, |Autu purgel Tem (0085 | C
L Time Program [¥] Detector & Waw| 0 25| nm
ime: 0.01 i
LC Stap Time: . Wavelength Chl: 254 nm
Pump, End Time: 60,00 min
ﬂ‘ Data Acquisi | )
Ct 55.2¢[3 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 Instrument Parameters Yiew Advanced | Lil Download
Simple Settings | LC Time Prog. | AutoPurge
LC Time Program Detector A |;|
LC Stop Time: 001 min R v b

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.
A Instiment Paismetes iew [Hama ) Advanced |
Simple Settngs ml
LT Time Pregram W Detect & :'|
LC Stop Time: 0.OLmin wavelngthchy: 254 s Lt
Ay e ¥ cogreition e WavelsagthChZ 754 | am
Rl End Time: 10.00° | min
Mode: W
Total Foure 2.0000 i fmin Hloven
Pump B Corc. ! 0.0 L TETCEELNE; 0 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 Settings| | L Time Prog. | Auta-purge

File name:Dema_Data-001.led  RT:9.694 min

Cha#:

Detector & Channel L{254nm)

my

Mhax Intensity © 16,068 2%

B Concf O

50

mLimin
100

50

0o

Time

Module

Command

Value

200

Pump

EB.Conc

50

7.00

Fump

EB.Conc

a0

.00

Pump

E Conc

100

€

4.0

>

fo

oo

o.on

oo hd
1 C

Load Data...

Draw curve E

@ note

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.

-@ Realtime Snalysis (Instrument 1-System Administrator) - [Data Acquisition - Untitled]

(E=1 Eem =)

Eile| Edit Wiew Method Instrument Acquisition Data Tools Window Help = [& %

| Mew hdethaod File Ctrl+M | E 7 7

¥ Open Method File.. o0 ’ -
W O ?

[_Ssve Method File Ctas =zl
(Fﬁ Save Method File fAs... n Lc Ready
‘—I:‘I Sawe Methad File &5 Temnplate... |?_j F

1_\_..4 Load Methad Parameters...

Detal...

The [Save Method File As] window is displayed.

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

4 save Method File &5 ==
Savein: | Progct! -0 F = Mm
Narrie Date madif.. Type Sie
[E)Calib
|ef)test
gtesﬂ

Filz name: ( zarg

Save as1yne; [ LC Methad File ["lom] =

- J ” Save "

[ Cocs )

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

@ note

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

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

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

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

If the [Data Explorer] sub-window is not displayed, click the (Toggle Data Explorer) button on
the tool bar.
Iﬂ Realtirne &nalyss InArument 1-Sesterm Administrator] - [Data Acquizition - Untitled] m=n O]
E}J} File Edit Wiew Method Instrument Acquisition Data Tools Window Help BE
aH <k Bk D=k1HE 7 i2e® s
IHHEEEE MR ? I DHE T ORD ?
x| x| izl
| [ 00 | [LoReasy < e
A Datelfrojects =] | [Sarelotame: [ [+
Sample 10 : ﬁ -
il Filename tog Diata Cormmeri: -
nh_r'_m, 1072 LC—| Detail...
L Rurving Time: 19,45/ 5000 min D etector & Channel 112840 Ol Item| Yal| Se| Un|
Lﬁlt T it/ Mz Intensty . 0 Mod |Ein | Ein
_Fﬂ‘.]t:ﬁ 050,000 rﬁeaﬁ.&ﬁﬁanne T 25N T 00 Tim= Tnten. | % Fum | 00|00 | mL
0.000— T T T T T T T 1 Pum |00100] %
\ Pum |00 [0.0] MP
srument F Wiew = Fum [ 0 kP
[Momal [ Advanced | 7 L Dawrload e TP
Simpls Settnos | LT Time Frog, | Subo-purce Tem |00 /85 |C
7 Wov| O] 25| nm
LiZ Thie Program [#]Cetactar & |
LC Skop Time: o.01 rnin Wawength Chi : 254 -
Appely to All acquisition Bme Wavslength chz: | 254 nm
<[ + '
Puip End Time: G002 min
Crnen e
Purp ATotd Fow 00000 mijmin (4] Cen
Pump & B.Conc 0.o % Tenperckure: 4l C
Snaoshol =
| b
=i 5
!;'zl' [ -] 1k Data o
C: 55.55E Free MURA

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

Check the instrument parameters, and click [~ Downioad|

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
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2.3 Data Acquisition Preparation

2.3 Data Acquisition Preparation

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

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].

J_‘*} Realtime &nalysis (Instrument 1-System Administrator) - [Data Acquisition - Untitled] =3I ===
%ﬂ‘ Eile Edit Wiew Method Instrument Acquisition Data Tools Mfindow Help = E=AES
INAA <L 2R (Oxd8 2 2@ w

IHEHR SR ME? i OHTT O Ro ?

SE zl=l
hlain LCReady L Ready
Sample Mame =

Sample |0 - "“—j =
Diata Comment :
=
LC Running Time: 47.70 / 60.00 min Detector & Channel 1(254nm]: O\ Item| ¥al| Se| Un|
my Max Intensity : 0 Mod |Bin | Bin
1 onp_JPeteetar & Channel 1:254rmiT 00) Time 46504 Imen 0000| . Purn | 0.0 0.0 | mL
(Detector &) Slope Test Purn | 0.0 {00 %
Pumn | 0.0 /0.0 MP
Purn | 0 kP
7504 Owver|00 |40, | C
" Tem 0085 |C
il I
e N ‘Wiav | 0| 25| nm
[ ‘ Display Settings... ‘I |
500+
Graph Properties...
250+
3
& =]
425 450 475 500 525 550 575 600 min
d [ v
ﬂ Data Acquisi...
Setup the display parameters of the each graph area, C: 55.5GE Free MHUR
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2 Click the [LC] tab and enter the necessary parameters.

Display Settings E
General| LC lStatus

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

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

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

Channel For Fraction Mark: Detector & >

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

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

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

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

@ note

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

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

Display Settings =]

General |Lc Status

Show SanEle Tormation

Bl

Samplg ID 1
Data Comment

INEEEE ]
oo o [ ) | 2

=

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

.13 Realtime Analysis hstrument 1-Systerm Administrator) - [Data Acquisition - Untitled] = EoR| |
Egﬁile Edit Wiew Method Instrument Acquisition Data Tools Window Help — & ®

Blen|brO=24dE T ize i
gH A EERME? 09T 0 ERo ?
=l x| ]

[ wen || [LCReady R —
Sample 1D : I._Lj b

D ata Comment :
o | (e
Instrument H
abelt LC Riunning Time; 47.70 / 60.00 min Deteclor & Channel 11254nml: Dy | T Tiraml 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].

@ Realtime Analysis (Instrument 1-System Adrministrator) - [Data Acquisition - Untitled] [l ]
éﬁ‘ﬁlle Edit View Method [nstrument Acquisition Data Tools Window Help BEE

D3P <@ BB D=4E
I HE AR EE? DeS T 0 HRo ?

e ——i~|x
Main LCReady - e
Acguisition Sample Name :

& ==
Sample ID [j
Diata Comment

B

|LC Running Time: 47.70 / 60.00 mir D etector & Channel 1[25dnm]: O/ Item| ¥al| Se| Un
mY Max Intensity: 0 Mod | Bin | Bin
4 aonPetector A Chanmel 1. 2541 00) Time 45504 Inten. 0000] . Pum [0.0]0.0] ml
(Detector &) Slope Test Pum |00(00] %
Pum |0.00.0] MP
Initialize Zoom Pum | O kP
750 Base Shift Over|0.0]40.|C
Tem 0085 |C
il |
some e whaw | 0 25| nm
” Display Settings... [
500
Graph Properties..,
250+

loi®

425 430 475 500 535 520 575 800 Tmin
< ol +
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].

Dra Stafs Curie
itor=d Valuss: Setiing Velues;

G Terg, 1
[[lRcem Temp.
[Elsample Coaler Tevp,

Range

Temperatura: o - ¢ [ Nnm\alze | ]

Pressre: 90 - 03 W 2
Flov: 2000 < s mimn [ Dol |

Concentration: o = 400 % Normalze J
[ Right Intensity Ass: Pressure Tt ) 3

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

@ noTe

Settings are stored to memory for each user and instrument.

2.3.2 Auto-Purge the Pump and Autosampler

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

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

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

@ noTe

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

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

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

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

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

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

[¥] Auto-sampler: 25.0  min l

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

Activate system after auko-purge

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

3 Set the [Warm-up] conditions.

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

Auto-sampler;

Init‘ Conc.-Replacement:

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

Activate system after auko-purge

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

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

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

4 Click the (Save) button on the toolbar.

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

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

@ note

the [Autosampler] tab.

Atfter 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.

& Realtime Snalysis nstrument 1-System Administrator) - [Data Acquisition - Untitled]

(E=1 o )|

Eﬂ‘ File Edit Wiew |Method| Instrument Acquisition Data Toaols Window Help — (& %
H (24 Instrurnent Pararneters
D3P |« =2 N i
= _ [l Baseline Check Parameters... I
H i e =
- Data Processing Parameters{Detector &)...

1 2 1
| owoC Parmeter@eectora. ‘ o =

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

Baseline Check Parameters ==

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

Deteckor Channel: Detectora(Chl) -

) End Threshold
2 isei . - 150 min 50 u 3
it . - 150 min 5000 uvjh
4 _.[Maxlmum Time {min): 15.0 = ]a\lure Action: | Skip -

[ [+]4 I][ 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 : 000WY, drift : 000U h
BT [ Hel

» 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 Analysis (Instrument 1-Systern dministrator) - [Data Acquisition - samp.lcm] = &=
%ﬂ‘file Edit Miew Method Instrument Acquisition Data Tools Window Help EE‘E‘

iDeP <6/ LR D=kE 2

I BREBRNE? (09D 0B ?

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

B @
Sample ID [j
Data Comment
o
|LC Running Time: 2.06 / 50.00 min Detector & Channel 1[254nm]; Oy Item| ¥al| Se| Un
m Il Intensity 0 mPa Mod | Bin | Bin
1 non-|Petector & Channel 128 e Time 4727 Inten T000] 4 E Purn | 0.0/ 0.0 ml
Pump Press. & Pum (0000 %
(Detectar &) Slope Test Detaclat 1 Call Temp. Fun (00 (00 WP
ol Ti
Initialize Zoam RQ’S,:: Tae:-nnf]_ Pumn | O kP
a0 Base Shift Sample Cooler Temp. 750 Over| 0040 | C
o : Tem 0085 |C
Mormalize i wav | 0 25| rm
Display Settings... L
. Display Settings, -
Graph Properties...

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

parameters.
Setting Slope
Slope: chi | 23548 ujmin

Sek to Parameter

The data processing parameter [Slope] value is set.

@ note

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

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

[{// NOTE

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

2.3.5 Check the Condition of Consumables (System Check)

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

[{l/ NOTE

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

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

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

Systern Check

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

Close

Help
Expected Run Time

Reset...

Remaining Time

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

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

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

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

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

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

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

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

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

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

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

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

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

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

@ note

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

[LC Control] toolbar

2.3 Data Acquisition Preparation

4 Realtime Analyais

1-Syestern Adrini y - [Data ion - amp.lcrm] (=0 R =
§'5 Eile Edit Miew Method Instrument Scquisiion Data Took Sindow Help = G
INAH @ BROx=-HE 2 "
el (D8 0%
x| =l
[PDA Control] toolbar
0 Heattive oty 1-Syestern Adrini y - [Data ion - amp.lcrm] (=0 R =
§'5 Eile Edit Miew Method Instrument Scquisiion Data Took Sindow Help = G
INAH «@ B ROx=-dE 2
i EHI I ER AL ? (ST T DR
| =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.

e
=]
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.
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@ note

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

@ Realtime Analysis (Instrument 1-System Administrator) - [Data Acquisition - samp.lcm]

éﬂ‘ Eile Edit Wiew Method Instrument Acquisition Data Tools Window Help

DeP| <k R O=EE °

iB| o@D

ISBREBRNGL? (095105

Toolbar Customize
Standard
Instrument Control
!ZI LC Contral

SE

Main

L(?lReady

m Data Acquisition

Sample Mame :

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.

[E= ESE |
BEIE

—— |
LC Ready
= L

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.

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.

Y4 Realtirme Analysis (nstrument 1-System Administrator] - [Data Acquizition - samp.lom] = ol |~
gﬂl File Edit Wiew Bethod Instrument &cquisiion Data Tools Window Help BEE
iDeH| «k|BR|Ox=dE » i2|o9 0@
I HEESEME? 98T 0mD 2
]
LLCReady € Realy
Sarole Hame : = .
Sample 1D : & "'::J [ﬁ
Dala Comment ©
o Detail..
|LC Running Time: B.22 / BOLOD min Detactor & Charnsl 1[264nm} O Item Value Selting | Units |
i Mas Intensty O Mo Einary Pures | Bircw Pure, |
Tme  ZJE5 Imien. 0] . Fumnpa Tatal Flos 0.0000 0.0000) i Aroin
1000 betector 4 Crarnet 1:254nmi1.00) Pur & E.Cone (] T %
Dovnload Purp & Preszurz 0.0 0.0 MPa
Faramreters Purro A D egasser a kPa
20 OwenT 0o 400 C
@ ] Temoorabre Limifax (1] 950 C
W avelength Chi a 254 nm
Star
Singke Run s00.] o
250+
o g
Snap=hot T T T
oo 5.0 100 150 min

+ 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.65 for information on sequential analysis of multiple samples.

2.4.1 Execute Single Run

Execute single run from the [Data Acquisition] window.

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

Arnuisition

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

Single Run ==
Acquisition Information
Sample MName: Sample Mame:
Sample 10: Sample 10|
Method File: samp.lem
[Data File: Create into;  C!\LabSolutionsiDatalProject1
Qatal‘\cd ﬁ’y)—— 1
(Cactotnerement: 1.2, .. Y2
D Report: =
Data Comment
1 [
Sampler
[V\al#: 1 ) TTar B 3
(In]ectlon Valume: 1 ul ) Seicsisbiceo SN0 = 4
Advanced = " (o] 4 I [ Cancel ] [ Help

1 Enter the data file name.

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

Example: “TEST-001.lcd”
ﬁl/ NOTE

When [Auto-increment] is selected, the file is not overwritten even if the file name was previously
used.
3 Enter the position of the sample for [Vial#].
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@ note

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

4 Enter the sample injection volume.

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

IT:58 AM

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

@ note

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

2.4.2 Change the End Time During Data Acquisition

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

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

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

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

/% Reeltine Analysis (nstrumentl-SGystem Administrator] - [Date Scquisition - ssmpJem (Feed onlyl, Datelled]
;L} FEite Edlit Miew Method Instrument | Scquisitionf Date Tools Windew Help

Y | w (o |E 5 (O

= Sarnole Infoimaticn...

i (B ) ¥ 7 i
i = = m Change Acquisition Time. .
B T E— e =

ain
Acauieltinn

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

T |

i ofa] |
Le jaunmnu’_]
—

!—ER':‘I“”'“Q % Start Priorty Run..

e =

Detector &

|71 Appty to Method Fie

o min
[ 0K [ Cancel H 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 '1'-} (Snapshot) icon on the [Acquisition] assistant bar.

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

I3 Fostrun Analysiz (Systen Administrater] - [Data Analysis - snpCCEEmp] =508
g_ﬂ] File Edit View Method Layout Tools Window Help _ = ';‘:
iAW E | wk|FR (0= 7 HEr - g Ey i
B Chomsogian View
o e heensiy © 2,834,007 [Methad File Harme]
2500 Detector & vime O.51&  Tten: -T2
,\_jk /\ % [Samplz Mam=]
0.bo 0ls 2ko ors 1k 155 1507 rmin
[Szmple 0]
iy Uax nrensmy 8
Datactor & me 0. T1Z  hien. 1515 -
k! -
0 [eecuir=d by]
'1 System Adminisirator
g = [Date Acquiled]
L2007 3:00:1 8 PM
|
1000+ = [Sample Typa)
Unknown
| I %
™ r s 2 s = [Comment]
.00 o 5 o7 100 156 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.

| U4 Realtime Analysis Qnstrument 1-System Administrotor - [Data dcquisition - sampJern]
EL’P Eile Ecit Miew pdethod Instrument &cquisiion Data Took Window Help

00| «lalB R (D= ¢ 5
AU B LR I GeZc D 2 R

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

Startup
Startup
StartDate aTime: 13/ 52007 v 3aLiseMid ) 1

(Starts immediately, when setting date and time has passed.)

Method File:

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.98.

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

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

1 Click the (Shutdown) button on the toolbar.

U4 Realtime Analysis Qnstrument 1=Systerr Administrator] - [Data Acquizition - samp.lerm] r=aiEol]| x|
;,'_’,‘ File Eclit “iew Bethod Instrument &cquisition Data Toob Window Help = |l
0|« LR D=8 ? iz(loosw

z = @ z = S el

E) T WY Zf.“.l B Ml 7 i« 3T o s r?a\i'r!:l 7

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.lcm [E]
Cool down Time: | 0 | min 2

] pegasser(LC 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.98.

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

P.90.
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2.8 Change the Sampling Time (Period) or Frequency
(Rate)

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

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

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

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

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

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

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

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

1 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. Ppress (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 [ 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

) LabSolutions Msin {System Administratar) [P

T
‘3 jcon.

R J|

File' \Miew Process Window Help
& ?
Instrement Type [ﬂLL v]

g = =

Instiument?  Instrumenk2  Instument3

s

EBEHET

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

Ll LabSalutions Main (System Administrator) [.:.]Elg.’_d

Eile' Miew Process Window Help

& ?

Irstrument Type [aLL -

(e &8 &
2l itk nanmentl] Instrumet2  Insmentd
=TS

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

@ note

If the (Data Acquisition) icon is not displayed, click on the title of the assistant bar.

Main
ACQS IO

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

(174 Reatcime Ansiysis g t1-Systam A ) - [Data Acquisition - Sampl=ger] i L\ [P
Eﬂl File Edit Miew Method Instrument Acguistion Dats Tools Window Help |Z"E|E
NoH ek ek OEdE 2 Ees | ez
Dot H X 2
im 7
| Man | ﬂG CiNot Head)‘f] I
| Acquistion | | o e[ V[U] G | |

Sample Hame : FIE
Sample 10 |
CE[D]C
nsinimre DE[Dm [T 0n

@ note

If [Not Connected] is displayed on the status display, refer to "3.2 The Instrument Is Not Properly
Recognized" in the Installation & Maintenance Guide.
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3.1 [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]
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000 egz wlden ] sn nlimn
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ikl TE22 comls i FO H2Flom 23] )
. || oetad |
Q (5 [Control Panel] e[lnstrument Monitor]
No. Explanation
@ | Displays the [Standard] toolbar, [Data Acquisition] toolbar, [Instrument Control] toolbar, and [GC Control]
toolbar.
@ | Displays chromatograms and the instrument status curves.
[I3" 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.

@ note

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

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

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

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

@ note

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

o0
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3.2 Enter Data Acquisition Parameters

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

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

3.2.1 Set the Instrument Parameters

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

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

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

1 Set the view mode to [Instrument Monitor].

B View Mot I ) i Svstem Check... = i st 2 Shudown.
Erdi Time: G000 min "k Dowrload Method  GC-1.gem
Diata Processing Parameters.

For the GC-2010(Plus), GC-2014, GC-2025 and GC-2018, select the menu [View] - [Display
Settings of Instrument Parameter View] to change the display mode.

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

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

numet Sogusien [t Joda i el
# w2 1B Es e
= 2 4

st D e T e 0 (e

e D Targanos Fregwe TaPRg T DD

Futa Terpmsin Hab Tree

i
i
0]

SEEsEEEE
SEEEEEERE

(1]
Dy oy Fute i

s Pl s Mt

42 Operators Guide



3.2 Enter Data Acquisition Parameters

@ note

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

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

"g Realtime Anafysic (Instrument1-Systam Administrator]) - [Cata Acquisition - Untitled] |='_l_'§| &i
§L§ File| Edit Yiew Method Instrument Acguistion Dats Tools Window Help -| r.'l‘. K-
_-f ] Mew Method File Crl=M =) 5‘ B A | o8 S
DY OpenMethod File..  Cil-0 =
i [ thod ¢
—IEB Save Method Eila Cela € dof = |
[J@ Save Method File £ s e
| EEy Save Method File As Template... ’%I;lﬂlﬂ! |

The [Save Method File As] window is displayed.

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

(74 save Method File As ==
Savein: Projart 1 @ T i E
Kl Debeindits | Tipe Size
| 2ineMethod

(Fiegame: Sarple ., )

’ Saveasype: | G Method il {gom) -] [ cancal |

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

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

automatically after method file is opened.

Check the instrument parameters, and click [ 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].
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2 Click the [GC] tab and enter the necessary parameters.
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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
B
1
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000 oo [ Hormales J

oK [ Cancel Apply Hep

1 Select [Sample Name], [Sample ID] and [Data Comment].
The sample information is displayed in the status display of the [Data Acquisition] window.
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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].
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2 Click the [Status] tab, enter the necessary parameters, and click [OK].
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T Carrer Gas Sow
R.Carrier Gas Fiow
BEHE - — -
Temoeratura: -20 - 43 C [ Normalze | ]
Presare: -0 - o kP (Ctiomalze | 2
Flow 0000 - 210,000 mijmin | Mommalz | 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 Rurwing Time: 7.32 / £0.00 min DET1: Ouv
uV Max Intensity 0oc
1000000 TyETTT 00y Z T a
Column Oven Temperature(Moni
75000043 {njection Unit Temperatureiie
Carrier Gas Pressure - 300
Carrier Gas Flow K]
Sooooo] R Carrier Gas Flow 200
250000 ter -
o
L4
0o s 5o 7s 10.0 125 150 175 min

@ note

» Settings are stored to memory for each user and instrument.

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

i = ==

GC-2010 =
seneral | G Relaye | Device Information | Unit Posten|
# of vt Lies: 2 II% Systern On /Off Paramet=rs
P STAZT TIME: 0.0
GasPressure Uik | kpa. -
e STOP TIME: 0.0
E ] [l sLEer TIME: B
Perpd: 1 =] sec
| Samping 2 _EJ [lrow cemTme: |55

| Afmesphere compensation

[T/ BEC System O VWhen wming on the power System OnMode: |Flow/Temp=Det  +

| Istalation Informaton...

[ ok [ oot [ ooy [[ bep

1
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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 Anaiysic (Instrument2-Systam Administrator] - [Data Acquisition - Unritled] | ‘:'l'ﬂ‘ i&'
Eile Edit Wiew |M:lhudl Instrument  Acguisition Dats Jools Window Help - 'h‘_.

I | W 1} Instrument Parameters

)

Ll Bascline Check Parameters..
2 Data Processing Parameters(DET1)..

% L A

i

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

D

Basefine Check Parameters e
1 (i .
| Moise Caloulation Method: | ASTM x |
Detector Chamnsl: |[une 1jDetectnr v]
Etart End Trreshald
2 04 1 mh s w ____ 3
[ Ert 0.0 15.0 mn 5000 wh
4 {Maximum Time grin):  15.0 = F)ireActen: |Shin -

) Comd ) [ ]

=

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.

Click on the ﬁ (Baseline Check) button on the toolbar.
The baseline check is initiated, and the results of the baseline check are displayed after measurement
ends.

Realtime Analysis

"-‘ [2T0f] Passed baseline check

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

Sk Help

@ note

The results of the baseline check are saved in the 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].

[7Y Realtime Anatysis (nstrument1-System Administrator] - [Data Acquisition - Untitled] (] = ]

E{lj‘ File Edit View Mcthod Instrument Acquistion Data Tools Windew Help
iDnH sk Bk O=-HdE » (Blaef|e@ s

PoH e ? im0

S]] |
Main GCNot Ready
Tinel |
Sarnple Nenme
gl Sagle [0
[ Diata Conmment @
Instrument o

Faramsters

5

System On

GC Aurring Time: 062 /5200 min DET1: Dl

Max hteneiy -
Time 1714 Inten.

(DET1] Slope Test

@

it

Harmalize

'Ein:;l‘: II'-‘.un

Display Settings..,

Grzph Broperties... T T T T —1
10.0 125 150 115 mn

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

parameters.
Setting Slope DET1 W
Siope 1 Chl 127.221 uvfmn

o —
o)

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).

[{l/ 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].

A N>

r
System Chack

Last Status
At

GC

(& consurables )

Resut: Mot tested

(ijlia:mrt(]ut )

] iew Resuit

r(@lecched )

Advanced
Censumablas
! LED Back Light

¥ Fan Motar

Consumabl=s

| Heat Sersor

¥ OC Voltage

¥ Enyronment
I riary Pressure

7 Select [Consumables Check].
2 Select [GC Check].
3 click [Advanced], and select the items to perform the system check on.

V/ Geplum %] cRE Coolrt

| Insert
Ficpy [@1EcD cell Frequency
| Detector ROM 1% Elow Unit Board R.OM
7 Detector ADC |¥|Flow Unit Board ADC

¥ Detector Hgh valtage [ Flow Contrdl
[ petector Tgnite

(==

(==
Close

[ |

Reset...

4 Select [Report Out] to automatically print the system check results.

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

r
System Chack

Last Status

Date:
Resuft:

ﬁnt tested

[#]Report Out
[ ew Resdt

[
¥, Consumables Check
)

| GC Chack

Advanced

Censumablas

| LCD Back Light ¥/ 5eplum | RS ookt
¥ Fan Motar ¥ Irsert

Consumabl=s

The [System Check Results] sub-window opens.

[ & ]
[ View Results..,
[ advancec<c |
Close
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4

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

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

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

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

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

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

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

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

3.4 Single Run

3.4.1

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

(sequential analysis of multiple samples).

N

This section describes the procedure for a single run.

OTE

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

=

Reference

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

Execute Single Run

Execute single run from the [Data Acquisition] window.

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

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

Single Run [
Line1
I Acquisition
Acqisition Information
Samplz Name; Sample Neme
Sarmplz 10 Sample ID|
Qption...
Method Fle: Sample oon
Datz Fie: Creztz i C: \LabSclutions \Data\Project1
( Distal.ood = )—l — 1
( Auio-Inaement: Lydiinm '—— 2
T eeport: =]
Dats Comment: .
Sampler
Walz: 1 J 3
Without sample Earcode:
Syrrge Yolme: 10 w
[ devriemd s || | Ot | [ gl | [ Heb |

1 Enter the data file name.

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

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

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

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

» Selecting [Without sample] or entering "-1" at [Vial #] acquires data without injecting samples
from the autosampler.
Data acquisition can be started without pressing the [Start] button on the GC.

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

4 Enter the sample injection volume.

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

| 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.

I:{H Realtime Analysis (nstrumenti-System Administrator] - [Data Acquisition - Samplegomi(Read only], Datal.god]

UL File Edit View Method Instrument |Acquistion| Data Tools Window Help
H ek BL& D= :

=4 Samnple [nformaticn..,
Acauisition

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

E:_,' o

|[52 Changs Acquisition Time...
@ Stop

GCAcquire | Show Batch Queue..,

Tinnl

GC

| e e pr e |

Change Acquisition Time M
Acquisigon Time
DETL 50 miin
[Tl apply to Methed Fie
(=
@ 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.

54 Operators Guide



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 [y 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.

L-E Postrun Analysis (System Administrator) - [Data Analysis - snp71T7Amp] l"=' |E§_3!f
M| File Edit View Method Layout Teols Window Help B ES
e 4 R N Y = T §[oem =)o | & By P
S | k|
m Erider: EE O Chicatogiam view
s e — ) | Lo Wae htenaiy : 525,738
—— W e = 1] Time 08553 Intsn =
Filename Moc G 00 1 A i l,“\ a
M 3y - T T e T T T T T T T =
St Resod _JDatz]. 20/ 0.0 0.4 02 0.3 0.4 5 0.5 07 18 £3 mn
1 Data2 29/
Y Max ntenshy £25 735
ToET Tire, 1. Tntan G
i |
Apphy 10 Method il
=0 ZE0000-]
[
] d
v o 2 3 ol 3 s o7 e 13 mn

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.

[7Y Realtime Analysis (nstrument 1-Systam Administrator) - [Data Acquisition - Samplegerm, DataZ ged] l‘E.l:E-l_g

Ll File Edit View Method Instrument Acquision Data Teol Window Help [=1=][x]
IDPH| «k(EkOEHdE » 2B (28 8F

i@ 2 im0

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

[stantup =
Startup
|
[Stu.rt Date BTme: 2/ /2009 +  3:10:08 'éi;'.'_T:_-f} 1
(Starts immadiately, when setting date and time has paased.}
[¥] wetnod File: } 2
Start.gom @J
ﬁ o )| oo ] [ e

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.98.

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

3.7 Automatic Instrument Shutdown

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

1 Click the (Shutdown) button on the toolbar.

& Realtime Analysis (Instrument 1-System Administrator) - [Data Acquisition - Samplegeom, Data2 ged] l‘='| Il i
:‘5%‘ File Edit View Method Instrument Acquisition Data Tools Window Help Nl -:‘.-
iDPAP <R ERDO=ELHE» 208|980
P MG ? Im 7
iy i (e wE) SN

G J

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

[ Shutdown @;3!“
shutdown
2] Shutdown Method Fle: 1 1
Shutdonr. gon [E| J

Coal cown Time: 0 ¥ 2

ﬂ QK “ 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.98.

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

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

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

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

This section describes how to set the sampling rate.

Click the detector icon in [Control Panel].

[Method Editor] sub-window opens.

At mplars b Pad Clumn
5 I i O
|aj

2 Set the sampling interval of the detector.

Methed Editer (Instrument Parameters|
une 1
T A2 Tenerems =0/ ¢ mifmin 314
¥ audvanced foan oo 204
= =Y
T ( Sarpleg Aaix 40 g == 1
* Advancad Stop Tive: 00| nin =2
€3 Coksmn |Lvk: b Dven Pragram) 84
Dy T 0o o
- TR00 0,10 020 030 04D 050 060 070 080 0F0100
Subiract Detector Hore: - L
E Ganerdl
Habeun e Powrogan (e ] To P T 020 e
Hakeup Flowr: 00| nlimn = Flan Hold Tine.
- ann o
[ Datactor Flom Conzt Moda 1 i i
Lrdi 00 wldmn (L] n (L]

o oy o
(L1 an (L1
o i o
1o oo 1o
(L] o (L]

2 Floos A0 | i

1 Select the setting value from the list.

Click the (Save) button on the toolbar.
The settings are saved to the method file.
lll NOTE
» The base period is the signal cycle sent to the PC from the detector.Set the base period in the
[Properties] sub-window for the detector in the [System Configuration] sub-window.

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

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

H Setting the Data Sampling Rate at [Sampling Rate]

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

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

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

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

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

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

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

Nt B v e G Soemcheck | RETITE Egtanup 2 churdonen, O Cenurtaties

EndTime: 5000 min l*__t Dawnicad | @ILINET ILINEZ | Method GC-1.gem
Data Procesang Paramalers.."

2 Click the icon, and set the instrument parameters in [Method Editor].
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Refer to "3.2.1 Set the Instrument Parameters" P.42 for more details.
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3 Set the parameters for [Line 2] by the same procedure.

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

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.

[{ll 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.

[{H Fealtime Analysis (Instrument1-System Administrator] - [Data Acquisition - Samplegom, Datad god] l'E_l:E-l_g
{04 File Edit View Method Instrument Acquision Data [Teols| Window Help [=l=][x]
AH sR|EB [llaldl‘g 7 Systern Configuration Audit Trail Settings.,
; £ Event Sethings...
e ? 0 7 eI
k.. -
g | = = e —zx
Man GCNot Ready 2 Ostions.. || | et |
Acquisition Linal Cusfomization L4 I te| V[ U] Gt |
Sarole Neme : Semple Hams ial| 0
Samgle ID: Sampls I 11 |
[Diata Coroment © IN[BIC |

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

Setting Options Q

] EEE=] ] HeEYwart | Auto Copy I PDF Quiput
Start Acoisiion ) Compstble | CLASSP fie conversion

(¥ Bcoisition Start from Irstrumentt 1

N

[Defa.h DataFle; | defadtgad

[ 3hom the data acquistion star dielog for merual injection,

=

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

button on the GC unit.
Data acquisition is started.

Press the
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3.11 If Single Baseline of instrument Is Unstable

@ note

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

Ml If Data Could Not Be Acquired Successfully

Check the following if data could not be acquired.

Download is not executed.

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

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

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

Be sure to set the hold time for isocratic analysis.

3.11

If Single Baseline of instrument Is Unstable

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

If this occurs, condition or clean up the column.

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

H Change the Column Temperature for Instrument Parameters

This section describes how to change the column initial temperature from 50 °C to 120 °C and to return to
50 °C of initial temperature after conditioning and confirming that the baseline becomes stable.

Click [Column] icon in [Control Panel].

[Method Editor] sub-window opens.

Lo Gz Zow e Fron Zr
Leat Check Dstmcins Detmcinn
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2 Enter “120” at [Temperature].

Method Editor (Instrument Parameters) E
[ ———
T ACC-Z01 Torpmshes: 1200 |3 T
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3 Close the [Method Editor] sub-window, and click |, bowniaad -

Wait a while until the baseline becomes stable.

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

clicking [[:t Dowrload and Close J to download the parameters automatically.

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

H Acquire Data Without Injecting Samples

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

raised.

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

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

Single Run o
linel [Linez |
I Acquisition
Acqisition Information
Samplz Name; Sample Meme 1
Sarmplz 10 Sarple ID 1
Qption...
Method File: Sample oom
Datz Fie: Crezteinto:  C:\LabSclutions Ceta\Project1
Datall00 .o =
Auio-Inoement: Ly diinm
~Report: @
Dats Comment: .
Sampler
Earcode:
Syrrge Yolme: 10 w
) () )

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

H Acquire Data With Solvent Injected (Without Injecting Samples)

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

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

@ note

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

Also, replace glass insert and septum as required.

For more details, refer to the Instruction Manual for the GC unit.
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Realtime Batch

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

» Making Batch Tables

» Baseline check to verify the stability of the baseline

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

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

4.1

Display Batch Tables

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

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

4.2

4.2.1

Create Batch Tables

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

This section describes how to create a Batch Table

Batch Table Wizard

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

@ note

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

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

Fiealiime Balch

Method
Development

i

Settngz

2 Enter the parameters, and click [Next].

Batch Takl= Wizard w
( Eatch Tahle: @ New = Append J 1
( Methad Fe: Demo_Method.kan |@_) 2
Injection Voime: 10 -
Select standard location in the s=qence
( number of Savple Groups: L = } 3

Botesist [T
(7 Standard Criy iﬁ Eﬁa

17} Bracket Calbration ﬁ@i

Bracketrg: Owerlap

" |Uise the sswe aliE) in Bracket
QAQC Sampies 1 5
|| Insert QAJQL Samgles J

[ en (Coenz) (ol | [0

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

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

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

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

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

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

If [Insert QA/QC Samples] is selected, the [Batch Table Wizard - QA/QC Sample] sub-window is
displayed. If [Insert QA/QC Samples] is deselected, proceed to Step 4.
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3 Enter the QA/QC sample information, then click [Next].

Batch Table Wizard - QA/QC Sample =5
/00 Samples e ——
Samplz Nama: joa /00 sampls] ) Auta-narement
Samplz D SET-0001 V' Autainarement
Datz Fie Name:
| ¥ Create fie names automaticaly
{Butn Fil=rame) i |GF! |V | At -inaement
Autosampler

| Tray Defimmon:  |Rade 1.5mL 70 vide - @
Tray:

Mumber of O4/QC Sampie vids: L :_ |

Repetitions per Aun:

wal=:

[ Print Repart

Repart Farmat Flies

<tk (o> [ conel | [ reb

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

Batch Tahle Wizard - Standard Sample HH

standard Sample

Samplz Mame: Standard Szmple El .ﬂgm-mcreme'va 1
[ Sample D¢ STD-0001 | Auto-narement
Datz Fle Name: )

{‘Create fie nomes autormaticaly 2
{Auto Filename) i |GF! [V Autg-inarement ]

( Humber of Caliorafion Levels:
Number of Standard Sample Viaks per Level:

Bepefitions per RLn: L
Autosznpler 3

|| Tray Cefiniten:  |Rec

Tray: i |
vial = 20 = g

|} dlear al calbrations at the begrring

Use the same standerd sample vial for all grouos

[ [¥]ertReport
Report Format Fike; 4
CaltrationCurveReport_Ller @:

Date Comment;

<pck ([Coenz J)[ ool | [ v

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

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

7 Entera [Data File Name].
Select [Create file names automatically] to automatically generate a data file name.
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I3 Reference
For details, see "Set the Data File Name" P.106.

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

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

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

Batch Tabls Wizard - Unknown Sample =5
Lnknown Sample
Samplz Mama: Urknawn Sample = Auta-narement
Sample Dt UNK-0001 ¥ Auto-narement
Datz Fie Mame:

|¥]Create e nares automaticaly

(Auto Fileame) |g 7 hutg inerement
Number of Unkrowin Sample Vials in each _1._5
Repetiions per fun: 1B
Autosanpler —=

[T Tray Defiriton: w:—':l:@

e
=

QuantitatveResults_Lls =

Dats Comment:

<pack ([ pen> ]I[ concel | [ reb |
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6 Set the summary report output parameters, and click [Next].

Batch Tahl= Wizard - Summary Repart

=

Qafgc
[CErint Summary Repert

Summary Repart Format Fike:

Analysis
[+#] print Summary Repart

@ Standard Samples

(71 Summarize per each Group

(%) Unkrewn Samples
12 summarize of Al Samples

Summary Report Format File:
summaryReport_1ler

N

&)

< (o> ) (oo ) [

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 Tabls Wizard - Other Settings L =5
Auto Canditionng
[¥] startp Set the ciartup method and pumping penad.
3 Please sat the start date and tme in the batch setiings.

[@ autopurge Perform AutoPurgs using the soecfied
3 cordition in methad.

| ¥ Baseine Chede

Set the shutdawn methed and cool down time,

ostan ([ btz J)[ conel | [ rep | _

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

@ note

The startup start date and time cannot be set in the Batch Table Wizard. Refer to "4.4.2 Start Data
Acquisition at a Specified Date and Time (Startup)” P.89 to enter a specified date and time.

Batch Tabls Wizard - Startup L =5

Startup

BumpigPeriod: 5 |£min } 1

|#] 5tartus Method Fle: |

Startom =

_osoadk [ neas JJ[ concd | [ pen |

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 - Shistdown =5
Shutdown
[F] 3nutdown Mathed Fle: ] 1
sto.km =)
— )
{ CooldownTime: | [l |5 | min J 2

<ok ([_pois J)[ ool ] [ reb

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 Tabls Wizard - Save Batch Fils =5
Batrh Fle
[¥]5ave Batch Fie
Barch Fle fame:  Saple] o8

[

<pack ([[_mush Jf [ cancel | [ reb

)

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

Batch Table.
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Bl For GC

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

Fiealiime Balch

Method
Develpment

Je

Settngz

2 Enter the parameters, and click [Next].

Batch Tabl Wizard [
( Eatch Tahle: @ New = Append _} 1
( Method Fle: Sample.gom iﬁ) 2
( Teble Type:  @lnel  Linez line 1A Lie 2 } 3

( Select starcard lncation In the saqence

number of Savple Groups: L =

Bl LT
(7 Standard Criy iﬁ Eﬁa
(@ Standard & Unknown ia ﬁﬁﬁ 4

17} Bracket Calbration ﬁ@i

Sracketro: |Oeriap

e the s=me valis) in Eracket

S
&)}

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

2 Enter the [Method File].

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

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

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

5 select [Insert QA/QC Samples] to insert a QA/QC sample.
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@ notE
Refer to "4.4.8 Set the Injection Volume and Multi-Injection Counts for the GC" P.97 to set the

injection volume for each sample using the same method file.

If [Insert QA/QC Samples] is 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].

Batch Tabls Wizard - Line1 QA/QC Sample =5
a/5C samples ————————————
Samplz Mams: QAJQL sample = Auta-narement
Samplz Dt SET-0001 V' Autainarement
Datz Fie Name:
[V]Er !
{Busto Filename) e [V mustm inieremert

Number of QA/QC Sampie Vids: 1

Repetitions per Run; L
als: Y B ]
[Tl print Repart
g rivat Fike
 —
<ok ([Lveat> ) [ concd ] [ 1o

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

Batch Tabls Wizard - Line1 Standard Sample [

standard Sample
Samplz Mams: Standard Sample El .ﬂgm-mcreme'vt] 1

Sample I0: STD-0001 | Auto-narement

Datz Fie Name:

{‘Create fie nomes autormaticaly 2
{Auito Filename)
——————

Humber of Calioration Levels: 1

Mumber of Standard Sample Viak per Level: )3

Bepefitions per Run: L |
il = z & = [z

L [#] Clear al calbrations at the bagirring

| Ugz the same etandard sample 4ial for &l groups

([FeritRepart )
Repaort Format File: 4
CalbratonCurveRaport_1ler @
Data Comment:
I
ook ([Lvext> J)[ cancel ] [ oo
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1 Enter [Sample Name] and [Sample ID] for the standard sample.

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

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

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

3 Setthe [Number of Calibration Levels] (number of calibration points), [Repetitions per Run] (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 Tabls Wizard - Line1 Linknown Sample [
Lnknown Sample
Samplz Mama: Urknawn Sample = Auta-narement
Sample Dt UNK-0001 ¥ Auto-narement
Datz Fie Mame:

|¥]Create e nares automaticaly
(Auto Filename)
Numbet of Unkrowin Sample Vials in cach

V[ huig inoement

Repetitions per Run;

al =

[#]print Repart
Report Format Fie:
QuaniitatveResulis_Lisr =

HataCimeents

<o (Cnens [ cond ] [

@ 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 Tahl= Wizard - Summary Repart

=

Qafgc
[CErint Summary Repert

Summary Repart Format Fike:

Analysis
[+#] print Summary Repart

@ Standard Samples

(71 Summarize per each Group

(%) Unkrewn Samples
12 summarize of Al Samples

Summary Report Format File:
summaryReport_1ler

N

&)

< (o> ) (oo ) [

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 - Cther Settings 3 [

Auto Canditioning
[} startp Set the startup method and pumping pered,
Please sat the start date and tme in the batch setiings.

R 2

| ¥ Baseine Chede

Set the shutdawn methed and cool down time,

_o<pack |[_nentz J|[ cancel ] [ e |

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

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

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

Batch Tabls Wizard - Startup L =5

Startup

(;ummcl Period: 5 [Z{min } 1

|#] 5tartus Method Fle: |

Startom =

_osoadk [ neas JJ[ concd | [ pen |

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 - Shistdown =5
Shutdown
[F] 3nutdown Mathed Fle: ] 1
Stop.gon = J
= )
{ CooldawnTime: 0[5 min J 2

<ok ([_neis J)[ ool | [ e

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 Tabls Wizard - Save Batch Fils =5
Batrh Fle
[¥]5ave Batch Fie
Barch Fle fame:  Saple] o8

[

<pack ([[_mush Jf [ cancel | [ reb

)

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

Batch Table.
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4.2.2 Edit Batch Tables

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

editing.

B Append Table Settings with an Incremental Number

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

incremental number.

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

1

2

Enter the [Vial#] for the top row.

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

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

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

@ note

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

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

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

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

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

Auto-increment

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

The [Vial#] column is incrementally filled.

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

[Fill Series]

[Fil

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

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

» o«

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

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

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

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

The cells following the selected cell become ABC001, ABC002, ABC003 and so forth.
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+ If multiple cells are selected (ex: “STD1”, “AAA” and “STD5” are selected in this order)
The selected cells are changed to STD1, STD2, and STD3.
+ If a blank cell is selected (ex: a cell in the [Sample Name] column)
The [Sample Name] sub-window opens. Enter the sample name parameters, and click [OK].

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

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

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

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

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

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

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

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

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

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

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

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

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

Parameter

Contents

Run mode

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

Background compensation

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

IZ° Reference
For details, refer to "4.4.5 Background Data File" P.93.

System check

Performs a system check before data acquisition, enter the system check parameter in
the top row of the Batch Table. Click the [System Check] cell, and enter the system
check parameters in the [System Check] sub-window.

System suitability

Checks the suitability of the system based on the analysis results of known multiple
samples.
The results can be displayed or output in text format.

Custom parameters

Calculation formulas can be set for totaling the peak area of related substances in
analysis data and for compensating quantitative values. The results are output to a
Quantitative Results Table or reports.
[~ Reference

For details, refer to "4.4.7 Custom Calculation Function" P.95.

Action

The batch processing can be controlled according to pass/fail of the check conditions in
each row of the Batch Table.

Options 1 to 10

Up to ten additional information columns can be added to the Batch Table.
Once you enter [Option Title] in <Settings> - [Option Items] Tab, this additional sample
information is saved in the same data as [Sample Name] and [Sample ID].
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H Hide or Display Batch Table Items

Use the [Table Style] sub-window to hide or display columns in the Batch Table.

This section describes how to add or delete displayed items to the Batch Table.

1 Right-click on the Batch Table, and select [Table Style].

Falder: C:4LabSalutionshD ata\Praject]

Analysis st [T blamn T e amnta N ame Sample ID | Sample Type Method File Data File Levelt | Inj. Volume Report
1 Fill Series fample [ STD0001 | 1.Standard (] SampleM ethod lom 1£uto Fllename) 1 1 i
2 Fill Do jample | 5TD-0002 1:5tandard Sampletethod.lcm [Auto Filename) 2 1 i
3 fample | STD-0003 1.5tandard Sampledethod. lcm [Auto Filename) 3 1 i
4 Cut fample | STD-0004 1.5tandard Sampledethod. lcm [Auto Filename) 4 1 i
5 Copy jample | 5TD-0005 1:5tandard Sampletethod.lcm [Auto Filename) a 1 i
E Paste Sample| UNE-0001 0:Unknown Sampled ethod. lcm [Auto Filename) a 1 i

Copy Entire Table
Clear

= Select Row
Select &

2l Copy Row

=4 AddRow..

=* Insert Row

=X Delete Row

£/ Table Easy Settings...
=iy Surnrmary Settings..

E

Browse Data...
Edit Method...
Edit Report Format,.,

Qg

/%y Settings...

Sy Table Style..,

2 Select the desired items, and click [OK].

Display Hidden Batch Table Items
1 2 3 4

Table Style =]
Item Settings | Font
Hide ltems Digolan ltems
Auto Purge 1 Sarnple ID
Baseline Check = Sample Type
Background Method File
Background Data File l Addagy J Data File
ISTD Amt. m Level#
Sample Amt. Inj. Yolume:
Dil. Factor << Remove [ mepon Dutput
System Check Report Foimat File
Custorn Parameters Drata Commenk
System Suitability
User Prog, -
< s b | Humber of fired columns: 0 =
l akK U [ Cancel ] [ Help

Select the items to display from the [Hide ltems] list.

Click [Add].

The selected items are added to the end of the [Display Items] list.

Select an item to change the display order.

Click [Up] or [Down].

The top item in the [Display ltems] list is displayed in the first (left) Batch Table column.

AW N =
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Hide Items in the Batch Table

Table Style
Item Settings | Fant
Hide ltems Displau Items
- (vialt
ot Format File i Tray Hame
Fun Made Sample Mame
Auto Puige L Sample ID
Baseline Check = Sample Type
Background Methad File m
Background D ata File I Add» ] DataFile
ISTD Amt. [0 Leveld
Sample Amt. Irj. ol
DimFDaztDT l<< Bemove] F?tlapu?luumuetput
System Checl: Report Format File
Custom Parameters eata Comment
System Suitability ‘ |
User Prag. -
Rl o |t Mumber of fived columns: 0 [
(o [ canes [ He |

7 Select the items to hide from the [Display ltems] list.
2 Click [Remove].
The selected items move to the [Hide Items] list.

@ note

Realtime batch is executed based on settings in the Batch Table even if the items are hidden.
For example, if a summary report output and summary report format file are entered, the summary
report is output after realtime batch ends even if these items are hidden in the Batch Table.

4.2.4 Before Editing Batch Tables in Dual-Line Configuration

In the case of dual-line configuration GC, realtime batch analysis can be performed in dual-line
configuration. To perform realtime batch analysis in dual-line configuration, a Batch Table must be switched
to the Batch Table for dual lines before editing the Batch Table.

This section describes how to switch to the Batch Table for dual lines. Referring to "4.2.1 Batch Table
Wizard" or "4.2.2 Edit Batch Tables", create a Batch Table using the Batch Table for the dual lines.

1 Click the 1,;5 (Settings) icon on the [Realtime Batch] assistant bar.
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4.2 Create Batch Tables

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

Settings |
Gerersl | Eracket I Diata Fils Mame | Starfup I Shidawn |
ASCIL Conversion | Fle Comversion. | gajoc | Foder | Optionltems| Tvee

[]Uge Method Iny. Yolume & Muib-Inj. Counts

[[TD Cancel Hep

@ 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 | Wial# | Sample Name | Sample ID | Sample Type Method File Data File Level# | Report Quiput Report Format File Data C
1-1 0:Unknown 0
12 0:Unknown 0

@ note

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

Unknown Sarmple| UNE-0001 0:Unknawn SampleMethad.lom

| Unknawn Sample| DNE-0002 | 0:Unknown SampleMethad.lcm [&uta Filename)

| Unknawn Sample| DNE-0003 | 0:Unknown SampleMethad.lcm [&uta Filename)

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

Fozltime Balch

E,a

tethod
Devsiopmant

Realbme Eato

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

Select Batch Execution Range ==
Execution Range

(0 Selected Rowi(s)  1-3

A screen for confirming partial execution opens.

4 In this screen, click [OK].
Batch processing of the selected rows is executed.
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4.3.2 Stop Realtime Batch

1 Click the m (Stop) icon on the [Realtime Batch] assistant bar.

hain
Acguisition

Realtime Batch

2 Select the processes to stop, and click [OK].

Stop Process =

Are you sure you want ta stop following process?

Data acquisition under execution
Batch Pracessing

ﬂ Ok ‘I[ Cancel ] [ Help ]

Batch processing is stopped.

@ note

+ If only [Data acquisition under execution] is selected, the current data acquisition is stopped and
processing moves to the next row of the Batch Table, and data acquisition is started on that row.

+ If only [Batch Processing] is selected, processing for the entire Batch Table stops after the current
data acquisition ends.

+ If both [Data acquisition under execution] and [Batch Processing] are selected, Batch Table
processing stops in the middle of the current acquisition.

* When data acquisition is resumed in the row after the stop of batch processing, some information
such as, pass/fail information for the QA/QC function, may be cleared.
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4.3.3 Pause Realtime Batch to Edit the Batch Table
Realtime batch can be paused and the non-acquired rows of the Batch Table can be edited (add, insert,

delete).
This section describes how to delete a non-acquired row of the Batch Table.

@ note

» This operation cannot be performed on rows that have already been acquired.
» If the TurboMatrixHS is used for GC, realtime batch analysis cannot be paused.

During realtime batch, click the m (Edit Table/Restart) icon on the [Realtime Batch]

assistant bar.

Main
Acquisition
Raaliime Baich

Start
Rezlbme Eatch

Balch Ausse

Edif Tatla/
Flestart

2 Set the row where realtime batch is to be paused, and click [OK].

Pause

Data acquisition will be paused at line. a

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

[ [s]4 ] [ Cancel ] [ Help ]

Data acquisition goes into the standby state at the selected row, and batch processing is paused.

@ note

Data acquisition continues until the row selected in the [Pause] sub-windows reached. The [Release
Paused Status] sub-window opens when the pause is executed.

Release Paused Status

It's necessary to release paused status{table editing
status) to continue batch processing.

[ Release ] [ReleaseLaterl l Help ]
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4.3 Data Acquisition Using Batch Tables

Select the row to be deleted on the Batch Table, right-click on the selected row, and click
[Delete Rowl].

Analusis | Viallt I Tray Hame | Sample Namel Sample 1D | Sample Type I Method File | Data File | Lavelﬂl |
1 Standard Sample | 5TD- EIEIEI1 T Slandald {(1] SampleMethd lcm
Standard Sample 5TD Standard Sampletethod. lcm 1ojex g_004.
3 e [ 5100003 Samplehethodcm Sample_US| ch _
'_:.—HTTFW_II_H'HW Al — Comple DERd [ T
a Fill Down Jnknuwn Sample| UNK-D0O02 0:Unknown SampleMethd Icm Samp\e 007.lcd
3 - Unknown Sample| UNK-O003 | C:Unknown | SampleMethodlcm | Sample_008.0cd | [1]]
Cut
Copy
Paste
Copy Entire Table
Clear
== SelectRRow
Select &
2 Copy Row
=4 AddRow..
=* Insert Row
X Delete Row
£/ Table Easy Settings...
The selected row is deleted.
Analysis I Tali | Tray Name I Sample Namal Sample 1D I Sample Type | Method File I Data File | Levellf | |
1 1 amp\eMelhud Icm
2 2 1 g g 5 B
3 3 1 Standard Samp\e STD-0003 1:5t andard Samp\eMelhud lcm Sample_005, \cd 3
4 5] 1 Unknown Sample| UME-0002 0:Unknowin Sampletethod.lcm Sample_007 lcd 0
] E 1 Unknown Sample| UME-0003 0:Unknowin Sampletethod.lcm Sample_008.lcd 0

Click the (Save) button on the toolbar.
The method file is overwritten and saved.

Click the m (Edit Table/Restart) icon on the [Realtime Batch] assistant bar.
Batch processing is resumed from the paused row.
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4.4 Automation of Data Acquisition Operations

Using the Batch Table to automate data acquisition allows for the automation of baseline check, system
check, startup and shutdown as well as mobile phase substitution (autopurge).

This section describes how to automate data acquisition, output of summary reports, background
compensation, bracket quantitation, and the custom calculation function.

@ note

Use the Batch Table [Action] function to control batch processing actions.

4.4.1 Check Baseline Stability Before Data Acquisition (Baseline Check)

This section describes how to check the baseline before starting data acquisition. Set the baseline check
thresholds and other items in the baseline check parameter of the method file.

3" Reference
See "2.3.3 Check the Baseline" P.21 for LC, or "2.3.3 Check the Baseline" P.21 for GC, for details on setting
the baseline check parameter of the method file.

1 Select [Baseline Check] in the row where baseline check is to be performed.

I3 Reference
If [Baseline Check] is not displayed in the Batch Table, refer to "Hide or Display Batch Table ltems"
P.81.

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

<lg=

enfefofraf—
Y Y Y P Y

1
1
1
1
1

Click the (Save) button on the toolbar.
The baseline check settings are saved to the batch file.
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4.4.2 Start Data Acquisition at a Specified Date and Time (Startup)

Use realtime batch Startup to automatically start realtime batch at a preset date and time. This section
describes how to use Startup.

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

Feazliime Balch

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 Name ” Startup " Shutdown |
—
( [¥startup 1
|| St start date and time when starting batch
11} 7j2007 20:ZE PN | 2
Methad File:
C:iLabSolutions|Data\Project 115tart lem 3
Pumping Period: 5 = min
|[ (s ”[ 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.

Fozltime Balch

B

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 |_ootinn hame |
| General | Bracket | Data File Name | Startup [| Shutdown
[¥] shutdawn } 1
Shutdown Method File:
CiilabSolutions\DatatProject14Stop.lem
Cool dawn Time: 0 < min 2

["] Degasser(LC Pump, Subcontrollery 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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M Turn the Detector Lamp Off

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

B Instiument Parameters View [ MNomal | _7& Download

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

-

Model: SPD-204
Lamp:
Polarity:
Response:

Cell Temperature: 40 C
wWavelength

wavelength Chl: 254 i

Output

Inkensity Unit: Wolt -
Auxiliary Range: 1.0 - | AU

Recorder Range:  1.0000

[] Synchronize with Ausdiary Range

4.4.4 Print a Summary Report

A summary report summarizes the chromatograms and the statistical calculation results from multiple data.
This section describes how to set a summary report.

1 Drag and select the rows in the Batch Table to be included in the summary report.

Analysis Ini_ Yolume Repoit Dutput Report Format File Data Comment Baseline Check 5 v Type 5 y Repoit Format File
1 [ ] None
2 1 Tl il None
g F

None

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

refer "Hide or Display Batch Table Items" P.81.

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

Uy Realtime &nalysis dnstrumentl-System Administrator) - [Realtime Batch - Sample.lch] f=
é@ File |Edit| Wiew Instrument Batch Tools Window Help

D3 |J ? I8 | REFRER|C '
R o ™ 7
H= Fill Series HE T =h :
Fill D
1 Hnn Project]
Cut Ctrl+3 B Report Dutput Report Format File Data Comment Baseline Check 5 ry Type 5 ry Report Forma
Copy Ctrl+C 1 [ ¥
1 =] V]
Paste Ctrl+Y 7 = ]

Copy Entire Tahle

Clear Delete
== Select Row

Select Al Ctrl+,
=y Copy Row
=4 Add Row

= Delete Row

J Tahle Easy Settings..,

W Browse 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.

ﬁ
Row Mumber: 4 ﬁ - 6 E‘
o

[Renort Format File:  SummaryRepart_1 st =

=" Reference
See "8.4 Create a Report Format File" P.236 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 Baseling Qe nknown S amoletd ethod.lem Baseline.led [l 0
2 Standard Sample | STD-0001 1:Standard:(1) SalipleMethod.lcm Datal.led [ ((Baseinelcd ) 1
3 Standard Sample | STD-0002 1:5tandard Sa[pleMethodlcm Diata2.led || | Baselineled | H
4 Unknown Sample| UNK-0007 CtUnknown S a|pletethod. lcm Diatad.led \ED)) \Baceline Ind ) 0
5 Unknawn Sample| UMNK-0002 0:Unknawn SalipleMethod.lcm Datad.led §| Bazefine.lcd 1]
E Unknawn Sample| UMNK-0003 0:Unknawn SalipleMethod.lcm Datal.led Bazefine.lcd a
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:Unknawn Sarnpletethod. lerm [Auta Filename) [l
2 Standard Sample | 5TD-0001 1:Standard: (1] Sarnpletethod. lerm [Auta Filename) | Bazeline.lcd
] Ctandard Gapmnle | TR T-Crandard Carnrl=Mathad e [FOpy Teal P el Il
Setting =

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

General Bracket Data File Name Startup Shutdawn

(D Create filenames automatically 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.81.

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.

Feazliime Balch

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

Setting ==

ASCIL Conversion | File Conversion I QAT | Falder I Option tems |
General [ Bracket ) DataFieMame | Statup | Shutdown

@ Mone

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

e ) fwerage E E E E

l [s]4 ]I Cancel ” Help ]

No. | Parameter Explanation

@ | Overlap |Quantitates the unknown sample using the calibration curve made from the results of the
standard samples acquired before and after the unknown sample.

@ | Sequence |Quantitates the unknown sample using the calibration curve made from the results of all
standard samples regardless of the position of the bracketed unknown sample.

© | Average |Quantitates the unknown sample using the calibration curve made by averaging the results

of all standard samples before the unknown sample and the results of the standard sample
directly after the unknown sample.

Click the (Save) button on the toolbar.
The bracket quantitation settings are saved to the batch file.
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4.4.7 Custom Calculation Function

The custom calculation function allows for automation of operations, such as totaling of the peak area and
quantitative value compensation.

This section describes how to set custom parameters.

1 Click the [Custom Parameters] cell in the Batch Table where custom calculations are
necessary.

3" Reference
If the [Custom Parameters] column is not displayed in the Batch Table, refer to "Hide or Display
Batch Table Items" P.81.

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

click [OK].
o 0 (3]
Custormn Param [ters =
T Title Formula Const A Const B Const C
1 1 1 1
2 1 1 1
3 1 1 1
4 1 1 1
5 \ 1 1
[ (o] 4 l [ Cancel l [ Help
No.| Parameter Explanation
© [Title Enter a title to displayed in the Compound Result Table.
@ |Formula Enter a formula using numeric values, macro variables and operators (+, -, *, /, e).

» Macro variables
Retention time (RetTime), area (Area), height (Height), concentration (Conc)
» For a specific peak
RetTime [1] (retention time of peak with compound ID “1”)
» To specifying peaks between data
RetTime [1] (3) (retention time of peak with compound ID “1” of data at 3 rows above the
preset row)

© [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.

Postrun faalysis (Spstem Administrator) - [Datz Anabesis - Derno_Data-003.led] =2 Eal| ="
File Edit “iew bdethad Layout Toals Window Help [==1[=]
0% <k|E% O=E 7 o e | g || e
S
B2 Chiomatogram Ve
Dala Analvsis i Iisx Iensity . E1,510 [Methad Fiks Hama]
B4 7133 - e OS85 . T Deme_Mzthed kom
E_ 0.00m j‘k ﬂ A |'I'x g [3airple Hame]
L T T T T T T T T T T 1 570
an an 20 an an 50 ED n an an mn
Data Aeport
[5empke I01)
e ety © B1.510 3
Eb=cior A 25dnm Tire G798 Ik=n. Od] .
[Arauired byl
0 SHIMADZL
L pas o
5 1AB20025:47:40 &M
T [Bample Typs]
g Standad
T T T y . T T . , i [Levet]
an 10 20 34 4n 50 B3 70 a0 an mn 3
B <+ Fesuks View - Compound Table = € Method View - Prak | nbegrehion Paramebers 23\
Menual Peak e o [ETmELRT
Integraticn Foak Tabie Coroound | Guen | calbeation Cuue ian | < ive: | Compound | Group | Perforr <[
ID# || Comection area | Compared with p| Asea tobal valu . "
T [REEEN TETIG 1073 SeR] Chenrel: Eetzdnr b Ch i254nm), J
7 434552 94003 | JEHEI | 1073061 S7ERT - - —
E| 323329 BEJED | 393859 | 1073061 57ER] . ' = Copy to Al Chanrals
] 2IB3TO.EEIZ0 2470 1073081, 57e] Sope: 53 W fmin [
et o welmin g
Program
T. DELE a min
Min. AreafHeicht: 1000 ks HoiseyDrift Cakeulation,..
Cakuab=d by: @ drea Height _ﬂd«mmd...
. i »
" Oeta Andlyaic E:-F'whun Borch]
LR
Custorn Parameters ==
# Title Formula Const A Const B Const C
1 Correction ar | Area™® 1. 1 1
2 Compared Areall)/breal3) 1 1 1
3| Avea total val| Areall areal2]+Areal3]+Areal4] 1 1 1
4 1 1 1
5 1 1 1
E OK ] [ Cancel ] [ Help

The 1st row is an example of a compensated area calculation. In this example, each peak area of the
unknown sample is multiplied by the compensation factor to obtain the compensated area.

The 2nd row is an example of a calculation between samples. In this example, calculation uses the peak
area of an unknown sample and the peak area of a standard sample that was acquired three samples

before the unknown sample.

The 3rd row is an example of calculation between peaks. In this example, the total value of 4 peak values

is calculated.
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4.4.8 Set the Injection Volume and Multi-Injection Counts for the GC

With the GC unit, the injection volume and Multi-injection counts are set for each sample in the Batch Table
to perform data acquisition using the same method file.

This section describes how to set the sample injection volume or multi-injection counts in the Batch Table.

Click the [&%)l (Settings) icon on the [Realtime Batch] assistant bar.
o

Fozltime Balch

Click the [Type] tab, deselect [Use Method Inj. Volume & Multi-Inj. Counts], and click
[OK].

Settings E
Genersl | Eracket | DotaFileMeme | Stip | Srpme—
ASCIL Conversion | Fle Cormersion. | gajoc | Foder | Option ltems| | Tvee
N—_—

(Tiline 1

@ 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.

33" Reference
If [Inj. Volume] and [Multi Injection] are not displayed in the Batch Table, refer to "Hide or Display
Batch Table Items" P.81 at "4.2.3 Batch Table Parameters".

4 Click (Save) on the toolbar.

[Inj. Volume] and [Multi Injection] settings are saved to the batch file.

@ note

ltems in the [Setting] sub-window are stored to memory for each batch file.
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4.5 Data Acquisition Using the Batch Queue Function

This software allows you to perform continuous data acquisition using different batch files. Batch files used
for continuous data acquisition are registered to a memory area called the “batch queue”.

In the batch queue, registered batch files are displayed as a list, and are executed in order by realtime
batch from the top of the queue.

The order of registered batch files can be changed and registered batch files can be deleted from the list.

4.5.1 Register Batch Files to the Batch Queue

1 Click the (Batch Editor) icon on the [Main] assistant bar.

| tan |
ﬁl

Dk
Acguistion

Realtme Eat=h

B

Calizeabon Curve

2 Open the batch file in the [Batch Editor] window.

3 Click the E (Queue Batch Run) icon on the [Batch Editor] assistant bar.

Batch Editor

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.

U3 Realtirmie Snalyais (nstru ment]-Syatem Sdrministrator) - [Batch Edibar - Ssmptech]

ESpile Lot diew gah:htluuls Windaw Help
s Aiid t Aatch Qiiene.

IH & 5
The babch queue 17 registered &1 & tste of “Wating", ]
% L = - — -
L U Show Batch Queue,
= Sl 2
[ [ 7% Srart Priarity Batch |

4.5.2 Change the Batch Queue Order or Delete Batch Files
1 Click the m (Batch Editor) icon on the [Main] assistant bar.

2 Click the (Batch Queue) icon on the [Batch Editor] assistant bar.

Batch Editor

To change the order of batch files in the batch queue, select the desired row, and click

[Up] or [Down].

5| Realtime Analysis - Batch Queuelnstrumentl

State of Progress

Status  Waiting

Waiting Estimated End Time  Startup/Shutdown

M.. Batch File Operator Date Registered

1 Samplellcb System Administrator  11/9/2007 408 PM Waiting  11/12,/2007 1100 A

2 [Sample2ich [ System Administrator [ 11/8/2007 Yilaiting Avwingsa. |
3 Sampledlch System Administrator 11792007 430 PM Waiting  11/12/2007 1230 P

[ Start ][ Glose ][ Help ]
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4 Realtime Batch

The order of batch files in the batch queue is changed.

Status Waitine State of Proeress

M.. Batch File Operatar Date Reeistered Waiting Estimated End Time  Startup/Shutdown
Sample2Ich System ddministrator  11/9/2007 419 PM Wiaiting  11/12/2007 11:00 A

2 Samplel lch System Administrator 11792007 408 PM Waiting  11/12/2007 1145 &

3 Samplellch System Administrator  11/9/2007 420 PM Waiting 1771272007 1230 P

[ Start ]I Cloge I[ Help ]

4 To delete a registered batch file from the batch queue, right-click on the desired row,
and click [Delete].

Status Waiting State of Progtess

M.. Batch File Operator Date Registered ‘Waiting Estimated End Time  Startup/Shutdown

1 Sample2lch System Administrator 1192007 499 PM Waiting  17/12/2007 11:00 &
2 Samplel lcb System Administrator  11/9/2007 4038 PM Waiting  17/12/2007 1145 &
1

v Waiting
Edit
Delete
Take Quer Acquisition

Table Style...

[ Start ][ Close ][ Help ]

Refresh F5

The selected row is deleted from the batch queue.

Statuz Waiting State of Proeress Up Dawn

M.. Batch File Operatar Date Registerad ‘Wiaiting  Estimated End Time  Startup/Shutdown

1 Samplelch System Administrator  11/9/2007 419 PM Waiting  77/12/2007 11:00 &
2 Bamplellch System Administrator  11/9/2007 408 PM Wiaiting  11./912/2007 1145 &

[ Start ][ Close ][ Help ]

5 Click [Start].

Realtime batch is started in the new batch file order.
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4.5 Data Acquisition Using the Batch Queue Function

4.5.3 Priority Batch

The currently acquiring batch file can be paused to give priority to another batch file that must be measured
immediately in realtime batch. This is called “priority batch”.

1 Click the m (Batch Editor) icon on the [Main] assistant bar.
2 Display the batch file to give priority to in realtime batch.

3 Click [Start Priority Batch] on the [Batch] menu.

Uy Resltirme Anzhysis nstrupnentd-Syste rm Aden inistrator) - [Batch Editor - Sam ple3cb]
ga—:file Edit Wiew Eatch| Tool: Window Help
DY )| (| e ta Bich Quee.. == =5
e The babe b queue is cegistererd as 2 stabe of Nsiting"
icY 6 AR ) =] Show Bateh Queus..

=i = —
’T‘ F(l"'a_" Statt Priotiny Batch nﬂ
T3 SEHinGe ame | Sample Home | Sample 1D | Sample Type: Method File Data File: Bac|
(e | [ s v — Barehbre Tlrkronn | mrdesiemo Methed bm [Ty

The priority batch is started.
# notE

» Priority batch is started after the current data acquisition ends.
 Priority batch cannot be set to batch files set with bracket quantitation, summary report, QA/QC,
and batch action.
The following shows an example of how the [Batch Queue] sub-window changes when priority batch is
set for batch file Sample3.Icb.

B Realtime &nalysis - Batch Queuelnstrumentl = [E][E=]
Status  Priority Runnir State of Proeress 144
M.. Batch File Operatar Date Reeistered Waiting Estimated End Time  Startup/Shutdown
1 Sampledlch System Administrator  11/12/2007 10:22 11/12/2007 1115 A
2 Samplelch System Administrator  11/9/2007 419 PM Waiting  11,712/2007 1200 P
3 Samplellch System Administrator  11/8/2007 408 PM Waiting  11/12/2007 1245 F..
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4.6 Create a Calibration Curve to Quantitate an
Unknown Sample

If data processing parameters have already been determined for a target compound, they may be
extracted from a method so that a calibration curve can automatically be established during acquisition of
standard samples and used for quantitation of unknown samples.

This section describes how to set data processing parameters and Batch Table items to perform
quantitative calculations.

4.6.1 Edit the Data Processing Parameters
1 Click the !Qf (Data Analysis) icon on the [Acquisition] assistant bar.

Drag-and-drop the data file onto the [Data Analysis] window from the [Data Explorer]
sub-window.

Select a data file with data acquisition conditions (instrument parameters) that match those for the target
component to be analyzed.

Refer to "6.5.71 Compound Table Wizard" to set the data processing parameters using
the Compound Table Wizard.

3 Click the (Wizard) icon on the [Data Analysis] assistant bar.

Campound Table Wizard 1/5 ==

[This wizard automatically creates a compound table, Please note that the current compound
table will be replaced with the new one created by this wizard.
On this page, please set the peak processing parameters for peak detection.

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

width: 5 sec Copy to all Channels

vy

Program

Slope: 5000 v min

Drift: 0 W fmin

T.DEL: 1] min

Min. AreafHeight: 1000 counts MoisefDrift Caleulation. ..
Caleulated by: @ Area () Height

< Back l ext = ][ Cancel ] l Help ]

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

The data loaded in the [Data Analysis] window is reanalyzed according to the new parameter settings.
Check the analysis results in [Chromatogram View] and [Results View].

6 Click the (Apply to Method) icon on the [Data Analysis] assistant bar.
The parameters are exported to the method file.

=" Reference
For details, see "6.7 Save (Export) to Method Files" P.174.
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4.6 Create a Calibration Curve to Quantitate an Unknown Sample

4.6.2 Edit Batch Tables

This section describes how to the set the [Method File], [Sample Type], [Level#], [Data File], [Sample
Amt.], [Dil. Factor.], and [ISTD Amt.] items required for quantitative calculation.

[{l/ NOTE
See "4.2 Create Batch Tables" P.65 for details on other items.

Hl Add Rows to Batch Tables

1 Right-click on the Batch Table, and select [Add Row] from the displayed menu.

Analysis | wiattt | Trau Mame | Samnle Mame | Sample ID | Sample Type | Method File | Data File | Leveln |
1 Eill Series | [ D-Unknawn | [ [ il
Fill Dawvn
Cut
Copy

Copy Entire Table

Clear
== Select Row
Select Al

= Coow Row

E.. Add Row,..

== Insert Roww

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

Add Samples =)

Mumber of Samples: | 3

Rows are added to the Batch Table.

Analysis | Vial#f | Tray Name | Sample Mame | Sample ID | Sample Type Method File Data File Levellt
1 CtUnknown 0
2 CtUnknown 0
3 CtUnknown 0
4 CtUnknown 1}
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Bl Set the Method File

1 Click the [Method File] cell on the Batch Table.

Analysis | Viallt | Tray Name | Sample Name | Sample ID | Sample Type Methnd File | Data File Levellt
1 [ ( 0
2 O:Unknown | 0
3 0:Unknawr [ 1
4 0:Unknawr | 1

2 Select the method file, and click [Open].

e

Lookin: |, Prcject! - @ Fm-
= Marne Date modif.,  Type Hze
&P 2] sammy
Recant Places @ E )

|55 sarplzMethod
T
[ 5top
Desktop
(i
Admin
Computer

-
Meturork

Canesl

Files of type: | LE Method Fie (7] -

The method file is set.
Analysis | Vialt | Tray Name | Sample Name | Sample ID | Sample Type Methnd Fila Data File Levelit
1 0:Unknawn ( SampleMethodlcm ) 1
2 0:Unknawn a
a M rk rmae n

3 Set other [Method File] cells in the same way.

3" Reference
Refer to "Copy Settings" P.79 to copy and paste the same method file name to multiple rows.

104 Operators Guide



4.6 Create a Calibration Curve to Quantitate an Unknown Sample

H Set the Sample Type
Set the type of sample to measure.

In the case of a standard sample, set the first standard sample to [Initialize Calibration Curve] and the next
standard sample to [Add Calibration Level]. The default setting [0: Unknown] is used for unknown samples.

1 Click the [Sample Type] cell of the first standard sample.

Analysis | Viallt | Tray Name | Sample Name | Sample ID | Sample Type | Method File Data File Levellt
1 0:Unknawn EU Sampletethod.lcm a
2 0:Unknawn | Sampletethod.lom a
3 0:Unknawn | Sampletethod.lom a
4 0:Unknawn | Sampletethod.lom a

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

Sample Type =)
& Urknown i alibration
® Standard @ Initialize Calibration Curve
& Control
§ Unspiked fsdd Calibration Level
& Spiked

 Standard(ISTD Recovery) Replace Callbration Level
& Unknown{QAMQC)
[ Backup Method

| [s]4 ] [ Cancel ][ Help

The initial cell for the sample type is displayed as [1: Standard (1)].

3 Click the [Sample Type] cell of the next standard sample.

Analysis Viallt | Tray Mame | Sample Name | Sample ID | Sample Type | Method File Data File Levellt
1 1:Standard:(| | Sampletethod.lom 1
2 Glnknown (#1) SampleMethodicm a
3 0:Unknawn i Sampletethod.lom 0
4 0:Unknawn | Sampletethod.lom 0

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

Sarnple Type ==
& Unknown Calibration
$ Standard @ Initialize Calibration Curve

& Control

§ Unspiked #dd Calibration Level
& Spiked

 Standard(ISTD Recovery) Replace Callbration Level
& Unknown{QAMQC)

[ Backup Method

[[ [s]4 ]][ Cancel ][ Help ]

The [Sample Type] cell is displayed as [1: Standard].
Repeat steps 3 and 4 for multiple standard samples.

Analysis | Vialll | Tray Name | Sample Mame | Sample ID | Sample Type Method File Data File Levellt
1 1 Standard (1 Sampletsthod.lsm 1
2 1:Standard ) SampleMethodlom 1
3 U:Unknown Sampletethod.lcm o
4 0:Unknown Sampletethod.lcm o
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B Set the Level#

Set the standard sample [Level#] according to the concentration value in the Compound Table of the
method file. The calibration points are created from the level number of the Compound Table and the area

and height values of the preset standard sample.

@ note

[Level#] values are not used for unknown samples, even if they are set.

1 Click the [Level#] cell for the standard sample.

Analysis Vial | Tray Mame | Sample Name | Sample ID | Sample Type Method File Data File Levelit
1 1:5tandard:(1] Sampletethod.lem k]
2 1:Standard Sampletdethod lom | 1])
3 O:Unknowe Sampletethod.lem [
4 O:Unknown Sampletethod.lem 1]
z Enter the level number.
Analysis Vial | Tray Mame | Sample Name | Sample ID | Sample Type Method File Data File Levelit
1 1:5tandard:(1] Sampletethod.lem 1
2 1:Standard Sampletdethod lom ( al)
3 O:Unknowe Sampletethod.lem [
4 O:Unknown Sampletethod.lem a

The level number is changed.

3 Set the [Level#] cell for other standard samples.

B Set the Data File Name

Either directly enter a file name in the [Data File] cell, or automatically create the data file.

This section describes how to automatically create a data file name.

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

Fozltime Balch

E!_.
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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 [uersion | csioe | ioider | optior|trems |
‘ Seneral ‘ Bracket ﬂ 1|ata File Mame J St | rtup | Shut [ awn |

“reate filnames automa |cally with

Prefix:
(Gelected Items: )
Batch File Marne
Batch Start Date
[ Add == up
R L
Instrument Mame 0%
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 Name | Sample ID | Sample Type Method File Data File Background Background Data File Levelit Inj.
1 B aseline 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| UNK-0001 0:Unknawn Sampletethod.lom [Auta Filenarne] v Bazeline.lcd a
5 Unknawn Sample| UMNK-0002 0:Unknawn Sampletethod.lom [Auta Filenarne] v Bazeline.lcd a
[ Unknawn Sample| UMNK-0003 0:Unknawn SampleMethadlcm | [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 Anabysis Instrumentd-Syste m Administrator) - [Realtime Batch - SampleLlch] =3 =E ==
I File Edit View [nstrumert 'gatch| Tools Window Help ==

1A &0 [ o - ECRORORE:"
() Edit Table (Eause)
HS i I N YRR RS Shift +F§
=l #3 Changs scquisiion Time..
Man Fakder: . - - - -
Beteh Editor - cgh Add to Duzue with Selected Batch Eile.. m Name | Samphe 1D | Sample Type Method File
I:''“::'*"'""“P":"GCt The batch queus is registerad as 2 state of "Waiting”, I [ Olrkrown | mpleDeme_Methed fem |
- 1 | T:Shardardl]| | mpletDemo_Method kem
Realtime Batcn| | | Filename l Iidake 3 capy of the executed batch file H 1:Stardzrd mple Dz Mathod lom
L I ey arra o 3 1. Btardard mpleDemc_Method kom

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 Adjust |ﬂ
Concentration Default 3 7 Half Adjust
Concentration® Default 3 7 Half Adjust
Morm. Concentration Default 3 7 Half Adjust
Aiea Default a 7 Half Adjust
Hfreak Default 3 7 Half Adjust
Area Ratio Significant Digits 2 B Half Adjust
Height Default a 7 Half Adjust
Hainht3 Ntz 2 7 Half ddinet i
[] Sunchranize with a display farmat of the areatheight used for calculation.
[] Calculate sum using actual value [not rounded).
( Dilution Factar: @) &pply () Mot Used ]
[ 0K ] l Cancel ] [ Help
==~ Reference

If [Sample Amt.], [Dil. Factor] and [ISTD Amt.] are not displayed in the Batch Table, refer to "Hide or Display
Batch Table ltems" P.81.

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 Leveldt | ISTD Amt Inj. Yolume
1 1:Standard:[I] SampleMethod. lem 1| [Levell Con 10
2 1:Standard SampleMethod. lem 2 | [Lewell Con 10
3 0 Unknawn SampleMethod. lem 1| [Lewvell Cor. 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 a methad file J__ 1
ISTD Group Concentration

>

== el = ]a]e e

==

N

[[ [s]4 ]][ Cancel ][ Help

7 Deselect [Use level 1 conc. in the compound table of a method file].

If [Use level 1 conc. in the compound table of a method file] is selected, the level 1 concentrations of
the compounds specified as the internal standard substances in the method file are used. Select this
checkbox when a standard sample and unknown sample are spiked with the same amount of
internal standard substances.

2 Enter the concentrations of the internal standard substances in each group.

3 Enter the [ISTD Amt.] cell for other unknown samples.

4.6.3 Data Acquisition Using Batch Tables

Perform data acquisition using a preset batch file.

1 Click the G (Start Realtime Batch) icon on the [Realtime Batch] assistant bar.

Feazliime Balch
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When data acquisition is started, the [Realtime Batch] and [Data Acquisition] windows change as follows.

[/} Realtime Analysis (Instrument1-System Administrator) - [Data Acquisition - Demo_Methad.lem(Read anly), Samplel_001.lcd] [ 5=
%ﬂ‘ File Edit View Method Instrument Acquisiion Data Tools Window Help lz"E”zl

?

=

Viallt | Tray Name | Sample Mame Background Background Dz

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

lem ple]_|
Mathnrd lem | Samnlal N3 ed |

K] Istn K] [1-8kandard [ mnletMa

»

(- N ——-=
LC|Running Lo Rurining
Sample Mame : STD P’ |

E =
Sample 1D : 1 -—j
Data Comment
o
|LC Rurring Time: 0.51 £ 10,00 min Detector & Channel 1[254am]: 18m Item| ¥al| Se| Un|
my Mt Intensity : 3,002,198 Mad | Bin | Bin
1000-{ector A Channel 1 254nm(1 00) Time— &.8955 - Tnten. 0000 Purn | 0.0 /0.0 | ml
Pum [0.0 /0.0 %

=
-
<

2
=
=
o

500+ Over[0.0 40 C
= Tem |0.0 |B5. | C
Wav| 025 | nm

5 Vi | ©

T T T T T T ;
oo 25 50 75 100 125 150 175 min A
2 o riesl 00| L
taxi| 0 ul
ﬂ‘ Data 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.85 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.

110 Operators Guide



4.6 Create a Calibration Curve to Quantitate an Unknown Sample

4.6.4 Check the Quantitation Results

Check the quantitation results for the unknown sample in the [Data Analysis] window.

1 Click the !é_? (Data Analysis) icon on the [Realtime Batch] assistant bar.

Main

Arquisition
Fealllme Baich

The [Postrun Analysis] program is displayed, and the data file for the selected row on the Batch Table is
loaded.

2 Click the [Compound] and [Calibration Curve] tabs in [Results View], and check the
quantitation results.

B ¢ Results View - Compound T able

Peak Table | Compound |Gruup |Cahhratiun Curve

ID# Mame Ret. Time Conc. Unit Chann
1 Methyl_paraben 2636 1.000 | marL Detector &
2 Ethyl_paraben 3.216 1.000 | marL Detector &
3 Propyl_paraben 3.926 1.000 | marL Detector &
4 Butyl_paraben 4,619 1.000 | marL Detector &

B <> Fesults View - Calibration Curve

Pesk Table | Compound | Group | Calibration Curve

D# x| @ Compound ) Group
1 Methryl_parabe
Cong

1.00-

0.75

050

025

0.00 T T T T T T T

10000 20000 30000 40000 50000 GOOOD 70000 Area
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4.7 Acquisition Cycle Time Optimization

The total time for the batch analysis can be reduced by using the acquisition cycle time optimization
function that overlaps autosampler pretreatment for next sample during current data acquisition.

ll/ NOTE
This function can be performed when using CBM-20A/20Alite(Ver.2.0 or later) as a LC System Controller. (It

is available for any autosampler controlled by CBM-20A/20Alite.)
For GC, This function can be performed when using GC-2030 and AOC-20i, AOC-20i+s or AOC-20d.

Both method file and batch file should be set to use the acquisition cycle time optimization function. This
section describes how to set these parameters.

4,71 Set the Instrument Parameters (LC)

1 Click the (Data Acquisition) icon on the [Main] assistant bar in the [Realtime
Analysis] program.

2 Click [Advanced] on the [Instrument Parameters View] to open the [Advanced] sub-
window.

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

B |rztrumert Farameters Yisw Hoimal | (Bowereed] | End Til

| Datz acauister [ Lo Tive prog, [ Poa. [ column oven | Contraller [ aurosam;

Medel: CEM-204
External output
|#] Poer on

Flzvent1
[Fgventz
[Flevent 3
[Fevent 4

Acquisition cyde time optimizaton

& tosampler pretreatment beginiing ¢ | Autematic =

Pretreatment overlsp fime a.00 min

=" Reference
Refer to Help for details.

4 Click [Save Method File As] on the [File] menu to save the method file.
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4.7.2 Set the Instrument Parameters (GC)

1
2

Click the & (Data Acquisition) icon on the [Main] assistant bar in the [Realtime
Analysis] program.

Change the [View Mode] to [Instrument Parameter] on the [Control Panel] and click the
[AOC-20i] (or [AOC-20i+s], [AOC-20d]).

() s ekevn | |7 Reley,

EndTime: GO0 min |-f Cowrlost Method  01_GC200 gem
‘|_ R 10}l | [08aLsjrngel Mk hgection Coun 15
e 1

Check the [Activate Overlap], and set [Type] and [Time].

Iniection Volume: 10] ul (1000 ayringe] Ml Injection Counc: 1
# of Finises with Presolvent o Pirnpiing Time: 5] fimes
¥ of Rinaea with SolventPoat): Ind. Part Drwall Time: 0.0} sec
& of Rinses wiih Sample 2 Terminal far Gep: #iYes @ No
Plunger Spaed(Suction]: @ High & Middle ) Low Plunger \Weahing Spead: @ High T Middle. ) Low
Viscesity Cormp. Time: 03] see \rfashing Velume: 6l @ auL
Plurger Speedilniect on] @ High  © Middle ) Low Syringe Suction Peeiticn: | 0l 'mm
Synnge Inserion Spesd @ High 1 Low Syringe Iny=ction Pesdion 0 mm
Injection Moda: Norma] IE‘ Uaa 3 Sohvant Vizls Tl & Malz
Sohvant Selection @AIABC D0y A S OnyE  ©OnlyC
[¥] Bctivmte Dverlap
Time; 00! min

[I5" Reference
Refer to Help for details.

4 Click [Save Method File As] on the [File] menu to save the method file.
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4.7.3 Create Bath Tables

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

Open the batch file in the [Realtime Batch] window.

Enter the method file saved above to all rows of [Method File] column.

@ note

» By entering the method file to the top row and then selecting [Fill Down] from right-click menu on
the cell, it can be set to all rows.

» The overlap injection can not be performed when the method file name is different between lines.

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

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

= =
ASCIT Conversi | Fleconversen | oaigs | optienltems |
Genersl Eracket | DatFilebiome | Stewp [ Shutdown

Start/End Settig
@ srart from Continung Row

i Start from =

[Cendto =

[F] ezn=at beteh run (Only for Acqustan)

B Cailbration and data processing paraveter are
succeeded betwesn different method fies.
Accisition cycie fime optimzation{Ory for Acquisition)

The cycle te cotivization dsables some af batdh settings and
operanons. The flmction is rot performed (f the nemuments don't
oot i

|¥] Start pretreatment for next sample during currsnt data acouisition

e e

=" Reference
Refer to Help for details.

6 Save the batch file and execute the batch analysis.
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Calibration Curves

This chapter describes how to make calibration curves and check calibration curve information.
There are two ways to make a calibration curve:

+ Automatic creation by batch processing

* Manual creation in the [Calibration Curve] window

This section describes how to make calibration curves automatically by postrun batch processing at
"5.1 Calibration Curves by Postrun Batch" and manually in the [Calibration Curve] window at "5.2
[Calibration Curve] Window".

=" Reference

See "4.6 Create a Calibration Curve to Quantitate an Unknown Sample" P.102 for details on automatically
making calibration curves using realtime batch.

5.1 Calibration Curves by Postrun Batch

Use postrun batch to automatically make a calibration curve using the data file of a standard sample that
has already been acquired.

This section describes how to set data processing parameters and Batch Table items to make calibration
curves.

5.1.1 Edit the Data Processing Parameters

This section describes how to edit the data processing parameters of method files using standard samples
data.

1 Click the E (Data Analysis) icon on the [Main] assistant bar in the [Postrun Analysis]
program.

Drag-and-drop the data file of the standard sample from which data has already been
acquired onto the [Data Analysis] window from the [Data Explorer] sub-window.

3 Click the (Wizard) icon on the [Data Analysis] assistant bar.
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Refer to "6.5.1 Compound Table Wizard" to set the data processing parameters using
the Compound Table Wizard.

Campound Table Wizard 1/5

his wizard automatically creates a compound table, Please note that the current compound
-able will be replaced with the new one created by this wizard.
n this page, please set the peak processing parameters for peak detection.

Zhannel: Deteckor A - Chi (254nm) ']
Width: 5 set Copy to Al Channels
Slope: 5000 v min [
Drift: 0 W fmin

Program
T.DEL: 1] min

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

< Back [ ext = ][ Cancel ] l Help ]

5 Click (View Mode) in [Method View].
The data loaded in the [Data Analysis] window is reanalyzed according to the new parameter settings.
Check the analysis results in [Chromatogram View] and [Results View].

6 Click the (Apply to Method) icon on the [Data Analysis] assistant bar.
The parameters are exported to the method file.

=" Reference
For details, see "6.7 Save (Export) to Method Files" P.174.

5.1.2 Edit Batch Tables

H Create Batch Tables
This section describes how to create batch tables. There are two ways to create a Batch Table according to
how data is acquired.

* New Batch Table
» Load the Batch Table used for data acquisition

New Batch Table

Click the 5| (Postrun Batch) icon on the [Main] assistant bar in the [Postrun Analysis]

program.

L

Drala Aoz
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5.1 Calibration Curves by Postrun Batch

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

assistant bar title.

[RETERETTEE

Diata Report

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

@ Postrun Analysis (Systerm Administrator) - [Postrun Batch - Untitled (LC)] =
%E Eile Editi Wiews Batch Tools Window Help
0@ TAEY R 31C
Mai Eill Series LabSalutions\S ample
Damenl  Fill Dewn 1 | Sample Name | Sample ID | Sample Type | Methad File | Data File | Leveltt | Report Output |

I 1 [ D:Unknowin | [ [ 1] (] |

Pastrun Cut Ctrl+X
Copy Ctrl+C
Paste Ctrl+\

Copy Entire Table
Clear Delete
B8 == Select Row
Select Al Ctrl+4,
i -5 Copy Row
=4 Add Row...

=* Insert Row

= Delete Row
=0 Summary Report Settings..
. [lE Add Rows with Selected Data File... U

L 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.

[} Select Data Fil= =
Look Sampla -~ @ &F = Er
Nams" Date e dified Type Size =

| Deme_Dete-00Llcd
) v Dots A il
(Mq Dema_Datz-003.0cd ]
1’| Dema Datz-004.cd
4| Demo_Data-005.4cd
] Demo_Deta-006.cd
Juq Dernc_Datz-007 ledl

Worinz A

[

Ok

Fieaof type: | LC Dt Fie ("lec) = Concel

Selected Dats Fles:

CiilacSolufiors\GampleDemo_D

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

m Postrub Analysis (estern Adiministratar] - [Postrun Batch - Untitled (LC3] =l e ]
Ei’._f_ile Edit \iew Eatch Tools Yindow Help ==
13F | sk ER (D=4 7 iRz *®=E0
=l E]
Main Folder: uu Folder. C\LabSollion:! Sample
Data Analyels 1 Postrun | Sample Mome| Sample ID | Sampls Type | Method Fila: | Data Fila | Levelti | Repom Output Rapol
[---\53'“"9 = 1 ST0 1 T5rencand mrlet Derno_Methad em Demo_Dace 000 Icd 1 (] abnatian
Paciun Balch - 2 Eiid H 1:5tzndand mpletDerma_Methad em Came_Daz002.0cd 2 || abration
Filename 3 |5t E 1:5tzndaid Cierna_Methad em Demo Dazd03lcd E] |5| Aiiatian
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I 5 Calibration Curves

Load a Batch Table Used for Data Acquisition

Click the E (Postrun Batch) icon on the [Main] assistant bar in the [Postrun Analysis]
program.

o]
i

Dala Analss

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

bar title.

Dala AnaElyss

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

Postrun Analysis (Tysterm Administratar] - [Postrun Batch - Untitled (LC)]
I8 File Edit Wiew Batch Tools Window Help ==

iDed | ok Bk D=k (wlassreszlos
S =

Wain Folder: [l | [Feis o Sl

Dals Anahsis Postiun | Sample Mame| Sample ID | Sample Type | Method File [ Data Fila [ Leveltt | Repon Gutput Repol
[rtpmdpraec ] | Tminzn v DaieTd 7

Faostun Batch - H T:0nkncwn Emp o DralaZlcd 0 [l

filename 3 Tlinknown | campem | Datatled | o ul

= Datal
o] Data?
] Datad
= Inst1Datal
< InstiDatad
aﬁ]nst].DataB
] Inst1Distad
.
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H Set the Sample Type

Set the type of sample to measure.

5.1 Calibration Curves by Postrun Batch

In the case of a standard sample, set the first standard sample to [Initialize Calibration Curve] and the next
standard sample to [Add Calibration Level]. The default setting [0: Unknown] is used for unknown samples.

1 Click the [Sample Type] cell of the initial standard sample.

Postrun

Sample Name

Sample Type |

Sample ID Method File Data File Levellt | Report Dutput Repoi
1 STD1 0 Unknown ( amp.lcrn Datal.led 0
2 STD2 0:Unknawn | amp.lcrn DataZlcd 0
3 STD3 0 Unknawn | amp.lcrn Datadlcd 0

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

Sample Type

==

& Lnknown

& _oneral
& Unspiked
@ Spiked

& Unknown{QAMQC)

& Standard(ISTD Recavery)

Calibration

Add Calibration Level
Replace Calibration Level

[ Backup Methad

@ Initialize Calibration Curve

(

(o] 4 ”[ Cancel H Help

The initial cell for the sample type is displayed as [1: Standard (i)].

3 Click the [Sample Type] cell of the next standard sample.

Postiun | Sample Name | Sample ID | Sample Type I Method File D ata File Levellt | Report Dutput Repoi
1 STD1 1:Standard: [ | amp.lcrn Datal.led 1
2 STD2 0 Unknown @ amp.lcrn DataZlcd a
3 STD3 0:Unknawn i amp.lcrn Datadlcd a
4 Click [Standard], select [Add Calibration Level] and click [OK].
Sample Type ==
& Linknown Calibration
@ Initialize Calibration Curve
& Contral
@ Spiked
§ Standard(ISTD Recavery) @ I lib |
& Lnkoamn(QA/a0) Replace Calibration Lewel
[ Backup Methad
[ (o] 4 I Cancel Help
The cell for the sample type is displayed as [1: Standard].
Repeat steps 3 and 4 for multiple standard samples.
Postrun | Sample Name | Sample ID | Sample Type | Method File Data File Levelit | Report Output Repoi
1 STD1 1 Etandardt | samp.lcm Datal.lcd 1 =]
2 5TD2 1:Standard samp.lcm Data2 led 1 ]
3 STD3 O:Unknown | samp.lcm Datalled a &
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I 5 Calibration Curves

B Set the Level#

Set the standard sample [Level#] according to the concentration value in the Compound Table of the
method file. The calibration points are created from the level number of the Compound Table and the area

and height values of the preset standard sample.

@ note

[Level#] values are not used for unknown samples, even if they are set.

1 Click the [Level#] cell for the standard sample.

Postrun | Sample Mame | Sample ID | Sample Type Method File Data File Leveltt Report Dutput Repoi
1 STD1 1:5tandard:(I] samp.lem Datal.led 1 7]
2 5702 1:5tandard samp.lcm Data? led ( 1) 7]
3 STD3 0:Urknawn samp.lem Datad led U 0
2 Enter the level number.
Postrun | Sample Mame | Sample ID | Sample Type Method File Data File Levellt Report Output Repoi
1 STD1 1:Standard: (1] zamp.lcrn Datal led 1
2 S5TD2 1:Standard zamp.lcrn Data2 lcd a))
3 STD3 0:Unknawn zamp.lcrn Datad.lcd 0

The level number. is changed.

3 Set the [Level#] cell for other standard samples.

5.1.3 Postrun Analysis Using Batch Tables

1 Click the (Start Postrun Batch) icon on the [Postrun Batch] assistant bar.

Fos=lrun Bateh

Postrun batch is started.

Postrun

Sample Name

Sample 1D

Sample Type

Method File

Data File

Levelit

Report Dutput

Repoi

STD1

1:Standard: (1]

zamp.lcr

Datal.lcd

1

STD2

1:5tandard

samp.lcm

Data2 lcd
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5.1 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 Leveldt | Report Dutput Repoit Forma
1 1:Standard:[I] Datal.led 1
2 1:5tandard Data2led 2
3 0:Unknawn Datalled 0

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

@ Postrun Analysis (Systerm Administrator) - [Calibration Curve - samp] =@ =s
[ED File Edit Wiew Method Data Tools Window Help _|=][=
Juge] = NPy ES Sl wil=1 R  Cre=re——| A A
SE =l
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 .
s
Calibration - o 2_0”': a=1.154721 =005 - Lewel 2 2.0000
tensme e b = 1036761002
=) samp 11/13/2 g 21=U10333300
ﬁsample 1171372 ] F95 - 0.000000e+! B Chromatagram Yiew
L] SampleMethod 1177720 Singl
StartF s Etemal Standard | A= 5e [ 2= i [ B sampe info. |
Ex) Calib Curve:Linear mv M Intensity © 16,067
nﬂ Stop 1042242 o Origin: Mot Farced Time en A
50000 100000 Area [ Detector & 25rm =
Level Conc. Areal %‘
1 1.000 [[9] TR L~ T T 2 o
2 2.000 14544 23 28 27 28
Ll = r
B Methad View - Compound Table & Wiew | [ Edit
< n +
l Integration | Identification | Quantitative | Compound |Gmup | Performance I Custom I Qc Chs:kl
Comment: ID# Name 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
" Bz Pastun Batch B Calbration C
MU
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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
[3 Pastrun Analysis (S[ster Adrministrator) - [Calibration Curve - samp] (== ==
&7 File Edit View [tethod Data Tools Window Help _[=][x
EEEIFR R R ER R IEIEIEIEY
=%l I |- ~7 S
Folder: B Calbration Curve Yiew @) Compound () Group = Dala Files
Cone, Y=a¢+b Pl
o odi P a=1.354321e-005 B 20000
lename odifie b = -1 035761002 B ata2 led
=) Samp 11713/2 E }1=D1D-888800 >
B sample 1171372 1 R e i dione.| [ Crvomatoism view
= SampleMethod  11/7/20 ] =
IJS::;PE etho i Evtemal Standard || A= 19t | A= muti | B} sample 1ofo,
B Calib CurveLinear - M. (50T
| Stop 102212 . Drigin Mot Forced Mo inensty. 16087
50000 100000 Area THPetectar &-25dnm =2
Lovel| Conc. Arcal e @) [Chromatogram
T 1,000 [7 TR0 0 : : : =] Vi
2z 2.000 13884 25 26 27 28 IeW]
‘ = v
(15 Method View - Compound Tatle T View =) 9
o] v
L Integration | Identification | Quantitative | Compound | roup | Performance | custom [ @c check| _
Comment 3 Name Type Channel Rel. Time Cone.(1) Conc.(2)
i Wethyl paraben | Target Detector A -C 2637 7.000 2000 .
Z Ethyl_paraben | Target Detectar &-C 3215 1.000 2000 6 [Method View]
3 Propyl_paiaben | Target Detector A -C 3927 1.000 2000
4 Bulpaiaben | Target Delectord -C 4620 1.000 2,000
L
[0 Calibration C
UM

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 (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.

E Pastrun Analysis (Spstern Bdministrator) - [Calibration Curve]

—|[ = | =
gEf?Eilc Edit Wiew Method Data Tools Window Help = |[E | =
3 Ej® O=ld £ w | |
x| =l

[ han | |Foen 43 | | o Caibiation Cuve View @) Conpeurd ) Group
Dot A [ * L
1
Filename
75
il sample . 3 B Chromatagram Yiew
] Samplebiethed ‘U A angls | A= g sanle Info,
) Sart 25
B 3op 5 ‘Dna Tire TS i
T 1
* New method file
71 Click the (New) button on the toolbar.
@ Postrun Analysis (Systemn Administrator) - [Calibration Cunve] | = e |
E@?Eile Edit Wiew Method Data Tools Window Help — (& %
=l Il
Wain Folder: B Calibration Curve View @) Compound () Group
Calibration [‘..\Data\Pro]ectl V] &l L

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

Postrun Aralysis

e [2114] You need o selact a file in ordar to refer to the detector
LW configuration,
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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].

Looki: |, Prcject! - @ Fm-
Name‘ Date modihied Type See

=
A0 (Apa
Racent Flaces [ Data

[ratad

‘Datall
s S - P
F | Datald
. [Sstiatal
Acimin [-SInstlDaraz
&k- |- Tnst1Datad
: |m FstiDatad
Computer L2 s ppla1_in
v i_g:smplel_nnz
- |- Samplel 003 -

Nelw‘ort
File nam=: Daal - | Open I
Fies of upe: |LC Date Fie [71ed| - Canes

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

EPFile Edit Wisw Methed Data Teals lindow Help

PH | wo Bk (O 7 (oeea )0 w|s |2

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

oatrun Analyais (Syesterm Administrator) - [Calibraion Curve - Untitled]
EE’EH: Ecit Wiem Method Data Tools Window Help BEE
Dol ek Bk O=ld 7 Pewa ] » w50
S E| S E|
m Folder: @O 0 Calitiation Curve View @) Corpound () Group -
[ \DateiProis=ts = | T[T |
100 T
Filename Pelodifie
] Samp 1141342 75 " Level§ &
Bl sample 1171342 =] B Chrometogiem Yiew
Ef Sarmplebdethod 1147430 T engle | ;
Sinale Muk; @ 5 Infa.
] Srart 1042242 2] e aegl ol
Wis Itenziy © 0
5 op 1042242 5 100 Time - : -
T
=0 1
Manual Peak
Fiegision [ovel] _Cono_| = -
=7 Dn'u 50 1d |Jg
* ! ! |
" :
3| " | - 0 MetodYies - Compound Taole [Cview] 12 Eq
S | Inb=gration I Identficekion | Quantitekive  Compound | Group | Perfoemance | Custom | GC Check
men na Channel Ret Time | Cone(l) | Cone(?)
“ i 3
e li;‘} . S| il ‘aCalhahun E...I
LM
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5.2 [Calibration Curve] Window

Drag-and-drop the data file of the standard sample onto the target level in the [Data
Files] tree view from the [Data Explorer] sub-window.

@ note

Drag-and-drop the data file onto the same level position as the concentration set in the Compound
Table of the method file.

@ Postrun &nalysis (Systern Administrator) - [Calibration Curve - Untitled] =2 ECH <=
E\E—g’ Eile Edit Wiew Method Data Tools Window Help RS
_l"hl &3.&.#H7 H T —| A - Y
Falder: .. B Calibration Curve View @) Compound ) Group =3 Data Files -
3 ~Level1 N
calibration | | [ ypatatfrojectt - #1 : o Level2 E
l'—‘ 100 o Level 3 L
Filenarme Modi + - Level 4
(“atet 1151 E o Level 5 -
| Datall 1171 0] B Chomatogram View
] {7 N =
JDatalZ 11]15 A single ‘t Multi | Sample Info,
] Datald 11/13 259
- Max Intensity . 0
EData2 L . 1004 Time e A
] Data3 /L % i
[ InstiDatal 1073/ Level] Conc. 504 2
1| InstiData2 10717 %‘
[ InstiData3 10/17 o] ‘ =]
[ InstiDatad 1042 00 50 1010
] Samplel D01 i~ B Method View - Compound T able
o : P G Yiew | [ Edit
Detector AlCh1) - Integratlon Identification | Quantitative | Compound | Group | Performance | Custom | QC Check
hax Irtensity © 16,067 MName Type Channel Ret. Time Conc.[1) Conc.[2)
i

The data file is added to the level.
@ Postrun Analysis (Systerm Administrator) - [Calibration Curve - Untitled] =@ ==
5@? File Edit ‘iew Method Data Tools Window Help =S
J”H si.ﬂ.éﬂ"‘ H T S | = N
Folder: .. O Calibration Curve View @) Compound ) Group =) Data Files -
Calibrat #1 | B Levrll i
Allaration [.‘.\Data\Prnjattl '] - (Epatalicd E‘
- o 100 Level 2 —
Filename Modi Level 3
| Datal 10/15 75 Lo Level 4 hd
] Data 11 1413 0] B Chiomatogram Yiew
] Datall 11 I s -
agle | = puli Sample Info,
1] Datald 1013 259 = &
EDataZ 1117 my Macx Intensity © 16,067
| i}
] Data3 1/1 3 i
\InstlDatal 1073/ Lovel]  Comc.
[ InstiData2 10/17
‘] InstiData3 10/
| InstlData4 10/2: 00 23 50 75 100
] Sarmplel 001 L~ B Method View - Compaund T able (53 view) i
o = P & Wiew | [ Edit
Detector A(Ch) - Inkegration | Identification | Quantitative | Compound | Group | Performance | Custom | QC Check
Mait Intensity : 16,067 | ion [T Type Channel [ 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] =2 Eoh ==
[EZ File Edit View Method Data Tools Window Help [= =] ]
Hl<@ BROS 7 e o) n || & =
zlxl
Folder: B Calibration Curve Yiew Compound () Group - Data Files -
[..‘lDatale]ectl v] i : 2 H
100
Filename hodi # @Data? led
o] Datal 1141 I&E L Do hd
|1 Data1l 115 0] B Chromatogram Yiew
1] Datalz 115 I sn -
gle | A= pulti Sample Info.
|1 Data13 11413 259 ES i
E mh Max Irtensity - 31,010
'ﬂ Detal 11/1: o Time Irten -
|1 Datad 11/1: & i
[ Inst1Datal 1073 Lovel| Conc. |
1 Inst1Data2 10/17
I stDate3 10/17
i Inst1Datad 1072
b Sampled_ 001 e~ B Methad View - Campound Table SV Edit
Detector A[Ch1] - Integration | Identification | Quantitative | Compound | Group | Perfarmance | Custom | QT Check
Max Intensity 31,010 I nName Type Channel Ret. Time Conc.(1) Conc.(2)
T .

@ note

Set the [# of Calib. Levels] on the [Quantitative] tab in the [Method View] to increase the number of
levels in the calibration curve.

5 Postrun Aaalyis (System Administraton - [Calibration Curve - Untitled]

SEP File Edit Wiew Method Data Tools Window Help
iAW« E% Eé eteclard, = | B | & | ED
i

=

m Foidar: Ba 0 Calibiation Curve View @) compoond. ) Group
! DakelProjects - L cl
. 100
ITEH'iq Fileriarme Podi *
L] Datal 1112
’ 75
] Diatall 11/1:
] Datal? 11412
ﬁDaﬁB sz S0 B Chrometogiam Yiew
| Diata2 1141 —
Datad . A ginole | A= ruki | B sawele Infa. |
e ] InstlDatal 103 = & e M Intersty 31,010
- s InstiD ata2 10417 - g
i InstiData3 10417 @ : &0
] Inst0 atad 1073 = 1 0 |
samplel 001 111z | Loval] Conc. |
L) Sarnpled 002 11412 10 -
] Sarnple 003 1112 g
] Sarmple3_001 T e — ¥
2a8) Sarnpled_o0z 11413 0o 25 [ FRRTN
1] Sarnple3_002 111 B Method Yies - Buerttabive Pramsiers £d View [ Edt |
L Sarnpled_004 11412 . —
L) Sarnpled 005 141 - |]nbegat|on I]denhﬁcatm (quannrame] Campound IGroup IPerFUrma'cB | Custom | C Chackl
[; mA[Dﬂ] - ¢ e it meft @
etecion = -
e ety - 31,070 Extermdl Standard [ Fommat of Concentration
Calulsked by: @ Araa O Hehk @ Deciral Cugies ) Sianfesric

Digits

(_alibration Curve —
5
3 = :I
(xc of Calib. Levek: E = |J

Curve Fit Tepe: Lingar - Grouping Typs:
[k Used -
Iz Mot Forced d

] m Calizration C.. I

LI
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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.

Compound 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.

Channel; Detector A - Chi (254nm) ']

Width: S sec Copy to All Channels

Slope: 5000 uvfmin

Drift: a u¥fmin jb‘
Program

1. DEL: a min

Min. AreafHeight: 1000 counts Maise/Drift Calculation. ..
Calculated 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] =@ =s
EE} File Edit Wiew Method Data Tools Window Help (-
098 | «k B ([d=L 2 EIEAEY
lx 1
Falder: B Calibration Curve View @) compound () Group = Data Files
= Lewel 1:1.0000
Calibration . \Data\Projectl = #1  Methyl_parabe L[ i
[-..iDatalproi | core v —ateb - EfDatal.led
o a=17354321e-005 =] L:avelz 2.0000
Filenarme Muadifie £ = 1035761002 B Data2 led
= 1171372 A2 = 1.000000
‘ﬂ amp Wi/ Fi = 1.000000 S
@ sample 1141372 ASS = 0.000000e+ romatogram View
= 1
@ 'ztaF:F‘EMEthUd Eﬂig Eutemal Standard | A= T3 [ 2= v [ ) sample 1ofo. |
al
= Calib Curve:Linear v Mex Intensity © 16,067
Iﬂ Stop 1072242 o Origin:Not Forced Time e, A
50000 100000 Area [ Detector & 25rm =
Level Conc. Areal %
1 1.000 [[¥] 7360 O T 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# Name 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,
MU

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 (===

Which ne?
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6 [ Data Analysis

This chapter describes how to display the results of acquired data and set data processing
parameters during postrun analysis. The [Data Analysis] window displays the contents of a single
data file.

=" Reference

+ Use the [Quant Browser] window to display the contents of multiple data files, refer to "9 Quant Browser”
P.263.

» Refer to "5 Calibration Curves" P.115 for details on creating calibration curves used for quantitative
calculations.

6.1 [Data Analysis] Window

The [Data Analysis] window is comprised of the following views:

+ [Chromatogram View] - displays chromatograms and instrument status

* [Results View] - displays Peak Tables and quantitative results
+ [Method View] - displays the data processing parameters

6.1.1 Open the [Data Analysis] Window

1 Click the

i1k LebSahutions Main (System Administietar] || = |
File: Miew Proceis  Window  Hefp

ﬁ? icon in the [LabSolutions Main] window.

Instrumen: Type [_ﬂJ_L v]

% @ - @

rgument 1 Insbumeni 2 rsoument 2 Instumem 4

Ll
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I 6 Data Analysis

2 Double-click [Postrun].

C (R (== L )

@ note

The [Data Analysis] window can also be opened by clicking the !;a? (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] EX )
File Edit View Method Layout Tools Window Help BEE
3P E £ Bk OD=4 2 ¢ e | |B | e
=l =lxl
Folder: B Chromatogram Yiew
Data Analysis .\DatalProjectl - Max Intensity a
Lo The D007 Ten. T
Filenarme [ %
o
Data Rept [ 0atat | N 000000 000025 000050 000075 0odioo nodi2s 00dis0  min
- 7] Datall 1
IJ - ‘ Miax Intensity a
] Data1z 1 e Time D.000 Tfen. o .
1] Datald 1
75
Apply to Method ED‘““’Z 1 0
b Datal 17y
| InstiDatal 1 <
1 Inst1Data2 1 253 -
|17 Inst1Datad 1 %
1] InstiDatad 1 o ; ; ; ; ; ;
) Sample1_001 1 0.00000 0.00025 0.00050 0.00075 0.00100 000125 000150 min
M Samplel_002 1 B <> Results View - Peak Table B <> Method View - Peak Integration Pz 292y, Edit
] 5 lel 003 1
Esample;ﬂﬂl ] Peak Table |Compound | G@roup | Calibration Curvel Integration ‘IdentlFlcatmn IQuantltatwe ICompound e e
ample3_| n = — P
Iﬂ Sarnple3_002 1 Peaklt | Ret. Time | Area | Height Channel: ‘ 3
1] Sample3_003 1 |
ClaT AR 47 Width: | @
< * —
E Slope:
Detector ACh1) -
M 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 Afialysis (Gestern Administratar] - [Data Anabysi - Datelled] =1 Eoh =%
iEll il Edi| Wiew Method Layout Tools Window Help ==
iAHE «k Bk O=H 7?00 o - 5 R ]
] HETN NS N
Folder: GE | Chromstagram Wiew
e —— v Maz Intensty ;16067
o \DakaProjectl E.QQS};’—EDMD'.A]S_‘",“ I\ l|||l Tine 4535 Inten 2.IID| %
) - 000000 A4
Filerarme b u T T ! !
N
=i La Dkl 1 my. Max Intensty :
[ata Fepoarl J»_-]‘ Datall 1= E Timz 6757 Imten.
w] Datal? 14 10 L m
Diatall 1
e ﬁ Dat:! 1 e
Aol fo Method - oo o5 50 15 i
1] Diakad 1 ! : 2 S L L —
N = —
InstlDatal 1 B ¢ HesulizYiew - Feck Tabls B <> MathodYisw - Pe(] GJ%i Edt
=% L_Mi]mtlo 2 1 e ©
e ‘*_‘“'l! InstiData Poak TaHle | compound | croup | caibe) | = || Intsarebion | idennification | querrat|« 1 *
Wizard LA 1. Peak | Rot Ti E
) | cal ct. Time | Arca . -
| - ) =0 Cherrel; Cetector & - Chi (I_
FW [T - 3716 ] | [ . ot
oY e 39 5417
Manual F_»:wl-. 4 4513 7964 Sape: 5000 ulf
Iniegrafion Tot 71943
— Ot i wi v
A Y Detector A -]« [ ' '
] Bl Data tealyeie
MU kA

@ [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.132 for details.

© | Displays the parameters in the [View] mode.
Switch to the [Edit] mode to change the parameters.
Change back to the [View] mode to perform postrun analysis using edited parameters.

@ | The data processing parameters are displayed on the [Integration], [Identification], [Quantitative], [Compound],
[Group], [Performance], [Custom], and [QC Check] tabs.

3" Reference
Refer to "6.2 Peak Integration Parameters” P.134 for details.
@ | The analysis results are displayed on the [Peak Table], [Compound], [Group], and [Calibration Curve] tabs.
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I 6 Data Analysis

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
Monitored Values: Setting Yalues:
[C]Pump Press. A& []A.Canc
[|etector 1 Cell Temp. fJ[B.Conc
[[]oven Temp. 1
[]Room Temp,
[#]5ample Cooler Temp.

L

L

(Range

Temperature: a - 100 C

Pressure: 00 - 47ES MRa Mormalize 2

Flow: 0000 - 1000 mimin

L oncentration: a - 100 k)

( Right Intensity Axis: [Prassure V] ) 3
(C o ) oot [ momy [ wep |

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 Analyzis (Systermn Administrator] - [Data Anabysic - Datad.led] = ol |~
EEﬂEiI: Edit \iew hlethod Laygput Tools Mindow Help BEE
id® &6 Bk O= 2 e e |8 = @ e

SE| S E]]

Folder: GE B Chromaogram View

B | v Maz Intensty ;16067
«\DatalProject 1 E-QQSE%DMM mzsennl Th 4 e & AaE Inten EAN n|
/ 000000
/ Fileriarme n* u T j ! '
PSRN | | ool 1 my e oo TREE
ﬂ [atall 15 J Unda Zaam
_ 1) Datal? 1 109 Redo Toom =
5 f;l ﬂ Datal3 1 e A Initialize Zoam g
Aol fo l:-i’-;thl:-d | a2 ! o0 o Baie Shift
J""g Datad 1 | 3 LRIy}
= o] Inst10atal 1 B ¢+ ResulizView - Peck T2 Auto-1cale to Selecked Peak Edt
* .
E‘ ﬁt"“—}gmi 1 Peak e | compound | @a [v| Peak Pasition Line "
niti0ata 1 -
Wizard i s Peak# | Rt Time || confiemation of Moise/Drfr... =
€ r 2636 | - (4
ﬁ Dtestor ACHI| - g g;g Display Settings..
Marual Paak Wiz eensfly 16,067 : 4'513- 1 benualIrdegration Bar
Integraiion Totz | Reqister Selected Peak to Compound Table,. i
oo =0 Sl Ak \Delcl:lulh-l‘r Copy
@ . TE S L Dala Arlyc I—L Graph Eroperties..,
! Print Graph 4
Setup the graph properties of the zoored chromatograr, L
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6.1 [Data Analysis] Window

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

Chromatogram Yiew Properties ==

General | Color | Font
Grid
¥ s Grid
Y axis Grid

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

Peak

Peak Top Comment
[CIPeak Mark [7] Peak# [0
[] Baseling: [¥]Hame [Crr
[CIFRC Result [Tl area [“]Height
[C1FRe viale [] Concentration
[C]FRe Simulation
[Cluse Line

{[ QK ]][ Cancel ] [ Apply ] [ Help ]

The selected comment is displayed at the top of the peak in the enlarged chromatogram.

Max Intensity @ 16 067
Time 0345 nten. 0003 .

my
etector £ 254nm

o
1
y|_paraben|
y[_paraben|
ropyl_paraben|
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I 6 Data Analysis

6.2 Peak Integration Parameters

Change the peak integration parameters and repeat peak integration.

@ note

While in the [Data Analysis] window, the changes to peak integration parameters are applied only to data
processing parameters in the current data file.

The parameters must be exported to a method file before they can be applied to other data, then data
processing using this newly saved method must be applied to all of the additional data. Refer to "6.7 Save
(Export) to Method Files" P.174.

6.2.1 Peak Integration of Detected Peaks

This section describes how to set peak integration parameters.

1

Click (Edit Mode) in [Method View].
Click the [Integration] tab, and change the parameters as required.

Click | [+ to change the integration time program and peak selection range.

If analysis was performed on multiple detectors, the parameter changes can be applied to the other
channels by clicking [Copy to All Channels].

Click [Noise/Drift Calculation], and make changes to the [Noise/Drift Calculation Settings] in the sub-
window that is displayed.

B <> Method View - Peak Integration Parameters [@ Edit

p
Iﬂtegf’atlon)Ident\f\catinn |Quantitative |Cﬂmpnund |Grnup |Perfnrmante ICustnm gla]als

A
Charinel: [petector 4 - cht (z54nm) - m

width: 5 seC Copy to All Channels

vy

Program

Slope: 5000 i fmin

Corift: 1) W fmin

T.DBL: i} min

Min. AreajHeight: | 1000 counts NoisefDrift Calculation. .
Calculated by @ Area Height

IZ° Reference
Refer to Help for details about each of the parameters.

Click (View Mode) in [Method View].

The data loaded in the [Data Analysis] window is reanalyzed according to the new parameter settings.
Check the processing results in the [Chromatogram View] and [Results View].
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6.2 Peak Integration Parameters

6.2.2 Remove Unwanted Peak Integration

Hl Remove Integration of Unwanted Peaks with Minimum Area/Height

Use a larger [Min. Area/Height] value to exclude integration of small peaks.
The following example describes how to change the [Min. Area/Height] value from “1000” to “10000”.

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

2 Click the [Integration] tab, and change the [Min. Area/Height] value to “10000".

B <» Method View - Peak Integration Parameters 5d View | [# Edit
Integration lIdantiFitatmn IQuantitatwe ICnmpﬂund IGrnup IPeanrmanca | Custom | 1"

Charnel: [Detector & - cht @254nm -

width: 5 sec Capy to All Channels

Slope: 5000 uvfmin —j'

Drift: a u¥fmin &\_

Program
T.DEL: a min

(M\n‘ fireafHeight:  10000] caunts ] MoisefDrift Caleulation. ..
Calculated by: @ Area _) Height Advanced..

@ note

Select [Height] at [Calculated by] to remove the integration of unwanted peaks based on peak
height.

Click (View Mode) in [Method View].

The data loaded in the [Data Analysis] window is reanalyzed according to the new parameter settings.
Check the processing results in the [Chromatogram View] and [Results View].

my Max Intensity: 497,941
500-{AD1 Time 29.206 [nten. 0746] A

400

200

3015327
34724514

200+

1/15944

_—
'_[3

2/16.044
[ #6/26.414
36/28 453

100+

B
w L 42 F 33700
i %4754
47357749
LD[E <
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o
@
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=1
=)
=
o
o
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=)
o
=1
o
o
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my Max Intensity: 497,941
50-JAD1 Tima 17.021 _ Inten 0760 -

400

22/24514
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1 5/0.000
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Me3/26.414
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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 | J:. .

Program.
B <> Method View - Peak Integration Parameters &3 View | [ Edit
Integration ]Ident\f\catlon |Quantltatlve |Compound |Group |Performance ICustom ol ek
Channel; [petector & - cht (zs4nm) -
width: 5 seC Copy to All Channels
Slope: 5000 i fmin j
Corift: 1) W fmin ——h‘_
Program
T.DBL: a min

Min. AreajHeight: 10000 counts NoisefDrift Calculation. .
Calculated by @ Area () Height

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

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

1 Click as (Period of “Integration Off”).
2 Use the cursor to select the start and end positions of the range where integration is not performed.

3 Evaluate the [Start Time] and [End Time] in the [Period of “Integration Off’] sub-window, and click
[Simulate].

136 Operators Guide



The time and processing commands are added to the time program.

Examine the resulting integration.

my

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

Reference Chrom Cha:

Detector A:Z54nm ']

Max Intensity - 16,067

4B03M 3172

15414111462

113392

o~

10 20 3o

T
40

T
50

T
50

6.2 Peak Integration Parameters

ol 7o g0 an 10,0
N R N VYN T Y e GO VO VI S NP R
Time[min) Command Value Ok
oYy o
3 Wl 0.000 i
4
NOTE

Use the mouse to click @] &Y 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 View - Peak Integration Parameters &3 View | [ Edit
Integration Jldent\ﬂcatlon | Quantitative | Compound | Group | Performance I Custom [+ [ *
Channel; [petector & - cht (zs4nm) -
width: 5 set Copry ta All Channels

Slope: 5000 W fmin M
Drift: 0 e frin

Program
T. DBEL: o riir
Min. AreafHeight: 10000 counts Naise/Drift Calculation. ..
Calculated by: @ Area ) Height

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

4yl Integration Tirme Program - Alcahal003(STD for ID Table).ged Channell =]
R.Time: 3481 Inten: 4815.1 Reference Chrom Ch#: |FIDL vl
uv Maix Irtensity : 19,052
=] =
] g 3 2
= 2
Period of "Tailing On" == 2
s
=
Simulate
Start Time: min D
Cacel 2
End Time: 3,451 min =
Add [able 2
&
£ -
Hl T
I . q
175 200 255 24 275 300 3.2 =)o 375
1 [l 3
Aot 1R re sf(F)in A A | A e e A A B
|| Timegmin) | Command | vale | ok
N I | 0
Load Data...

71 Click [/+] (Period of “Tailing On”).
2 Use the cursor to select the start and end positions of the range where tailing processing is
performed.

3 Evaluate the [Start Time] and [End Time] in the [Period of “Tailing On"] sub-window, and click
[Simulate].

The time and processing commands are added to the time program.
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Examine the resulting integration.

6.2 Peak Integration Parameters

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

R.Time: 2,380 Inten;  16348.3 Reference Chrom Chi#: IF1D1

uy

Max Intensity . 19,052

311249

15000

12500+

10000

7500+

5000

7289119677

T H318474

&= T T T T T

1.75
<

A b R ne e e 4 T b dhy e AL

e

o~

DB«

Command
T ailing On

Time(min)
33
3.481

11w

o
<|

T ailing Auto

N |3

0.000

Cancel

Load Data. ..

Simulate
Help

@ note

If the peak on the tail of the main peak is small, adjust the Slope value until it is detected.

Click (View Mode) in [Method View].

The data loaded in the [Data Analysis] window is reanalyzed according to the new parameter settings.
Check the processing results in the [Chromatogram View] and [Results View].

@ noTe

Referring to the procedure above, click [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.

5// NOTE
* Manual peak integration commands are saved only to current data.

« Manual peak integration commands cannot be exported to the method file.

» To execute the same processing command on multiple data files, make settings in the Integration Time
Program in [Method View], and save that method file for use. Alternatively, copy the content in the Manual
Peak Integration Table, paste it into other data tables to apply it on them, and then perform analysis.

« The content in the Manual Peak Integration Table is retained even if postrun analysis is performed using
the other method files.
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H Display [Manual Integration Bar]

1 Click the (Manual Peak Integration) icon on the [Data Analysis] assistant bar.

[ Pastrun Analysis (System Administrator) - [Data Analysis - Demo_Data-00L.lcd] [ole =5
f[ File Edit View Method Layout Tools Window Help REES
PEREN I EF R re— R P C %
iy
Main Folder: B Chiomatogiam View
Data Analysis | |[cc = Mo tonsty: tegey a0 Nl
efecior & Z5am] Time 5633 Hen 265 .
B Filenarne Mod ~ ol [ [DiginaMethed Fie Name]
o Y Er— i) ' Demo_Methodien
) Derno_Data-001 3726/ [serceliae]
11 Derno_Data-002  3/26/ °7 %
=] ats-003 3726/ o ) 20 30 a0 50 &0 70 50 30 i [Peretom
3736
v Mex Intensty : 16,067
3726 _ P = En [Acquired byl
e elesior A 250 T 4778 I T . iedby
372 [Date Acquited]
2] 15 /16/2003 10:26:02PM
L5 GPC Data-t02 W20y {Sample Type]
115 GPC Data-003 1720, o Standard
] GPC_Data-004 1720/ [Levelt]
[ 6PC Data00s 1720 i
=5 PDA Demo_Dat.. 3726, &l
)
- 3% Mave Chromatogram {1 Valume]
. 326 & Initialize Shift U
.y
3;25 Auto-scale to Selected Peak ]
. 3/25/ [v] Peak Pasition Line
= % b a7 [Tiay Namel
Canfirmation of Noise/Drift. et

v

Display Settinas.

= [ED) ManualIntegration Bar ~ | o [roue [erfarmanis I2
E Wal  Beg Peak ta Cornpound Table. —
T 750 13172 Copy [
7 o523 15409
3 54141 1452 Graph Properties, Copy to Al Channels
) 57961 R
Tad 27192 53435 Piint Graph D
I Sione: 000 winin =
[T\ Detoctor A - Ot (254nm) § < [ 7] ol B 5

"l Dt s |

Show or hide the manual peak integration bar.

[Manual Integration Bar] is displayed.

@ note

[Manual Integration Bar] can also be displayed by clicking the (Manual Integration Bar) on the
toolbar or right-clicking on [Chromatogram View] and selecting [Manual Integration Bar].

Two types of [Manual Integration Bar] formats are available, Standard toolbar and Advanced toolbar. The
format type can be switched by changing the setting.

This section describes the Normal toolbar.

Manual Integration Bar (Standard Toolbar with Labels)

Manual Integration Bar (=]
P 2uto Mode D movenL ‘QMM BL(Vertical) £ Insert Peak
Y sert Peak(Free) 4&5phtpgak 29 Unify Peaks S Reject Peak
DA\ Force 8 A Force T/ Not i FarceL/biat [ET] Clear All Table
TDgg\eManualeakl. ¥ Undo Redo ‘;‘: Settings ? Help
Icon Name Explanation
Auto Mode This mode selects the optimal processing based on the relationship

between the position of the mouse cursor and the chromatogram
automatically.
The command shortcut key can also be used.

Move BL

't

Moves the peak detection points (start or end) along the X-axis (time).

Move BL (Vertical)

+

Moves the peak detection points (start or end) along the Y-axis (intensity).

Insert Peak

Inserts a peak start and peak end point for a peak that was not previously
integrated.

Insert Peak (Free)

2| P

Specifies the times and intensity values of the start point and the end
point of the peak, and inserts the peak.
A vertically divided peak can be inserted.
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6.2 Peak Integration Parameters

Icon Name

Explanation

Split Peak

Splits a peak vertically at a specified time.
If there is a valley near the specified time on the chromatogram, the peak
is split at the time on the valley.

M Unify Peaks

Unifies two peaks adjacent to a vertical division line that is specified by
clicking the mouse. Or, unifies multiple peaks between two points, which
are specified by dragging the mouse, into a single peak.

Reject Peak Removes the peak that is specified by clicking the mouse.
S Or, removes multiple peaks between two points that are specified by
dragging the mouse.
A Force B/V Changes to detection of baseline separation if the separation state of two

adjacent peaks is vertical division.
Changes to vertical division if the separation state is baseline separation.

" Force T / Not

Performs tailing processing if the specified peak is vertically divided. This

M processes a peak as a peak included in the tailing.
If the specified peak is on tailing, vertical division processing is
performed.
" Force L / Not Performs leading processing if the specified peak is vertically divided.
M This processes a peak as a peak included in the leading.

If the specified peak is on leading, vertical division processing is
performed.

Clear All Table

Deletes all the content in the Manual Peak Integration Table and sets the
peak detection method to automatic peak integration.

Toggle Manual Peak
@ Integration Table

Toggles the Manual Peak Integration Table between display/hide.

Furthermore, there are three operation types, auto mode, selecting processing commands on the toolbar,
and operation by shortcut keys. This section describes operations in auto mode.

Bl Move the Peak Detection Point in Auto Mode

1 Click the [ (Auto Mode) icon to start the auto mode.

Manual Integration Bar

@4+ AQLRARNNEDE -2

=)

z Move the mouse to near the detection point to move to.

B Chiomsha)
(1]

snual Integration Bar

TELALALADALNNWEBE -7

fmetensty : 15 057
| C -t v

on 10 2 W

Moz bty © lﬁgsf
Time EEE e -

7 a8 [ &0 mn

The detection point is highlighted.
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I 6 Data Analysis

Click the detection point to move to and confirm it.

This can be controlled by dragging the mouse.

= Guen anudl Integration Ber [
F@EE,ACA DA A M@ H k|7 R
i L]
IR 0011 § e :
[ y == g
0o 10 70 ) 40 50 B 7o [ a0 i
mnfm T VETE T;ZF'“’: 153% =
1744
1304
1259 i
1004
EES!
504 5//5 k’\
259 o
o]
1z 4 15 45 ar 48 B €1 m

A vertical blue line is displayed.

@ note

At this time, if the detection point is specified with the [Y] key held down, the point can be moved in
the intensity axis direction.

If the point is specified with the [F] key held down, it can be moved in both the X and Y directions.

4 Align the mouse (vertical line) to the time of the move destination and click the mouse.

B Chiometa
Menusl Integration Bar )
m = i tensty : 16067
fEE,AALSLANNNE S * 7 Fe .
10 |
> |4
o 1 3 ab 4n 5o &0 7o #n n nn
L Moz ks : IBNET
20 p e &350 T 4795 Fim. S .
1754
1404
125
100
75
404
259 il | -
N e
0]
a3 “ a5 a5 47 an [ a0 nn
= v

The peak detection point is changed and baseline is adjusted.

™= Chio
Panusl [regration Ber =
PEALCALA LA AR NE ED B ? F-wr

T

[ 1h 2 In +b sn &0 7n &n ah m

Y Mece ity 16,067
2010 Pt & Sk Tire A B3 Inken i) -

150- J/‘
125
K|
100
754
S04
25 i o
7
an %
13 an 45 18 ar 4b 18 0 mn
= v
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6.2 Peak Integration Parameters

B Remove a Peak in Auto Mode

1 Click the [ (Auto Mode) icon to start the auto mode.

Manual Integration Bar

@+ Aa4LARMME B - F?

z Move the mouse to inside the peak to remove.

B Chian,
Fanu Irkegrtion Ber ]
Y p 5067
ML Aaapdan WE =0 22 .
10 n |
— =
\
[ \ g
oh 1 2n B 4h B &0 h an 0 e
W Inberety - 16,
17 -fEctadicr & Sica] TR i £ 1
150
1244
100 \ 1
75 |
0 \
234 N
- =
an g
ako | aRs | 4f 435 4mD [ am | ars am b mh

The peak inside is filled.

3 Right-click on the graph, and click [Reject Peak(No Correction)] on the displayed menu.

= Chran
Manu IFcegrtion Bar =

FEALAOT4ADan Wl ME B [ 2 5.

) V_MJ_M——/—’_A\ )
i \oeodemee g
D 10 Y] 20 41 = 50 ) ¥ 50 P
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The peak is removed.
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B Unify Peaks in Auto Mode

This section describes how to execute the peak integration processing command on multiple peaks as a
single peak.

1 Click the o (Auto Mode) icon to start the auto mode.

Manua !ntegrat\on !ar a
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2 Move the mouse to near the vertical division line to unify.
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The vertical division line is highlighted.
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6.2 Peak Integration Parameters

3 Right-click on the graph, and click [Unify Peaks] on the displayed menu.
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The peak is unified.
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@ note

The peak integration processing command can also be executed on multiple peaks as a single peak
by changing the [Width] value on the [Integration] tab page in [Method View].

[I5" Reference
For details on the [Width] value, refer to Help.

6.2.5 Enable/Disable Each Processing Command

This section describes how to enable/disable each processing command using the Manual Peak
Integration Table.

1 Click the = (Toggle Manual Peak Integration Table) icon on [Manual Integration Bar].

tanual Integration Bar B

M APATpoALMNNEE -2

The Manual Peak Integration Table is displayed.
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2 Clear the checkbox for the processing command to disable and click [Analyze].

Manual Integration Bar
v+
LPAL AL AN NE BE @ ?
Time[min]) Command Value [ Analyze
1|V 4.767 |Move BL 5,401
2 5174 |SplitPeak |
3 ¥ 4518 |Reject Peaks 5393
4 |V 0.000 0

Only the processing commands with their checkboxes selected are executed again.

ll/ NOTE

Pressing the [Delete] key deletes the row selected in the Manual Peak Integration Table.

6.2.6 Overlay Data in the Analysis Sub-window

A reference data file can be opened on the current open data file and displayed as an overlay in the
[Chromatogram View].

1 Select [Open Reference Data File] on the [File] menu.

@ Postrun Analysis (System Administrator) - [Data Analysis - Dermo_Data-001lcd]

. [ Save Data File

%3 Save Data File As...
[fy Save Data and Method File

Ctrl+0

Ctrl+5

%W Edit View Method Layout Tools Window Help
£ 2 ¥ OpenDataFile...
% Close Data File

(B | o @ B 5 12

[E= ESE |
BEIE

B Chromatagram View

Max Intensity @ 16,067

MY
1000-Fetector £254nm

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

53 Open Data File )|
Lookim: |} Sample - 6 i? = '
P Mame Date moditied Type Size o2
"-‘.‘P |ﬂ Demo_Dara-001. led
RecenkPlaces’ [ puim ks ) lod F
- 6 Jemo Data-005.Icd )
|2 Bemo_Data-004. Icd
Rasiinp @ Demo_Data-005.lcd
r |~ Deme_Date-008.lcd
il . |5 Demo_Dara-007.lcd E
SEE [+ PDA,_Deme_Data-00LIcd
Bk- [=]PDA Deme Data-002.0cd
|7 PDA_Demo Data-003.lcd
Computel 8 ppa Deme_Deta-004 lcd
[ |~ PD&_Deme_Data-005.1z2l
-, | PDA_Derme_Deta-005.1cd -
Metwork
Fils name. Deme_Dats-003)cd b
Files of type: | Lc Data Fie icd) »| | cence |

Time Inten. -
Apply to Current Acquisition Method.., 500
F % Load Method Parameters... o %
7 Save Method As.. 00 10 20 30 40 50 60 70 80 a0 min
ﬂ@ Open Reference Data File.., ‘ e Max Intensity 16,067
Tlose Rerefence Uata FIE etector A:254nim ‘ Time 1432 Inten [ 7=]
1 o
P oo P . 15 | o
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The chromatogram in the selected data file is displayed on the sub-window.

T3 Bostrun Analysis (Systern Administrator) - |Dats Anakysis - Demo_Data-00L1cd] =3 E=E| ="
ghﬂfile Edit Wiew Method Layout Tooli Mindow Help - [ =
g THE &4 IEl__J!: ﬂdﬂ@ 7 E.Dehemm - 5 =y E ke
|3 [
Msin Faldes: [ | | O Chiomztooram Yies
Dta Analrsis | (o dnsabtionstsanple v i W Inkensity - 16,067
25 petacsor & 25anm] Time 2583 bilen. 1036 =«
B Fil N -
% 1] e— AA A A
Data Report f P d =
= ao 10 EY) a0 a0 50 a0 70 an EY) in
S CALTBO3 g
2 = CAIB04 [ i M Inkensity - 81,510
™ . 20 3 Time 0321 ker T007| «
SR | | liDemo Data-00L 3
[ Demn Date-007 3
|l Derna_Data-003 1
ﬁ? i Do Data- 004 2 b
. |8 Demo_Data-005 3
i oo Data-00G 3
n |l e _Data-007
2 Demo_Data-008 1
Manual Peak. = N -
Integratice | Derno_Data-009 1
i oo Data-id0 1 g
EDemoJJata-[lll 1 £ o o
LIONE Mernn Tias 3

@ note

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

 If the data file was obtained by data acquisition on multiple channels, the [Select Channels] sub-
window opens to allow for proper chromatogram selection.

Select Channels

(@ Using the composition of the detector

) Select Channel

Hoeterora
[ClExtracted Chromatogram
[F1Cht 254nm

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

3" Reference
Refer to "6.1.2 [Data Analysis] Window Description” P.131 for details.

+ The peak integration parameters for the reference chromatograms cannot be displayed or
modified.

6.3 Peak Identification Parameters

This section describes how to set the allowable time width (window/band width) used for identifying peaks
based on the Compound Table and which of the identification methods, absolute retention time method or
relative retention time method is used.
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1 Click (Edit Mode) in [Method View].

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

B <> Method View - [dentification Parameters £ View [[# Edit
Integlatlonl Identification LEluarmtatlve Compound | Group | Peformance | Custom IQC Check | Retention Index‘
Identfication
Window./Band:
Window: 1
Identfication Method: (| Absolute At | 2
Pesk Selection: Closest Peak - 3
[T Display not identified peaks as peaks with zero areaheight)
Add the peaks with zero areatheight) to calibration e'.e) 4
Retertion Time Update ]
@ Mone (") Replace () Average J 5

1 Select either [Window] or [Band] at [Window/Band].
If [Window] is selected, enter [Window] in % units, and if [Band] is selected, enter [Default Band
Time] in minutes.

Parameter

Contents

Window

The allowable time width for the peak top is set as a percentage (%) of the retention time. All
peaks are calculated with the same window percentage.
Allowable time width (min) = + (Compound Table retention time (min) x window (%) + 0.02)

Band

The allowable time width of the peak top is set as an absolute time. The allowable time width
can be set to each peak in the Compound Table.
Allowable time width (min) = + Default Band Time (min)

2 Select either [Absolute Rt] or [Relative Rt] as the peak identification method.

Parameter Contents

Absolute Rt

Identifies target peaks from the retention time of each peak and their allowable times
preset to the Compound Table.

Relative Rt

Compares the retention time of the sample peak to the retention time of the reference
peak to compensate for retention time deviation caused by fluctuation of the data
acquisition conditions. A reference peak must be set in the Compound Table.

=" Reference
For details, see "6.5.4 Directly Edit the Compound Table" P.170.

3 Select the peak to identify from [All Peaks], [Closest Peak], and [Largest Peak].

Parameter

Contents

All Peaks

If multiple peaks fall within a single allowable time range, all peaks are identified as the
target compound despite whether the Window method or Band method is set as the
allowable time width setting method.

Closest Peak | If multiple peaks fall within a single allowable time range, only the peak closest to the

retention time in the Compound Table is identified as the target compound, despite
whether the Window method or Band method is set as the allowable time width setting
method.

Largest Peak |If multiple peaks fall within a single allowable time range, only the peak with the largest

peak area or height value is identified as the target compound, despite whether the
Window method or Band method is set as the allowable time width setting method.

Similarity

[Similarity] can be selected when the photodiode array detector is used. The similarity
between the spectrum at the retention time of the peaks in the allowable identification
width and the standard spectrum registered in the Compound Table is calculated, and only
the peak with the largest similarity value is identified as the target compound.
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6.3 Peak Identification Parameters

@ 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 Viewl].

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].

Operators Guide 149
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6.4 Quantitative Parameters

This section describes how to set the quantitative parameters used to calculate the concentration values of

the target peak.
Quantitative Processing Reference

Quantitate by external standard method. "6.4.1 External Standard Method" P.150

Quantitate by internal standard method. "6.4.2 Internal Standard Method" P.152

Quantitate by standard addition method. "6.4.3 Standard Addition Method" P.154

Calculate the percentage (%) of each component by "6.4.4 Corrected Area Normalization Method" P.156

corrected area normalization method.

Quantitate multiple compound peaks as a group "6.4.5 Grouping" P.158

Make the calibration curve of the natural logarithmic axis | "6.4.6 Calibration Curve for Exponential Calculation”
P.159

Correct the concentration value of a standard sample "6.4.7 Standard Concentration Factor" P.160

using the standard concentration factor.

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

components. P.161

6.4.1 External Standard Method

This method involves calculating concentrations from the peak area or height of unknown samples using a
calibration curve based on a standard sample. This is the most frequently used quantitative calculation
method.

Data acquisition is performed on a fixed volume of multiple concentrations of a standard solution that were
prepared to bracket the anticipated concentration of the substance in the unknown sample.

A calibration curve is made using the absolute concentration of the standard solution (absolute amount) as
the vertical axis and the respective peak area or height as the horizontal axis.
(The X- and Y-axes display can be changed using [X Axis Calib. Curve].)

Concentration Area
h rt A Calibration
Ct #
Ca
A
Cs
C. # ‘ Cs P
[
Concen- |
- tration [
(" A3 | .
o | [ ° |
P
[
~ - | -
As o Pl
C # (I
4 ! .
o
| H
|

i | |
A1 Az As As A4
Area

Fig.6-1 External Standard Method (Absolute Calibration Curve Method)
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After the calibration curve is created, the same volume of the unknown sample solution is analyzed under
the same conditions used to analyze the standard solutions.

The peak area or height (A5) of the unknown sample is determined and the concentration (C5) of the
substance in the unknown sample can be calculated from the calibration curve.

This section describes how to quantitate using the “external standard method”.
1 Click (Edit Mode) in [Method View].

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

B <> Method View - Quantitative Parameters £d View [[# Edit
_Integratmn IdentlFlcatan Quantitative JCompound IGroup IPerFormance | Custom | QC Checkl
Quantitative Methad: ] | Iniks mall 1
[Extarnal Standard v] J
[CIFarmat of Concentration

Caleulated by: @ Area () Height @) Decimal Digits Significant
Digi

Calibration Curve iigits

( ) - 2
# of Calib, Levels: 3 = | |5ample Infarmation, ..

Mok Lised -
Zero: Mot Forced )
wWeighting Method:
% Axis Calib, Curve: ) Conc, @ AreafHeight

1 Select [External Standard] for the [Quantitative Method].
2 Enter the number of concentration levels (calibration points) at [# of Calib. Levels].

3 Click the [Compound] tab, and enter the concentration for each of the standard samples
in the [Conc. (1)], [Conc. (2)] and [Conc. (3)] columns.

This example uses a 3-point calibration curve.

B ¢ Method View - Compound Table G Wiew
()
Integration IIdsntiFi:at\un IQuantitatw:U Compaund U;ruup IPerFUrmancs | Custom [ OC Check|
ID# Name Type Channel Ret. Time Conc.[1) Conc.(2) Conc.[3)
1 Methwl_paraben | Target Detector & -C 3.945 10.000 20.000 40,000
2 Ethyl_paraben T arget Detector & -C 5.677 10.000 20.000 40,000
3 Propul_paraben | Target Detector & -C 9,342 10.000 20.000 40.000
4 Butyl_paraben T arget Detector & -C 12979 10.000 20.000 40.000
5 T arget Detector & -C 0.001 0,000 20000 0,000

[Not Used] is displayed if the concentration cell is selected and the keyboard [Delete] key is pressed
or if “-1” is entered in the cell.

Use this method when separate standard samples are prepared for individual target components.
4 Click (View Mode) in [Method View].

5 Save the method file before creating the calibration curve.

3" Reference
For details on how to make calibration curves, refer to "4 Realtime Batch" P.65 or "5 Calibration
Curves" P.115.
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6.4.2 Internal Standard Method

This highly precise method involves performing quantitative calculation with an area ratio or height ratio to
correct for injection volume errors.

The internal standard (ISTD) substance should be a stable compound that separates completely from
other peaks in the sample, has a similar chemical nature and elutes near the substance to be quantitated.

The standard solutions are prepared with 1 or more known concentrations of the target substance (“X” from
here on) and a specified concentration of the internal standard substance (“ISTD” from here on). Then data
acquisition is performed on fixed amounts of these standard solutions.

A calibration curve is created using the ratio of “X concentration/ISTD concentration” in the standard
solution as the vertical axis and the ratio of “peak area of X/peak area of ISTD” as the horizontal axis.
(The X- and Y-axes display can be changed using [X Axis Calib. Curve].)

Target substance

concentration
Concentration Area conc:esz;lrjati on
Target ISTD N . Calibration
substance A1 Asmo
C1 Cisto # A ‘ Ca4/CistD
Cs/Cisto
- ” |
A2 At culC !
3/CistD
C2 Cistp # ‘ ‘ :
1
1
- - I
As  Asmo C2/Cistp 1
Cs Cistd # ‘ ‘ :
1
1
~ - C1/Cisto 1
As Ao 1
Ca Cisto # ‘ : : : : :
i | | L
A1/Aisto  A2/Aisto As/AisTo As/AisTo
As/AisTD

Target substance areal/internal standard area

Fig.6-2 Internal Standard Method

A sample solution is prepared by spiking the unknown sample with the same concentration of ISTD as was
used in the standard solution preparation. Data acquisition is performed on the same volume of unknown
sample solution under the same conditions used to analyze the standard solutions.

The peak area ratio between X and ISTD (A5/Aistd.) for the unknown sample is calculated and the
concentration ratio (C5/Cistd) is calculated from the calibration curve.

This section describes how to quantitate using the “internal standard method”.

1 Click (Edit Mode) in [Method View].
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2 Click the [Quantitative] tab, and set each parameter.

B <» Method View - Duantitative Parameters L View | [# Edit
| Integration I IdantiFitatan Quarnktitative JCnmpﬂund I Group I Perfarmance | Custom | QC Checkl
Quantitative Method: ] Unit: mafl 1
[Intemal Standard > “
D Format of Concentration
Calculated by: @ Area () Height ® Decmal Digits ) Sianificant
Calibration Curve Digits
= 2
# of Calib, Levels: 3 = [ T=ampie Inrarmanen, -
Curve Fik Type: Grouping Type:
Mot Used >
Zero; Mot Forced hd
‘Weighting Method:
% Axis Calib, Curve: ) Conc, @ AreajHeight

7 Select [Internal Standard] for the [Quantitative Method].
2 Enter the number of concentration levels (calibration points) at [# of Calib. Levels].

3 Click the [Compound] tab, and set the [Type], [Conc.], and [ISTD Group] for each

compound.
This example uses the following calibration curve parameters.
B <> Method View - Compound Table £ View
| Integration I Identification I Quantitat\veu Compound JGrnup I Performance | Custom I Qc Checkl
ID# Name Type Channel Ret. Time Conc.[1) Conc.[2) Conc.[3) ISTD Group |
1 Peakt, ISTD Detector & - C 3945 1.000 1.000 1.000 1
2 PeakB Target Detector &y - C BETT 1.000 2.000 4.000 1
3 PeakC ISTD Detector & - C 9342 1.000 1.000 1.000 2
4 PeakD Target Detector &y - C 12,973 1.nnn 2 nnn 40nn 2

Make a calibration curve using 3 concentrations of standard solution:
* 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.103 for details on entering the ISTD amount.

+ To make a calibration curve with multiple calibration points (levels) add equivalent amounts of
ISTD to standard solutions of different concentrations. If the standard solution is spiked with the
ISTD before it is diluted, only a 1-point calibration curve is created.

* Prepare standard sample solutions by diluting a stock solution in stages to achieve multiple
concentrations of the target substance. Prepare the unknown sample solution at the appropriate
concentration. Spike all of the diluted standard samples and the unknown sample with equal
amounts of the ISTD.

When the unknown sample is spiked with the same amount of ISTD as the standard solution,
quantitative calculation can be performed by comparing the sample amount and ISTD amount
with all levels of the ISTD concentration fields set to “1”.
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5 Save the method file before creating the calibration curve.

I3 Reference
For details on how to make calibration curves, see "4 Realtime Batch" P.65 or "5 Calibration Curves
P.115.

6.4.3 Standard Addition Method

This method involves analyzing an unknown sample that has been spiked with a known amount of the
target substance and an unspiked unknown sample. Quantitation is performed using the difference
between the measured peak areas or heights.

Equivalent aliquots of the same unknown sample solution are prepared. One aliquot remains unspiked and
the other aliquots are spiked with differing known concentrations of the target substance. All of the
unknown sample solutions are analyzed and the results are used to quantitatively calculate the amount of
target substance in the unspiked unknown sample. The calibration curve created with the spiked amount of
substance (concentration) as the horizontal axis and peak area or height as the vertical axis.

This method is often used in situations where the components of unknown sample matrix compromise the
sensitivity of the target substance.

The sample solution (source solution) is divided into several equal parts, and each part is spiked with
standard solution and used for data acquisition.
(Example C1: unspiked, C2: 1.0 mg/L, C3: 2.0 mg/L)

The calibration points of the peak area (A1, A2, A3) and spiked amount (0, 1.0 mg/L, 2.0 mg/L) from the
data acquisition results, are used to make a 3-point calibration curve (linear).

The absolute value where the calibration curve intersects the X-axis (point of intersection - C4) indicates
the concentration (X) of the target component.

Source C1 Peak area
solution Unspiked
Source c2
solution 1.0 mg/L added P
~ L R s C il '-...’
-’. !
] s :
| | # ] g '
Lot 1
- 1 1
Source C3 A1 -7 : |
solution 2.0mg/Ladded [ ~"777" e 4 : !
] [ e : :
# ﬁ c4 « C100) C2(1.0) C3(2.0)
Sample Spiked concentration (mg/L)
concentration
img/L)

Fig.6-3 Standard Addition Method

This section describes how to quantitate using “standard addition method”.
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1 Click (Edit Mode) in [Method View].

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

B <> Method View - Quantitative Parameters

£ View

6.4 Quantitative Parameters

| Integration I IdentlFlcatmnl Quantitative JCompound I Group I Performance | Custom | QC Checkl

Quantitative Method: 1 | teies mall 1
[Standard Addition hd ]J
D Format of Concentration

Caleulated by: @ Area () Height @ Decimal Digits Sigrificant

Calibration Curve 5 Digits

" 75 N ——]
(# of Calib, Levels: 3 = } T 2
Mok Lised -

Zero: Mot Forced )

wWeighting Method:

% Axis Calib, Curve: ) Conc, @ AreafHeight

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 Table Sal View
Integration IIdantiFitatmn IQuantitatwe[ Compaund |Grnup IPeanrmanca | Custom | 0C check |
ID# Name Type Channel Ret. Time Conc.[1) Conc.[2) Conc.[3)
1 Peaks, Target Detector &y - C 3.945] 0.000 10.000 20.000
2 PeakB Target Detector &y - C B.ETT| 0.000 10.000 20.000
3 PeakC Target Detector &y - C 9.342] 0.000 10.000 20.000
4 PeakD Target Detector &y - C 12,973 0.000 10.000 20.000

Level 1: Unspiked sample “concentration = 0"
Level 2: 10 mg/L spiked sample
Level 3: 20 mg/L spiked sample

@ note

» Enter “0” for [Conc. (1)] since it is used for the unspiked sample calibration point.

» Set [Type] to standard for the unspiked and all of the spiked samples, and perform data
acquisition using the method file saved above. (Perform postrun batch analysis if the data has
already been acquired.)

Then, change [Type] to [Unknown] for only the unspiked sample, and reprocess the data using
the using the method file that contains this calibration curve to obtain the quantitative results.

4 Click (View Mode) in [Method View].
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6.4.4 Corrected Area Normalization Method

This method involves, first, correcting the peak area or height of each component peak in an unknown
sample and totaling these values. The percentage of the corrected area or height for each component with
is calculated with respect to that total value is assumed to be the quantitative value.

This section describes how to obtain the sensitivity correction factor using a standard sample of known

concentration and how to perform quantitation by the “corrected area normalization” method by manually
entering that sensitivity correction factor.

@ note

With corrected area normalization, the percentage of the area or height value of all detected peaks is
assumed to be the quantitative value.

B Sensitivity Correction Factor Using a Standard Sample

This section describes use of a mixed sample as the standard sample.
1 Click (Edit Mode) in [Method View].

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

B <> Method View - Quantitative Parameters & iew [ [ Edit
Integration | Identification ( Quantitative ) Compound | Group | Performance | Custom | G Chack |
Guantitative Method: 1 I 1
[Corrected Area Normalization - ]I
|:| Format of Concentration
Calculated by: @ area () Height @ Decimal Digits Significant
Calibration Curve S Digits
# of Calib. Levels: 1 = |Sample Information, ..
[Curve Fit Type: Linear - } ST 2
Mok Used A
Zero: Force Through =
‘Weighting Method:
¥ Ais Calib, Curve: (7 Cone, (@ AreafHeight

1 Select [Corrected Area Normalization] for the [Quantitative Method].
2 Select [Linear] for the [Curve Fit Type].

3 Enter the concentration in the [Conc.(1)] cell for each compound in the [Compound] tab.

B <> Method View - Compound T able £ View
Integration | Identification |Quantitative Compound |Grnup |Perfnrmante ICustnm I( L ’_
ID# Mame Type Channel Ret. Time Conc_[1)

1 Peakd Taiget Detector &4 -C 3.945 20.000
2 PeakB Taiget etector 4-C 0677 20.000
3 PeakC Taiget Detector &4 -C 9.342 20.000
4 PeakD Taiget etector &4-C 12973 20, EIEIEIA

4 Click (View Mode) in [Method View].
l’/ NOTE

Refer to "5.1 Calibration Curves by Postrun Batch" and use the standard sample data to make a
calibration curve. The 1st coefficient obtained is the sensitivity correction factor.
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H Enter the Sensitivity Correction Factor

This section describes how to manually enter the sensitivity correction factor if it is known.
1 Click (Edit Mode) in [Method View].

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

B <> Method View - Quantitative Parameters 43 View
| Integration I Identification LQUGHUtGUVEJCompound I Group I Performance | Custom | QC Checkl
Quantitative Method: ] Uit mall 1
[Cnrrected Area Normalization - ]J [T Format of Coneantration
Calculated by: @ Area () Height @ Decimal Digics  Sigrificant
Calibration Curve 5 Digits
# of Calib, Levels: 1 =
(Curve Fit Type: [Manual RF {Linear) - ! Grouping Type: 2

Mok Lised -
Zero: Farce Through )
wWeighting Method:

% Axis Calib, Curve: ) Conc, @ AreafHeight

7 Select [Corrected Area Normalization] for the [Quantitative Method].
7 Select [Manual RF (Linear)] for the [Curve Fit Type].

3 Enter the sensitivity correction factor in the [1st Coefficient] cell for each compound in
the [Compound] tab.

B <> Method View - Compound Table S iew
Integration I Identification I Quantitative [ Compound ]Gruup I Performance | Custom | Qc Checkl
ID# Name Type Channel Ret. Time Conc.[1) 1st Coefficient Intersection |

1 Peaks, Target Detector & - C 3945 20.000 1.340437e-005 | 0.000000e+000

2 PeakB Target Detector & - C 5677 20.000 1.173229e-005 | 0.000000e+000

3 PeskC Target Detector & - C 9.342 20.000 1.847023e-005 | 0.000000e+000

4 PeskD Target Detector & - C 12973 20.000 1.725211e-005 ]| 0.000000e+000

5 Target Detector & - C 0.00m 20.000 0.000000e+000 | 0.000000e+000

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

Bundling homologs or isomers when there are multiple compounds is called “grouping”.

Grouping is effective in dividing the peaks into groups to perform quantitative analysis only on individual
groups or when measuring the amount of impurities in a certain main component as a single group.

This section describes how to perform grouping quantitation.
1 Click (Edit Mode) in [Method View].

2 Click the [Quantitative] tab, and select [Group Calibration] or [Conc. Summation] for the

[Grouping Type].
B <> Method View - Quantitative Parameters &d iew | [# Edit
Integration |Ident\ﬂcatlon[ Quantitative ]Compound |Group |Performance ICustom IQC Checkl
Quantitative Method: Unit: mall
[Externa\ Standard ‘] .
D Format of Concentration
Calculated by: @ area () Height @ Decimal Cigits Significant
Calibration Curve 3 Digits
# of Calib, Lewvels: 1 = |sample Information. ..
: — Mok Lsed A
ero: -
ok Force Mot Lised
Group Calibratio
Weighting Methad:
¥ dais Calib, Curver () Cone, (@ areafHeight

» The sum of the peak areas or heights of the grouped compounds is used with [Group Calibration],
a calibration curve is created for each group, and quantitation is performed for each group.

» 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 T able 54 View
Integration | Identification | Quantitative [Cﬂmpnund ] Group | Performance I Custom I Qc Chs:kl
ID# Name Type Channel Ret. Time Conc.[1) Grouplt

1 Peakd T arget Detector & -C 3.945 1.000 a

2 PeakB T arget Detector & -C 5.677 1.000 1

3 PeakC T arget Detector & -C 9,342 1.000 1

4 PeakD Target Detector &-C 12979 1.000 0

g T arget Detector & -C 0.001 20.000 a

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

0 <> Method View - Grouping Table £d View
Integration IIdent\f\catinn IQuantitative ICﬂmpnund(| Groun_serformance |Custnm |QC Chatkl
Groupdf Mame Conc_[1) Unit Fit Type Zero ‘Weigh
1 Growpl 5.000 D efault Default Default
z T PEEDD PEEDD PEEDD

5 Click (View Mode) in [Method View].
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6.4.6 Calibration Curve for Exponential Calculation

Since the sample concentration and sensitivity are not directly proportional when using an LC-ELSD
detector or the GC-FPD detector S mode, make a calibration curve using the exponential function.

This section describes how to perform quantitative calculation using a calibration curve calculated from the
exponential function.

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

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

B <> Method View - Quantitative Parameters £ View [[# Edit
| Integration I IdentlFlcatmnl Quantitative I Compound I Group I Performance | Custom | QC Checkl
Quantitative Methad: Uit mglL
[Extarnal Standard v]

D Format of Concentration

Calculated by: @ Area ) Height
Calibration Curve

# of Calib, Levels: 3 = |sample Infarmation. ..
Curve Fit Type: Exponential ~ Grouping Type:

(@ Decimal Digits  Sinificant
Digits
3

Zero: Paint ko Point
Quadratic
weighting Method: | Cubic
Mean RF
¥ axis Callb, Curve: | [EREREED i

Manual RF (Linear)
Manual RF (Exponential)

@ note
» Atleast 2 standard samples (i.e. 2 calibration points) are required to create a calibration curve
with the exponential calculation. Select 2 or higher at [# of Calb. Levels].

+ [Zero] cannot be set for the exponential calibration curve since the curve does not pass through
the origin.

» Both of the axes of the graph for the exponential calibration curve are logarithmic.

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

B ¢» Method View - Compound Table L Wiew
Integration I Identification I Quantitat\ve[ Compound USrnup I Performance | Custom | QC Check|
ID# Name Type Channel Ret. Time Conc.[1]) Conc.[2) Conc.[3)
1 Peaks, Target Detector &y - C 3.945] 1.000 10.000 1000.000
2 PeakB Targst Detector & - C 5.E77 1.000 10.000 1000.000
3 PeakC Targst Detector & - C 9342 1.000 10.000 1000.000
4 PeakD Targst Detector & - C 12.979 1.000 10.000 1000.000

4 Click (View Mode) in [Method View].
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6.4.7 Standard Concentration Factor

Make a calibration curve using values obtained by multiplying concentration values of each level with
compensation factors.

This section describes how to set the standard concentration factor.
1 Click (Edit Mode) in [Method View].
2 Click the [Compound] tab.

3 Right-click on the Compound Table, and click [Table Style].

B <> Method View - Compound T able G view
Integration | Identification | Quantitative | Compound |Group | Petformance I Custam I Qi Checkl
[o} 3 MName ¥ Undo Conc.[1] Conc.[2) Conc.(3)

1 Peaké - 45 10.000 20.000 40.000

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

3 PeakC Cut 42 10.000 20.000 40.000

4 PeakD - 73 10.000 20.000 40.000

5 Copy 01 10.000 20.000 40.000

Paste

Copy Entite Tahle
Clear

Select Al

Add Row

Insert Row

Delete o

Sort by Retention Time
Wiew Mode

Edit Mode

¥ Cancel Edit
([ Table Sde.. )

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

Table Style =5
Item Settings | Fant
Hide Items Display Items
Ph. Select - Marme
Calc. by Type
Fit Type Ret. Time
Zera Conc.(1]
Wweight Conc.(2)
“whindow/Band W 21 o
Spiked addoze) == 2
3rd Coefficient L
2nd Coefficient 3
15t Cosfficient <« Remove Down
Intersection
Ref STD ID
- Initialize: 1
Mumber of fized columns: 0
( ok [ cancel |[ Hep |

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

ﬂ// NOTE
Change the display order of items in the Compound Table, by selecting the item in the [Display

Items] list and then clicking [Up] or [Down].
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5 Enter the [Standard concentration factor] column.

B ¢ Method View - Compound Table L View
Inkegration I Identification I Quantitative lCDWDUUﬂdJ Group I Performance | Custam | QC Checkl
ID# Name Type Ret. Time Conc.[1) | Conc.[2] | Conc.(3) Standard concentration factor

1 Peakd, Target 3.945 10.000 20.000 40.000 1.000000

2 PeakB Target B.E77 10.000 20.000 40.000 1.000000

3 PeakC Target 9.342 10.000 20.000 40.000 1.000000

4 PeakD Target 12.973 10.000 20.000 40.000 1.000000

] Target 0.001 10.000 20.000 40.000 1.000000

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

6.4.8 Reference Standard ID and Correction Factor

If standards cannot be prepared for impurities or related substances, create a calibration curve using a
standard substance with the same (or proportional) response factor, and quantitate the concentration of the
impurities or related substances using that calibration curve.

@ note

Use the value obtained by multiplying the peak area or height or the peak area or height ratio of the internal
standard by the correction factor, to create the reference standard calibration curve specified by ID.

1 Click (Edit Mode) in [Method View].
2 Click the [Compound] tab.

3 Right-click on the Compound Table, and click [Table Style].

B ¢ Method View - Compound Table L Ve
Inkegration I Identification I Quantitative | Compound ‘Group I Performance | Custam | QC Checkl
ID# HName : Conc.[1] Conc.[2] Conc.[3]

1 Peakd, 145 10.000 20.000 40.000

2 PeakB W7 10.000 20.000 40.000

3 PeakC 142 10.000 20.000 40.000

4 PeakD 379 10.000 20.000 40.000

] Lopy I} 10.000 20.000 40.000

Paste

Copy Entire Tahle

Select &1
Add Rowy

Sort by Retention Time

Wiew Maode

Edit Mode

¥ Capcel Edit
[| Table Style... )
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Add the [Ref STD ID] and the [Correction factor] column to the Compound Table in the
[Table Style] sub-window, and click [OK].

Table Style E
Itemn Settings | Fant

Hide Items Display Items
Band - Marme
Pk. Select Tupe
Calc. by Ret. Time
Fit Type Conc 1]
Zera Conc.[2]
Wweight \Cone (31 | T
windowsBand N — 2
Spiked =
3rd Coefficient o] ]
2nd Coefficient |<< HEWUVEl | Down ‘
15t Coefficient
Initisliva 1
Hurnber of fived columns: 0 1=

=

u oK ]J[ Cancel ][ Help

1 Select [Ref STD ID] and [Correction factor] in the [Hide ltems] list.
2 Click [Add].
The [Ref STD ID] and [Correction factor] item are added to the [Display ltems] list.

él/ NOTE
Change the display order of items in the Compound Table, by selecting the item in the [Display

Items] list and then clicking [Up] or [Down].

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

0 <> Method View - Compound T able Sd View
Integration | Identification | Quantitative | Compound |Grnup | Performance I Custam I QC Chatkl
ID# Name Type Ret. Time Conc (1) | Conc. (2] | Conc(3)| RefSTD ID Correction factor \

1 Peaks Targst 3545 10.000 20.000 40.000 2 0.9538600

2 Peakp Targst 5.E77 10.000 20.000 40.000 1.000000

3 PeakC Targst 9342 10.000 20.000 40.000 2 0.B648200 |

4 PeakD Targst 12979 10.000 20.000 40.000 1.000000

5 Target 0.007 10.000 20.000 40.000 [

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

6.5

6.5.1

Compound Table

The Compound Table must be completed to identify detected peaks or to perform quantitative calculation
on the detected peaks. There are various ways of entering data into the Compound Table. Use the method
that is the most convenient.

"Compound Table Wizard"
"Compound Table from the Peak Table"

"Compound Table Retention Times Using the Mouse"
"Directly Edit the Compound Table"

Compound Table Wizard

This section describes how to complete a Compound Table using the wizard. Using the wizard also allows
the peak integration, peak identification, and quantitative parameters to be entered in the consecutive sub-
windows.

1 Click the (Wizard) icon on the [Data Analysis] assistant bar.

Data Analysis

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

Compound Table Wizard 1/5

[This wizard automatically creates a compound table, Please note that the current compound
table will be replaced with the new one created by this wizard.
On this page, please set the peak processing parameters for peak detection.

Channel;

width:
Slope:
Drift:

T. DBEL:

Min. AreafHeight:

Caleulated bry:

==

Detector 4 - Chi (254nm) -

S sec Copy to All Channels

5000 uvfmin j'

a u¥fmin m —=
Program

a min

1000 counts Maise/Drift Calculation. ..

< Back. [ Mext = ]l[ Cancel l [ Help

3" Reference

Refer to "6.2 Peak Integration Parameters" P.134 for details on setting the peak integration

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

Compound Table Wizard 2/3 E
Selec||Ret. Timel Area Height | ~ Eelect peaks you want ko define by checking boxes
= 26| 7a7e| tamy ||| Fnthepesktable
2| 3218 85323 15028
3| 3.683 1612 171 u Max Intensity . 16,067
3 e 3.9%6 54296 | 11440 i éﬂ g -
Detector 0 (254nim)
5% 1,620 57393 129 T taftel
o
1 100004 m
5000
o
- 8
[+ [+ ]\Detector A - Ch1 (254nm) / o 50 min
[ < Back [l Next = I] [ Cancel ] [ Help ]

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

Compound Table Wizard 3/5 E
Quantitative Method: Uniik: gL
Extenalisondard '] Format of Concentration
Calculated by: @ Area (0 Height @ Decimal Digits ) Significant
Calibration Curve Digits
0 =]
# of Calib, Levels: 3

Curve Fit Type: Linear - Grouping Type:
Mok Used A
Zero: Mok Forced hd

‘Weighting Method;

® Axis Calib, Curve: () Conc, @) Area/Height

< Back “ Next = I” Cancel ] l Help ]

I3 Reference
Refer to "6.4 Quantitative Parameters” P.150 for details on setting the quantitative parameters.

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

=

Ioentfication
Window/Band: @) Windaw (7 Band
Windon: 3 ki

Dfauk Eercpidy  [082 | min
{dentficstan Method: | Absalute At v/
P2k Selecton: Clogest Peak -

T pisoiey nol centfiec peaks s pesks with 2=ro areabeight

|1 4dd the peaks with zero areafheight) to calibration level

Retenton Time Update:
i none 1 Replace @ average

[ % Back l[ Neat = ]][ Cancel ]| elp

3" Reference
Refer to "6.3 Peak Identification Parameters" P.147 for details on setting the peak identification
parameters.
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6.5 Compound Table

6 Enter the [Name], [Type] and [Conc.] column in the Compound Table, and click [Finish].

Compound Table Wizard 5/5 =<5
Fallowing compound table is created.
Check the contents and modify it if necessary.
1D# Name Type Rel. Time Conc.[1) | Conc.[2) | Conc.[3) || Ref STI

1 RT:2.636 | Target 2636 1.000 1.000 1.000

2 RT:3.216 | Target 3216 1.000 1.000 1.000

3 RT:3.926 | Target 3.926 1.000 1.000 1.000

4 RT:4.620 | Target 4.620 1.000 1.000 1.000

5 Target 0.001 1.000 1.000 1.000

< 1 r

< Back [[ Finish ” [ Cancel ] [ Help

» The default [Name] is “RT (Retention Time) + peak retention time”.

» Edit the Compound Table to match the parameters set in quantitative processing.

The settings made in the wizard are saved to the data processing parameters in the open data file.

=" Reference
« Referto "6.7 Save (Export) to Method Files" P.174 to save settings made in the wizard to method file.
» Refer to "5 Calibration Curves" P.115 for details on creating calibration curves.
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6.5.2 Compound Table from the Peak Table

Peaks displayed in [Chromatogram View] can be registered to the [Compound] tab in [Method View].

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

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

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

Table].
Postrun faalysis (Systern Administrator) - [Data Anabysiz - Demo_Data-00L led] (E=5 Eog ==
gl File Edit View Pethod Layour Toals Window Help [=T=][=]
HE T = B E.‘i_t EQE 7 HEE BICAE- AL T
S ==L
Main Fakder: og B Chiomnatopram e
Cila Analvsis lc:\Ld:SulJtlurS\Samle .J e s ety | 16,087
£.9357 ; N Tie  1.9E InEn. |
Fil N .0o00 7 7 ; 7 ; : . : {
|-ena e on n an an an an ED n 1) an mn
|2 Backgraund 1 Ma sty AROET
m 2 il : A
E cALBOL Fietacior 2 Z5dnm] Tire Tr=n. -
= CALBOZ =
| CALIBO3 10] I
5 CALIBD4 il
|£ Derno_Data-001 o]
|1 Derno_Data-002 2
i oo Data-03 1 o 1 20 b 2l 5 3] B ] BT
|1 Demo_Data-004 2 O <* Fesutz View -Peak Tzble O & Methad View - Peak Inegiation P2 L View | # Edi
|udDemo Data-005 2 ;
[DDermo Datac00s 2 Pesk Tabe | Compourd | Group | Calbeation Cuve Trsgration | [dentficztizn | Quantitztivs | Compound * |
|13 Do Pata-i0l 2 [l R e e Heght | || chanmat: Desactor &~ Gl (E59nm .
I ® Depes Mmsa AO0 KT 3 CDpy' _I
Ll mn ]
=— - Width: 1
Dielecton 4]CH1) - i_ Copy Entire Table su l
Shpe: 1001 uJmin
7| s VI B 16 g FEegister Selected Pezk to Compound Table I
I Cift: 0 wiljmin
—= [« Saw Total
T. DAL: 0 mi
Table Shyle... Q =
Tio TR . Kin Arnn | erurks .
a0 s0 1o L[> \Dotootar & - Chi (] [ b
L [ = i " Oeta Andlyaic

Aegister selected peaks an peak fable to cormp ound tab e,

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 faalysis (Systern Administrator) - [Data Anabysiz - Demo_Data-00L led] =x Eos ==
Il File Edit Wiew hdethod Layous Took Window Help =&l
Y= E AN A = P ey —) Bis
S =k L]
Main Faker: (i | | O Chiomatogram Yiew
Cila Analvsis lc:\Ld:SulJtlurS\Samle .J & gas3aY s ety | 16,087
nﬂ;u;;% T ) The 1546 Intan. |
E. Filenzme h LY T T T T T T T T T
- Bockground 1
Data Aepor lEc.ﬂ.uBm o Max ntensty - 16,067
= Petzcioe & Finm] Tie A5 Ien. | 25| .
= CALBDZ =
Eg 5 CALIBO3 104 i
-9
apaie Methad [l =
(b Derno_Data-001 o]
o8 Demo Data-102 2
i oo Data-03 1 o 1 20 b P 3] B ] BT
w5 Demo Data-04 - 2 O <» Feaukziew -Feak Table 0 ¢ Malhad Viaw - Compound Table o) iew | # EdE
|udDemo Data-005 2
2 Do Detaeili 7 Pesk Tshle | Compound | Group | Calbeation Cuvve 1daridfication | Quzntkatse | Compornd | Group [ palt [0
02 Dermo_Diata-007 2 Peakt Arca Height Hark D% [ Mame | Type | Chane
W erial Prak T 1 |FT:26% | Teraet Dietecio b
Intecrafion PR b (] 16029
Delecto 4[CH) = 1612 Ty
i Irb=nisity - 16067 G236 LTI
ErECE RESE]
chal 272559 5567
A+ [\ Detoctor &-Chi i« [m] v 1 m i
o Deh.dndynxl
UM

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

B 1l Method View - Compound Table & Wiew
Integration I Identification I Quantitative ‘ Compound ‘Grnup I Performance | Custom | Qc Checkl
ID# | Mame | Type | Channel | Ret. Time | Conc.[1) | Conc.[2) |
1 |RT:2E36 | Target |Detectar &-C | 2536 | 10.000 | 20,000 |

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

X" Reference
+ Refer to "6.7 Save (Export) to Method Files" P.174 for details on saving to the method file.

» Refer to "5 Calibration Curves" P.115 For details on creating calibration curves.
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6.5.3 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.

R e i
i Bie Edit Wew Method Layour Took Window Help

&

[x]

idES =k ([E% OSE 7 e oo |m | E
A E =EL
Fakier: LI | |2 Chiomstooram e
|c:ld:lsohmn_s55;mie _-'l 5 esey Miax Intensky . 18,067
s “=j0etector A284nm ? f fl Tima nien.
Filenarne Mo 0 A\ | %
|«8Background.lcd B/ ro 10 EV R B Y T R B0 mn
[ Demo_Data-00d..., L8 ” S b
- e " fax Inl=nsiy | 18,
.| Deme Data-002.. B/13 205k Time 0525 mien. 1000
=mo_Data-003... 514 o]
|u- Dzpno_Data-004.... B/18 1=
|15 Deme_Data-005.... 6/18 1
i Demo_Data-006 ‘19 B
] Dhermo_Dleta-000 1 i -
|2 POA_Dema_Da y o %
[ POA Demo Dat.,  6/13 : ; - : : : : y y
[5PoA Peme Dat.. 614 .0 18 0 30 40 =0 €0 70 20 50 min
| _Demo Pat.. B4 B < Fesbs Vew -Prak Tebk = ¢ Metbod Ve - Compeund Table 53 iow [ Edt |
exevapeme ot S| | |70 |conp [ e [ colinmionire {iaicabion | Gamniiabo | Commouns imes [l 2]
L 'eme_Lat., 3
'}unf Deme Dt 614 Peakdi Area Height IDH | Charmel | oo mer | Concd
AT Y TR 7| (5 [Teeme i€ ( ] |
e 154
" B 114
Pl ¥ 541, n
Detectar AlCh1) hd ol 534
Unx Hlensly . TE087
L« 15 1\ Datestor A-Ch1 ¢f < [ e ]
Tl Dete drlyss l
MU

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.

i |

s (5yetem Adeitrator - (Dot Ayt - Demo,De00L ]

;ﬂfﬂe Edit Niew Method Layout Tool WWindow Help

iaE % «0|[Ek O=- 7
-1
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E Deme_Data-002..,
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3 Select the peak whose retention time is to be changed.

Display position check line

_‘

@ note

' T Postrun Analysis (S stem Administator) - [Dats Anaiysis - Derno Data-001 ica]
gﬁﬂfj:a Edit ¥jew Pethod Laygut Tool Window Help

==)
=

Mol FPeak
Inb=grmbion

Falder:

|esbamsabmmnsisanpe

Filenzrme

| Background. led
|4 Deme_Data-00d,
.-5«? Demo_Data-002.

2 Chiomatogram Yie

Max Intensty

ZET

nien,

16,067
=7

14

- /
ﬁ*--:}:memmzzs-ﬂm 7 ?/I T
0.2000 4n—£h~

o 10 20 3y 2 =0

7

T T T =
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he retention time change is automatically registered to the Compound Table.
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Fine-adjust the peak position line by dragging the line with the [Shift] key held down.

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

IZ° Reference

» Referto "6.7 Save (Export) to Method Files" P.174 for details on saving to the method file.
» Refer to "5 Calibration Curves" P.115 for details on creating calibration curves.
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I 6 Data Analysis

6.5.4 Directly Edit the Compound Table

Click the target compound cell to edit a cell in the Compound Table.
This section describes how to select the Window/Band method and compound type.

H Select the Window/Band Method for Each Compound

The identification method set on the [Identification] tab in [Method View] is used for all of the compounds. It
can also be set to each compound in the Compound Table.

1 Click (Edit Mode) in [Method View].
2 Click the [Compound] tab.

3 Right-click on the Compound Table, and click [Table Style].

B <> Method View - Compound T able G view
Integration | Identification | Quantitative | Compound |Group | Petformance I Custam I Qi Checkl
[o} 3 MName Undo Conc.[1] Conc.[2) Conc.(3)

1 Peaké - 45 10.000 20.000 40.000

F PeakB Bedo 77 10.000 20,000 40,000

3 PeakC Cut 42 10.000 20.000 40.000

4 PeakD - 73 10.000 20.000 40.000

5 Copy 01 10.000 20.000 40.000

Paste

Copy Entire Tahle
Clear

Select Al

Add Row

Insert Row

Delete Row

Zort by Retention Time
Wiew hMade

Edit Mode

¥7 Cancel Edit

| Table Ste..

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

Table Style
Itemn Settings | Font
Hide Items Display Iterns
| Charine! - Marme
i L Type
A 1
Pk. Select Conc.(1]
Conc.(2)
= [ Add s> .) Conc (3] e 2
SpRea ‘ << Remove Down
3rd Coefficient L4
2nd Coefficient
15t Coefficient
Intersection -
{ n b Mumber of fired columns: 0 =

[[ aK ]” Cancel ” Help ]

1 Select [Window/Band] and [Band] in the [Hide ltems] list.
2 Click [Add].
The [Window/Band] and the [Band] item are added to the [Display Items] list.

@ note
Change the display order of items in the Compound Table, by selecting the item in the [Display

Items] list and then clicking [Up] or [Down].
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6.5 Compound Table

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

B 1l Method View - Compound Table &d Wiew | [ Edit
Integration I Identification I Quantitative ‘ Compound ‘Grnup I Performance | Custom | Qc Checkl -
ID# Ret. Time Conc_ (1) Conc_(2) Conc_[3] Window/Band]|[ Band

1 2636 10.000 20.000 40.000)(Band 2,000

2 3216 10.000 20.000 40.000)| Default - Diefault

3 3.926 10.000 20.000 40.000|| Distaul L Difaul

4 4.620 10.000 20.000 40.000) | windav Default

H 0.001 10,000 20,000 40 andl Default

1 Click the [Window/Band] cell for the desired compound, and select [Default], [Window] or [Band].
2 Enter the allowable time width in the [Band] cell, if [Band] is selected.

@ note

If [Window/Band] is set to [Default], the value set on the [Identification] tab is used.

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

3" Reference
» Referto "6.7 Save (Export) to Method Files" P.174 for details on saving to the method file.

» Refer to "5 Calibration Curves" P.115 for details on creating calibration curves.

Bl Compound Type

This section describes how to set the reference compound for peak identification using the relative
retention time method.

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

Click the [Compound] tab, and select the [Type].
Click the [Type] cell of the desired compound, and select [Reference].

@ note

Use this method to set the ISTD as the reference for the internal standard method. Click the [Type]
cell of the ISTD, and select [ISTD & Ref.].

B 1 Method View - Compound Table &d Wiew | [ Edit
Inkegration I Identification I Quantitative [CDWDUUW JGroup I Performance | Custam | QC Checkl
ID# MName '| Type n Ret. Time Conc.[1) Conc.[2) Conc.[3] Wi
1 Peakd -~ 2836 10.000 20.000 40.000 |Bar
2 PeakB 3216 10.000 20.000 40.000 | Def
3 PeakC 157D 3926 10.000 20.000 40.000 | Def
q PeakD Rieference 4520 10.000 20,000 40,000 | Def
= ISTDERef 0.001 10.000 20,000 40.000 | Def

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

@ note

If changes are made to the parameters such as [Type] on the [Compound] tab, the calibration curve will
change. In this case, the current calibration curve information saved in the data file is automatically deleted.

I3 Reference
Refer to "6.7 Save (Export) to Method Files" P.174 for details on saving to the method file.

Refer to "6.7 Save (Export) to Method Files" P.174 for details on creating calibration curves.
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I 6 Data Analysis

6.6 Column Performance Parameters

This section describes how to set the various calculation methods for supporting the system suitability test
and how to check calculation results.

+ USP

« USP2

« JP

« JP2

- EP

+ BP

- DAB

- EMG

+ EMG (50%)

» area/height

+ user-defined

" Reference
For details about the column performance equations, refer to Help or the Data Acquisition & Processing
Theory Guide.

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

2 Click the [Performance] tab, and select the appropriate checkbox(es) at [Calc. Method)].

B 11 Method View - Column Performance Parameters G view [ Edit
| Integration I Identification I Quantitative I Compaund I Grou;U Performance Ijiusbom | QC Check I Retentis * | *
Calc. Method User
use Oer [CIemc(s0z) Method Name:
Ousez  Oer DAFEEME‘QM number of Thearetical Plate
[k [[pas  [F]ser Defined: S
w2 Fleme Peak Widthat: 0 %% Peak Height
Unretained Peak Time Cogfhicient: a
@ 1st Peak Ti
(@ IstRestTime Tailing Factor
@ SetTime 0 in
N Peak Widthat: O %% Peak Height
Cglumn Length: 150 mm Resolution
[ caleulate identified peaks only Peak Widthat: O %, Peak Height
[ calculation of Relative Retention Time Coefficient: )
Reference Peak: | ID# 1

Unretained Peak Time Correction

Copy to All Detectors

@ note

» Select [User Defined] to display the [User] parameters box.
» Either select [1st Peak Time] or enter a [Set Time] at [Unretained Peak Time].

» Select [Column Length] to calculate the number of theoretical plates.

3 Click (View Mode) in [Method View].
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6.6 Column Performance Parameters

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

B 1l Fesults View - Peak Table

[ Feak Table [compound | Group [ calibration curve

Peakit ID# Name Area% NTP[USP) HETP[USP) | Resolution(USP)
1 1| Peaks 27.220 4153 36.068 =
2 2 | PeakB 31.295 6706 22,366 36139
3 0.587 4211 35.618 2431
4 3 | PeakC 19.776 127115 11.797 1.325
] 4 | PeakD 21122 21054 7125 5.203
Total 100.000

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

B 1l Fesults View - Peak Table

Peak Table | compaund | Group | Calibration Curvel
Peakil ID# | Mame |  AreaX [ NTP(USP) HETP[USP] | Resolution[USP)
9 T Paakn [ 27200 159 36.068 -
2 Copy 706 22,366 3619
3 Copy Entire Table 211 35618 2431
4 715 11.797 1.325
5 Register Selected Peak ta Compound Table 054 7128 5.203
Total
—=2 Sow Total
|| Table Style.. |]
AT D\ st X T 0T IR A 7 T T m *

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

Table Style =]
Item Settings | Font
Hide Items Display ltems
Peak Start - Fiet. Time
Peak End Area
GroupH | :Eiiht
2o | arl 1
TG PO Urit_ .
i | Add>> | o 2
Separation MName
Height? Area
i << Remove N?S[USF‘] Dawn
USP width HETP[USP]
‘wfidth(52) Resolution[USP]
“Wwidth(107%]
“width(507%]

%] -
1SE H.‘?!f .”.‘f“jfm?nl\ Humber of fixed columns: 0 >

U akK M Cancel H Help ]

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

@ note

Change the display order of items in the Compound Table, by selecting the item in the [Display
ltems] list and then clicking [Up] or [Down].

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

B 1l Fesults View - Peak Table

Peak Table |Compound | Group | Calibration Curvel

Peakit Mame Area¥ NTP[USP) HETP[USP) Hesulutiun[USP]‘ Tailing F.

1 Peakd, 27.220 4159 36.068 = 1.206
2 PeakB 31,295 E70E 22 366 3619 1134
3 0,567 4211 35618 2431 =
4 PeakC 19776 12715 11.797 1.325 1175
5 PeakD 211122 21054 7125 5.203 1.1682
Tatal 100.000

@ note

Add [Tailing Factor] or [Resolution] display settings to the [Quantitative Results] report items to print
the results in the output report.
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I 6 Data Analysis

6.7 Save (Export) to Method Files

After setting the quantitative parameters and the Compound Table, save (export) the new settings to the
method file.

1 Click the (Apply to Method) icon on the [Data Analysis] assistant bar.

Data Analysis

B,
Data e

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

@ Save Method A5
Savein. | Sample -0 rm|E-
Marne Date maodif.. Type Size

. GuideData
mDEmD_MEthﬂd

[ Dema_QCTool_Methad
P02 methad

File name:; - Save
Save as type: | LT Method File [ lom) v [ concel |
@ notEe

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
I - N
Data Processing
Drata Processing Parameters

- Peak Integration Parameters -
- Identification Parameters
- Quartitative Parameters
- Compound Table

- Calibration Curve

- Column Performance Parameters

- Multi Chromatogram Table 2
- Purity Parameters

- Spectrum Parameters

- Library Search Parameters

[] iy Parameters
- QAJOC Parameters
[ System Suitability Settings
\.

1 Select [Current Settings].

[Current Settings] saves the latest currently displayed method parameters.
[Acquisition Settings] saves the method parameters used for data acquisition.

2 Select the method items to save.

The selected method items are saved to the method file.

174 Operators Guide



6.7 Save (Export) to Method Files

@ note

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

Select Line [ il
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7 [ PDA Data Analysis

This chapter describes how to analyze chromatograms or spectra obtained by data acquisition with
the PDA (photodiode array) detector, execute purity calculations on detected peaks, and perform

library searches.

71

[PDA Data Analysis] Window

The [PDA Data Analysis] window is comprised of the following views:

[Contour View] - displays a contour view with absorbance color-coded

[Chromatogram View] - displays chromatograms and status curves

[Spectrum View] - displays the UV spectra
[Purity View] - displays the purity calculation results of detected peaks
[Results View] - displays quantitative calculation results

[Method View] - displays and editing data processing parameters

7.1.1 Open the [PDA Data Analysis] Window

Click the (PDA Data Analysis) icon on the [Main] assistant bar in the [Postrun
Analysis] program.

Drag-and-drop the data file onto the [PDA Data Analysis] window from the [Data
Explorer] sub-window.

Main

Diala Analrsis

Fakdes:
[civassa

PCa Dats

Data Report

Al o Methad

Filename=
|- Demo_Data-003
o Derrio_Date-004
|- D o_Data-005
|- Demo_Data-006
o Derrio_Date-007
s Drerm o_D ata-008
|5 D o_Data-009
|5 Demo_Data-0L0
Wl nid

=
| “CPO, Derr o Data 003
PO, Drerrio_Data 004
Ll BMA Piermn Taka =05

E Postrun Analysis (Bpstern Administrator) - [PD& Data Analysis - Untided]
3'@ File Edit Wiew Pdethod Spectrum Layout Tool: indoew Help

Ex D= ?
|2

B e

ay § e

B Contow Yiew

Fazk o |-
Irdas indensdly ©

Chaznirel |1

o

ol

= Spectum WieswExliactad)

maL

EEE

mALT

s

nm

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]
Poatrur| Analysis (Systern Administrator) - [PDA Data Saaly:|ls - PDA_Dermpo_Datz-0011zd] |E=H Fou| =]
File J{dit “iew pdethod Spectrum Layout Tools Wilidow Help N E
(EEEEREYEFE 8 T EIEFIERE:
Main =5 Falder: !JJG O Contow Visw 1 Spectrum YiewExiractad)

Dala Analysis

=

PO Data

¥,

Data Aeport

)

Apabe to Methad

Fileratne

|| D o_Data-003
DD ats-004
ot Dern o_D ata-005
|- Cierno_[aka-0i5
|5 Deme_Data-007
|5 Dero_Data-003

rem 228

190 33 Wawekragh 455 Ll

min

Al
i

B Chiomatogesm Yiea Pazk, [ [»

Chznrel [1 [+

TEQ:DET’EE =] e “-”D‘m g S @) [Purity View]
wlDemo_Data-011 R === o5 - iinn peak. purly inde. 0535929
&:Exgemlgm'ggl 14,4257 mAL M Intensity - 13,710 ﬂ%ﬁﬁﬁﬁﬁ”ﬁﬂwm
sk ermo_Datz- A ] A0 [
L PO Drermo_D k-0l u.ww], o j‘-,"\'— AN J %
éPD‘\_DcMD_Dm-UU oo 25 min Pk Purky & Peak Profle Y,
-"|'|'-' S T P 4% Fiesubs Ve - Peak Tehle P <r Method Vies - Mol Chiomatogram Table (m]?m e
s - Pezk.Table | Compourd | Graup | cabeal <[+ | 0 corem | o | Tderification | ive | Compoy <[
e il 0 [ GERED | Sn = Ditp- | Wavelength| Bandwidth | Magnifica- z Q[MethOd View]
‘ nam 18 | e ) Han :
0537 A 1 il 284 4 1.00
TN . ._gl?s.-l': i~ 2— =
o is A — I Sl !
L I""'.'. EE3E| 58] D et alysiz W8 PO Data .
FLIRA
@ [Chromatogram View] @ [Results View]
No. 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

lll NOTE
+ Only data file can be displayed in the [PDA Data Analysis] window.

Drag-and-drop the other data files onto the [PDA Data Analysis] window to change to the content of their
data files.

+ If the data file was acquired by simultaneous use of another detector, the chromatogram acquired by that
detector is also displayed in the [Data Analysis] window.

H View the Data in Its Entirety (3D Image)

PDA data can be shown in its entirely as a 3D image.

1 Click [3D Image] on the [View] menu.

@ Postrun Analysis (System Administrator) - [PDA Data Snalysis - PDA_Demo_Data-001.1cd] =@ =s
F Eile Edit |Wiew| Method Spectrum  Layout Tools Window Help —|l& ||
= |[@ 20T 5 o 3
"'Li—.ﬂ[l" 2 ” & = - AT e N
] Lontour view v
Main 1 Chramatogramn View ¥ ContourView B Spectum View(E stracted)
Spectrum Yiew »
Data Analysis I . nin 2-28 190 296 Wavelendth EZZD:I mal

—

he [3D Image] sub-window opens.

22 30 Tmage = | ]

@ note
+ Click [#£%8| in the top right corner of the sub-window to close the [3D Image] sub-window.
+ The [3D Image] sub-window can be enlarged by dragging on the sub-window, and the display

angle can be changed by dragging on the periphery of the 3D display area.

» The [3D Image] sub-window does not support the [256 Colors] Windows graphic mode. Use it in
environments with the [High Color] setting or above. Do not change the number of colors for
graphics while the [3D Image] sub-window is displayed.
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I 7 PDA Data Analysis

7.1.3 Display Chromatograms Extracted from [Contour View]

In [Contour View], the chromatograms or spectra can be extracted from [Contour View] by using the
extraction lines.

This section describes how to change the extraction position of the wavelength (Y-axis) and display the
chromatogram at that position in the [Chromatogram View].

Drag [€d to move to the target position.
(Click = to fine-adjust the wavelength extraction position.)

B Contour Yiew

The extracted chromatogram is displayed in the [Ex] (extracted chromatogram) region in the
[Chromatogram View].

B Chromatogram View Peak [«1» Channel [« Futract

Max Intensity : 6,633

mAL
47nm.4nm (1.00 /\‘/U -
=
T T %
3.0 4.0

0.0 10 200 min

< [l +
may Max Intensity : 13,668
25&nm,&nm (1.00 -
10+
ch A %
T T T T T
0.0 1.0 20 30 4.0 min
<« = +

[{// NOTE
+ The wavelength extraction position can be checked by the wavelength displayed by [€s 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].

M 43 Metvod Yise - Wull Chromatogram Tzble S %imn
Muki Chrom 'lnnagaunn |1dennﬁca:m ] Cluantitatve Icnmpnund [Q’nup [Perfnrmanne ] LY Spectium ILIhra’y [Punt- ok
Dispr Wavclength| Bandwidth | Magnifi
Chi | Ty | Tewe ) +-{rm] tiun ‘
& | &bsorbance 4 4 1m
[ | Reference Correction
Ref, Wavalength: | 350 nm
Raf. Bandwadtry | 20 nmn

e
l [¥] Displary Extractad Ch'omatogram]
Extraction Settings

=] | @ Absorbance (7 Derivative
= 1 Bandvidth; 4 ~| nm
Magrificetion: L
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7.1 [PDA Data Analysis] Window

7.1.4 Display Spectra Extracted from [Contour View]

The chromatograms or spectra can be extracted from [Contour View] by using the extraction line.

This section describes how to change the extraction position of the time (X-axis) and display the spectrum
at that position in the [Spectrum View].

Drag [ to move to the target position.
(Click [+[*] to fine-adjust the time extraction position. )

B Contour Yiew

o 225 25 Retention Time 4.79  Wavelength 368

250

300

2.[ 30

The extracted spectrum is displayed in [Spectrum Viewl].

B Spectium Yiew(Extracted)

maU
152579700

Wavelength- 1591.537 - mAU 7023 .

@ noTe

* The wavelength extraction position can be checked by the wavelength displayed by m 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)].

T3 Bostrun Analysis (Systern Administrator) - [PD Data Analysis - POA_Derno_Date-001lcd) = (=
g"&file Edit Wiew Method Spectrurn Layout Tools Window Help = |[&| =
ioHa <Lk ([EH% (O=& " i#82 2es Sen @@ =i
| = |=
Main Foldes: [ | | B Contou Wigw ll:l Spectnum Yies Exliactzd]
D=la Analysis |c:\| T ,| o 278 M5 3T Waweergh 283 Ll
FPDA Data & EXEET m, . -
1 | 294100 -
!:_. D Data-013
= 2| Dermo_ata-004
Dala Repoit i
5 Dermo_Data-00S . - N
o Deme_Data-008 < | 3 P | Registe red Specum If
L] r A\ J
ﬁ e Data 007 7 Pegier birected Spectrum o Tobl=

wilterno [ aka =005
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I 7 PDA Data Analysis

7.1.5 Manipulate Extracted Chromatograms and Spectra

Double-click anywhere on a chromatogram (or spectrum) display to check the chromatogram waveform or

spectrum shape.

H Display the Spectrum of a Desired Retention Time Extracted from the

Chromatogram

Double-click a selected chromatogram at a desired retention time to display the spectrum of that retention

time in [Spectrum View].

B Chromatogram Yiew Peak [+ ]+

maU

Channel [+ ]+ | Extract

Max Intensity : 6,633

0.0 10 20
LI |

maU

T
min
+

Max Intensity : 13,668

Chl

0.0 1 20
=l

@ note

DD 1+ »

DS+ »

B Spectium Yiew(Extracted)

Wavelength 191.537 mAU

7.023]

nm

DID

To check the spectrum of a time at the top of a detected peak, click [Peak | ** |]. The spectrum moves to the

top of the detected peak.

H Display the Chromatogram of a Desired Wavelength Extracted from the

Spectrum

Double-click a desired wavelength of a spectrum to display the chromatogram at that wavelength in the
[EX] (extracted chromatogram] section of the [Chromatogram View].

B Spectum View(E stiacted)

1105

T 20 Wawelength- 191537 - mAU 7.023)

B Chramatogram Yiew Peak [4]» Charinel [« ] r| Estract

mal Max Intensity : 6,633

247nm.4nm (1.00
| }\
T
2

S

T
min
»

Max Intensity : 13,688

Dl 1+ »

Dk 1 >

@ note

» Chromatograms extracted from [Spectrum View] cannot be displayed if a channel other than [Ex]
(extracted chromatogram) is selected in [Chromatogram View].

* The extracted chromatogram cannot be displayed if [Display Extracted chromatogram] is deselected on
the [Multi Chrom] tab in [Method View].
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7.2 Register Chromatograms

7.2 Register Chromatograms

Chromatograms extracted from 3D data can be registered in the Multi-Chromatogram Table.

7.2.1 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].

T3 Bostrun Analysis (Systern Administrator) - [PD Data Analysis - POA_Derno_Date-001lcd) = | = ]
g"@file Edit Wiew Method Spectrurn Layout Tools Window Help = |[&| =
ioHa <Lk ([EH% (O=& " i#82 2es Sen @@ =i
| = |=
Main Foldes: [ | | B Contou Wigw = Spectum WieswExliactad)
Data Analysis | [y ssal = -] n 239191 032 Wawelergh 337 Al
PO Data ! VimEEngih WAL -
Filename o 2o -
/ ] o
.:1 éBa:kground o] & m %I
BeieTons =|CALiENL 5 5 =
HEBLER = CaLlBiz - "
| CaLEns L | [ Pty view
= CALIENA
= = B Chiomatogram View Fesk 41| Chenel [ |r .
JUSTOR O] | | Cemo_Data-001 -
s L Derr o atn -002 14.11paMmal b Inéensity - 13,438
|5 Dero_Data-003 il il %I
| ern o Data-004 00000 UndoZaom
. we D o_[aka-005 oA secied.
- . ity indes: 0393959
Inde:x |- emo_Data-005 1egpgnal  Ditislize Zoom e
| Dero_Data-007 : =i #: 12215
= e Dat-005 Chi _ Gwerlay Chromatograms
", R & 0.0000- || dtack Chromatograms
*izerd LT x og Single Chromatogram ‘ak Pioile |
m:axmmv - hd B v Fesbs Ve hiomstogrem Tabe [ 20 Ve @ Edt
PoskTable |Cor  Autn-scals bo Gelected Peak fertfication | ive [ Campa < [+
Peakll | R(E% Register Eetracted Chraratagram to Tabl 4| tapiap Eractefi
FE qister Bxtracl hrarmata grarm to Table D Etyazaon Sting
,l 5 —j Fegister Lambda max Chromatogram 1o Table | R -

The extracted chromatogram is registered to a channel in the Multi Chromatogram Table.

@ note

» The extracted chromatogram cannot be displayed if [Display Extracted chromatogram] is
deselected on the [Multi Chrom] tab in [Method View].

* Right-click on the chromatogram, and select [Register Lambda max Chromatogram to Table] to
register the lambda max chromatogram for the target peak to the Multi Chromatogram Table.
Then, double-click near the peak top of the target peak in [Chromatogram View]. The
chromatogram is registered to the Multi Chromatogram Table.

+ If the chromatogram display mode is [Overlay Chromatograms] or [Stack Chromatograms], new
chromatogram are displayed in [Chromatogram View] as they are registered to a channel in the
Multi Chromatogram Table.
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I 7 PDA Data Analysis

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

3 Click the [Multi Chrom] tab in [Method View], and select the registered chromatograms.

M 4p Method Vis - bull Chromatogram Tadle G Wiew | 2 Edt
Pkl Chiom | Inksgration | Jdentficabion | uantitstive | Compound | Group | Performance | v Spectrum | Lirary | purie + |-
Diso- Warclength] Bandmidth | Magnifi
Chit | Ty | Tvoe tm) /i) tion
=N Ahbsorbance ] 4 1.00
(7)_[ Zbzarbance 250 4 1.00 [“IRaterance Carraction
! Ref. wiavelercth i
il Ref, Bercwidth: |20 | rm
b Dieplay Extracted Chromatogram
; Extraction Settings
0 @ Abscrbance () Dativative
[ Eerchidth: ren
o= 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

Chromatogram Type

@ ghscrbance 7 Derivative

() MaxPlat

() fyerags
Wearvelength Bandwidth
58 Ho4 nm
[ ok )| cancel || He

[{// NOTE

Max Plot refers to the chromatogram obtained by plotting the intensity of the maximum absorbance in the
specified wavelength range.

Click (View Mode) in [Method View].
The chromatogram is displayed in [Chromatogram View].
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7.2 Register Chromatograms

7.2.2 Peak Integration Parameters

The peak integration parameters for PDA data can be individually edited for each channel in the Multi
Chromatogram Table.

This section describes how to select a channel and perform data processing on that channel.
1 Click (Edit Mode) in [Method View].

2 Click the [Integration] tab, and select the target channel from the [Channel] list.

B <> MethodView - Peak Integration Parameters b View | [# Edit
Multi Chromll Integration Jldent\f\catlon |Quantltatlve |Compound |Group |Performance IU\II Spectrum | ol ek
Channel: [E_xtrattad Chromatagram hd ]]

‘Width: 5 sec Capy to All Channels

Slope: 1000 u¥fmin Y
Drift: o U fin

Program
T.DBL: 1000 min

Min. AreafHeight: 1000 counts Moise/Drift Calculation. ..
Caleulated by: @ area ) Height w

[T Register Spectrum to Table

i

3 Edit the peak integration parameters.

[I5" Reference
Refer to "6.2 Peak Integration Parameters" P.134 for details on peak integration operations.

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

The chromatogram in the selected channel is reintegrated with the new peak integration parameters.

@ noTe

Right-click on the chromatogram in [Chromatogram View], and select [Manual Integration Bar] to manually
integrate the chromatograms for each channel. Refer t0"6.2.4 Manual Peak Integration” P.139 for details on
manual peak integration.
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I 7 PDA Data Analysis

7.3 Register Spectra

Register spectra extracted from 3D data to the Spectrum Table to perform a library search and calculate
the similarity between each spectrum and the reference spectrum.

7.31

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].

% <6 ([E% D=4
i ]

i |

E Postrun Analysis (Bpstern Administrator) - [PDA Data Analysis - PDA_Dero_Datz -001.0cd]
§@ File Edit Wiew Pdethod Spectrum Layout Tool: indoew Help

P iwgRsEE EES @

==
EEE

Main Fakdes:
Data Analysis [c:\l 30l ZETD
PO Diata
Filennmme
!;-'1 2] B2 ck groun
z = catten
Diala Report
=/ caLmnz
[=|caLEos
E [=| CALIE0S
f T8 S Dermo_Data-0i1
Lppy o el [ -

B Contow Yiew

ren 228

mn

191 262 Mevelergih S04

= Spectum WieswExliactad)

TGAN mAL 1 0

B2 Chiomatogram Ve

Freek ]

man

Chenrel [1]»

v Irbensite -+ 1% 4R

Registered Spectrum

The extracted spectrum is registered to the Spectrum Table.

B Regiter Extracted Gpectum tn Table )
0-544 | Chow Speckrum Table..

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

Postrun Saalysis (Systern Administrator) - [PDA Data faalysis - POA_Detmo_Data-001.lcd]
g% File Edit “iew pdethod 3pectrum Layout Tools Mindow Help

3% «h|EBR O=k 7

in|s % SDE Hen|Ea ®

=1 o) =7
[=1l=][x=]

@l

i
S S
Main Foler: ‘Ju 2 Cortaw View = Spectum Yiewl Extractad)
Diala Analvsis lc,\, .J nn 238 190 ZE2 Waekrgh S04 Ll
| 18553 mED SEE] »
PL Dala ] ﬁ |
Filenatne it 19252 100 =
Y ] Urido Zoom
l:_‘; @Background R ,
R = CALIENL
B | = caLEn i fritizlize 2o
(| CALIED: 3 i | | 2 Py Rlegistered Spectium
-L_;'::Eu;m o B Chiomatogram ies Pesi s Chanrel [L]F E Renicrer Ferencred Sre chnim to Tahls
[ Eme 0.5 5 Show Spectrum Table..
|- Dernn_Datz-002 P, LUl M Inkenctty - 13,4935 (=] P
+ . J150nm, 4om (7 00
Dermo_Data-003 e ST

p Librany Search.,.
el i, Librany 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 J| || Time 228 [Set 1.00 255/226 223/232/340 1
2 J| || Time 262 |Set 1.00 285 232/340 1
3 J| || Time 286 [Set 1.00 243 236 1
4 Time ()] Set

2 Click the [Data Source] cell and select [Library] and select the UV library file to register a spectrum in

a library file to the Spectrum Table.

Spectrum Table ==
Spectrun Table
DR DI';;- SE::ze Param. | Scale Maﬂz:ma Lambda max Lambda min Similanty | Chit
1 [¥] (Library (@Dset 1.00 1
2 ] [Time L - oo 4 T
3 7 | Time [ Select L Library File ==
4 ] [Time
Laok in: UM Libram (€] 2 =&
- Marne Date modif.. Type Size
g @ Sample
Recent Places uy
W Samplel
Desktop
=
it
W
Admin
1A
Computer
[ W
=
Metwork
File name: | - ﬂ Open D
Flesofype (LY Librar File [lb) -] [ 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

UV Libirary-Select Spectrum - CALabSolutionsiUvLibrandSampleLllb ==
Spectium Information Reg. Count 9
Mo.| Ret. Time| Formula | Date Registered | Registered by | W.L. Rang| W.L. Step | Lambda min/ma
10034 06/03/23 System 195-390 0.00 190-800 21
2,846 06/05/17 190-500 1.24 210360
] E 1.24 2 1]
3.081 06/05/30 190-800 1.24 210360
26816 06/05/30 190-800 1.24 210360
2577 06/05/30 190-800 1.24 210360
22683 06/05/30 190-800 1.24 210360
1.941 06/05/30 190-800 1.24 210360
1.769 06/05/30 190-800 124 210360
4 | n 3
Library Comment Spectum
maL
a 75 .
5.0+
[
25+
0.0 4 w @
) T T T T T T =l
200 300 400 500 GO0 o0 nm
” Ok l” Cancel ] [ Help ]
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I 7 PDA Data Analysis

4 Click [Apply], check the display in [Spectrum View], and then click [OK].

Spectrum Table
Spectrum Table
g O Data | ooy [ soals | Magnifical ks max Lambda min Similarity | Chl
lay | Source - tion v

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

2 V| | Time 262 Set 1.00 £ah PEFIERN) 1

3 | |Time 286 |Set 1.00 249 23 1

4 | |Time 286 |Set 1.00 249 23 1

5 Time 0.0 Set

[ [a]:4 ][ Cancel ]u Apply U[ Help

@ note

« If [Spectrum View (Registered)] is displayed, double-click anywhere in [Chromatogram View] to register
the extracted spectrum to the Spectrum Table.

» Select [Register Spectrum to Table] on the [Integration] tab in [Method View] to automatically register the
spectrum at all peak top times to the Spectrum Table.

7.3.2 Calculate Spectrum Similarity

The similarity between the reference spectrum and another spectrum in the Spectrum Table can be
calculated if a reference spectrum ([Ref]) is registered to the Spectrum Table.

This section describes how to register a reference spectrum to calculate similarity.

Right-click the ID No. to be used as the reference spectrum, and click [Set to Reference
Spectrum for Similarity].

[Ref] is displayed in the [Similarity] for the selected ID#.

Spectrum Table

Spectrum Table

Disp-| Data Magnifica
ID# lay | Source Param. | Scale o

[C] [Time 2E2  |Get 1.00 255 232
1.00 255 231/318

Lambda max Lambda min Similanity | Chit

L Copy
Select All
Delete

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

Register Spectrum to Librang.,

Set to Reference Spectrum for Similarity
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7.3 Register Spectra

Click [Apply], and check [Similarity] of the spectrum currently registered to the
Spectrum Table.

Spectrum Table

==
Spectrum Table
1D# DI:;- SE:::B Param. | Scale Mag:lrflu:a Lambda max Lambda min Similarity | |Chit
1 7] [Time 262 [Set 1.00 255 237 05420 |11
2 Time 391 [Set 1.00 255 231/31F 05266 || 1
3
4 ] [Time 001 [Set

ll/ NOTE

[Similarity] is displayed as a value with respect to [Ref] = 1.

3 Click [OK].

lll NOTE

Right-click on the [Spectrum View] and select [Registered Spectrum] to display the spectrum
currently registered in the Spectrum Table.

Postrun Saalysis (Systern Administrator) - [PDA Data faalysis - POA_Detmo_Data-001.lcd]

=1 o) =7
Eﬂfile Edit Miew Pdethod Spectrum Layput Tools Window Help -3 =
idP & «k([E% D=L 7 in|g BE%E BEE B e
S ET S LT
Main Foler: gu 2 Cortaw View = Spectrum YiewlR egitared]
Dala Analvsis ren 259 191 4.2 ‘Wawekrnglh TES
PDAData 250,

S0 -
| Back ground
= /caLEon 240
Jata Aeport
B | (= cauen i ™
5| caLiEns = T =] [ Puiy
=|CaLEns (F=T Registe red Spectum )
E%. S Dermo, Data-001 B Chiomstogram Yies Post Wlm]  Chanrel (o]
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I 7 PDA Data Analysis

7.3.3 Create a Spectrum File

Spectra can be exported to common format (.jcm) files. Exported files are used to register to library files
and to perform peak identification based on similarity.

This section describes how to export a spectrum in [Spectrum View] to a file, and how to export spectra
registered to the Spectrum Table to files.

H Export a Spectrum in [Spectrum View]

1 Right-click on [Spectrum View], and click [Export Spectrum As].

@ Postrun Analysis (System Administrator) - [PDA Data Analysis - PDA_Demo_Data-001lcd] =R NS
é%ﬁle Edit View Method Spectrurn Layout Tools Window Help lz"E”zl
ioR® <0 RBEH=H? 052 SE% Sdn Hm D iy
=l Il
Main Folder: B Corntour View B Spectum Yiew[Estracted)
Drata Analysis C:lLabSalutionsiSample = nm 258 180 281 Wavelength 485 masl
PDA Data n . "favelength 203807 mAL 12303
5 od
Filename ‘o 1U— N
ﬂEatkgmund . Undo Zoom
| = | CALIBOL Redo Zoom
Data Report . it
|| CALIBO2 L 0.0 ] mn - Initialize Zoom
5 £ | B Purity
| CALTB03 Ll Registered Spectrum
fi;j =) calLiBn4 - |
" || Derno_Data-001 5 G i Peak [1]» Channel [ ] » F 53 Register Extracted Spectrum to Tahle
= MDemn Diata-002 1441 04mad Mz Intensity © 13 436 0259 [ Show Spectrum Table..,
- . a0nm dnm (1 pof .
.5 Derno_Diata-003 % nond & Library Search..
7| Demo_Data-004 0.0000 i ——— Spectrum Calculation 4
|4 Derno_Data-005 oo 25 min Innpurity : )
Minimurn Spectrum Operation 4
| Derno_Diats-005 o 1 M Intensity - 13,710 Single poi
\ﬂDemD_Data-UUT b 5dnm dnm (1.00 ﬁ Peak purit @ Export Spectrum &s... | ]
|| Derno_Data-008 il Cal ATTER j’\_ /\_ % 1} Register Spectrum to Library...
- [ 1

@ note

If the view mode is [Spectrum View (Registered)], select the spectrum label before right-clicking on
[Spectrum View].

B Spectium Yiew(Extracted)

mALL

1s(ZEEnead TWawelEnain 295,208 AL 0796] .
ﬁssm % 05242
1wl i
[
51
L= T
i
0+ T L -
200 300 400 500 60 700 rim

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

Savain: | Project] - @ F @ G-
= Hame Date modif.  Type Hze
~p L |Specljem
Racent Flaces i
| |Specdjem
Desktop
b
Admin
Computer
[ ™Y
==
Metwiork
File nam=. lSDBB:‘.‘ '] [[ Sare ]]
Savessbpe | Uy Specium Fie 7z - [ Eres |

The spectrum file is created.
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H Export Spectra Registered to the Spectrum Table

7.3 Register Spectra

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

Spectrum Table ==
Spectrum Table
1D# Dli;;- SE:::B Param. | Scale Mag:irflil:a Lambda max Lambda min Similarity | Chit
1 7] [Time 262 [Set 1.00 255 22 05420 1
2 ] |Time 391 [Set 1.00 255 2317316 05266 | 1
3 242 1
4 Copy 266/228 223/232/340 06262
5 Select &Il 255 2327313 06288
[
— Delete
Print Spectrum Table..,
Library Search...
Export Spectrum 8.,
Ranickar Trarti i bn Likeans
Z Enter the file name, and click [Save].
T Save Ao =
Savem: | Pigject] 2 1 me
= Marne Date modif.,  Type Hze
b L |Specljem
Racent Flaces Shecli
| | Specdjem
Desktop
i
L]
Admin
Computer
L-l
=
Metwiork
File name= [SDCI:E‘ ') [[ Sare ]]
Save & fipe’ Uy Spacirum Fie [%jer) - Cacel |

The spectrum file is created.
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I 7 PDA Data Analysis

7.4

7.4.1

UV Spectrum Library

A file that contains multiple UV spectra is called a library file. Library file allow for the comparison of
unknown spectra to a library of known spectra to identify the unknown compound.

This section describes how to make a library file according to the following procedures.
1. "Create a Library File"

2. "Register a UV Spectrum to the Library File"

3. "Edit a Library File"

=" Reference
Refer to "7.5.1 Identify Peaks by Spectrum Similarity” P.198 or "7.5.2 Use [Library Search] to Search for

Spectra” P.201 for more details.

Create a Library File

A UV spectra library file must be created before extracted spectra can be added to it.

Click the (UV Library Editor) icon on the [Main] assistant bar in the [Postrun
Analysis] program.

Postny Batch

=

Crata Compaiison

2 Click [_1| (New) on the toolbar.
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7.4 UV Spectrum Library

3 Enter a [File name], and click [Save].

o =i
Savem: | Pigject] - @ F = [F=
[ Name‘ Date modif.  Type Size
=P | Jpectjem
Racent Flaces i
| | Specdjem
Desktop
b
Admin
Computer
[ »8
=
Metwiork
(Fib nams. Specd '] [E Sare ]]
Savesstipe | Uy Specinum Fie [jom) - [ Eres |

The UV library file is created.
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I 7 PDA Data Analysis

7.4.2 Register a UV Spectrum to the Library File

This section describes how to register the UV spectra displayed in the [Spectrum View] and spectra files to
the library file made in "7.4.1 Create a Library File".

B Register a UV Spectrum File

3" Reference
Refer to "7.3.3 Create a Spectrum File" P.190 for details.

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

—
Pastrun Analysis (Systerm Administratar] - [LW Librarg Editor - Samplelib] (= | B |
I File Cdit View Search Teols Window Help =]
0aR <k B [0=EEH 2 558 (R
21
Folder: Elu Spactum Information Feg. Count 11
. ALsbSoubionsiMbrary # | Compound Hame| Ret. Time| Lambda Range|  Lombdamaz | Lambda min | DOperatin
d Filerame Cui
Calkration Copy
Curvs -
Paste
Copy Entire Table
LF
Pasirun Batch Clear
Telart 4]
A 5, Fitter Specta..
B Gy Show Al Spectra
Dizka Cormparisce
e P Eepork Soectrum &,
E Register from UL spectrum filz... ]
E | 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.

[
@ Register frarm U Spectrurm File
Lookin | Project! O3 E-
Marme Date maodified Type Size
| Specljcm | Specdjcm
__|Specdjem
Files of type: | Spectum File [ jom;". spe;™ i) V] [ Cancel ]

Selected Files: |ﬁ|

C:lLabSolutionsiDatalProject 115pect jem | |
C:\LabSolutions\DatalProject 1\5pec2. jom Up
Ci\LabSolutions\DatalProject 1\5pecs . jom

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

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

T3 Bostrun Analysis (Systern Administrator) - [PD Data Analysis - POA_Derno_Date-001lcd) = (=
g File Edit Wiew Pdethod Spectrum Layout Tool: indoew Help = |[&| =
ioda <L (R D= =& % EED e
| = |=
Main Foldes: [ | | B Contou Wigw = Spectum WieswExliactad)
Dta Analrsis | [ wubeary | n 278 191 242 Weuekergh 368 el
PO Data ] CEEr ¥ m, | -
e— Yl |
-:_ ]
Data Report
mn
W] = | BRI pegickered Spechum
i O Chiorizlogrzm Yies Fech 4]t Chaenrel [1]r 5% Register Bdracted Spectrum to Table
by o Methad " D T 057 5] Show Spectrum Table. ..
) b Librany Search ..,
Ex . 0.0
00000 = Spectrum Caloulztion L
T T —
oa x5 min Imawky s | Spectiumn Dperation 4
. Vi
144287 ——HEE D Al g:ile pol 2l Fasnrt Spectum G
3 [
- % lm Register Spectrum ba Library.. |
- I ]
« [om ¥ 0o a5 reen) Dok Bur ek Reference Spectrum *

The spectrum is added to the UV library file.

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

[ Open UV Library File
Lotk ire vLibrary - @ F o
T Name’ Date modif... Type Size
= 3Sample ]
Recent Places =
o Samplel
! SSamplez
3Sample3
Deskiop \.U:Sampleﬂl
= & sampleS
) uv
¥ o temp
Admin
LY
Computer
[ ™
-
Metiork

File name: Sample - Open

Files of type [y Libraiy Fite 1) ~] [ cancel |

The spectrum is added to the UV library file.
[{” NOTE

* Right-click on the ID No. of the desired spectra, and select [Register Spectrum to Library] to add spectra
in the Spectrum Table to the library file.

Spectrum Tahle ]
Spectrum Table
1D# D;:::’ SE:::e Param. | Scale Maﬂ::ma Lambda max Lambda min Similarity | Chit
1.00 0.5420
250 e
Select All 200/228 22342327340 0.5252
255 2327313 0.5288
Delete

Print Spectrum Table..,
Library Search...

Export Spectrum A&s...

[ Register Spectrum to Librany.,

| Set to Reference Spectrum for Similarity
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I 7 PDA Data Analysis

* If the view mode is [Spectrum View (Registered)], select the spectrum label before right-clicking on
[Spectrum View], and then select [Register Spectrum to Library].

B Spectrun View(Extracted)

Ml

1 (EESTE n&7ad Wavelength 285264  mall 0.796]
1= e g& 05262 3

10—IJ a
5]
@ B
@ B
o] 2w ¢
o 30

D@

3 0 ado st sto 7l m

20

7.4.3 Edit a Library File

This section describes how to edit the spectrum files registered at "7.4.2 Register a UV Spectrum to the
Library File".

Click the \‘b (UV Library Editor) icon on the [Main] assistant bar in the [Postrun
Analysis] program.

Postny Batch

.

Crala Compatizon

.

2 Click the (Open) button on the toolbar.
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7.4 UV Spectrum Library

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

(G ©pen U Library File.
Look it 1 ULibrary - @ ? E? [~
Bz Name, Date modif.,  Tvbe Size
e, $Sample
Recent Places =z
L Samplel
-. 3Sample2
g SSamplzﬁ
Desktdp 3Sample4
U
i W sampled
3"; U
LA e temp
Admin
A
Computer
A
e
Metwork
File name: Sample -
Files of type: L Library File [*.1Ib) v] Cancel

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

1 2 3

Postrun Snalysis (Syster Administrator) - [0V Librany Editar - |amplelIb] - ]
S0 File Edit iew Search Tacks Windaw Help B EIE]
AP <0k B O=4E*» &z =2 %
S ET =k L]
Falder: [ | | 5 pectrun | famatian Reg Counl: q
l...}LHJSOI.ImrE}LNlerarv ,J 1 (| Cy d Man|(| Ret. Time| Lambda Range) Lambda max | Lambda min Dperatin
2266 210-350 254 B30 233 284331 B3/ 330 E|
Eilenarme Mo 1552 REIE] HOO/254.89 | 134.50/25 9UFZE
Calbrebion o =l 176 TEEI0 || 198 /250 26/4231 | 419 551 BL4A 5
Curve s Samplel 33 I\ o JenAn 254 PR /300 120796 1| 293 /3T BRI E
e —
s Sample2 519
& Sample3 517
o Sampled e
G sarmpleh 114
L 3pojem 519
i temp 321
Ll 1 L
Faimial
S Liziaiy Commenl Specium
‘i;,.’ - maLl
LY Liteary L] G WAL -
Edilor - " @
. -
; g
1 o
T T e 200 330 4o =00 =00 o o
Data dnalvsis | | L —n
FDA Dala INEEER ] D et ey [ VG PO Dt . 659 L Ly ...
FLIRA

1 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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1.5

7.51

Specify a Compound From a Spectrum

Compare the spectra of known compounds with the spectrum of an unknown compound to identify and
specify the compounds from a spectrum.

This section describes the following operations.

» "Identify Peaks by Spectrum Similarity"
» "Use [Library Search] to Search for Spectra”
» "Spectrum Conditions of the Search Target"

Set the spectrum conditions of the search target to perform higher precision similarity and library searches.
Identify Peaks by Spectrum Similarity

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

2 Click the [Identification] tab, and select [Similarity] in the [Peak Selection] list.

| T Posirun Anlyse (5stam Sdiminevatot - [FDA Data Al s - PDA Deno Dats 001zl
EGE"E Edit Yiew [dethod Spectrum Layoput Tools Window Help

3% «i[Ex OS5k 7 HEE- A
= =

S R EE e

Main Faker: LG | [ = Contm e = Speatum YieExiractad)
Data 2nalrsis | || gy ansal & '""".'| amEXTacl. Time 238 Wiaveiengih 130
= LEERONIRERAT0E.

Filenzrme [
| Background led 7]
[ Deme_Data-00L... 7
1] Deme _Data-002... 7
| Dhemo_Deta-003.. 7
|w] Demo_Data-004. .., 7]
E.DemoJJata-O'JS.... 7
|1 Dieme_Data-006.... 7]
| Dhermo_Dleta-007.... 7|
| GFC_Data0L L., 7]
[ GPC_Data-002 L.

[ GBC_Data-003 L.,

3
Doty 1o Mathod

min i = i
b Imaurty: Mot Detecled.

Fil
7
i GRC_DistaiBaL... 7 Mtk peak purky indes: 1 59595
- il =nsi 3, :
Bkt nesoiis oD _ |+\I1Iaxl'|l sty | ATHE gﬁkﬂ;g:ﬁgﬁamm
5704 Demo Dt T 3 1 S J
|} PDA Demo Dat.. 7 ! 2= i
w4 BDA Demo_Dat.. 7 1l ! Pesk Puy £ Peak Pidle /
[RELTE VS, SRE O 4+ Rzl Von Peak Tebs D <» Method Ve | erkicalion Parameler CView |2 Eal]
Distectar A1) - Pe=k Tobie [Compourd [ Grop | Catbess * 1% | [Mudscheam [ Il ian || [Sompoun 1+ ]
Wax biensdy : 31,010 Cefzuk Sa0d Tine: 0.0L ink -
Identifizaton Mathod: ;ab&outelit v|
Peaic Selection: Wﬁ x.‘ =
AllPesks
imtetian Tine | renger CloZEStPRSR x
T 4 Lergest Peak
&5 e & e e

" [EEF[E]

PLIR
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7.5 Specify a Compound From a Spectrum

3 Click the [Compound] tab, right-click on the Compound Table, and click [Table Style].

Postrun Analysis (Syster Administrator) - [PDA Data Snalysis - PDW_Demo_Data-00dlcd] - ]
g%file Edit Miew Pdethod Spectrum Layout Tools Window Help TET
irPs 20 BR O=HE 7 i G| EER B e
S S
Main Faler: &= O Cortau Yisw = Spectum Yiew(Extractad)
Dsta Anairsis | ||y Kbeare = 23 190 242 Wavekrgih 388 Undo
L Data 250 Fedo TS .
Filzname P il
t.- L 500 Cut
45 L Sample1 53] Copy
Dala Aepert :SaMplcz 519 75l Paste -
s Sampled 519 = Copy Erdire Table
o sampled 51 s =
o s i Clzar y
‘L sample o B Chiomatagram Vies Pock [4 ]+ Chanrel [+ [+ |
: Select 4l
Ermeeer] | | spcicm =17 |
g 32 o 14.110aTAL b Inbansky . 13,435 i Add Row
. I = M setRow
Fe Do lete R
maL Max Inbzneiy . 13710
ATy o '* o Zort by Retention Time
0.0000 A A AN _—
P M Mot
B <> FeswksVen -Peak Tohie B <+ Metod || EditMode EED
Feak Table | Corprurd | Group | Calbeal * |+ | [Pk G [ 1 %7 572771 B4 Sompal < ®
Prakit| Ael Tme | Awa [ Rzgister Sandard Spectrum b fy A
3285 il Me andard Spectrum. 0
2576 p ER g “taridard Spectrum n
2808 Fir
4 3| [ mﬂ Table Style.. ]
5 38 ETD el
A TF okt 25anm A ¢ L V[« " »

[57l] D ks éndyaz W8 POA Dalah.. m L Library -

Shou tahle styie af the campoundigrou ping table.

FLIRA

Tahle Style
Iterm Settings | Font
Hide ltems Display ltems
Unit - Name
Band r Type:
LS ! Charinel
Ret Time
Conc.[1]
T (21 .
Calo. by RN :
Fit Type:
Zero
weight << Remove Diowany
*window/Band
Spiked
3rd Coefficient itial
2nd Coeflicient - Iritizize
d L [ Wumber of fived columns: 0 =
(C ok J)[ cacal [ hHep |

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

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].

Operators Guide 199
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Right-click the [ID#] of the compound whose similarity is to be identified, click
[Extracted Spectrum], [UV Spectrum File] or [UV Library File] at [Register Standard
Spectrum], and register the standard spectrum for the compound.

B <> Method View - Compound T able £ View [[# Edit
Mulki Chrori | Inkegration | Identification | Quant\tatlvel Compound |Group | Perfarmance |UV Spectrum I 1l
ID# |  Conc.(2) | Conc.(3] | Std. Spectrum| Min Similarity | Wavelength |
2.000 ]
BO0
800
4 | u Redn [ 0.30000 | 130 - 500 |
5 | - | 0.30000 | 130 - 500 |
Cut
Copy
Paste

Copy Entire Table

Clear
Select Al

Add Rowy

Insert Row

[ »

Delete Roww
Sort by Retention Time

Wiew Mode

EditMode

#7 Cancel Edit

| Register Standard Spectrum | Extracted Spectrum

Showw Standard Spectrurn, . U Spectrum File..,

Rermgve Standard Spectrum U Library File..,
Table Style... |

6 Enter the [Min Similarity] and [Wavelength] that is associated with the [Std. Spectrum].

B <> Method View - Compound T able £ View
Mulki Chrori | Inkegration | Identification | Quant\tatlvel Compound |Group | Perfarmance |UV Spectrum I 1l
D% Conc.[2] Conc.[3] Sid. 5 Min Similarit Wavelength |

1 2.000 4.000 | None 0.50000 | 130 - 800

2 2.000 4.000 | 2. 2685 | 050000 | 130 - 800

3 2.000 4.000 | None 0.50000 | 130 - 800

4 2.000 4.000 | None 0.50000 | 130 - 800

5 2.000 4.000 | None 0.30000 | 130 - 800

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

@ note

* Right-click and select [Show Standard Spectrum] to check a registered spectrum.

» The peak is not identified if the similarity between the standard spectrum and the spectrum of the time at
the top of the detected peak falls below the threshold.
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7.5.2 Use [Library Search] to Search for Spectra

This section describes how to perform a library search.
1. Set library search criteria

2. Execute the library search

B Library Search Criteria
The following example describes how to set the criteria to search the similarity between an unknown
spectrum and the spectra registered to the library file.

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

2 Click the [Library] tab, and enter the search criteria.

1
B <> Method View - Library Search Paramet [rs Gd iew
Tntegration | dentiication | uantitative | (|ampound | Group | performance | v spectrurs(| Ubrary Jpurity |« [
Seatch Parameters Library Files
[T1Use All Library Files in L¥Library Folder
‘Wavelength Range:
[Tluse All Library Files in a Specified Folder
L - =
Maix # of Hits: Library File n 2
1 B 1
- 2 =
3
4 4
H E
[Tl Prefileer )
Enable Index Parameter -
T
2 ] =
X 3
I ol | 4
R
R
5
=T 2
€| ] +
1 Setthe [Wavelength Range] and [Max # of Hits].
@ note
[Max # of Hits] is the number of spectra to display in the [UV Library Search Results] sub-
window.
7 Setthe [Library Files] parameters.
@ note
» Select [Use All Library Files in UVLibrary Folder] to search all of the library files in the
UVLibrary folder.

» Select [Use All Library Files in a Specified Folder] and specify a folder to search all of the
library files in a specific folder in the UVLibrary.

3 Select [Prefilter] and [Enable], then click the [Index] cell and select a keyword to further filter the
search results by compound name, retention time or another keyword.

3 Click (View Mode) in [Method View].
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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 Adrministrator - [PDA Data Analysis - PO Demo_Data-001.lcd] |E=H Fou| =]
g"ﬁfile Edit Miew Pdethod Zpectrum Layout Tools Window Help - |2 =
3% sk[Ex D=k i=ls 1% | Een B e
=l i =1
T Falder: !JD B Cortou Yisw = Soectum e R egiterad]
Dsta Anairsis | ||y Kbeare = e 23190 038 wawekngh sis mall
PO Crata 250, 1 AT mED ROl .
] Filenarme Mo o ZEE St irdhr [ Riar) Ll
l:_"‘: 1 samplel 571 ]
D I sample? 50 74l A
I 8 Sarn ple3 51 y i La il
il Sampled 51 oD z [ ] Registered Spectium
= Wil sarnples 117 = Puiily )
N Spejem - B Chiomatogesm Yiea Pazk, [ [» Chahrel [1]x
Apaly to Methad =i i — Ve Intenety | 13,435 0.?8:? [ Sham Spectrum Table..
B oo (ﬂ e, ]
JAL
O-WWJ ,|, 1 R Spectum Caloulation 4 |

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]

21U Library Sfarch Results =2 ECH <=
Lillraty Search | Wiew
Unknown Spectium Info.  Retention Time : 1.76
[H“ Cnt:3 ] Lambds ma - 250.27 ]
# | Compound Name| Ret. Time| Lambda min/mal Lambda max Lambda min Operation Similarity q
2 2846 210-360 249.75 241.27 0.895700 Sl o
3 | 3108 | 210-360 | 254.90 | Zmoosneiz | | 0EE1543 |5
4 T | r
1 maL
35 Taroet Wavelength 380504  mall 0362 .
brary
30+
25
e
154
10+
5
o &
s =)
200 280 a00 | a0 | 400 480 500 S0 Eon | B0  7on | 730 nm

No. Explanation

@ |[Changes the spectrum displayed in the graph.
The number of graphs to display can be set at [Display Settings] on the [View] menu.

@ |Determines the number of hits displayed in the search results window.

© |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 - UY Spe |trum Parameters &d Wiew | [ Edit

Ce|npound I Group I Perform| mce[ UY Spectrum J Library | Purity | Custam | QC Check

L|¥ Spectrum Filtering

Lambda minfmasx Detection

flleering Type: ([Mone ~|) "avelength Range:

Mone z1o =) - zen =
[T nterpolate (= = o
[“1J3ackgraund |; 1st Derivative

2nd Derivative

Decimal Digits:
Smoothing points of retention time

direction for spectrat Similariy Caleulation
‘Wavelength Range:

2102 - om0 2] m

Decimal Digits:

1 Select [Smoothing] in the [Filtering Type] list to perform spectral smoothing.
7 Select [Background Compensation] to perform background compensation on spectra

3 Click (View Mode) in [Method View].
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7.6 Peak Purity Analysis

The peak purity can be calculated and the peak shape of chromatograms at each wavelength can be
compared to check whether detected peaks contain impurities.

3" Reference
Refer to Help for details on peak purity analysis.

7.6.1 Peak Purity Calculation Parameters

This section describes how to set the calculation range and the compensation conditions based on the
noise spectrum.

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

2 Click the [Purity] tab, and set the conditions for the peak purity calculation.

= Method View - Purity Parameters 5d View | [# Edit
Compound |Grnup |Perfnrmante IU\II Spectrum | Lihrary[l Purity ‘]Custnm | Qc Checkl A
Moise Spectrum FUNCY _alCUIations 5
Retention Time Range Ma Irtensity: 0
f 210
rremir) fo (e " j 1
: 360
45 - o 4 To nm
B o: ! %‘ Sten: 1 o 2
Compensation [i]
0 oz L i i Gl Coefficient:
0 Sl 100 Background Compensation —— 3
iZompute noise spectrum AL Comoute Pt
[ fram current data for P v
pesk purity Identified Peaks - —_— 4

Compute noise speckrum

- Identified Peaks
Open Data File, .. All Peaks

Mot Calculated
dentified Peaks

1 At [From] and [To], enter the wavelength range where purity will be calculated.
2 At [Step], enter the wavelength interval to use for the calculation.
3 Select [Background Compensation].

@ note

« Select [Background Compensation] to calculate the peak purity of components with a slow
retention time or whose baseline easily drifts as in gradient acquisition.

» Insufficient peak separation causes the start and end points of the peak to overlap. Better
results are obtained by not performing background compensation.

4 select [Identified Peaks] from the [Compute Purity] drop-down list.
ll/ NOTE

Depending on the number of peaks and whether [All Peaks] is selected, it may take time to
perform data analysis.

5 At [From] and [To], enter the retention time range to set as the noise spectrum.
Select a time range that incorporates the retention time of the target component.

# notEe
» Display the chromatogram as a Max Plot, and verify that there are no peaks between [From]

and [To], then select the noise spectrum range.

» Select [Compute noise spectrum from current data for peak purity] to compute the noise
spectrum from the every data file.
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7.6 Peak Purity Analysis

Click (View Mode) in [Method View].
The purity calculation is executed according to the preset conditions.

7.6.2 Displaying Calculation Results

[Purity View] has 2 sub-windows for viewing the results of the peak purity calculation, [Peak Purity] and
[Peak Profile].

[Peak Purity] is used to check the peak purity based on the spectrum information of the detected peak.
[Peak Profile] is used to check for impurities by comparing chromatograms at multiple wavelengths.

First, select the desired peak in [Chromatogram View] or [Contour View]. This section describes how to
select peaks whose purity is to be checked in [Chromatogram View].

Next, check the calculation results at [Purity View]. The section describes the following 2 methods:

» "Display Calculation Results using the 3-Point Peak Purity Method"
» "Display the Calculation Result using the Total Peak Purity Method"

Move the extraction line in [Chromatogram View], to the peak for which purity is to be
calculated.

3" Reference
Refer to "Display the Spectrum of a Desired Retention Time Extracted from the Chromatogram”
P.182 for more details.

B Chiomatogramn Yiew Peak [1]» Channel [«]»] Ch1

mAL Max Irtensity : 13,436
a0nm 4nm (1.007 -

@
DB

o 10 2
Max Irtensity : 13,710

T
30
mAL
Sanim dnm (1 .00 |
10
} }’\
0 A
T
30 4

-

If the peak is detected, the purity of the selected peak is calculated.

: .
40 min
ol 1 2 o i

—
in
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H Display Calculation Results using the 3-Point Peak Purity Method

Peak purity is calculated based on 3 points, the upslope, peak top point and downslope.

Select the [Peak Purity] tab in [Purity View] then right-click the graph and select [Display
Settings].

B Puity View

mal
125 -

[Purity Curve
|Zero Line

Peak]

0.50-]
F7s [l

025+

5o

Undo Zoom [ag

Redo Zoam

loi@

0.00

i Z Initialize Zoom ——lan
215 220

T S
ST R
Impuity * Mot Detected ¢ 1play SERNgS.. )

Minirmum peak. purity index : 0.939333 Copy

Single point threshold : 0987774
Peak purity index : 12224 Graph Praperties...

2 Select [3-Point] from the [Purity Index Mode] drop-down list, and click [OK].

Purity ViewiPeak Purity) Display Settings

Purity Indes Mode

Use Range:
-0.5 - |08

([ (o] 4 ]I Cancel “ Help

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

B Purity View

maL

(T § 228 min -

12.53Upslope. 2,21 min J Cofig be calculsted
Downslope /2,34 ming

2250 250.0 2750 3000 3250 " hm

@ note

If the spectral similarity between the peak top, the upslope and the downslope is higher than the
threshold, it is an indication that the calculated peak does not contain impurities.

H Display the Calculation Result using the Total Peak Purity Method

Peak purity is calculated based on all of the points from peak start to peak end, then the similarity and
purity curves are displayed.
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Select the [Peak Purity] tab in [Purity View] then right-click the graph and select [Display
Settings].

B Puiity View
maL
Purity Curve Peak -
|Zero Ling pi2s
0.50- 100
C75
025+ Lsp
F2s =
0.00 %‘
’ Lon &

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

Minimum peak purity index : 0.993939 Copy
Single point threshold © 0.987774 =
Peak purity index : 12224 Graph Propetties...

Select [Total Peak] from the [Purity Index Mode] drop-down list, and set the [Graph Type]
and [Y Axis Scaling], and click [OK].

Purity Wiew(Peak Purity) Display Settings ==

Purity Index Mode
Total Peak hd

Graph Type
@) Purity ) Similarity

' Axis Scaling
Auko ¥ Scale

Use Range:
-0.5 - |05

ﬂ O ” iZancel H Help

@ note

» If [Purity] is selected, the purity curve (curve obtained by subtracting the threshold curve from the
similarity curve) and zero compensation line are displayed in the graph.

« If [Similarity] is selected, the similarity curve and threshold curve are displayed in the graph.

» To change the display scale of the similarity curve, deselect [Auto Y Scale] at [Y Axis Scaling],
and enter a display range.
In the following example, the display range is set to 0.99 to 1.01.

* Notice in the following [Purity] graph example that impurities are detected where the purity curve
is below the zero compensation line.
The negative [Peak purity index] value confirms that the sample contains impurities.

The [Purity] graph or [Similarity] graph is displayed.

Purity graph Similarity graph
B Purity Yiew B Purity Yiew
mal mal
Furity Curve Peak - Sirmilarity Cur; Peak -
n.75-Zero Line 150 Threshald Ciirke
70 70
1.25+
050+
=500 =500
.00
025+
\ 250 - 075 250 -
oo™ & @
L ) =l =l
T T T T T 0 1 T T T T 0
425 450 475 5.00 525 min 425 4.50 475 5.00 5.25 min
Impurity : Detected at 4.42 min Impurity : Detected at 4.42 min
Minimum peak purity index : 0.985468 Minimum peak purity index : 0.985468
Single point threshald : 0993338 Single point threshald : 0993338
Peak purity index : 34530 Peak purity index : 34530

\ Peak Purity A Peak Profile \ Peak Purity A Peak Profile
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Hl Examine Chromatograms using the Peak Profile

Display chromatograms at multiple wavelengths to compare peak shape.
Select the [Peak Purity] tab in [Purity View] then right-click the graph and select [Display
Settings].

B Puity View
maLU

Display Settings.., I

Copy ‘

-4

N —
22

" Peak Purity ), Peak Profile

Graph Properties..,

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

Purity Wiew(Peak Profile) Display Settings ==

Display Mode

@ Chromatogram (") Ratio Chromatogram ]——0
(Wave\ength Inkerval: 5 nm ]——g
Mumnber of Additional

S | =2 '——6’

[Chrumatourams:
[ Mormalize Chromatograms )——o
Threshold: a mAl
' [ O ] [ Cancel ] [ Help ]

1 Select the [Display Mode].

No. Explanation

@ |[Select [Chromatogram] to display the chromatogram based on the [Wavelength Interval] and [Number of
Additional Chromatograms] parameters.

Select [Ratio Chromatogram] to display the central wavelength chromatogram with the ratios between
the chromatograms based on the [Wavelength Interval] and [Number of Additional Chromatograms].
Select how many wavelengths (nm) will separate the chromatograms displayed on the short and long
sides of the center wavelength.

Select the number of chromatograms to display on the short and long sides of the center wavelength. Up
to 5 wavelengths can be specified on each side.

If [Chromatogram] is selected as [Display Mode] and [Normalize Chromatograms] is selected, the
intensity axis of the chromatogram is normalized.

)

®

o

The [Chromatogram] or [Ratio Chromatogram] is displayed.

Chromatogram Ratio chromatogram

B Puiity View B Purity View

mal Ratio
R 1.0n—235nm

22 25 24 min 25 25 27 min

Peak Purity 4, Peak Profile Peak Purity A Peak Profile
@ note

The center wavelength refers to the wavelength of the chromatogram extracted from the contour
view or set in the Multi Chromatogram Table.
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7.7 Print PDA Data Analysis Results

7.7 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"

7.7.1 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.

L

Drata Ay

ﬁ%l

PO Dara

The [Report] window opens.
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7.7.2 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.

iEMFile Edit Wiew ke Loyout Page Tosls Window Help | =En
D E vk BlR dsld 2 (= ol oo | |n T oE | F ol | SRR | Re R | ® R B
ik | /0O erBfdy IREUSTERRS A @REAEEERE
TN e S
Filerzme Fla
|

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

Lookin:  CiLbSoutionsiSarple I oz I
(=M Computer | | Mew Folder:.,
sy Locat Disk (C) |
- LabSolutions
2 4 Commen =
& Template
i~ WvLibrary
Al b Work =
i il g Help

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

@Eilc Edit Miew Mern Layout Page Taols Window Help lz‘li
I0RH <L BER O=- » i SR R S T e - e S e N
IR | /v0DO0 @fBfd W ubnSBRR&| A a0 AR D
Saf| =l
Main Folder: [ [ -
Report L.+ abSolutions sempleiyc -
Filename b
a Calibration Curve 1 11,
= CalibrationCurve 1 11, ‘
= ContourdDReport 11,
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3 Drag-and-drop “PDADataAnalysisResults.Isr” onto the [Report] window.

| B Pastrun Analys (System Addministtor] - [Repart - Unkied] =lTEs

File Edit Wiew Memn Llayout Page Taols Window Help E@E

WE e B |0 @ B 1 |

iNH &0 B O=d 2 = il
N /vDO fFB@S | WRAUAETSRES
2l ——ld

Main Foider: [I:lr—i
Report | sbSalutonsSampleic '.]

Filerame o

Q Calibration Curve_1
@ Calibration Curve_d
= ContouralRe port
ElfrctionCallectionr..,
= GroupResults
=3 bdethnd

= PeakrEpa L
= 3

BERBEEE

B

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

g@fﬂ: Edit View [tern Layout Pege Tools Window Help EE| ®
00H | ekEeESE T ool eS| @ ]3] E Q66|

i | /¢ D0 Ad | ey BE URE UeEDESE S
e St Wsi el SRl t - i)

-l A

Main Foider: [:,j{j

Repor [ ”I_M“omwu' -] 2422010 1:42:58 P Page 1 4 4

Filename A

ﬂ Background

ut] Demi,_Data-00L
1-!-1 Deme_Data-002
lﬂ Deme_Deta-003
ﬂ Deme_Deta-004
] Deme_Mata-003
ﬂ Demo_Dzta-006 1.
ﬂ Deme_Czta-007

) PDA_Derno_Data-001
4 PDA_Demo_Data-002
] PDA_Demo_Data-003
] PLA_Demo_Data-004
] PLA_D=mo_Data-005
1] PDA_Deno_Data-006

Thona o~ mor ma
A om .

==== Shimadzu Lab&clutions Analysis Report ====

n

EP T T ETOn AT

PDA -

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

% Fostrur s (Gystem Administreter) - [Repert - POADsteAnalysisisnitsl [ oE s
g@fﬂ: Ecit View [tern Layout Pege Tools Window Help E‘EE
INeH v Bk O=HE 7 v B2 R S - B e AR W
i | /¢ D0 Al ey BE  UBEUWEFE NS
P (A R 1 S T S M B Bk RS S Y

S ET) gl 1|

Foider: @Q

[ hebScubonsGamplepe |

24272010 1:42:52 Phif Paga 1 4 2

Filename A

ﬂ Background

ut] Demi,_Data-00L
l-fq Deme_Data-002
_lﬂ Deme_Deta-003
E Deme_Deta-004
1] Dermn_Mata-005
ﬂ Demo_Data-006 Lo
| 8 v sty

'h,q POA_Demo_Data-001 EPTI CT OGO ENTS
A HUA_Derno_Uata-Uus
] PDA_Deno_Dats-003
] POA_Derno_Data-004
] PLA_D=mo_Data-005
1] PDA_Deno_Data-006

A om .

==== Shimadzu Lab&clutions Analysis Report ====

n

The data file is loaded into the report format and displayed.

If the report includes multiple pages, use the icons on the toolbar to review the content
of the other pages.

E@Eﬂe Edit View Hem Layout Pzge Tools Window Help E‘EE
iDpH|eR(ER (D= 2 im S Tl - e R = 2 it
i | /v D0 AB @7 BFy U UEFSHSE S
ISV AMAE | EEE SRS SRR T

i b ]| il =l
Falder: g

| i zbsclutions Sample L v_|

24272010 1:08:53 | Poga 1 44

Filenzme | il
] Background === Shimadzu LabSolutions Analysis Report ====
ﬁ Demeo_Dzta-001
18] Deme_Dta-002 campls hame  STD
£ Sampl= 12 1

=
) Deme_Data-002 o Fiziams 04 Dawo Detaatios
| L isth: B0 thod
| Deme_Data-004 aich Filenams  FOA Batdiits
1] Derrio_Deta-005 : 14
injecter volume 1

0wl
ﬂ Demo_Data-0nG | Date Acquired 1/18,2003 4.:23:33 AM Acguired by 1+ SHIMADZL
Date Processed £8:10/2008 !:4E:E7 FM Prooessed by : System Administrator
ﬂ Demeo_[zta-007

i BDA_Derno_Data-001 P CRromatograms
1] PDA_Derno_Data-002
1] PDA_Derno_Data-003

SampleTyps  : Ctanaws
Lavel

1] PDA_Derno_Data-004 3 FOA Wun | Z54rm an
1 PD&_Derno_Dats-005
] PDA_Demo_Data-006

Mo - e

: @ Fepan

LR

@ 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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7.7.3 Edit PDA Report Format

The following 8 report items are provided for inclusions in the PDA data analysis format.

..@'Pu strun Analysis (Systern Administrator] - [Report - Untitled] i
E.@’Eil: Edit Wiew Mem Layout Page Tools Window Help - }\
= = o |5 =3 " Hr 3 =

0B ek Bk O=H-" 7 iE - e i

i /vDO &erBod UEEUSTHERRS | A%~ a6 S %5

Folder:

z i |

Item

Contents

Contour Graph

Prints the contour graph and 3D graph of the data acquired by the PDA detector.

3D Graph

" Reference

For details, see "Change the Display Color and Scale of the Contour View"
P214.

UV Spectrum

Prints the information in the spectrum files and the spectra extracted from the data
acquired by the PDA detector.

==~ Reference
For details, see "Change the Content and Print Scale for UV Spectra” P.216.

Peak Purity

Prints the peak purity calculation results for the data acquired by the PDA detector.

Peak Profile

" Reference

For details, see "Specify the Peaks and Calculation Method to Print the Peak
Purity Calculation Results" P.220.

UV Spectrum Index

Prints the identified peak information and its spectrum.

UV Library Search

Prints the library search results for the data acquired by the PDA detector.

=" Reference

For details, see "Change the Content and Print Scale for Library Search
Results" P.218.

UV Library

Prints a list of the spectrum information registered to the UV spectrum library.

This section describes
Files".

how to edit items in the report format file opened at "7.7.2 Open Report Format
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B Change the Display Color and Scale of the Contour View

Use the pre-installed report format file “Contour3DReport.Isr” to print contour views. Refer to "7.7.2 Open
Report Format Files" and open “Contour3DReport.Isr”.

Double-click the [Contour Graph] item.
The [Contour Properties] sub-window is displayed.

Click the [Contour] tab, and set the [Inten. Scale Position], [Color Mode], and [Number of

Colors] parameters.

Contour Properties ==
| General| Contour |JscaleyTitkejRangs | File |

srid Inten, Scale Position:  |Right hd

¥ axis Grid S

s __ver cal -
v avis Grid Contour Peak:
Number of Colors: 256 -
=

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 Froperties
E@ Seale/TidleRange !Fi': |
Scale Title

Display Area

x: [ Auta

@ x @ xscse nte: || [Crop
min | Cantour Graoh

[# v [F7Scale Tite: | | [C] 3ottom:

o |contarGraon |

= == M

4 Click [OK].

IZ° Reference

For details, see "7.7.4 Preview Before Printing" P.222.
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7.7 Print PDA Data Analysis Results

H Change the Display Scale of 3D Graphs

Use the pre-installed report format file “Contour3DReport.Isr” to print 3D graphs. Refer to "7.7.2 Open
Report Format Files" to open “Contour3DReport.Isr”.

1 Double-click the [3D Graph] item.

@ noTE
The [3D Graph] item is located on the second page of “Contour3DReport.Isr”.

Click the [3D] tab, and set the [Inten. Scale Position], [Color Mode], [Number of Colors],

and [Rotate] parameters.

=0 Graph =T
()
ol | T |fomminAee [ |
Inten. Scae Position: |Right Yl
Coior Mode: Color =
|¥ axis Grid
@]y o Giid Hurber of Colors: 256 B
@]z axs Gnid
| awm Grid Rotate

Elevation: 30 Rowtan: 43

oK Cancel Anp | Hep

Click the [Scale/Title/Range] tab and under the [Display Area], deselect [Auto] for the X-
axis (time), Y-axis (wavelength) and Z-axis (intensity). Enter the desired scale for each.

30 Image Properties ==
Ve
General | 30 Grapl|| Scale/Tite/Range ||5je
Scale Title: Display Area
)% [ 1% 5cale Tide: ] Top:
rhir 3D Graph
[ [F]v scale Tite: [T Eattom:
nri 30 @raph
¥z [¥]z scale Title: 2, [7] futo
mall 0 - | o
[ok [ comel [ meny |[ teb

4 Click [OK].

I3~ Reference
For details, see "7.7.4 Preview Before Printing" P.222.
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B Change the Content and Print Scale for UV Spectra

Use the pre-installed report format file “PDADataAnalysisResults.Isr” to print UV spectra. Refer to "7.7.2
Open Report Format Files" to open “PDADataAnalysisResults.Isr”.

1 Double-click the [UV Spectrum] item.

2 Click the [Spectrum] tab, and select the spectrum from the [Selection] list.

Uy Spectrum Properties

Genere“ Spectrum I Header IScaIep’Tltlep’Range IFlIe |

Spectrum

p
Selection;

)

10 Peak.

Al Chanine!
Mulki Chromatagrann 1
Multi Chromatogram 2
Multi Chromatagram 3
Multi Chromatagrarm 4
Multi Chromatogram 5
Multi Chromatagram &
g lMu\t\ Chramatogram 7
Multi Chromatogram &
Multi Chromatagram %
Multi Chromatagram 10
Multi Chromatogram 11
‘Multi Chromatagram 12
| Multi Chromatogram 13
Multi Chromatogram 14
Multi Chromatagram 15
Multi Chromatagram 16
kSpectrum Table

@

o# 0 -0 &
RT: ] = - |0

Peakit: |0 = - |0

R ] =H - |0

Overtey:
Line Mame Index

[ Marmalize

Reduce duplicate output For same RT

RT idth:| 300 msen

Parameter

Explanation

ID Peak

Selects the spectra to print by entering the ID#s of the compounds in the Compound
Table.
The spectra of all identified peaks are printed if [0]-[0] is entered.

All Channel

Select the retention time range at [RT].

The spectra of all detected peaks are printed if [0]-[0] is entered.

If multiple peaks are detected, the printed spectra can be easily checked by selecting
[Reduce duplicate output for same RT].

Multi Chromatogram

Sets the number of the peak at [Peak #].
The spectra of all detected peaks are printed if [0]-[0] is entered.

Spectrum Table

Sets the row No. of the table at [Row].
All of the spectra registered in the Spectrum Table are printed if [0]-[0] is entered.
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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 -~ . -
$IF$i$oelspecf==PeakNoiPeaka# : §Peakn Tebstop: |23 5 (character)
$IF$iESelSpecd==SpecTable)# i §SpecT Yariable:
Retention Time ! fretTimed Selected Data Saurce
Compound Mame  © $Compoundilanne: o#
Spectrum Cperation 1 $3pectramOpera Peaks
Retention Time
Spectrum Tabled
Compound MName
Lambda max
Lambda min
Speckrum Operation
P e T— r

4 Click the [Scale/Title/Range] tab.

Y Spectrum Properties
Scae Tite
[@]% Scale [l Tap: U Spectium
[ Seale Interval: | 1000 Sub S| 1 i S
v scle [@]% scalemide:  nm
[ scale Tnterval: | 1000 Sub scaies| 1

[l scaleTide: mAd

Cisplay &rea Grid e 1
% i Auto ) FontLambda mexmin Laoe
! Lambda max Led 2
30 31 " Font: Tmes Mew Romen
¥ Lambdn min Lahel : S
Auto Eoriat: Zmer & Set... |
] -1 (—— Style: Norma

o cancel Appy [ Hep

7 Deselect [Auto] for the X-axis (wavelength) and Y-axis (intensity) in the [Display Area], and enter the
desired scale.

2 To output reports of lambda max or lambda min spectrum, select [Lambda max Label] or [Lambda
min Label], and click [Format].

5 Click [OK].

[I5" Reference
Refer to "7.7.4 Preview Before Printing" P.222 for details.
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B Change the Content and Print Scale for Library Search Results

Use the pre-installed report format file “PDADataAnalysisResults.Isr” to print library search results. Refer to
"7.7.2 Open Report Format Files" to open “PDADataAnalysisResults.Isr”.

@ note

Data processing parameter changes on the [Library Search] tab for the data file are not printed even if the
library search results are printed. Add the [Method] item to print the settings made on the [Library Search]

tab.

1 Double-click the [UV Library Search] item.

@ note

The [UV Library Search] item is located on the second page of "PDADataAnalysisResults.Isr".

2 Click the [UV Library Search] tab.

(=l

UM Library Search Properties

e ader | Result Spectrum - Scalz/Title/Range | Search Result | File |

| Target Spectrum - Scalm et = -
General U ¥ Library Search 1

Search Header

Target Spectrum Header

LY Library Search
Selection: 1 1
[a11D Peaks 'U o#: |1
#afHis: 1 = = 2
Block: Target Spectrum Size
1 =
% 60 mm
Feed form in each target spectrum v 80 o
Display target spectrum ] 3
Display target spectrum on each page
Reduce duplicate output For same RT
Mewline after target spectrum
RT Width: | 300 msec
Display result spectrum
Crverlay barget spectrum
ey

71 Select the searched peaks to display in the [Selection] list.

7 Enter the number of hits to display at [# of Hits].

3 Select the target spectrum print method at [Display target spectrum].
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7.7 Print PDA Data Analysis Results

Click each of the [Search Header], [Result Spectrum Header], and [Target Spectrum
Header] tabs, and edit the header information to display in the report.

The [Target Spectrum Header] tab is shown in the following example.

U Library Search Properties ==
‘ Target Spectrum - ScalefTitlefRange I Result Spectrum Header I Result Spectrurm - Sealdritedn s | coerrnnn | ean 1
General U Library Search Search Header I | Target Spectrum Header

Aligr:

Left A

*|Tabstop: 28 2

p
kTarget Speckrum:
$IFb(SelSpec==alPeakPeaks | §Peakh (character)

Retention Time : $RetTimed Variable:
FEndIF$$IF$($3elSpect==AlldPeak)ID 4 Selected Data Source
Retention Time ! §RetTimed Peak#
Compound Mame  © $Compoundiamesd o
$EndIF$$IF$($3elSpect==IdPeakho] D4 Retention Time
Retention Time ! §RetTimed Compound Name
Compound Mame  : $Compoundhlamed Lambda max
$EndIF$$If$($3el5pecs==RetTime)Retention Tin Lambda min
$EndIF$Spectrum Operation  © $5pectrumOpera Spectrum Operation
4| mn 4

\ J

Insert

Apply

[I5" Reference

Refer to "8.5.11 Edit Calibration Curve Information" P.251 for more details.

7

Click each of the [Result Spectrum - Scale/Title/Range], and [Target Spectrum - Scale/
Title/Range] tabs and under [Display Area], deselect [Auto] for X-axis (wavelength) and

Y-axis (intensity). Then, enter the desired scale.

The [Target Spectrum - Scale/Title/Range] tab is shown in the following example.

U Library Search Properties

53

— Search | Search Header | Target Spectrum Header ‘
Target Spectrum - Scale/Title/Range ‘l Result Spectrum Header I Result Spectrum - Scale/Title/Range | Seatch Result I File ‘

[ = . T fmee
== xm:

Scale Title: Display Area
[Z1% [Z]% Scale Tite: [T Top: ® [l auto

nm Y Spectrum 190 - 800
]y [@]v5cale Tide: ] Bottom: ¥ [C] Auto

mall Y Spectrum 1] - 100
[T arid Line

Help

Ok ] [ Cancel ] [ Apply ] [
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I 7 PDA Data Analysis

Click the [Search Result] tab, and select the table information to be displayed for each of
the spectra hit (found) in the search.

U Library Search Properties =
| General I Uy Library Search I Search Header | TaromtSoacte s tinodoy
| Target Spectrum - ScalefTitle/Range | Result Spectrum Header | Result Spectrum - Scala)’Titla)’Range” Search Result [ 5ile
Settings
Hide kems: Display Ikems:
Target Peak# o~ Similarity
Target Ret, Time = add=x || Serial# Up
Target Compound Mame H Compound Name
Library Narme Operation
Sample Mame
Sample 1D << Remave Diawn
Date Acquired
Acquired by 52
Column Indesx: Puosition: Ref. String: width[mm]:  Format:
Left 0 a
Display grid Display columnindex  Cell Height: 0O mm
Display search results
sos

6 Click [OK].

3" Reference
Refer to "7.7.4 Preview Before Printing” P.222 for details.

H Specify the Peaks and Calculation Method to Print the Peak Purity Calculation

Results

Use the pre-installed report format file “PDADataAnalysisResults.Isr” to print peak purity calculation results.
Refer to "7.7.2 Open Report Format Files" to open “PDADataAnalysisResults.Isr”.

@ note

Data processing parameter changes made on the [Purity] tab for the data file are not printed even if the peak
purity calculation results are printed. Add the [Method] item to print the settings made on the [Purity] tab.

1 Double-click the [Peak Purity] item.

@ note

The [Peak Purity] item is located on the third page of "PDADataAnalysisResults.Isr".
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2 Click the [Peak Purity] tab.

Peak Purity Properties

—
‘ Generall Peak Purity JHeader | Scale/Title/Range | File: ‘

Purity

Selection:

Multi Chromatagram 2
Multi Chromatogram 3
Multi Chromatogram 4
Multi Chromatagram 5
Bl Multi Chromatogram 6
Multi Chromatogram 7
L Multi Chromatogram 8
Multi Chromatogram 9
HflcMulki Chromatogram 10
- Multi Chromatogram 11
[ Multi Chromatogram 12
Multi Chromatogram 13
Multi Chromatagram 14
Multi Chromatogram 15
Multi Chromatagram 16

ID#: o ~ o
Peak#: |0 a
Mode:

Total Peak. 'l

Graph Type:

[Purity

al

Apply

7 Select the peaks to display in the [Selection] list.

7.7 Print PDA Data Analysis Results

If [ID Peak] is selected, select the calculation results to print by entering the ID#s of the compounds
in the Compound Table. The calculation results of all identified peaks are printed if [0]-[0] is entered.

If [Multi Chrom] is selected, select the number of the peak at [Peak #]. The calculation results of all
detected peaks are printed if [0]-[0] is entered.

7 Select the purity calculation mode in the [Mode] list.
3 Select the display graph in the [Graph Type] list.

3 Click the [Header] tab, and edit the items to display in the report.

Peak Purity Properties ==
‘ General |Peak Purity” Header ||5:ale,iTitIe,iRar|gs | File ‘
| S
Align: Left -
N
$IF$($SelPeak==IdPeakio)ID# I B haract
$IFiESelPeakd==MultiChrom)Peaks : $Peakk ab Stop: = (tharacter)
Retention Time : $RetTimed Wariable:
Compound Mame  © $Compoundiamesd Selected Data Source
D#
Peak#
Retention Time
Mode
Graph Type
Detector Name
Charine!
Wavelength
Bandwidth
~ || Compound Mame
4 [ 3
I3 Reference

Refer to "8.5.11 Edit Calibration Curve Information" P.251 for details.

4 Click [OK].
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71.7.4 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.

File Edit Yien [em Leyout Pege Tools Window Help ==
A ek Ek(O=EE 2 7000 - ool d e e | i 5 E R Be B ® Bk

'gkl/.(I:IolAuI&mrﬂalgaam®@§amﬁ
lE®EEEMRE| R e SR sk es S a8 g
=) A

24202010 1:42:58 PV Pags 1 4 4

Filename

;g Background

ut] Demi,_Data-00L
) Deme_Data-002
4] Derme_Deta-003
] Derro_Deta-004
1w Deme_Mata-003

==== Shimadzu LabSoclutions Analysis Report ====

ampls Nama
Sample 1D
Datz Filename PCA_D=mg_Dats-001.lcd
lActhed Filenams - BOAT Mathcd fom

EBaich Filename  FDA_Baich.lcx

il & -1
L e L]

ST
1

Sample Type 1 Standard
Tovel ‘A

2 Check the report in the preview sub-window, and click [Close].

K [[Froy Fage |

DL Dam 4

==== Shimadzu LabSolutions Analysis Report ====

{|Seres

‘Pagel /Torald UM
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3 Click the &l (Print) icon on the [Report] assistant bar.

7.7 Print PDA Data Analysis Results

| G Bostriun Analysis (System Administrator) - [Report - FOAD:aAnalysisResults(PDA Demno_Dota-001)]
File Edit Wiew Hem Loyout Poge Tools Windew Help

Do H| | ER|Dsl e
irn|/vD0O0 A
iHemEEmRE|

Faldér:

| habSolutions \Sempled. . v |

Filenzme

2T 1AGSE F| Poge 152

mfl Background
ﬂ Demo_Deta-001

==== Shimadzu LabSolutions Analysis Report ====

] Demo_ata-002
ﬂ Demo_[Czta-003 3
ﬂ Deme_Czta-004
l-q Deme_Data-005
_M_q Deme_Deta-006 e

The report is printed.

71.7.5 Save Report Format Files

Standan

.1
: EHIMADIU
Suztemn Lomiristrator

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 - PDADatafnalysisResults(PDA&_Demo_Data-001)]
SEVEile| Edit View Iem Layout Page Tools Window Help

[F= Eo 5|
BEIE

| Mew Report Farmat File Ctrl+M
| Open Report FormatFile.,  Ctrl+0
% LClose Repart FormatFile

- e %

LA UWamnESRES | AH 6®MAE ARG

[ 0 |

— I Save Renort Format Fils ___Ctes (12
‘& Save Report Format File 83 ., | |
: =
Ep Save Report Format A5 Ternplate..,
e =l

2 Set [Save in], enter the file name, and click [Save].

@ Save Report Format File &s
Save |n.{ | Project - )G Z B O~
Hame Date modif.. Type Size

Mo iterns match your search,

v] [[ Save ]I

Save aslype: LSS Reepart Format File [l <] [ cencel |

File narne: ( PDAR epor]

27242010 1:45:55 M| Page 1/ 4 ‘ ‘
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8 [ 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.

X" Reference
Refer to "4.2 Create Batch Tables" P.65 for details on creating a new Batch Table.

1 Click the m (Realtime Batch) icon on the [Main] assistant bar in the [Realtime
Analysis] program.

2 Click (Toggle Data Explorer) on the toolbar.

| 7% Realtirne Analysis fnsbuimentl Syskem Administrator) - [Reaktime Batch - Untied (LCH] = |
g&;filc Edit Wiew Instrument Batch Tools Window Help - = [x

) | M ER ||

3 In the [Data Explorer] sub-window, drag-and-drop the target batch file onto the Batch
Table.

| 7% Realtirne Analysis fnsbuimentl Syskem Administrator) - [Reaktime Batch - Untied (LCH] = |
g&;filc Edit Wiew Instrument Batch Tools Window Help - = [x

AH <k Bk O=EaHE 2
i EEE A (G9S T O %GRS
g

i
Main Erider: I;i[l:l Falder: C:ALabSoluborssSample
Analysiz | Viall ,_T%_y Mame | Sample Mame | Sample 1D | Sample Type | Methad Fils |
I I [Clrkrown |

=T A= R AR RORO -

Acquigition i LabSolutions\Sample LT '| 1

Feallime Balch

Filenamie hdog
G cernn Exten [N

oy
| Derno_Bztch 1L, 1171 \
.ﬂ Dero_Batch 11, 1171
»@] Derme QOCToal .. 66/
#POA _Batch /6]
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I 8 Report Function

4 Select the [Report Output] cell in the desired rows, and select the [Report Format File].

+ If a new report format file has not been created, select an installed report format file in the [Report
Format File] cell.

» If a report format file has been created, select that report format file in the [Report Format File] cell.

+ If the [Report Format File] cell is left blank, the default report format file “Default.Isr” is used to print the
report.

I3 Reference
» Refer to "8.3.1 Installed Report Format Files" P.234 for details on pre-installed report format files.
» Refer to "8.1.1 Change the Default Report Format File" P.226 for details on the default report

format file.
Y4 Realtime Analysis (nstrumentl-System Administrator - [Realtime Batch - Demo_Batchulcb] ir=n|io]
gﬂﬂifilt Edit ‘iew [nitrument Batch Tools Mindow Help BEE
iDoW |« |k [OEd2 »  i89|2s, . 1
ISEHEBN? (GETT 0% ERD ?
S E| SES
Main Erider: Q@ Folde: C:\LabSoutiorshSample
2 Analysis | Level® | Ini Volume ([ Report Dutput Repart Format File | I[ata Comment
cguisiion T Py v| . : T —
Realime Batch| | 3 3 i T
flenane o 3 1| Fl | CefibietorCures 1l
gl, #Dermo_Batch 66 0 i El Quaniitahivemieslts_| i @
z 1 ! L | Duanitivereats ¥
#Dero Batch 11, 1171 3 a 1 [v]
Method 3 [ 1 |
Develoment #Deme Batch 1L 1171 7 i] 1L @]
ﬁDemo_QCToul_... B4/

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.91 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] = &=
%@:Eile Edit Miew Instrument Batch |Tools| Mfindow Help EE‘E‘
é Dl @ % E Systern Configuration Audit Trail Settings.., ~ [
B — e A = Event Settings...
IgHEENM? 09 E

==l

hiain
Acouisition

Realtime Batch

Check Raw Data...

Folder: \Q Options..,

- _Repoit Dutput Repoit Format File Data Comment
Ct{LabsolutionsiSample Show Total Tirme... | o
[T S » =
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8.2 Print Data Processing Results

2 Click [Change] on the [Report] tab, set the report file to change, and click [OK].

Setting Options =)

‘ File Mew | Report |Auto Copy | POF Output | 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.

[I" Reference
Refer to "8.2 Print Data Processing Results" P.227 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 Analysis (System Administrator) - [Data &nalysis - Derno_Data-001lcd] =3I ===
gm'm Edit Wiew Method Layout Tools Window Help = E=AES
# Close Data File
E_-.l Save Data File Ctrl+3 B Chromatogiam Yiew
Daj "t Save DataFile & my M Intensiy - 16,067
£ Save Data and Methad File 99535 P etectar &:254nm A M al
f-oua00 T T — T T T T T T 1 E‘
— 0o 1.0 20 30 4.0 5.0 B0 70 8.0 a0 i
7+ Load Method Parameters.., m
i) Sawe Method A my ey Irtensity © 16,067
etector &:254nm Time: Irter -
¥ Open Reference Data File.., 153
104 |
Export Data.., »
b File Search... B K
o A @)
Rallhack to Original Data =
E T T T T T T T T T
& Print Set oo 1.0 20 30 4.0 a0 0] 7o g0 80 min
7y Print Setup... _ :
Data Repart ”5} Print Ctrlsp |]hla B <> Method View - Peak Integration Pe[m] @ Edit
5 Data File Properties.. el FUF Mutputa, oup |Ca||brat|on Curye Integration |Ident|f|cat|on | Quantitative | Compound | *
Cy Preview... i -
D Data-001 Ch l; Detector A - Chl (254
it 57 EditFormat.. IR T3 e electr (2sénm) [
Exit Alt+F4 85235 1654
= S ‘3 Initialize Format B4 41 174 tWidth: 5 sec @
* il : [ 451 s 1| | slopes sa00 Wiin
Detector 4[Ch1] - I Total | 271943 534
e P, n < blenin,

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.236 for details on pasting new items to reports.
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8.3 Edit Report Format Files

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.234 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.

" Pastrun Anclysis (Sysberm i trabor] - [Repurt - Lintitled]

E@Eil: Edit Wiew J=rm Layout Page Tools “Wincow Help

_] FH w6 @J% @ég z EE = | = = SR = =~ A
ik | /v DO @rBed | UPEHATESDS AW @%HE EGERES

= ——— | —
Folder; E (5
o DatEProject 1 x
Filerzrme Tl

3 Select “\LabSolutions\Sample\LC” (or “\LabSolutions\Sample\GC”), and click [Close].

| Select Folder @
Lookin:  CiiLasSoutions\Sample
(- = A
=7 Cormputer = | | Mews Folder.,.

a Locat Disk (T

J LabSolutions
H- iy Comman
Déta
Ianuzl | 4

_ éy:tenu
Template
& UVLibrary

4] [ ———_ Help

The contents of the “\LabSolutions\Sample\LC” (or “\LabSolutions\Sample\GC”) [Folder] is displayed
in the [Data Explorer] sub-window.

5 Pistrun nalyss Spstem Adminisrotor - (Feport - Unked] T
@‘Ellc Edit Wiew Men Layout Fage Tools Window Help |-='l'|"
N |00 @Ry uPE danSsE s 4@ @ ame s

= = |———|d P
Main Folcer: ] Z
| Fepor + o LahSalutions\SomplziLE '|]

Filename e #
QCalibrationCuNe_l 11,4
ﬂ Calibration Curve_2 11,
= ContourdDReport 11,
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Drag-and-drop “peak report_1.lcr” from the [Data Explorer] sub-window onto the

[Report] window.
=@Eﬂe Edit View [tem Layout Page Tools Window Help EEZ
iR ek|ER (D= 2 i e[ 2w | B Re 3@ @R

i | /v D0 AB @7 BFy U UEFSHSE S
IS NONAMAD | WEEED S SHEReEE T

i b ]| il =l
Eolders g

| zbsclutions \Samplec. w |

Filename el
EC:ntcurBDR:purl 1)
EFractionCollecti,, 1s
Q GroupResults 1
E GroupResults 1 12
2 GroupResuts 2 1
= Method 1|E
B2 DN ARk nBmabiei 1)

=] PeakReport_2 1
Q PeakReport 3 1
@ PeakFeport_+ 1

Click the |J; (Data) tab at the bottom of the [Data Explorer] sub-window, and drag-and-
drop the data file.

_@Eﬂe Edit View [tem Layout Page Tools Window Help EEZ
iDaH sR|ER(OsE 7 i ST S - P - = s e S D W

i | /v D0 AB @7 BFy U UEFSHSE S
ISV AMAE | EEE SRS SRR T
S 2=l
[ wan | [roees oQ
_ | zbsclutions \Samplec. w | 242420190 2:07:29 B Boge 1 4 |
|G

Filenzame

~ ==== Shimadzu LabSolutions Analysis Report ====

Praview

- ] Deme_Data-003
) Deme_Data-004
_lﬂ Deme_Deta-005
E Demo_Deta-006
1w Deme_Mata-007
] PLA_D=no_Data-001 —
1] PDA_Derno_Data-002
18 PDA_Derno_Data-003
4 PDA_Demno_Dats-004
s POA_Demo_Data-005
1] PDA_Derno_Data-006
] PDA_Demo_Data-007

i

.
4 [ »
DeectwrACall v

Wa htenemy ;16,087

: @ Fepan

LR
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The contents of the data file is displayed in the [Report] window.

. o> par PeeaEpor e DRSO =)
E@Eﬂi Edit Miew Yem Layout Page Tcols Window Help EE ol

(028 | «5BERO8d 2 im vlwes| LAl e | DT B EE RSB
A //VOOC Al @rERad UEddamERa8g
EEMAARAD | DT EL S BRBESD

=] z)
Iain Folcer: Ii
Repor .. LehSolutiors\SampleiLC | 2/2/2010 203:29 P | Page 1 4 |
Filename =
B Oemo ettt ==== Shimadzu LabSolutions Analysis Report ====

] Ceme_Data-002
i} Deme_Data-003
.Q Cemo_Data-004
) Deme_Data-005

smgls Naws  STD
mpl 1
£

(]
1

B Cemc_Datz-003 :E-§:1=I:£=- Type  Biengsc
1] Ceme_Data-007 iduiecoy  : SHIMADZU
= Frocese=d oy Spstam Administetar

) PDA Demo_Data-001 |
1] PDA_Demmo_Dats-002
] PDA_Demo_Data-003 RCTTematoarams
] EDA Demo_Dats-004 i

) PDA_Demo_Data-005
i P& Demo_Dats-005
Y PDA Demo_Data-007 :

A
< [am ]
Detector AlChT) -

Wi intensity - 16,067

‘@ Feport I

HNUM

l// 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 =

[ General | Chmmamgramu Feak Top Comment ||Setting Seale | LC Status | oC status [File |
Settings
Hide Items: Display Items:
Peak Start - ek, Time
Peak End a3 Up
I
Mame 1
Groupd
Group Name Daown
Mumber of Theoretical Plate
HETP e

Format
X
Peak: (V11D Peak [7cthers ) 2
Angle: Q0 Font:  Times New Roman
Sina = e 1 3
Position:  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.249 for details.

7 Select [ID Peak] and [Others] to display the peak top comment on all detected peaks.
3 Enter the [Angle] or [Position] to change the angle or position of the peak top comment.

@ note

The default angle is “90”. Increase the value to rotate the comment counterclockwise from the
start of the text string.

IZ° Reference

Refer to "8.4 Create a Report Format File" P.236 for details on adding items to the report format.

Refer to "8.5 Edit Report Items" P.241 or "7.7.3 Edit PDA Report Format" P.213 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].

LRI PH Famd 1

Rkl s e L T Dara =001 L

| Pagel/ Tomall UM

1 0 Click [Save Report Format File As] on the [File] menu.

:Eﬂm Edit Wiew [tern Layout Page Tools Window Help

BEIE

O NewRepotfomatfie  ColN | £7 o cu|ln 2w ke | £ S ik R BE B @ |5
¥ Open Report Format File..  Cirl+O

% Close Repart FormatFile E%@%ﬁgﬁg|x{|ﬁ@@m%@

[ Save Report Farmat File Ctrl+5

]m Save Report Format File s .., “
D 2/2/2010 1:48:58 PM| Pagz 1./ 4 H‘

Cpy Save Report Format Bs Template.., |

1 1 Enter a file name at [Save in], and click [Save].

Savein: | }) Project1 - |@@F e @
Hame Date modif.. Type Size

File nams: [|Heporl1| 'U “il]

Save as type [LSSH@MFamﬂHe(‘JIJ '] [ Cancel ]
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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 Iltems" P.241 for details.

1 Click the ﬂ (Report Format) icon on the [Main] assistant bar.

2 Click Dl (New) on the toolbar.

g@ Eile Edi.t Ei!\'\'l [bem L;yout Eage Tools \Wlnd.ow- .’Help |Z|E|E
@R IR Y= —— . a0 e | e B [ [ ) (31 0 |
iV /¢D00 aPr PRy | EEUERERES | A0 @SEEAART

|
E

a4
®
¥
[
e
r
| =
| [ U
FE
-
"

3 Click (Chromatogram) on the toolbar.

F=m 2|~

¥ i i th - [Repor d
File Edit Wiew [ern Layout Page Tools Window Help |Z|E|E

iNAH| <l |BEk(d=A ? <l o |8 2 T s | e | R BT R R BB EE
iv| /v D00C|lasyrBEy SRy Ad EeEEARRT

L

I¥° Reference
Refer to "8.4.1 Types of Report Items" P.240 for details on each toolbar item.

4 Drag the cursor on the format to specify a range for the chromatogram.

e .. -

Eil‘c Edit Miew [ern Lavout Page Tools Window ’Help |Z|E|E
i H| e @Bkl 2
in|/vD0|lerRid [ @REuaRTS DR &4 0| @ e~ HEaRTE
i o |

S e S WP =~ = < O I S 2

Main Foider: EE
Cialz Analysis i o \SamplefC -
Report

Filenamic

3
¥ Dema Dats-00L 2
o5 Deme Data-002 2
|u8 Dermo_ Data-003 2
| Do Data-004 2
| Derno_Data-005 3
jwt Dermo_Data-008 3
¥ Deme Data-007 3
|8 Dermo Data-002 12
1
1
1
ki
s
s
:

o8 Derme_ Data-000
}lé; Cermo_Data-010
I‘L: Cemo_Data-011
i3 POA_Dermo_Dat..,
|t P04 _Damn_Diat...
¥ PO Darno_Dat.,
u% PO, Darno_Dat.,

M Aea o)
< [ v

Ditecter AT !
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8.4 Create a Report Format File

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.241 or "8.5.2 Chromatogram Display Scale"
P.242 for details on editing the chromatogram display.

Click the |J; (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.

' T Postrun Analysis (Systern Adminitrator) - [Repont - Untitled|
g@file Edit Miew [tem Lot Page Tools Mlindow Help

1AF =0 (ER O=4 7 (&= - e | [ & T R I | B
N /vO0|esrBadd  ULELUSERERD S| A @S HE &QART
i1zl
wain Faldert
Dzta Analysis |__u u i
Repart

£ Dz Diia-(0L P
] Derno_Data-002 2 ||
&

ﬂ Derno_Data-003

ﬁ Derno_Data-004 4 Ny
uq Derno_Data-005 3
] Demo_Data-006 zl

ﬁl Do _Data-007
| Demo Data-008 4l
a-q Dierno_Data-009 Jl
2] Dermo_Data-0110 1|
=8 Dema_Data-011 1
-] PDA Dermo_Datu 2;
w!] POS, Derno_Dat.,  2—|
) POA,_Dermno_Dat...

Tl

ol "

Dietecton 4[CHT} L
© MaxIrtenziy . 15,067

L, |

nn 50 100 5 ! .

o JEEFET | Ebbasne® e |

PLIRA
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The chromatogram information of the data file is displayed in the [Report] window.

@file Edit “Wiew [tern Layvout Page Tools Window Help

NP «h|[Ek Oz 7 i F e W T e T e o sl e =
hW/vDO|arBefyd WEhudanEBe S| AE @06 xR E
1l= 1=
wain Folder: EE
Oata Analyd s [ﬁ
Fiepar

Filznarne Lz

) Demo_Date-001 2
o] Dea_Data-002 - 2
| Demo Data-003 3
m:| Derno_Data-004
] Derna_Data-005
£] Derno_Data-006
mj Derno_Data-007
2] Dizrnn_Data-008
ﬁ Dernn_Data-009
£| Derno_Data-010
;«_-:] Dermo_Data-011
s FOA_Demo_Diat..
=] POA Demao_Dat., 2
£| PDA Demo_Dat., 2
] DA Demo Dat., 2

Sona [
Ul T t
Defecton&Ch11 L

Maz Inbenaiy: 16/167

N

ll/ 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.

7 Click the (Preview) icon on the [Report] assistant bar.

T, = . -gn
_!—_é'}filt Ecit Wiem [ern Layout Page Tools Window Help |Z|E|E
0AH | wi|Ek D=k (= <o o |2 2 (| R EREE | E
Rl /v DO |erBsy | LEGEUWaAFSHE & | A M| 6@ AL SR E
SE| =
Main Foidar: EE
Fepor
Filenarre B
2 Dermo Data-001 2
|u] Demo_ Data-002 2 = M
|l Dermo Data-003 2 aais i E = B oA T
jwt Ciermo_Data-00d G I
|1 Dermo_Data-003 ‘ o ﬂ A =
o8 Deme_ Data-008

Examine the report in the preview sub-window, and click [Close].

Click [Save Report Format File As] on the [File] menu.

o €9

9 Postrun Analysis (System Administrator) - [Report - Untitled{Dermo_Data-0013] ls |
@ngdit Wiew Itern Layout Page Tools Window Help EE‘E‘
£ ] MewReport FormatFile Ctrl+N 9 iER N R O PR =R RS i R e R [+ |

f ¥ Open ReportFormat File..  Ctr+0 :
N ® Close Report Farmat Fie IEAUE&FERES | Al @*NEAART
[ Save Repart FormatFile Ctrl+S
.

Ly Save Repart Format & Template...

& Save Report Format File As .. ‘ H

[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: |}y Projectl - ]@ ? » '
Name Date medif.. Type Size
File name: [Reporﬂl - ] [{ Save ]]
Save a8 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.

m Postrun Aralysis (Systern Administrator - [Feport - Uit ed| o . .
E'E?Eile Edit Wiew [tern Layout Page Tools Window Help - = [x
AH |« Bk (O=d » (= [ o e | Fe 02 | (9 ) 31 B0 | 4
iIrN(/vDOlarBFdy  UDEUGHERES AE @S CEIAARTD
Item Content
@ @l 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.

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].

Chromatogram Properties @
Gereral | Chromatogram | Pesk Tap Comment [ Setting Scale | 1C Status | 60 Status [ File
(u-:e: [oniscape_+] [overey. +)) T Line Name Indsic [[]Ler Line [Remarks
: 1 [FEraon Frane Detalhn |
Shift w200 = ar| w0 = F—

% | =
o Bazelnz || I Referance Line
separate Demay: reak Detection Mark

Oisplaved Chromatoaram
-

lnll

#| Detector | Channel Scale o Min ax

[T Detector Ch k.

B anginal Chram.
J {befors Background Compancat |n)

|7| Background Crromatogram

Heb

| O, || Cancel || &

=
=

1 2 3

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 "

¥ SealeTime) [Top Chromatogram

[T] 5cale Interval: | 1 Sub Scale: |1 Flanrtom [—— 1
¥ ScalefInten.)

% Scale(Time) min
Scale Interval: | 1000 Sub Seale: | 1

r ) ¥ ScalefInten.) Uity

Width: @ Auto () Manual [ character
Time Range
s ~
Intensity Range Aukn-scale!
i Inten. Unit: |uy -
[C]Use range in data B " oo oy 2
Scale to: Auto-scale to Largest Peak ["]zern Base Poirt
[Cerid
0 - | 1000000 Margin: 0 T
Set per chromatogram Detal...
u OF, ]J [ 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 Scale | L Status | GC Status I File |
Settings

Hide Items: Display Items:
Rack Changer Caoler Temp. -
Purnp & Total Flow Add = U
Pump B Tokal Flow !
Purmp C Tatal Flow m 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) [ ScaledFlow L Jmin
( ¥ Srale(Conc.) [ ScaletCanc.y %, ) 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 ==
Scale ko IManual - “
Auto 1
Temp.: l c
Press.: a - 100 Press. Unit
Flowe: 1] - 100 mLjmin

(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

» If [Save the Status Monitor] is selected in the [Properties] sub-window for the GC in the [System
Configuration] sub-window, the monitor temperature can be displayed overlaid by performing data
acquisition. The monitor temperature can be displayed only for the data file that retains monitor values.

« With the GC other than GC-2010 and GC-2014, status monitor values cannot be retained.

Click the [GC Status] tab.

2 Set the [GC Status] tab.

r —
Chromatogram Propartiss ﬂ
General [ O | Peak Tep Comment | Setting scdle | Lo Stane | 5C Stans [Fie
[] settings
Hide Tiems: Dispizy Ttems:
Setting Column Oven Temperature R | oryifor CoLimn Dver Terperatuie
g = [ add > | un |
Moritor Carrier Gag Precsure Flow 1
Moritor Injection Temperature - 1
|<<Bemo\fe§ | Do
Snle Title
(¥ scalezema,) i SEEfam] < ) 2
[T scalepress.) v scalefpress.) | sressursirits
¥ Scale(Flon) [71¥ Scale(Flow) il fmin

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].

3 Click [Intensity Range] to set the intensity axis range.

Intarsity Range w
[;de to: | Manusl v) 1
[ Temp.: ol i= B c} 2
Prass.: D = :lCO Prese, Umit
Elow: o < 1 i fmiry

o Y[ comed J[ oo ]

1 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].

Chromatogram Properties

Genesal| Chromatogram | Aesk Ton Cavment | Setting Scele | LG Status | 6O Stass [k

Tyoz: [Landecape | [Dveray v [ Line Mame Index [Fluep Line [l Remarks

s Graph  [@]Graph Frame

— Detai
Shift w0 Bl im0 Blw I
= = & |Bageln= [71ID Reference Line
Separate DsHiay: [TPeak Detection Mark
Dieplayed Chromatagram
[ -
#| Detector | Channel Scale o Min ax 4

[7]Fx Detecter Ch e,

B Onginal Chram.
{befora Background Compancation)

|F|Background Cromatogram

QF J | Cancel | | Apply | | Helo

2 Select the display item in the [Remarks] sub-window, and click [OK].

Rernarks =

Settings

Hide Items: ) Disolav Items: 1
T - Detector Hame

Drift, E [[ Add >>  ||Wavelenath U 2
Acquired by =

Date Acquired

Time Acquired
Pracessed by << Remaove
Date Processed

Time Processed >,

Down

Fant
Font; Times Mew Roman
Size: & St

Style: Mormal

[[ (o] 4 ”[ Cancel I[ Help

7 Select the items to print in the [Hide ltems] 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].

| Gereral | Chromatogram | Pesk Top Camment | Setting Seale | LC Status | 66 Status [ File
Type: FlLine Mame Index TlueP Line 7] Remarks 1
[Z]oraw isice Graph  [@]Graph Frame :Detail. =
Shift - N
| Bacgeln= 7110 Referance Line
separate Degiay: | 1 —g: Treak Detection Mark
(Cispiaved Chromatagram 2
Mo Chramatagram
| il 3
L J
[Fl7x Detector ChMe.
anginal Chram. ]
{befars Background C: 3
|¥Backoround Cromatogram J
[ o J|[ canca | [ appiy ][ Hew

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 | Chromatagram | Peak Top Comment I Setting Scale | LC Status I GC Status ‘ File ‘

File:

C:iLabSolutions|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].

T Open E=N
Lok m: Sampie - ¥ = -
-
= Mame Date medified Type Size Loy
e .
> (e )
Recent Places
! :ﬂ Demo_Mara
\_|‘-L Demeo_Data-004.lcd
Desktop ™ Tl
|++] Demo_Data-005.lcd
:T' |29 Demo_Data-006.lcd |
i |+] Demeo_Data-007.lcd 1
Atlmin

|~ PDA Deno_Data-00L1cd
r& |8 PDA_Derno_Data-002.lcd
5 ] PDA_Derme_Data-003 lcs

Compts
SHOPRLE! A-:i PDA_Dermc_Cata-004. =
L-n |3 PDA _Derme_Deta-003 cd
2oe s PD&_Demc_Data-006.Icx) .
Metwork
File name. Demo_Data-#01 jcd -
Files of type LEC Diata File {"led] - Cancal |

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 =
Quantitative Results | File
pats: [7JFe etector tunber
Settinas
(Hide Ttems: Display Items:
Peaka# - oz
Groups# Tl -A\:I\:I >z ||Mame -UD
Group Name U - Ret, Time
Areatho Area 1
Height: Height
Aresisght Co
Uit
Height Ratic <2
Column Index: Position: Ref. String: width[mm]:  Format:
Area Right | 1z a 99
\
Display grid Display column indexs  Cell Height: 0 - I
Total: [V]area Areah Height Height%: [] Concentration J 2
\.
Column Performance Setting ...
ey

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.

248 Operators Guide



8.5 Edit Report Items

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_Add »»  ||Mame Up
Group Mame l—l -'Ret‘ Time:
Areats Area
Height
<< Remove || Cone, Down
Uit
; -
Column Index: Position: Ref. 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 =
Sample
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
[] Zera substitution:
[[ [a]:4 ]] [ Cancel ] [ Help ]

1 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 Information Properties
- Sample Infomation | File
N
Hide Items: hisplay Items:
15TD Amount - Acquired by -
I5TD Amount(1-5) |:| Data Acquired o
Sample Amount Time Acquired L
Dilution Fackor Proreccn: ol b £ 1
Mulki Injection # = = Remove | [Date Processed L] ooown
Sampling Count From the Yial Time Processed
Data File Sample Type
Original Data File Level#
Original Data File (Full Path) il Sarnple Narme il
Mo c e
E? of kemsin a Row: | & = ] Margin between tems: | catrinns = 2
J
Align: Left - 30 * | {character)
Tah Stop! a0 < | [character) Setting Macro
(Cox ) conmt J[ oooe [ ren |

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 . . =

ame  hiames Tab Stop: - {character)

Guantitative Method i $Method@$ Variahle:

Function : fix)=fFunch Residual Sum of Squares -
Rri=§Rrl} Rre=$Rrz} RSS=$R5S§ Calculated by
MeanRF: $MeanRF$ RFSD: $RFSD$ RFRSC Mean RF

FitType : $CurveType@d RF 5D

ZeroThrough 1 $ZeroThrough@$ RF RS0

‘Weighted Regression 1 $WeightedRegre

Curve Fit Type
G"‘)etectnr Mame + §Detectorilamed b

Zero Through
‘Weighted Regression
Method File Name:
Batch File Marne

Diakackor Mama

[ T — r

Ok ] [ Cancel ] [ Apply ] [ Help
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3 Prefix the additional macro [$Channel$] with “Channel:”.

o e e - A |

|Ganaral | Posmonl Header |Graph | Table | File ‘

Align: Left hd
D= : 41d$ - N
-

Name - $Named Tab Stop lz‘ {character)
Quantitative Method i Method@s Yariable:
Function : flx)=sFuncs Residual Sum of Squares .

Rri=SArls Rr2=SRr2$ RSS=SRSSS Calculated by

MeanRF: sMeanRFs RFSD: SRFSDS RFRSC Mean RF
FitType ! SCurveType@s$ RF SD
ZeraThrough : §ZeroThrough@$§ RF %tRSD
‘Weighted Regression : SWeightedRegre Curve Fit Type
Detertor Name : ShetectorMames Zero Through
Channel_: $Channels

Weighted Regression
Method File Name
Batch File Name:
~ |Detector Name
o ——

e

-

oc  J[ concl ][ seny ][ 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:

S |

Hame  Matieed pazsben

Qraantiiztive Mathed : External Standard

Funeticn : fxi=1. 3603610005 4x-0.000000:~00C

Rel=0 Rel=b RES=0.000030s-00C

MaanEF: 1 3603625-005 RFSD: 0-0000005-000 RFRSD: 0.000000
FirTres Linase
TeroTheouh ot Thiough

Arez [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 Chromatogram | Peak Top Comment | Setting Scale I SuUmMmary | File |

Pasition Title

Surmmary{Conc. )

Left:  45.4 mm

Top: 42.3 mm

[T Display the title on &l pages

Size Font
width: 53 am Font:  Times Mew Roman
Heighti 24,7 seer 8
eight: 24,
m Shyle: Normal ek
Color
Style (tidth
[[Graph-chromatoLmeZ vl m [E] @ ERs
Solid
.2 = Dash
Definable Max Lines: - o
Dash Dot
Dash Dok Dat,
[ Ok 1 Cancel ] [ Apply ] [ Help

1 Enter“2” at [Definable Max Lines].

@ notE
When “2” is set to [Definable Max Lines], [Graph - Chromato Line 2] is added to the [Color] list.

Values higher than 2 for [Definable Max Lines] add additional chromatograms to the color list.

2 Select [Graph - Chromato Line 2] in the [Color] list.
3 Click [Set], select red in the [Color] sub-window, and click [OK].
Custom colors:

==
u“
o

e -Hue:D Fed: 255

Sat 240 Green O

Color

Basic colors;

Deiine Custom Colors > ColodSeld |\ e 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 1l -Add =5 || Sample Name -UD
ISTD Height [ Sample ID
Unit Ret. Time
Mark Area
ot st i Do 1
Peak End —
ik &7
Calurmn Index: Position: Ref, String: Width[mm]:  Format:
Conc. Right T 1z a 93,993
\
-
|| Display Grid (/] Display Column Index Cell Height : 0O 2 mm
Shatistic: Average Masdmurm std. Dev. 2
BRI Minimum
D Calculate by specified digits

Column Performance Settings. ..

7 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 Results | Grouping Results | File ‘
General Display | Sample Information I Chramatogram Peak Top Camment | Setting Scale ‘
Data: GCLC POA
Display chromatogram
Block: 1 =
Block Gap: 5 = mm
[ isplay sample information
Display peak table
[ Display quantitative results
[ visplay grouping results
50
@ Under Chromatogram () Right Chromatagram
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 Items:
Peak Start - Peaka#
Peak End Add »> |[|Ret. Time Up
5 G o s
Height 1
AreajHeight S ——
Groupd Matk
Group MName 2z Mame
Calurmn Index: Position: Ref, String: Width[mm]:  Format:
\
r Display grid [V Display column indes: Cell Height: 0O = mm ]
Tatal: Area Areads 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].

Summaryi(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

" DK |” iZancel ] [ 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 Report Layout

Functions for editing the positions of report items include position and size adjustment, header/footer
setting and the ability to add, move or delete pages.

8.6.1 Change the Item Position and Number of Pages

If a report format includes multiple items, the layout icons are enabled in the toolbar so that the items can
be repositioned.

Pages can be added to and deleted from the report format.

H Re-Position Items
1 Click IEI (Pointer) on the toolbar.

z Drag the point so that it encloses the items to be re-positioned.

T Posttun Anshes (Systam Adinststor) - [Report - PeshRepart LiDemo_Date-001)] ==Fez )
E!@Eile Eciit ¥Wiew Itern Layout Page Tock Window Help &

iDoH o BR (O 2 i= B R S = o e s U R el g
x| /v00 Al GERSd WRE EETERE S

iEeHNEAARDE M e R e

=l =
| main Evicler |
| Rapot o batEoltonsEamm LT v 24342000 21357 EH
Filename =]
. =
B e Ooin 05 === Shimadzu LabSolutions Analysis Report ====

l_:l Demp_Data-002
bﬂ Cemp_Data-003
dst] Derric_Data-004 e
= Demo_Date-005

EI Demop_Data-006 = = Stancar
1Y Demo_Data-007 otz Ammuirsz | 112 Z0MNEIE D2 Al A SHIMADZY
' : BIB200: 147 Pt o System Agminktatsr

= PDA_Demc_Date-00L
5 PDA_Demo_Data-002
1] PO _Demc. Data-003
4 PO _Dermic_Date-004
3 PDA_Demo_Date-005
8 PDA_Demo_Dats-006
PO Deno Data-007 _ |
Ny |

T el | et

Detector Monl) -
e Intenaiy - 16,067

rur
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3 Click each of the items on the [Report] toolbar, and adjust the position of items.

AH |« @ BER O=d 2 i= v lnd e REEE R BOEE
]/ v0C|larEdy IHEUSTRSHEY | A0 @enEAAARD

| 33 Postrun Aoy (5stem Sdministrator - [Report - PDADats AralysisRasuita(Dermo Data-113]
E@fﬂle Edit Wiew [tern Layout Page Tools Window Help

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.

SHN AL INSIT-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

177777

50 Po s iy Systen Ackmin sraton - [Pt - POADataBrlyiisResult(Derms Data-L01)] = |
gﬁiﬂlc Edit Wiew [ern Layout Page Tools Window Help :: IE‘"E
IDAH| e | BER D= 7 = oo |ln &l T SRR ERRE B

il /vDO|learRfd URBUATSHR S|4 M@ @S~ HEART

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.

© 000007

Displays the last page.

@ note

All icons except the [Insert (Page)] icon (@) are disabled if there is only one page.
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8.6.2 Use the Grid

Use the grid to adjust the positions of report items.
This section describes how to display the grid in the [Report] window.

8.6 Report Layout

Display the report format file on the [Report] window, and click (Toggle Grid) on the

toolbar.

| [ Postrun Analyeis (Syetem Administratorl - [Report - PeakReport 1 Deme Data 0111
I'?“J Eile Edit Yiew ltem Layout Page Tcels Window Help

inap <k ERE=s4E 2 i= B I = M S B = |
i /Y00 All|er B | UESUERERTS
iEedEAERE| TR S REES S
i — -l
1z Eider Qo=
+n LBDSalinons\Somple LC - 24252010 21337 |
Filename |

E| BatchTable
alibranonCury

Shimadzu LabSolufions Analysis Report ====

alibragonCury
=| CalibrationCurv.. L

clumnPederm.. 1;

ontourdDReport 14

ractionCollecti,  Li—

roupResules 13
=| GroupResulis 1 1
&) GroupResules.? L
=) Method '
| POADatadnzlysi.. L I =
= £ H
= Peskfepert 1 b9 £ E
nglrptpcrt_z‘ ¥ & E
=S 5 = = &
R 0 E :
Commert:

PILIRA

To adjust the interval of the displayed grid, click [Option] on the [View] menu.

(B Postrum Aniyiis Gystem Admin ataton - (eport - eakReport LiDemo Data-001)
;E’?Eilt Edlit |iew| [tern Layout Page Tools Window Help
; Hedetfoster, W[ §7%0 = | o |2 2 5 e

Y IEEOSmERES | AE

Enter [Grid Width], and click [OK].

Option
=]

Report No.: 1

Scale: o (%) oK

Cancel
Auto-resize

Grid Width: 10 (mm})

Help

i

The grid is displayed at that interval.

S [~ [ (A] W B

(Il
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8.6.3 Headers and Footers

This section describes how to display information such as, print date, page number in the header or footer
of the report format.

1 Display the report format file on the [Report] window, and click [Header/Footer] on the
[View] menu.

R Fostrun Ayl Gyatem Aeminitotor - [Report - PeakRepart L{Demo_Data- 001 =)
;@Eilt Edit \!i:\mi [tern Layout Page Tools Window Help |Z|E|E
i oa (B HederfFooter, 'r noim 0000 -l olhaEi SRR EERE
e | [ Opticn.., =

]| / |3 tem st N UERUEHERNES AW @ EEAART

2 Select the [Header] or [Footer] tab and select the information to be displayed in the
[Left], [Center], and [Right] sections.

Header/Footer ==
Header | Footer

7 5 ) e ) N 5
(Left: Center: nght:)
[ $Dated$Timed$Pag
e#f
Edit on Page: 1

" Of “[ Cancel ][ Help ]

3 Click [OK].

The settings are displayed in the report header or footer.

8.6.4 Paper Size and Margin

Click [Page Setup] on the [File] menu in the [Report] window. The [Page Setup] sub-window is displayed.
Select the paper size, paper source, orientation (portrait or landscape), and margins of the report.

Page Setup ==

Paper

Size: [A4 -]
Source; [Aulumallcaﬂy Select ']
Orientation Marging [milimeters]

@ Portrait Left 20 Right: 20

() Landscape Top: 25 Eottor: 25
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8.7 Other Reports

Exclusive reports can also be output from the following sub-windows.

Window/Sub-Window

Explanation (Operation Method)

Data Acquisition

The contents of the displayed method file are loaded to a system exclusive report
format and output. ([Print Method File] on the [File] menu)

System Configuration

The current system configuration information is loaded to a system exclusive report
format and output. ([Print] button)

Realtime Batch
Postrun Batch

The contents of the Batch Table are loaded to a system exclusive report format and
output. Edit the report format to match specific display items.
([Print Batch Table] on the [File] menu)

Data Analysis
PDA Data Analysis
Calibration Curve
Data Comparison
UV Library Editor
Quant Browser

The contents of files loaded to each window can be loaded to a system exclusive report
format and output.

Spectrum Index

The PDA chromatograms and spectra for detected peaks are loaded to a system
exclusive report format and output.
([Print Spectrum Index] on the [File] menu in the [PDA Data Analysis] window)

Spectrum Table

Spectrum information registered to the Spectrum Table is output.

UV Library Search Results

The UV library search results are loaded to an exclusive report format and output.
Edit the report format to match the settings made in the data processing parameters.
([Print] on the [Library Search] menu)

Audit Trail Log

If the audit trail log is activated, the log contents are output in a fixed format. ([Print]
button)

Log Browser

Each log displayed in the log browser is output in a fixed format.

Show Check Result

Results of the program or raw data check are output in a fixed format.

System Check Results

The system check results are output in a fixed format.
([Print] button)
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Quant Browser

Use the [Quant Browser] window to edit a method file and then perform quantitative calculation on
multiple data.

This chapter describes how to edit the quantitative results for multiple data files, and perform
collective postrun analysis on multiple data files.

9.1 [Quant Browser] Window

The [Quant Browser] window is comprised of the following views:
+ [Quantitative Results View] - displays the quantitative calculation results
* [Method View] - displays the method file parameters
» [Chromatogram View] - displays the chromatograms and sample information
» [Calibration Curve/Spectrum View] - displays the calibration curves and spectra

9.1.1 Open the [Quant Browser] Window

Browser

Select the @ icon on the [LabSolutions Main] icon bar, and double-click the lﬁ

icon.

The [Browser] program opens.

Al 3555t Mot Uipstesm Aefioarchioton] o= =

File: Wiew Window Help

B Data &nalysis Todls

® (@

Pogtun Browszer

Ll
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2 Click the H!E;‘ (Quant Browser) icon on the [Main] assistant bar in the [Browser]
program.

3 Drag-and-drop the method file from the [Data Explorer] sub-window onto the [Quant
Browser] window.

=2 fod|
ngﬂe Edit View Method Process Deta Layout Tools Window Help |Z|E|E
D H | wR|(ER (DS 7 oo @A 4vad o | w o
ME| 2=
Erider: [ O Quanlitziive Resulls Yiew (o i) O WethodView - Compurd Table - [ Edil

.. Data\Projectl - | Dtz Filename | Samgle Tyoe [ 1rtegration [ 1aertfiation [ quantitative |.Empoundi 'RES|
g | Mame | Type | Chanm

Filename Mog
| CEM-204 00Lmin 447/
[ Demo_ Method 24

& bemo_QCTool_.., 318
Bl Lo-amamntmin 443
|8 poa_Methed 2

EL QuanResuitsz g4
[ Scan-PN ER|

[ test2 37
= ‘ ’

ol

i |__ ‘ 4 " 13
O Chiomatogiam Yiew O Caliation CorvedS pechum Yiss
J|_ Chromatocram - E Sarple Infa. A celocune |} soecmm
4 [l 1]
= iy Max htensiny )
Eipnient: ime Inten - I
o L S ) [ ] :
i
2.5+
o Al o
T T T T T ! 1
27 28 28 o 3 2.1 374G

-EOuant Broerser]

MU 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]
07 ronwsa Poiatern Adriniatrabor] - [Ouant Browser = Tironal Methodicrn] = |
Efile Edit Wiew Method Process Deta Layout Tools Windew Help - =]
AH e E|BER O=4E 2 £ Detecter & @A A vk d o |l ]
G [P ) P j@ ) Ouaniitaive Rewlls¥ew  (os 1 4« |,-|ghru,a,: 0 Method Wiew - Comoound Table [cc‘\-"lew]lj Edil |
- Data\ProjectL = Data Filename Sample Type | [‘Guansi Compound | Group | Performancs [l 4
1 Tutorial Sdl1led Standard{Calc Poi
. Filename Mod 2 Tutonal_Stddzled Standare{Caic 7| | 1D# ames Type
m S et 3 Tutorial_Gd03kcd Standand(Cac.Fa | 1L 'Efi‘i’-\"'r'-ﬂafatﬁ'- Tarcel
CEM-204_ 001 min 47/ = 2 ¥_paraban | Tarcet
Mllﬂ:{‘:;;;,l* 43¢ 3 Pucﬁ-_;_'enane’- :a.;el
£ Buty_perapsn | Target
327
[EE test3 d:.-‘,":'
= Tutonial_Methed 4710
| b
B Chromatomam Yiew B Calbration Curve/Specium Yis
A Chrematogram |@ Samghe Ingi A calb Curve | A spectrum |
| B v o ¥ =1 786026 D054 - 1.1
s . ey —__Meveney. 1491 {2 = 0 951560 ¢ = 0159
Comment: 1c{Detector. L Z54nm. e - 6523 Infen. .28 -
conc.
i 25 //
- v
I
1t T 7 = 00
0 50 1o 120 200 aE i
-@Ouam Broerser]
= = MNLIRA
@ [Chromatogram View] @ [Calibration Curve/
Spectrum View]
No. Explanation
@ | Displays the [Standard] and [Quant Browser] toolbars.
@® | Displays the quantitative calculation results of compounds selected on the [Compound] tab in [Method View].
Click |1 | * | to change the ID # and the displayed compound.

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.

@ | Click this icon to expand the view to the full screen size.

ll/ NOTE
+ 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.
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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.
I Browser [System Administrator) ;'[ﬁuérﬂﬁt'w— Untitled]
;EEH: Edit Yiew Method Process Dota Layout Tools Windew Help
i 1 = RPN Y ol =={ P A J([@A 4 vad| o |
SE] SE]
Folder: T | | o ouanitsive Resubs View g i 0 Methad Yiew - Corpond Tabl Vi [# Edi
(et ] [ DataRlename [ Somole Tybe | | soicarotion | tdsifeation | quentiaie | Cormeoun |12 |
[ o Nama T Chanr
Hii Filename Mog I I ype I
<o L] CBM-204 CCLm... 447/
Integration ny Cemo_Betch 244/
) Demo_GCTeol ., 318
W] PDA_Batch 3444]
[ rizl_Batc) 13, —
1] | J v

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].

e
5 Browser (System Administrater] - [Quent Browser - Tutorial Method.lem]
g@ File. Edit Miew Method Process Data Layout Tools Window Help

T H || [ER [ OS 7 [oes o)|[&@ 4 4l o || e
==l

2=
m Eoicer: [ O OuanitsiveResulisYew (05 3 4+ | Propy_pare | O MethodView - Corpoerd Table (23 View | [# Edil
[ 1o BateProjectt | |k — ;“’;ﬂ F:'mﬂ'“" &5““:'?1'“’: [ otegraton | Hentifcasion | Quentiagal| Compoun[) ¢ |
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L Eileianie Mad Tutonal_Stdl2led Standand{Cae P A Mt e ]
m St | Tutorial Sd1%ed Standard{Cac Fol Wethyl_pareben
Manual Peak el CBM A (e, 447 4 Tutonal_Unk0 1.0 L] =
Integration |} Demo Batch 24| Tutoral_UnklZ.ea D] ||

[ Demo_QCToel.. /18 -
| PO Batch 2741

| Tutorial_Batch 1341

. [ 3

L

O Chiomatoiam Yiew O Calbralion Curve/S pechum Yis,
R A Chrematogram @ Samphe Infa, A celbcurve | J spectum
[ il | . e ¥ o1 D708 005 < 1
Comment: 10-{Detector B5nm e TERE ——a 1°2=0.9848027 1 =0.99
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o #
] hd 25 :
4 Al 1
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&3 0 7 P a7 oo
b | ] FAEEETO
&! @é & Iﬂr -EOuant Browaer]
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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].

—— D = ——— = ———
1 Browser (Systern Admiristrater) - [Quant Br Tuterial Meths 3 =S
E@Ene Edit Miew Method Process Deta Layout Tools Windew Help |Z|E|E
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[{ll NOTE
» The method file in the top row of the Batch Table is displayed in [Method View] when a batch file is

selected in the [Data Explorer] sub-window. If the method file contains calibration curve information, the
standard sample data file used for making the calibration curve is loaded.

» 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.

5 Browser (Systern Administrator] - [ Quant Browser - Untitled]
;EEH: Edlit Miew Method Process Deta Layout Tools Windew Help
e 1 = NP C S R Coll== P @4 dvwi o
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The contents of the data file and method file are displayed in the [Quant Browser] window.
5 Browser (Systern Administrator] - [ Quant Browser - Tutarial Methodlem]
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@ 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.
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The [Quant Browser] window changes to display the PDA detector.
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9.2 Check Quantitative Results in the Quant Browser

9.2.4 Check Spectra from [Chromatogram View]

Double-click the PDA chromatogram displayed in [Chromatogram View] to display the spectrum at that
retention time.

This section describes how to display a PDA spectrum.

Select the [Chromatogram] tab in [Chromatogram View], and double-click the PDA

chromatogram.
B Chromatogram Wiew B Calibration Curve/S pectrunn View
J_ chromatogram | sample Info. A Calib Curve
Y =1.348717e-008X - 7. 53
Max Intensity . 15,600 i P
Detector A254nm Time | 2881 Inten 3203 . FA=@Ess palkss
154 Conc.
L
10+ o
2]
L o
0 - — o s i t I'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 CurvedS pectum View
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@ note

To display chromatograms in all time ranges in [Chromatogram View], right-click on [Chromatogram View],
and click [All Peaks] on the displayed menu.
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9.3 Postrun Analysis of Multiple Data

This section describes how to edit [Quantitative Results View] and [Method View] and perform collective
postrun analysis on multiple data.

9.3.1 Edit the Compound Table

Compound Tables that were used for data acquisition can be edited in [Method View].

This section describes how to change [Conc. (1)] in the Compound Table.

1 Click (Edit Mode) in [Method View].
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Click the [Compound] tab, select the desired compound, and change [Conc. (1)].
In this example, change the [Conc. (1)] setting from “10.000” to “5.000”.
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9.3 Postrun Analysis of Multiple Data

4 Click = (Normal Size) and (View Mode) in [Method View].
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The calibration curve is recreated, the quantitative results are re-calculated, and [Quantitative Results
View] is updated.

B Quantitative Results View IDE 2 > Ettl paraben B Quantitative Results Yiew D& 1 - Metid paraben

Data Filename | Ret. Time| Area | Conc. {mg/L) Std. Conc. Data Filename | Ret. Time| Area | Conc. {(mg/L)

Tutorial_Std01.lcd 1 Tutorial_Std01led 2844 | e4619 8429
Tutorial_Std02.lcd 2 Tutorial_Std02lcd 283110003 15.602
Tutorial_Std03.lcd 3 Tutorial_Std03)ed 281622528 0
4
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P Y )
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Tutorial_Unk01led 2.864 168,235

Tutorial_Unk02lcd
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[{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.
@ 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 [ 1 4 - 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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I 9 Quant Browser

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.

@ note

; Eite Edit View Method Process Dets Layout Tools Window Help |Z|E|E
080 Ek0eE . Eme @ 4% o we
==l = -
Soider: @@ O Quantitsiive ResulsView 02 1 4[| ethyl pa | 0 Method View - Compourd Table [# Edil
. Date\Praisctl - . Da'al adf:hj rom: swmf: TIYP: ||| [ectcaration | eerbhetion | quanbtative | Cempoundli 2]
f utoial Sid01le Stercerd Cele Pinl)| | =
prrom— N Tutonal_Sadzlea StarceraCale Far L Name | Typo |
4 I Tutoral_Sd3led e Weyi parhen | Targer [
SR | | 301pp0 STO0L. & || | (Tl Urko2 8 ; golpemon [oxe S
integraon ﬂaackgn_:u_nd < T Tutorial_UnkC e Unkawn - E“Ew! i :_E; i i
] Cateching w
+Standard{ta Cale. Poir
] Datal [ [Corticl
] Datalo 4 g:kﬂ'éed
¥ Cl
i Data2 [ Standarc{/STO Racay
1] Dztad 4 Urkrown GAGC
TR -

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.

Do H| | ER|Dsl e
== ==

e o)|[&@ 4 4l o || e

. = — — —— |
E@Eﬂe Edit View Method Process Data Layout Teols Window Help |Z|E|E

| Main | |Bocer I | | o ouaniativeRealsView (0 1 4 ]» | Msthylpa | O Wethod View - Corpound Table EEUV'W ® Edi
| PateiPragectt - Data FE:G}BH“ SS‘*P': r‘ﬂﬂpu | Lﬂdi:_ [antegration | icentfation | Quantiative | Compound]s [z |
- Gronal_Gallled | Sterdardiiaie ot —

— - Tutoral Std0lled | Standardialo, Feint 1 = - T e

m EIAE | Wethyl_poraben | Tamget | Defector A~
Manual Peak ]01ppb STEAL. 4 lod 3 il gl | Detector 4 -
Iniegration 14| Backgraund = Tutorial k(110 ke ] Propyl_parsben Detecla A -
1] Cateching 3l | Bubl parcben [Toet [ Betodter 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 app

1 Deselect [Cal. Point].

ropriately.

E Browser [Systern Administrator - [Quant ﬁr‘ﬁ%\-su-—Tm'm;mLM:k'hDdJ‘cr'rﬂ ==
;E Eite Edit Miew Method Process Deata Layout Tools Window Help _| :'.', x_
LY Yo R e [ PP IE,
SE]| £
Eoider: QQ 1 Quaniittive ResulsYiew  |0g 1 4[+] Msthy po | O MethodView - Compeurd Tabie [E3 Viaw] [# Edi
o lDate\PraictL = Dala Filename | Accuracy[s] | Cal Paint | [antegration | icertheation | Quantiative | Cempound] < [+
i b Tutoral_Std31led 1153 V —
m Filename b= ] Tutonal_StddZlcd NN o8] "‘a""f | we | o oy
- F 3 Tutoal_Std03lcd T = Methyl parsnen | Triget Detector A -
Marial Peak “3 0dppb STOOL. Eﬁl 1 Tutonal_UnkUz.e P || :Hfzam:'- 11?5:: Df;'?f
Inegration tue] Background liE| 5 Tutoral_Unk{1.cd — — T it e R Diere iy
b Cateching el | Butyl_pamben | Target Detector & -

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].

E Browser [Systern Administrator - [Quant ﬁr‘ﬁ%\-su-—Tm'm;mLM:k'hDdJ‘cr'rﬂ =i
;EEH: Edit View Method Process Deta Layout Tools Windew Help -|:'I'|X_
A = NSRRI | P S—| 1
SE]| | x|
Sriders QQ 1 Quaniittive ResulsYiew |5 1 4]+ ] Msthy po | O MethodView - Compeurd Tabis [E3 Viaw] [# Edi
. Dotz Prajmctl - Data Flename | Samule Type b! Levelt || | [intcgration | icentfeation | Quantiative | Cempound| <[>
: = i L
e ===
m — = 3 [ w LR El E‘ahyl_na:zher Tamet Ditector & -
Manal Peak 1 0.1ppb_5TD_OL.. g 4 | Results Windaw.., 1 Ethyl pambe | Target Detoctor A
Imegrarion 4] Background liEl 5 Tuoial 1] Propyl_parshen | Target Tiractor £ -
ﬂ-’at"hin\ < | Lopy Butyl_pamben | Target Detector & -
ﬂ:z:‘[ EI | Copy Entire Table
3 -
ﬂ‘:mu i Select Al
Datall
Peok w8 Data2 e Eull Fath
o s e i Data2+ P | Stetistical Resutt |
UAa
&}o.:m € Add...

The statistical calculation results are added to the bottom of the table.

& [uantitative Results View

ID# 1 4 Methyl_paraben
Data Filename Sample Type | Level# | Ret. Time Area¥

1 Tutorial_Std01.Jed | Standard(Calc.Poirt 1 2.844 28.474
2 Tutorial_Std02lcd | Standard(Calc.Pairt ) 2 2.831
3 Tutorial_Std03.Jcd | Standard(Calc.Pairt ) 3 2816
4 Tutorial_Unk02lcd Unknown| 0 2.848
5 Tutorial_Unk01.lcd Unlenown 1 2.864

Average 2.841

%RSD 0.637374

Maximum 2.864

Minimum 2816 3

Sid T nniaine |0 414 Eno97E | 14 638 Fnanas

@ 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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I 9 Quant Browser

9.3.3 Change Peak Integration Parameters

This section describes how to change the peak integration parameters and re-integrate the peak.

1

Click (Edit Mode) in [Method View].

G Brovset oy A 2 Tutorial Meths F=xTon ||
E@Ene Edit Miew Method Process Deta Layout Tools Windew Help |Z|E|E
AH R |(ER(Osl 7 o 2@ A ve s o w8
2l xl i 1
Main Srider: ﬁ[m B Ouanlitstive Resulls¥ew oz 1 4[| jazthylps |3 MethodYiss - Compound Table [ 2 iew| @ Edi J
Quant Browser| ||, pata\projectt = Data Flename StSa?:le Trp;( [ toertbestion | Quantistive| “cmpound | Group [ pel |-
3 ndardiCac.
T "51—?"-!.‘_ c;. 1D# Name [ Type [ Chanm
Filename Mo StandardCec | =
Standam(as P: Tiethyl oawber | Tarcet Tetocta &
| CEM-202 000m.. 477/ B Eihyl_parmhen | Target Detocter 2
|4} Deme_Bateh 2 5 Tutonal_Unk0Z.ce Do Cocil fimichiegd Wieigell | DRt
Lﬂ Deme_QCTeel ., 3 2 Bty bty | Fanges L ik
2 Click the [Integration] tab, and set each parameter as required.
In this example, change the [Slope] to “2000”.
—
File Edit Vien Method Process Dets Layout Tools Windew Help |3E|E
A = NPAEIER Y o= i P —| AL
SE] SE]
e Sriders @@ 0 Quantitsiive ResulsView 02 1 4[] Methyl pa | 0 MethodView - Peak Integration PAram &3 Yiew
Quant Browser| |1 nip ity == Data Filename | Sample Type | Leveld Irtegration ”mm |"\ btat | ~ ENE|
1 Tutodal_Std01lcd | StardardiCale Foi 2
Filenzme B Z Tutonal_Stdlzled el Channel; [Detector & Catiasanm)
(@ 3 Tutorial_Stdd3 led &
4] 0.1pph_STD_OL.. 3 Tutoral_UnkiZ.cd Lrkrown [} Wit 5 s=c Copy |
] Background HE 5 Tutodal_Unkf1icd Uik 1 — — L=t
BCztEchin; ﬁ (;Iope: 2000 in ]
| Datal e Orif: 0 Ljrin
‘1303"51” 4 1. DBL: 1000 min
Dita &
'E Detale F M. Ares/Heght: 1000 counte Moise/Dr
1w Datad & Calrulsted by (8) Arez 0 Haght [

=" Reference

Refer to the Data Acquisition & Processing Theory Guide for details on peak integration.

Click (View Mode) in [Method View].

L Browser Imiristrator - [Quant Browser - Tutorial Methodlerm] =
E FEite Edit Yiew Method Process Dota Layout Tools Windew Help |3E|E
A = NPAEIER Y o= i P —| AL
SE]| SE]
Soider: @@ O Quaniitsiive ResulsView (D2 1 4[| Methyl pa | O Methodiew - Peak Intearation F'aran'( & Viaw m]
i Dat=\Projectt = Data Filename | Sample Type | Level# || [ 1otagration [iceniification | Quantiative | 0 EREN]
i Tutoral d0TIcd | Sladerdae Fant 3
pr—— T ] Tutonal_StddZled =t i Channel: [Detector & - Cartasinmi
(] 3 Tutodal_Stdd3led | StandardiCale Foint)

Manual Peak s} 0Lt STOOL,, 4 Tutorial UnkClic2 Lnknovn 1 width: 5 s=c [ copyi
| Background 1= 5 Tutodal_Lin Lirkrown| 1 — i
ﬂcaechin; 31 slope: 2000 Lfmin
| Datal e Orif: 0 Ljrin
] Detsld 4 1. DL 1000 min
1] Deta2 [

H Dotaze 4 M. Ares/Heght: 1000 counte Moise/Dr
1w Datad & Calrulsted by (8) Arez 0 Haght [

The results of peak integration and quantitation are displayed in the [Quantitative Results View].

& Ouarlitative FResultsView |z 4 |+ papaverne & Guantitative Results View  |pz 1 || papaverne
Data Filename Area Height Lonc. {ppm) Std. ) enc. Data Filename Area Height Conc. {ppm) Std.
1 Tutorial_Std01led —— —— —— 0.500 1 Tutorial_Std01.Jed = = =
2 Tutorial_Std02led 15,230,436 1,152,132 1.000 1 DDb 2 Tutorial_Std02.lcd 13,793,324 1,057,524 1.000
3 Tutorial_Std03led 80,746,261 4,833,989 5.000 3 Tutorial_Std03Jcd 78,535,700 4730611 5.000
£ Tutorial_Unk01.Jcd 11,077,384 835,152 0.746 e 4 Tutorial_Unk01lcd — — —
5 Tutorial_Unk0Z.cd 10,886,185 846,829 0.735 e 5] Tutorial_Unk02lcd — — —
\ \
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9.3 Postrun Analysis of Multiple Data

9.3.4 Calibration Curve Correction

During calibration curve creation, low-concentration samples may not be integrated properly. If the low-
concentration calibration point is disabled, a 3-point calibration curve becomes a 2-point calibration curve.

This section describes how to manually integrate the data of a standard sample that could not be
automatically integrated, and correct the calibration curve.

This section describes an example where peak integration failed, resulting in 2-point calibration curve.

1 Click the m (Manual Peak Integration) icon on the [Main] assistant bar in the
[Browser] program.

The [Manual Integration Bar] is displayed.

B Quantitative Results View  pz 1 4l Methyiparaben | B Method Yiew - Compound Table  [43View | @ Edit
Data Filename | Ret. Time Area Hei |Quanﬁtatve ‘ Compound ‘Gruup IPErfUrmancE | Al
1 Tutorial_S5td001.lcd e e
2 Tutoral_5id0021cd 2050 7] |||--D% Harmes Type Er
3 Tutorial_Sid003Icd 3.048 1|4 Methyiparaben | Target Detector
i Tutorial_Std 3047 2 2 Ethylparaben Target Detector
5 TLrtDnaI:SldDL 3.046 2 3 Propylparsben | Target Detector
B Tutorial_5td008 3.045 21| K& Butylparsben | Target Detector
7 Tutorial_Std007. 3.045 4
3045 1
3.044 2
:IJ 3.046 1.940.550
N
Manual Integration Bar =
— 1 L
= = J
B Chromatogram “iew | Calibration Curve/Spectrum View
JE—— r— o cabcine
' =1.754393e-008% - 0617
Max Intensity : 108,369 i -
Detecior A.258mm Time 2820 Inten. 0007 . F2=1.000000 r - 1.00000
100 b Conc.
|
5o - 2]
g
'3
T T T — T =l
20 25 30 35 4.0 4.5
4 =] ’ aessTa7

Click |E| (Insert Peak) on [Manual Integration Bar], and click the peak start point and
then the peak end point.
|l

Manual Integration Bar (=]

-@4&4&}\&@&

T [ 1 ] 3

B Chromatogiam Yiew B Calibration CurvedS pectum Yiew

A Chromatogram Sampie Info. e celio Curve

Y =1.754393e-005 - 0.613
1*2=1.000000 = 1.00000

1% Max Intensity : 108,369

Detector A:254nm ime 3234 Inten 0.113] &

iy Conc.

¥
[
ol «
5

« [ r BEEETET

Operators Guide 277



The peak is detected, and the results are re-calculated.
The 3-point calibration curve is re-created, and all data files are recalculated.

B Quantitative Results Yiew Dz 4 Methyiparaben | B Method View - Compound Table  [6d View | 3 Edit
Data Filename mL—“‘J Quanh'taﬁvel Compound |Gmup |Perfwmanr.e I ! |’

1 Tutorial_Std001Jcd 3.050 581,388 1)

z Tiforal_SIAUIZIca T050 | bE2ARZ| 1 L5 L= Type Chia
Tutorial_Std003)cd 3.048 582226 1 Methyiparsben | Taget Distector
Tutorial_Std004cd 3.047| 1175233 z Ethylparaben | Tanget Distector
Tutorial_Std005cd 3046 1174368 2 Propyiparaben | Tanget Distector
Tutorial_Std006cd 3045 1174857 2 Butylparaben | Target Distector
Tutorial_Std007lcd 3045 231557 4
Tutorial_Std0081cd 3045 2312328 4
Tutorial_Std0051cd 3044] 2314545 4

1] Tutorial_Unk001.lcd e e
1 Tutorial_Unk002Jcd 3046 1340550 3
Manual Integration Bar =
B SR =
— = — !
| Chromatogram Yiew B Calibration Curve/Spectrum View
A Chromatogram | Sample Info. ‘ Jo cal Curve
¥ =1.733733e-0052 - 0,19
i Max Intensity : 108,359 o 0 aRaRaTE o 0,935
Detector A-254nm Tie  3.558  Inten 000 -
100 Conc.
@
50 g 5e ]
ke & %
T T - T T - T T
20 25 3.0 35 4.0 45
< [ » EeEETET

@ note

To confirm the calibration curve information, right-click on the calibration curve on the [Calib Curve] tab in
[Calibration Curve/Spectrum View], and click [Calibration Information] on the displayed menu.
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9.3 Postrun Analysis of Multiple Data

9.3.5 Export the Quantitative Results

The contents of the [Quantitative Results View] table can be converted to the ASCII text format and saved
to a file or copied to the Clipboard.

1 Click [Export Quantitative Results] on the [File] menu.

@ Browser (System Administrator) - [Quant Browser - Tutorial_Method.lcm] EI@
E File| Edit View Method Process Data Layout Tocols Window Help == %
£ 1] MNew Method File Ctrl+N 7 & L 4 1 | mm
il i 4 Lvadl|tE .
E | Open Methed File.., Ctrl+0Q @
% Close Method File B Quantitative Results View  |pz 1 s Methylparaben | B Method View - Compound Table (55 View | (@ Edit
H save Method File Ctrl+5 r
Quz = ) Data Filename | Ret. Time Area Hei ‘ Quanutahval Compound |Group | Performance | <
B Save Method File As.. 1 Tutorial_5td001 lcd 1
= A D& Name Type Chai
Load fram Batch File... = Tutonal_5td002lcd ! 7 Methyiparab T: D
. 3 Tutorial_Std003)cd 1 i iy || ! e
Close All Data Files 2 4 7 2 Ethylparaben Target Detector
- 5 F3 3 Propylparaben Target Detector
U Export Quantitative Results... J 5 2 4 Butylparaben Target Detector
Select Project(Folder)... 7 | 4
= 8 Tutorial_S5td008. 4
L File Serach... = R e =

2 Select the desired parameters, and click [OK].

Export Quartitative ResutfASCE Conversion)

(Soorito
@ Copy to Clipboard 1
| QuimtFik:

Tteme to Output

) All s 2

L (@) Ttems Displayed an the Screen

((IDs to Ouiput

@ &l ms 3

(%) Deslgnate st
L

p-
Deliriter

6 J

Looc J)[ cancel | [ e

1 Select [Export to].
Enter the folder and file name to output files.
2 Set [ltems to Output].
Select [ltems Displayed on the Screen] to output the items displayed in the [Quantitative Results
View].
3 set [IDs to Output].
Select [All IDs] to display the results of all compound IDs.
Select [Designate IDs] and enter the ID numbers of the compounds to output.
» Enter multiple ID numbers to output with a comma or space. (example: 1,3,8)
« Enter a range of continuous ID numbers with a hyphen. (example: 2-8)
4 Select a [Delimiter].
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I 9 Quant Browser

9.4 Print Quantitative Results

The [Quant Browser] window has a summary report function for collectively reporting multiple data.

1 Click the |-

BT
L

Manual Peak
Fiegration

4| (Summary Report) icon on the [Quant Browser] assistant bar.

Peak
Integration for
M Data

2 Click the [aus (Print) icon on the [Report] assistant bar.

Main

{Quant Browser
Roparn

An image of the table is printed for each compound.

Example of Quant Browser printout

D IZONET M Page 104

Report ====

a
Ll
=] K &
L L ﬁ \
ul s T dn T 7% u
Tebwil St e sy
i H
bt [
3
0 ki
i k p i\
oo & B s ai
" e v Tatorl S e 7
- 5
FR
] ! i
i k ﬁ \
———
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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
. - ozt rowser
icon. I

il Loh5alitions Mo (syatem Brmristioton =
File: Wiew Window Help

a7

8 Data Snalysis Tools

Nl = @

It imEnte Pastrun Browser

i
'

AT

The [Browser] program opens.

2 Click the (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.

File Edit View Method Process Layout Tools Window Help

BEIE
AR (ER(O=E 7 RERETEaEFE@|t-| RSPl D =) |
==

Sk
Foicert =E B = Chiemalogram el = i
i \LabSoiutions\Sample -
Filenamie

w

Open Data Files

ﬂ Background lcd
) Demo_Diata-00L. el
i Demmc_Diata-002.Icd
] Dermo_Deta-003.0cd

am Cal *=* g

] PLA_D=mo_Data-005....
1] PDA_Derno_Data-006....

Targer Cell el Location 1

@) Load Dats to Currert Cell  7) Open as New Cal (5 Paghtward 2
@ Donnward

\ J

s ~\

Data Type

Crromatogram T|Peak Tabe

| _| PO Chromatogrem PO Feak Table

[ aoia spectyun T sampie Infarmation

[] 204 Contour
G

@ note

If the cell fixed function is not enabled, the [Select Data Type] sub-window is displayed. Refer to
"10.3 Cell Fixed Function" P.292 for details on the cell fixed function.
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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.

57 Browises Systrn Adminitator) - (Data Brewrse - Untited] = |
ggfilc Edit View Method Process Layout Tools Window Help _|:'.|||<_
AHskERO=E? WBEFeaa? Rt onuE e
| iz
Hain Foicer: @ | [ Poepene_dais-ooties Gy
Quant Browser | || ey sbsout cle = {x10
Catz Srowsar — CHT (Z54nim; ITe Inten o
Filename el
ﬁ LqBackgmund.lcd 105
il 1] Deme_Deta-00LIed
o] Demio_Det, cd 1.00- £
ﬂDech:er = e
] Deme_Dzt C 075
18] Deme_Data-005 Izd oo
l-q Deme_Data-006.1cd
] Do Data-007.1zd 0257 -
A Demno Dats-001... 4
1] P04 Derno Dats-00 i 4
[l onA_Demo Data-002.. | o = - : . i A |=‘T it — : s
Layout Fropety T PLA_Demo_Data-ous.., s & i il Ay =+ i A
ﬂUEA Derno Data-004 0O PDA_Demo_Data-001.kd FOA Chromategram Q—
(S pein ey et . i oA Enl' ted (150 T BT Inten Tog) |
B W“——_ S == P
m!' 4 PDA_Demo_Data-006.., | {EEEEE R e
el et | | %3 PDA_Demo_Data-007.., 10 Il
Farameters =21 1
= | A B
m'# Detector ACHT) - L S S e : 25 - L v |
o tx1D}
Manual Poak Meig ibpnaiey, M 775 B e e iz %
Integration = ' i
1 Yot £
N A s
g o / / \ i f\
f | Vo if f 2
View Method P o ; “.I‘." \“ L e b - ! g
0o 2% g0 0 05 10 s 21 2= 30 35 20 4= T
Igg | - | Lk iﬁﬁ Eii!ﬂ L) Cuant Bro... 1) Data Bowser
NUM SCRL
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I 10 Data Browser

* [Load Data to Current Cell] is selected at [Target Cell]
The [Chromatogram] cell contents are replaced by the data file that is dragged-and-dropped into that cell. In
this example, the cell contents are overwritten with the [Chromatogram] and the [PDA Chromatogram] are
opened in the direction specified at [Cell Location]. Here, the [PDA Chromatogram] cell is overwritten to cells
below the cell that the data file was dragged-and-dropped into.

Targer Cell

@ Load Data to Currert Cell

Data Type
Crromatogram

[¥] 2D Chromategrem
[C] Poa spectrum

[] PDa Contour

Cel Location
) Open as New Cel (5 Pghbaard
@ Dovinwand
| Peak Tabe
I|PDA Peak Table
Tl sampie Information
[ o | [ canet | [ heb |

= PDA_Demo_Data-002.Icd

Chromatogram '.

(x10)
CHT (254nm)
3.0+

25+

2.0+

Time  1.952 7 Infen

0.057]

0.0 s 10

}kj\w Aw
T ‘ﬂ\ «"“ A L, T ‘!" T
1.5 20 25 3.0 3.5 40 45

min

— Cell overwritten by drag-and-drop

B PDA_Demo_Data-001.Icd

PDA Chromategram !-

——Overwritten cell

{PD4 Extracted (150nm) Time - 2.861 . Inten 2751
e bbb il el
(x10)
—{PDA ChT (Z58nm; Tinie: Inten
1.5
1.0
0.5 4
[ 2 %
: T T T T it T T T T
0.0 0.5 1.0 15 20 25 3.0 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].

25

| Select Data Type
Targer Cell el Location
" Load Data to Currert Cell @) Open as New Cel (77 Poghtward
@ Dannward
Data Type
[#] Cromatogram T|Peak Table
[¥] 2D Chromategrem PDA Peak Tablz
[Tl poa spectrum T sampie Information
[] PO Contour
oK Cancel Help
M PDA_Demo_Data-002.Icd Chromatogram !-
%10}
CH1 (254nm) Time  1.8952 . Inten 0.057] &

A, g

I wAw
5 25

[ 0

T T
40 45

L___The display does not change.

_The display does not change.

1.0 15 2 5 3.0 35 min
M@ PDA_Demo_Data-001.lcd PDA. Chromatogram L
mal(x10)
'jPDA Extracted (190nm) Time 0280 Inten 0 12—6‘ 2]
001 v v by u ww/\w_u_/w\w’\ LS w w |G
4 ~x10)
51:2-— Ch (Z54nm M\u/\ Time Tnten ‘ @)
o + & =
¥ T T T — T T T T T T
0.0 0.5 1.0 15 20 25 3.0 3.5 4.0 4.5 min
M PDA_Demo_Data-002.1cd Chromategram !-
%10}
CH1 (254nm) Time  0.520 . Inten 0.008 .
25+
A A 3
o 4 o 4 & =)
- T T T T L) T T T 1
0.0 0.5 1.0 15 20 25 3.0 35 40 45 min

—Newly created cell

PDA_Demo_Data-002.Icd

PDA. Chromatogram L

4 gmAUXI)
'DiF‘DA Extracted (190nm) ime Inten J 2]
T L T A AT A T =
A Ch (Z54nm ime: Inten ‘ @)
o VAN ¥ v E‘
¥ T . . P T T ; ;
0.0 0s 10 15 Ts 5 35 4 &5 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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10.1.1 [Data Browser] Window Description

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

’EH S (opetarn Adrmistmton - [DuhEl" Untitled]

ggfilc Edit Wiew Method Process Layout Tools Window Help

(CoRsk Bk 0= [ufKe6Ea? 7 =t5% 0 Lniie] _ ©
e ] X
[ ain | |Focen I | O PDA Deo Dais-00113  PDA Chvomatogian (7] & [B Ppepems Date-00zics  2Da Cvensisgan] Gl
PR | ———— i) CJ m A0 O 9
Dz Eonser | [ . i- Fe0a Extracted .1D§Ucclu~{l s s
Filename W = T
- LqBackc_]mund.lcd il :’ 1 —
” B | | -3 Deme Dato-DOLIA g ] e
SEe A Dierme_Deta-002.Icd % = i JUM i
] Demi_Deta-003 Icd = m Iiﬂh S e
= s Dermio_Dzta-00d =2l {__me uam men =
()= 18] Deme_Data-005 Izd SRR L St
Display Settings l-q Deme_Data-006.1cd A
1Y Deme._Data-007.1cd 257 [ }‘ -
- 4] POA_Derno_Date-001.., A
’g ] PLA_Dermo_Data-002.., o - > '—*rk-'-q l‘"- % o
Erergteny | | Ll pos Derno Data-003.., — - 0
(6 — — —— = 5]
1 DDA _Demo_Data 005.. SPABEAG] ]
[E!.'"r 4] PDA Damo Data-006., 201r0a e I -
ErRee=te | | LY POA_Demo_Data-007..,
Farameers
A [df ] »
L | (oo~
Mariial Pask Wax ntensey 61,552
Integration o
% 10 | ! =
Visiw Method | ol f U \ J l' s ).I\_w %
o' 25 0 oo is nn
.g{ ﬂ Le !E.{ﬁ E‘li!ﬂ EL] Quarnt Bro,.. 15 Dot E'o'.vscr|
— NUM SCRL
No. Explanation
@ | Displays the [Standard] and [Data Browser] toolbars.
12 Displays the preset cell number. The cell number can be changed by clicking . If the cell fixed function is
enabled, is displayed. Refer to "10.3 Cell Fixed Function" P.292 for details on the cell fixed function.
© | The focus bar is displayed in the currently selected cell.
@O | Displays the content of the data file in the cell.
Place the mouse pointer over the data file name display area to display the sample information.
@ | Clicking this button to expand the cell to the full screen view.
154 When the focus pin is upright and green ( {_), it is linked to other cells.
Refer to "10.4.2 Link Content Between Cells" P.296 for details on linking cells.
@ 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

Adjust and re-arrange layouts so that the content of the currently displayed data can be easily compared.

@ note
» Drag the boarder of the [Data Browser] cell with the mouse to resize the cell. The size of [Data Browser] is
automatically determined so that it is split into equal lengths according to the number of displayed cells.

» Use the cell connect function to partially create larger cells. Refer to "10.2.3 Connect Cells" P.291 for
details on connecting cells.

10.2.1 Adjust Display Layouts

This section describes how to adjust the layout of display cells.

1 Click the (Layout Property) icon on the [Data Browser] assistant bar.

Diata Browser

Layout Proparty
D —

@ 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 ==
[Stve [cclirined | Fout. [punt

Cell Creatzd
Row: |4 ¥ oocol |2

[F] 5erall tode
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A 4 X 2 grid of cells is displayed.

= - — ﬁ
EH: Edrt 'u'l:w Methed Proces Laym_lt Tnofs Wmdm\ Help |Z|E|E
"El ‘-'"Q Elm | JEIJ 7 [ [l R e =M= S TR
Maln Foider: mh o PD&_Dene_Dats-001.1cd FOA Chromatagran l o PDa_Deing_Dats-003 o FOA Chromatepram l
Cuant Browser | || ooy ssous e -
Datz Browszar 4 ’ -
Filename & = . A
U“-‘ _f-ﬂBackgmund.lcd : Irten I:cllj| g 1 : = 137 TntEn %
4 P T '|-r ) POA& Ch1 (25
e e 4] Deme Data-D0LIcd : - ; .\H(w fly | il ,U\ " B =
] Derm_Deta-D02.0cd A ELS . i =
EDemcjeta-Dﬂll-:cl M| PDa Demo_Dats 002 k4 *. = = am Cel ™ }f
= 1] Deme, Data-004.Icdl
()= ut| Demig,_Data-005.1cd
I s | | 1.0 Demo_Data-006.lcd AT S
19 Derme_Deta-007.1zd
- ) PDA_Derno_Data-001.. _'.';'r?uf J . 1'?01 %
55 1 PDA_Derno_Dats-002.,. o e
3 Z5
PLA_Demo_Data-003..,
e mi ks b ﬁF‘EA_D D_D:a 004 | *** Chromatogram Cel = }@ |~ Chromatogram Cel = m
14 Demo_Data-004..,
18] PDA_Derno_Data-005..,
4 PDA_Demno_Dats-008..,
4] PDA_Derno_Data-007..,
o Tl ;
Betector AChT) = —Ch ey rory = prey
ian A Sl ST i cl ram Cel cn cel
STk Ve His iz (=} romatagram Cel j (=} romatogram Cel j
Integration
7
View Method
oo zE g
ﬁ.i!"-. - Le IE& EJ_&J_;HJ L) Cuant Bro... 1) Data Bowser
MU SCAL

@ 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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10.2.2 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.

£ Browser [Systern Administrator] - [Date Broveser - Untitled] Li=sl
{9 File Ecit View Method Process Layout Tools Window Help [=l[&]{=
A el Bk D=k 7w e |5 ot S 0 e
SE]|
e Faoider: QG M PD&_Demo Dats-O07.ka FA Chromatogram @ | B 204_Demn_Data-003 ket Fia Chmmatagran &
Ouant Browser| |0y - -l y 7
Dats Browser g
Filename ! bl e " 1 il 5 Lll !
-~ (x10 Lixld
Y 4 Backgrounddcd H e :.E?]I‘ Tten c.acj % ik Tie “?fn W= TEA %
o -0 Icd Poa Chi (2580w ] ) BlA Chi I
S e g:em;_nm D0LIed il ™ M e Sy . i \J\ i, Au_ | €
) Demic_Mata-D02 Icol o0 e . Ty o0 =F
] Deme_Dzta-003 Izel B P02 Cemo_Data-002.k3 FOA Chromstegran @ |8 7 Chrometogram Cal = P
ut] Demg_Data-004.Icd . =

-_ﬂ 1) Deme_Data-005 Icd
R | | 1.0 Deme_Data-006.1cd
] Derm_Dieta-D07.Icd

: TEGy ) Ik

— ] PTHA_Demo_Data-001... i 7'L¢,'".r J.q n

’% 1wl PDA_Derno_Data-a02.., —
G L8 DRA Nemn Naka.0nd £,

2 Click (Sample Information) on the toolbar.

EH ot fovotern Rdrrmistratan) - [Data Brawser Untitied]
EQ Fite: Edit View Method Process Layout Tools Window Help

‘H B Jau 7 b L | L L

r.lam Folder: [3[“_[ O PD4_Deine_Dala-001 i FOA Chiamatogran & [ O PDA_Demp_Data-003 13 FOA Chionatgran &
Filename

Cuant Browser | || ooy ssous
d
X i
£ LqBackc_]mund.lcd

Catz Hrowsar
| il " o ST TR P J A -

w "- TETZ y Inten t-ﬁ % 5-1 TiTe. z“r: [GES] 7531 %

il i) Dermo_Data-00L.Icd u_n D4 Ch1 2ssn 'I. Ay r- " s . Ly I B i =
Cemo_Deta-002.1cd oo i o =

ﬂCechSera-']M Ied | PDa_Demo_Datz-002.0d PO Chromatogram % = =*Chromatogram Cel == ,éf
Eﬁsmc_l:zta-ﬂil ol — -
ut| Demig,_Data-005.1cd
l-q Deme_Data-006.1cd

E A TR

de =]

G.007]

] Do Data-007.1zd

5 PDA_Derno_Data-001.. s oa1 vy T “'?9‘1 %
1wl PDA_Derno_Data-002... i —— *'fu

Wl POA D= Data-003 L il

@ 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.

QH: Edit View Method Process Layout Tool: Window Help |Z|E|E
~E||g,|quJ5u 7w E e AR R B e
Mam Faicer: @F

Quant Browser
Dalz Browsel

| PR Demnp_Tatd-001 e sample Information l o PDa_Gemp_Datd-003 b FOA Chromatepram l

Tatd File Name. PDA&_Demp_Data-001 lcf
Method File Nama: PDE_KNethod Icm

RS

Filenzme Acauired by: SHINADEU )
~ Dale fcouited.  |ASIZING 52333 AN (x10)
B % Eachgronndicd SampleName: T3 L & ‘1 e 737 lrnm T
il | Demo_Data-00L.Icd Sample D 1 PO2: 611 E2380m .
Open Data Files S Sene swanm | »y"x ¢44'" 4 —
ﬁ Demo_Data-003.0cd = rnmsmg'am Cel *=* i
— 4] Dermo_Deta-004.1cd
e ] Demie_Mata-D0gIccl
Display Settings ﬁDEmD_Ezta-Dﬂﬁ.lcd bl ! i "
| Demic_Data-007.Icd a0
— 14 DDA Dermo,_Data-00L.. 1,,..__. RS w“ i "jr" ; 5 ’ﬁ g
2 i3 PDA Derno Data-002.. 0o ' AR

i3 PDA Dermo Data-003... i

@ note

» Click the f;« (Display Settings) icon on the [Data Browser] assistant bar to set the display mode and
range of each cell.

» Right-click on the source cell and click [Copy Cell] then right-click on the destination cell and click [Paste
Cell] to copy the contents to other cells. This function is handy for displaying the contents of the same
data file in multiple cells.

» To swap the contents of the currently selected cell with the contents of another cell, drag the title (file
name) of the selected cell and drop it on the target cell.

» Right-click on the desired cell and click [Release Data from Cell] to delete the display contents of a cell.
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10.2.3 Connect Cells

Adjacent cells can be connected or disconnected.
This section describes how to connect cells.

Select the cells to connect with the [Ctrl] key held down.
The focus bar is displayed on the multiple cells.

EH ot fovotern Rdrrmistratan) - [Data Brawser Untitied]
ngile Edit View Method Process Layout Tools Window Help

dHekER (D=4 uBfeaa >R =52
] = zix
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Cuant Browser | |z sesaut e = i 1
Dats Browsar ] .' 3 i :
Filename ! Lo TR PP eN: LJ A i
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aer Tt e 4 Derme_ Deta-00L12d bl L,. v Ae |9
0.4 min
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2 Right-click on one of the selected cells and click [Connect Cell].

EH ot fovotern Rdrrmistratan) - [Data Brawser Untitied]
EQ Fite: Edit View Method Process Layout Tools Window Help
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Diisplay Settings l-q Deme_Data-006.1cd
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% ] PLA_Dermo_Data-002.., 0.0+
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@ noTe

* When cells are connected, data which is open in secondary cells is closed.
» Right-click on the connected cell and click [Disconnect Cell] to disconnect cell connections.
» Select cells to be connected so that the shape of the resulting cell is a rectangle.
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10.3 Cell Fixed Function

Use the cell fixed function to efficiently compare different data files. For example, compare the peaks of the
control sample and target sample.

When the cell fixed function is used, the cell numbers are displayed in each cell. The contents of the same
data file is displayed in cells of the same cell number.

=" Reference
"10.4.1 Load a Data File in Multiple Cells" P.293

"10.4.3 Peak Integration on Chromatograms" P.298

10.3.1 Use the Cell Fixed Function

This section describes how to turn the cell fixed function on.

1 Click the (Cell Fixed) icon on the toolbar.

EQEH: Edit Wiew Method Process Layout Tools Window Help
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Wl POA Dsrn Data-003 | o e o

EQEH: Edit Wiew Method Process Layout Tools Window Help |Z|E|E
Do ek (Bl (O=d » wEEeamem st eimp i
S]] iz
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Cuant Browser | |z sesaut e - . = =]
Dat= Browser A Extra ) Tme  3.107  Inten, c.1ﬂ'5[
= Fiename = i o DB AT R W e P G o AT %g
: l-qBackgrDund.lcd PRt = I
y en[_m - ) Derme, Data-00L 124 u.ﬂ~‘|r;; Ch (25enm PP s Jrr.c 2268 Int:ﬂ. H.ﬁ| g
Cipy & =3 —
: 4o Demic_Deta-D021=d oo 05 10 1e 20 28 3e 35 40 e ome
] Demo_Meta-003.Iccl M P04 _Demo_Dats-002.kcd ODA Spsctrum ['zl 4. M == FDA Feak Tabke Cel = [4| P
— ] Deme_Dzta-00d.Izdl I ’
()= ) Demo_Data-005.Icd T T L
Diisplay Settings 1-!-1 Deme_Data-006.1cd 0004 1.00
lﬂ Deme_Deta-007.1zd 1.0 il
s ] PDA_Derno_Data-001.., %
e ] PLA_Dermo_Data-002.., 3 ; ; —
Waeel | | Ll epa Demo Dara.nn3 ! 2 ol .
+ Click the |&%/ (Cell Fixed) icon on the toolbar again, to turn the cell fixed function off.

» The cell fixed function can also be switched on and off by clicking [Cell Fixed] on the [Edit] menu
in the [Data Browser] window.
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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.287 for details on changing layouts, and "710.2.2 Change
the Contents of Cells" P.289 for changing cell type.

2 Click the (Cell Fixed) icon on the toolbar.

i 1 Browser {Systern Administrator) - [Data Browser - Untitled]
g'gble Ecit Wiew: Method Process Layout Tools Window Help

IDad R Bk O=dE 7 [DRERESE2 R =300 uE i

(Cell Fixed) is selected and cell number ( ) is displayed in the cell display area.

15 Browser (System Administrator) - [Data Erowrser - Untitlzd]
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I 10 Data Browser

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”.

' Browser [Syster Admminisirater) - [Data Browser - Untticd] = ol
E@Eu: Edit View Method Process Layout Tool: Window Help |Z|EE
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S]] SE]
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Drag-and-drop data file 1 onto the number 1 chromatogram cell from the [Data Explorer]

sub-window.
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The contents of the data file are displayed in the number 1 cells.

1 Browser 7] - [Data Browsser - Untitled]
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5 Drag-and-drop data file 2 onto the number 2 chromatogram cell from the [Data Explorer]

sub-window.
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I 10 Data Browser

The contents of the data file are displayed in the number 2 cells.
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10.4.2 Link Content Between Cells

An upright focus pin ( g ) indicates that the cell is linked to other cells.

For example, if the [PDA Chromatogram] and [PDA Spectrum] cell are linked and the chromatogram is
double-clicked, the displayed spectrum in the [PDA Spectrum] cell is updated.

This section describes how to link the [PDA Spectrum] cell display with the [PDA Chromatogram] cell.

Ensure that the focus pin is upright ( $.) on the [PDA Chromatogram] and [PDA
Spectrum] cells.

If the focus pin is down ( & ), click A to change it to the upright state ( & )-
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10.4 Compare Data

2 Double-click the desired time position in the [PDA Chromatogram] cell.
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he spectrum at that time is displayed in the [PDA Spectrum] cell.
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@ 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.

EQEH: Edit View Method Process Layout Tool: Window Help |Z|E|E
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Filename
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Click [PDA Data Processing Parameters] on the [Method] menu.

SETR

I File Edit View

M:tho:li Process

Layout Tools Window Help

E 1TAH| & Data Procezsing Parametes,

[ EDADate Processing P

s R e
1]

[=l=]=]
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Click the [Integration] tab, set each of the integration parameters, and click [OK].

B

width: 5 SEC
Siope: 1000 utfmin J n 2
Drifie o ¥ jmin J—-—-—-—-—-——-& =
| Prograin
T. CEL: 1000 mn
Min. AreajHeight 1000 counts Noiae,l’[:rﬂﬁdﬂiaﬁon..._.
Calcatec by: @ frea ) Height Advarced, .

T Regster Spectrum ta Taoke

ok ] [Lence | [ oob

7 Select the channel to be integrated. In this example, select [Extracted Chromatogram].
2 Change the [Slope] setting to “1000”.

IZ° Reference
Refer to the Data Acquisition & Processing Theory Guide for details on each of the parameters.
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10.4 Compare Data

lll 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.
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I 10 Data Browser

H Examine the Peak Integration Results

The results of peak integration can be examined in the [PDA Peak Table] cell.

This section describes how to change the displayed cell to the [PDA Peak Table] cell to examine the peak
integration results of the extracted PDA chromatogram.

1 Select the cell to be changed to the [PDA Peak Table] and click (PDA Peak Table) on
the toolbar.

Click the cell to display the focus bar in that cell. Click (PDA Peak Table) on the toolbar to change
the cell to the [PDA Peak Table] cell.
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10.4 Compare Data

2 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 "10.3.71 Use the Cell Fixed Function" P.292 to turn the cell fixed
function off.

#
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Click the [Extracted] tab.
The peak integration results of the extracted PDA chromatogram are displayed.
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@ note

The peak integration results of chromatograms are displayed in the [Peak Table] cell.
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I 10 Data Browser

H Link Cells to Check Peak Integration Results

This section describes how to link the [PDA Chromatogram], [PDA Peak Table] and [PDA Spectrum] cells
to check peak integration results.

Position the [PDA Chromatogram], [PDA Peak Table] and [PDA Spectrum] cells as

follows.

3" Reference
Refer to "10.2 Adjust Layouts" P.287 for details.

_QEH: Edit View Method Process Layout Tool: Window Help

iDoH ek (ER(O=dE 7 iwuEEEa® 2|5 st =3 0 0 mME -
==

= s

BE]

15

~a

L

Open Data Fil=s

SE
Foider: @
Ci LobSoutians\Sample =

Filename

l-q Background.lcd

4 Derme_ Deta-00L12d
4] Dermo_Deta-002.1cd
E Cemo_Data-003.lcd

B POA_Dero_Data-001.cd

PpA Chremategram l

0}

ks 14 Deme_Dita-004 Icd AT TiE LA TR T .
(el | | L) Deme_Dzta-005 Icd 15 . =
i) Deme_Data-006.cd 109 - \ lose = e = i
; "
55 1) Deme Deta-007.Izd st } \ \ | 4
; L8 PDA Demo Dats-001.. \ / TRy %
TRl | | .0 POA_Dermo_Data-002... 1y - - e = Bt g A
QPDA Do Data-003 o B O Tas UUzao 25 1] 35 7 4p U as mn
ﬂpm'ne,nn'um_m"" O PO Demo_Data-001.cd PO PeaiTakle (] § [P PD4 Dome Daia-00T.i=d Fo= Sseciun (1) §
] PO A_Deno_Data-005... T n T ¢ g 01 T —T— T
A3PDA DemeData 06, 0205 TEES 0.06/1.00 i
4] POA_Dermno_Data-007... 433 3155
i 3233
2 =3 747 4 2
A Tl ' 513 aLsl
Manual Peak PEA 5 5 2‘13 1§E€ B |
Integration = N e | EL o 0.0
: 455 1550
JEE | Babds
366 2548
513 254 -
5 Aetho 57! 68566 i
fiew Method 2 ]
iz 808 TI23Ed
EF AT — RRTTA -
EF- |« [V ]\ Extracted 190mm | « [1F) 2 T 0o om
Imags F‘nru 15 Deta E’Dwsc.r]
HLILA

302 Operators Guide



10.4 Compare Data

2 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 ( & ).
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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.
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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.
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10.5 Print a Browser Report

10.5 Print a Browser Report

The [Data Browser] window has functions for printing all of the cells or only selected cells. Size, color and
other information in the chromatogram and spectrum cells also are reflected in the printout.

10.5.1 Print All of the Cells

An image of all of the cells currently displayed in the [Data Browser] window can be printed.

This section describes how to print all of the cells.

1 Select [Print Image for All Cells] on the [File] menu, and click [Print].

@ Browser (System Administrater) - [Data Browser - Untitled] [r=3Ec ===
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R €y Preview...
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- = n

An image of all of the cells is printed in the preset report layout locations.

==== Shimadzu LabScluticns Browser Report ====

=55 Semaazen PR Sems Sea s
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I 10 Data Browser

10.5.2 Print Selected Cells

An image of the cells currently selected in the [Data Browser] window can be printed.

This section describes how to print the [PDA Chromatogram] cell.

1 Right-click on the desired cell, select [Print Graph], and click [Print].
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1w POA_Demo_Data-003..., 0 Disconnect Cell 30 35 an i nn
ﬂ PDA_Derno_Diats-004 . [ PDA_De Adjust Layou ” & _Demp_Data-001.kd PDA& Speciram |3 ‘.
ﬂ FOR Henn Deta 00w Paaks Relezse Data from Cell
18] PDA_Derno_Data-006.... =
L POA Demo Data-00T.. 3 Change DataType 4
Dizplay Settings..
’ : Cory
Manuial Paak - Graph Proy L2
Integration i Prir_st_Gmﬁh ” N Brint
T I FOF Jutput..
FI' S;g 62:_;"; Preview...
2578 GESEE Edit Format...

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

an
y

e

e

L

Y T 2 =%
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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.

]
L

b ala Anlyss

Caibretion
Cure
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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| Aealysis (Spstern Administrator) - [Data Comparizan] | =] ]
E& File ‘fizw Process Tools Window Help = |[E | =
EIEREEEEIPIE 8 =X R
=l
| Man | |Eeten :ihj Operats ;
T — IESEPTEIEIGRENE (<o o o o= 02 c D2 Datad Deme Dtz 003/cd 0d)
_ ————
o T Cakculals : Dalal + Dale? ) Tle 5) 9
N
_ i Derno_ Deta-001 2 1z e %
Overlap " A a Tl 1575 3 |
= o) Deme Datar 002 2 noor} et e itn ] &
E ji-jD:ml:v Data-003 ur 9
ot ] Dermo_Data-004 50000331 Do Dl o1 i Ogiec A R hikds Dol bk =
Stack 1l Dierme,_Data-003 _ JostaCemo_Date2 % =
(L] ] Deme,_ Data-005 on s 50 75 il
i 1) Dermo_Data-007 4 - N
iz M:ID Data00d 1 Peak Table CALzESolutionshSamplesDern_Data-001 led
tlmags emo_Da
Demo_ Data-003 1 et Time 1ca cig| arl
™) Pookk| Ret Ti A Height Mark
] Do Data-010 1 LE38 LT EIFE]
B . 3715 i) 15403
Cliee All Fals 1826 5410 11452 6
Cloze All D ata Ddcclu A[CHI) = 1 4519 RPoRd 13
Max rtensiy: 37100 Tekal 271943 535
1T+ \Detector & - Ch1 (258nm) /] < ] i
] afa ar.. |
&D Cornp.
LR
Explanation

Displays the [Standard] and [Data Comparison] toolbars.

o0|F

Displays the information for the displayed data file.
Right-click on the data file information and click [Close] to close the data file.

© | Use these buttons to expand, reduce or moves a selected chromatogram to the top, bottom, left or right.

+ To move a chromatogram up/down or left/right, click }f (Move Up/Down) or & (Move Left/Right) and
drag the chromatogram to the move destination position.

« Click ¥ (Base Point) to expand or reduce a chromatogram and the click the position of the base point on

the chromatogram to determine that point. Next, click ' § (Zoom Up/Down) or ++ (Zoom Left/Right), and
drag the chromatogram to the expand/reduce destination point. The chromatogram is expanded or reduced
to that point.

@ | Displays the chromatogram of the open data file as [Full Chromatogram] or [Zoomed Chromatogram]. Three
view methods are available, [Overlay], [Stack] and [Base Shift].

@ | Displays the Peak Table of the selected chromatogram.

@ | Displays calculation formulas for operations performed between the data of selected chromatograms.

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.

E Pastrun Analysis (Spstern Bdministrator) - [Data Cornparisan] | ]
EEFile View Process Tools Windew Hel - [=][=
iR File View P Tools Window Help
i3 E/w ([O=ldd » iB
SIS
Folder: o Cperate :
e e S | R
Filename i
1000004 Time = %
Ovelay Dmu] | =1
2 0.00000 Daozs 00000 0.0d07s 0o i 00ds)  mn
B T Dermo_ata-004 3 A e e
] Derno_Data-005 3
1 Derme_Datz-006 3 = I
1Y Demo_Data-007 50 0
FrrtImags ) Dermo Data-008 1) -
) Derne Data-008 1= & %‘
] Derno_Data-010 1 i +
) Deme_Data0tl 1 0.00000 aod028 0.0d050 c.odors 0d1c0 000125 000150 min
Cloze &l als ln| POMA_Derno_Dat.. 2 Peak Table
1Y) POA_Dermo_Dat., 2 = - =
M:]F‘DA Dermo Dat., 2 Peﬂ(ltl Ret. Tima I Area I Height I Mark I Conc. I Unit I
s PDA_Derno_Dat., 2
] POA_Derno_Dat,, 2
AR P P 3T
4[] b
Detecion &[T =)
Max ntensty : 61,510
[D\--/  —r— r
-ﬂ[)ata Comper.. |
HUIRA

The chromatogram and Peak Table of the data files are displayed in the [Data Comparison] window.

@ note 11

» 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].

@ Postrun Analysis (System Administrator) - [Data Comparison] =@ =s
E&Eile View Process Tools Wfindow Help EE‘E‘
2 «o B D=k e i8 HiXiE
=l Il
Folder: Operate :
Comparison C:\LabSalutionsiSample - Datal:Demo_Data-007.lcd Detectar & DatazDemo_Data-002 Icd Detectar & DataZDemo_Data-003.Icd Detectar &
Calculate : | ¥ - A
Filename [ - ' hs
| Derno_Data-001 2
1 Derno_Data-002 2
|1 Derno_Data-003 2
|17 Derna_Data-004 2 v
@DemoiData-UUS 2 [CiataT:Dema_Data-001 o Detectar £ Time 4211 Inten. 1537 =
CataDemp_Data-002 lod Detector)
|1 Dermo_Data-006 2 0000 Data3 Demo_Data 003 lcd Defactor] Undo Zoom o
- |17 Derna_Data-007 2 Redo Zoom
Print Image: @ Derno_Dats-008 1 25000 Initialize Zoom 52
‘ﬂ Derno_Datz-003 - 1= & stack Chromatograms %
o |1 Derno_Data-010 1 od - ‘ ‘ : - e
- ] Derno_Data-011 1 [ili] 10 20 30 40 Base Shift 0 min
Cloge &l Data 1) PDA,_Derno_Dat... 2 Peak Table Display Settings..,
1] PDA_Demo_Dat.. 2 ; i
SPDA:DEWZD%" ] [Peakn| Ret Time |  Area |  Hel|  ShowHide Data.. ) Unit
~ o I [ Chromatoarsms Calculation  * |

2 Select [Operation] to perform the arithmetic operation on the data, and click [OK].

ShowfHide Data Files ==
# Data File Detector(Ch#] | Display[ Dperation [[ OK “
1| Demo_Data-001 led | Detectar & V] V]
2| Dema_Data-002 led Detectar & ¥ V]
3| Demo_Data-003/ed | 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 Analysis (Systerm Administrator) - [Data Compatison] [E=0[E=n ==
%g Eile Wiew Process Tools ‘Window Help E“E“z‘
3| &0 [BR (] 2 B F X E)e

SE zlxl
CtiLabSalutionsiSample - Datal:Dema_Dats-001.lcd Detector & Data2:Demo_Dats-002.lcd Detector & Data3:Demo_Dats-003.cd Detector &

‘ Calculste : Data2 + Datal | +1~1n

Filename h
1] Demo_Data-001 2
|12 Dema_Data-002 2
[ Derno_Data-003 2
1] Demo_Data-004 2
|1 Derna_Data-005 2
|1 Demo_Data-006 2
1] Demo_Data-007 2
1] Derna_Data-008 1 25000
1
1
1
3
ki
7
2
2
B

s
112207 g1 4L
0.000 1 e Datacion A Datad i 4
0

uv
[Datal:Demo_Data-001 Icd Detector 2 Time Inten P
Data2:Demo_Data-002 |cd Detector
snnnn—Cata3:Demo Data-003 Icd Degector)
ICalculate : Data? + Datal

.ﬂ Demao_Data-009
.ﬂ Demo_Data-010
,ﬂ Demo_Data-011
|1ad PO Derno_Dat..,
1] PDA_Demo_Dat..,
|47 PDA_Demo_Dat...
|1ad PO Derno_Dat..,
1] PDA_Demo_Dat..,
LY ARA Pinvnn Pas

4 [t r
Detector 4[Ch1) -
Max Intensity - 31,010

ful
a0 1 20 30 40 50 60 70 an an min

Peak Table

Peakﬂl Ret. Time I Area I Height I Mark I Conc. I Unit I

[ON\-/ R —— ,

] g D ata 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. 12

Select [Customization] on the [Tools] menu in the [Data Analysis] window, and click
[Customization Settings].

@ Postrun Analysis (System Administratar) - [Data Analysis - Untitled] = | I e
E{m File Edit View Method Layout Iooi:| Window Help &%

Check Raw Data...

Foider: z1 Options.. |
Data Analysis | | oy sosautionsSarplh| Customization Toolbar Custornization Settings.. ! Max htensity . 0
—— = — = e 0000 Tnt=n T
j l Lustomization Settings..,
-

Filename Mo

4

w] Backgrauind 10,2 ‘ 1.0d000 0.0d025 0.0d0s2 0.0d075 008100 0.0d125 0od1sd  mn
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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 w

ion Viindowes [&mstantBa’ ]
——
Windows:
Mak
POA Data Analyze
Calibration Curve
Data Comparson
Batch Postrun
Report Generator
UV Lbrary

Dieplay Irons:

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 L iew
Integration | Identification | Quantitative | Compound | Group | Performance | Custom [ ¢+ ]+
D Name | Type | Ret Time Conc (1) Conc
S} — 1 =n3 100.000 3

T2 ¥7 Undo 7 100.000

ci5 B 100.000

Cl6 4 100.000

c17 Cut 3 100.000

Copy 1 100.000

Copy Entire Table
Clear

Select All

Add Row

Insert Row

Delete Row

Sort by Retention Time
View Mode

Edit Mode

¥7 Cancel Edit
([ Tablesiyte.. |
\d J
Update Retention Index L

Add the [Retention Index] column to the compound table in the [Table Style] sub-
window, and click [OK].

Table Skyle w

ftem Ssttrge | Ford

Hde tems Display fems
|Cole by -
|Fe Tyms

| Zen0

| Sprhead
Jid Cosfficient
Ind Coefficient

Tt Cocfficient
Intzrasction
Ref STDID

Inkalze 1

[ ] ¥ Hurber of foed columns: 0

[[ ok J|[ cencst | [ Hep

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 5 View
Integration | Identification | Quantitative|| Compound ||5roup | Peformance | Custom | GC Check [ Retention Index|
D& Name Type Ret. Time Conc_(1) || Retention Index |

c13 Target 2083 100.000 ]
ci4 Target 2747 100.000 0
15 Target 3678 100.000 0
Ci6 Target 4824 100.000 0
17 Target 6.085 100.000 0

3 Target 0.001 100.000 0

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 ) —— Procedure for creating a new method file

' - = - § Procedure for a pre-existing compound table

v

"Measure Target Compounds”
(Refer to 12.5.1)

A 4
"Create a Compound Table for Target Compounds"
(Refer to 12.5.2)

A 4 v
"Identify 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
"Identify Index Standards"
(Refer t012.6.2)

A 4
"Modify Set Times in a Method File by AART"
(Refer to 12.6.3)

Confirming and Adjusting Set Times
"Measure Target Compounds" (Refer to 12.7.1)
"Confirm and Adjust Retention Times in the Compound Table" (Refer t012.7.2)

I

(Method has been modified)

12.4 Index Standards

Measurement of index standards is required to perform AART.

n-alkanes are among the easiest-to-use compounds. Prepare a mixed solution of n-alkanes with the
appropriate range of carbon numbers depending on the measurement parameters (especially the oven
heating parameter) of the target compound.

Restek Corporation
n-Alkane

Cat.No.560295, Custom Retention Time Index Standard (Hexane solutions), 100ug/mL, 1mL, C7-C33 (n- 12
alkane), Concentration C15, C30-C33 in 200ug/mL, Others in 100ug/mL

12.5 Set up a Method File Applicable to AART

To perform AART, it is necessary to set retention index of each compound in a method file. Register the
retention indexes in the method file's compound table beforehand.

Files used here are the method file (AART_30m.gcm) and data file (AART_30m.gcd) for the target
compounds, and the method file (alkane_30m.gcm) and data file (alkane_30m.gcd) for the index
standards. This section describes an example using a 30 m column.

12.5.1 Measure Target Compounds

Prepare standard sample of target compounds and perform measurement with GC.
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(Exsample: Method file AART_30m.gcm, Data file AART_30m.gcd)
ll/ NOTE

» 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.163 for details on creating the compound table.

12.5.3 Identify Target Compounds

Load the data file (AART_30m.gcd) in the [Data Analysis] window, perform data processing with the
method file (AART_30m.gcm), and verify that the peak has been correctly identified.

Drag-and-drop the the data file (AART_30m.gcd) in measured "712.5.1 Measure Target
Compounds"” onto the [Data Analysis] window from the [Data Explorer] sub-window.

[ Postrun Analysis (System Administiator) - [Data Analysis - Untitlec] [ B i

File Edit View Method Layout Tools Window Help

wiolEkdsld 7§ |0 |5 | e P2 |
ix HE | e —
m Foider: [ O Chicatogiam view |
At Uwchensiy: 0 ||

i Tie D000 ke,
Filename s %

[E]aart 20m 1 T-- 0. 1.0d025 0.0d0s0 1.0da7s 1.0d100 t.0d125 000150 mn

Dtn Aeport

=] BlconcL 5 10 .. ©
|| Alcohold02(5TD ... €
|| Alcohold03(Sem.. §
(=] alkane_30m 1
%] LuditTrail OM g
ﬂ Background 1
| CALIBMDL [

[

[

(&

Wax Niensily a

o Twe 0000 Wien

‘ T

%] caLmoz
%) caLB3
= CAURM

D@

T T T T T T
0.00000 ©.00025 ©.00050 0.00075 0.00100 LoMzs ©.00150 mn |

The data file (AART_30m.gcd) for the target compounds is opened.

2 Click [Load Method Parameters] on the [File] menu.

@ Postrun Analysis (System Administiator) - [Data Analysis - BART_30m.ged]
IimifFile| Edit View Method Layout Tools Window Helo
ia * Dpen Data File.. Ctrl+Q HITe == |5 % e £ n 7 |
" ® CloseDataFile 5 = }
[z SaveData File Ciri=5 |8 Chiomatomanm Yiew |
Dol ‘i) SeveDate Files.. W Max Intanaty - 1,083,163 |
[ Save Data and Method File th-iam n Tira ntari | %
‘ pelytc Cument Ac ": = o o R 10 = &0 7o ) 20 mn
E@ Load Methed P |
FL DAEE IR0 A i : Ha 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 "12.5.2 Create a Compound Table for
Target Compounds”, and click [Open].

L{E Load Method Parameters lgg
Loak : Sampls - @3 >m-
= Name. Date modif.. Typs Size
& L GuideDats
Recent Places {TRART Fmgem
! || Alcohal.gcm
|| AuditTraildN.gcm
Beskiop || CALIB.gem
i [ 1040Cqem
4 P L |@AqC2.gem
Aserin || gagcz.gem
LY |
Computer
| ™
-
Metwork e i
File name: AART_20m x _Open
Files of type: GCMathod Hlei;.gmj -] [ Cancal |

4 Select [Data Processing Parameters], click [OK].

Select Method Parameters l_?_&i

'Data Processing ok
[#] oata Procassing
- Peak Inteqgration Paremeters |

- Quantitative Parameters

- Compeund Table

- Caibraton Curve

- Column Perfonance Parameters
- Group Paramaters

- Cuztam Parameters

- QC Check

- Mt Chromatogram Teble
- Purity Parameters

- Spectrum Parametens

- Library Search Parameters

\ J

[¥]oajoc Parameters
- QA0 Parameters
|] Eymtem Suitabiity Settngs

The compound table saved in "12.5.2 Create a Compound Table for Target Compounds" is loaded.
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Check whether or not the target compounds registered in the compound table have

been identified correctly.
If they have not, change the retention time on the [Compound] tab in [Method View] to identify them.

(&g Postrun Analysis {System Administrator) - [Data Analysis - AART_30m.ged] = B ]
{mlFile Edit View Method Layout Tools Window Helo EEE
g «R (BB Ok 7 (o e |5 B g e

==l 1=

m Eoider: [ O Chicatogiam view

Dala Analysis C:LabSolutions\Sample - Y Max Intanaity : 1,083,153
LLOOL- 1 3 3 5 T “Time "~ 3642 Inter
E.'. Filename b nrn | g

_ || AART 20m 0.0 10 20 30 50 ) 60 70 80 a0 min
Dsta Report
=] Alcohald0L[STD .. v Max intsnstty * 1,083 153
= u 83,
E} Alcohold02(5TD ... 2 (A0 i Time 2374 Inten =
[=| Alcoholdd3Sam,., 6 T

ﬂ alkane_30m 1L
%] AuditTrail ON !

1;_-1 Background 1 SOO000
=] calmm & -
& caLBo2 € %
=i 0
3 CALIB03 8 T T T T T T T T T
) caLEns & 00 1o 2 30 Y 50 €0 7o a0 o mn
ﬂ Demo_[ata-00L 1 [ <> Resut: View - Compound Table = ¢r MethodWiew - Compound Table [ = ‘?iaw [# Edt
Maniial Peak i
Integration Egemo—ga:'ggj 1 | PeaTabl| | Compourd |[5roup | Caliration Curve | | Feqmtion [ Identfisation | Guartiative|| Compound i
= Demo_l:lﬂm-nm : DH Name Ret. Time Conc. 107 | Name Type Ret_Tme |
St ci3 2072 1000 EE Targ=: 2083
] Demao_ Data-005 1 = Ci4 2782 004 | |12 &L Tarmet 2747
e P m e 3 €15 3659 100.0 o5 Target 3678
Al v | Cie 2003 1008 | [3 Cis Taraet TEA|
ADChT) =| c17 6065 100.0 ci7 Targe! 5 0EE

Waox intensty : 1,083,153

MLRA

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
E.
o
Data Repo

2 Select the method file (AART_30m.gcm), and click [Savel].

G Save Method As ==
Savemn: | Sample r@FirE
Narne Detpdied— | Tipe e -
L Guidellata
[ii TRART 0 e ]

mn

|| &lcoholgem

|| SuditTrail OM.gem
|| CALE.gem

| aAnc.gem E
L lgaQez.gem =

Flepame:  AART m - Save.
Save as tpe: | GC Vithod Fi (gom) - [ e |
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12.5 Set up a Method File Applicable to AART

3 Select [Data Processing Parameters], and click [OK].

Select Method Parameters @

@ Current Settings () Acquisition Settings

Drata Processing
Data Processing Parameters
- Peak Integration Parameters
- Identification Parameters
- Quantitative Parameters
- Compound Table
- Calibration Curve
- Column Performance Parameters
- Multi Chromatagram Table
- Purity Parameters
- Spectrum Parameters
- Library Search Parameters
[Tl GalqC Parameters
- QAlQC Parameters
[ System Suitability Settings

The compound table are saved to the method file (AART_30m.gcm).

12.5.4 Create a Method File for Index Standards

Creating a method file for measuring index standards (e.g. n-alkanes), which are used to calculate
retention indexes.

1 Select [Open Method File] on the [File] menu in the [Data Acquisition] window.

[#Y Realtime Analysis (nstrument1-System Administrator] - [Data Acquisition - Untitled] l= | 3 e
:H? Eilel Edit View Method Instrument Acquisition Data Tools Window Help - |[= 'k_.
H | Rlews bisrhnd File Creiei “E 9 57 5 - 5 y

2 [};_'3 Open Method File.., Cii-0 ]— i 1= d

Sk J

Select the method file (AART_30m.gcm) for measuring index standards, and click
[Open].

74 Open Methad File e
Lagk i Sampla - @Fm
= Name Date modif.. Type Size
i ividaniass

Recent Places [E_HHRT}O”"-SCM ]

! |_|Alconolgcm

|| AuditTraildN.gcm

Beskiop || CALIB.gem
."-- | 1QAQCgem
e L |@AqC2.gem
Aserin || gagcz.gem
Computer
| WY
-
Metwork

File pame: AART_30m - W

il of type: [GC Method Fils .gem) - [ e |

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.

(7Y Realtime Anaysis (nstrument1-Syster Admiistrator) - [Data Acquisition - AART_30mgcrm] ) L = ]
{yﬁ] Edt View: Micthod Dstrumcnt Acquisbion -Doka Tosls Windoiw: belp ===
: | ] MewMethod File CN  fi=m ol L e
T 0™ Dpen Method Fite.., Ctrl-0 EE ¥ Q ORI L2 o
200 # Close Method File
ime Save Mathod File Cirkes
_G@ Save Method File As... | —  du
I—_!i_-'g, Save Method File Az Template.. | cc fiot
4 Enter the file name, and click [Save].
Y Save Method File As [
Savein: |, Sample hd 6 |" * ‘
Narne Detpdied— | Tipe e -
| GuideDsta
| | AART 30m.gem
|| &lcoholgem -
|| SuditTrail OM.gem
|| CALE.gem
| aAnc.gem
L lgaQez.gem =
Fle pame: (um_m —] [ Save |
Save 3¢ ype: | G Method Fils (gom) =] [ Gmes |
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.
/4 Realtine Analysis (nstrument1-Syster Admiristrator) - [Data Acquisition - alkane 30mgcrr] ) L = ]
{sl File Edit View [Method| Instrument Acquisition Data Tools Window Help [=l=][x]
E ~ % H | g | @ Instrument Farameters

b @B |e8 0w

Tt e 9 Eazeline Check Parameters...

=y g k= .
=y il | ) ” To b P . |

OAQC Pararneters(DETL) ..,

im o

1

6 Click the [Compound] tab in the[Data Processing Parameters] sub-window.

f Data Processing Parameters ﬁ
Integration | [dentification I Quantitative ” Compound \I Group | Performanca | Custem | qc Chad(l

Width: i sec

Slopat 200 ul fmin 7

Drift: o u¥ fmin -J-&
e —— | Pragrar

T.DaL: 1000 min

M, AreajHsights 1000 cants | oise/orif Candation,, |

Calulated by: @ Area 0 Heicht | Acuerced... |
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7 Delete the settings of the compound table, click [OK].

Data Processing Parameters st

[ntegration | [dentification !O_uaniitaﬁue compound | Group | Performance | Custom | QC Chedk|

Copy
Feste

Copy Entire Table

Clear

Select &ll

Add Row

Insert Row

( Delste Row ]
| Table Style...

' Lo | Cancel Help

8 Click [Save Method File] on the [Method] menu.

[#Y Realtime Anatysis (nstrument1-System Administrator] - [Deta Acquisition - alkans_30m.gem] l‘=' Bof
in File Edit View Method Instrument Acquisiion Data Tools Window Help - =[x
: ||| MewMsthod File CtiN = o iBlen | e s y

| Open Method File... -0 Elk i e

S % Close Method File

_[g‘l_:l_ Save Method File Ciies

=l

|5 SaveMethod File Ac...
i

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)

I3 Reference
Refer to "3.4.1 Execute Single Run" P.52 for details on single run.
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12.5.6 Create a Compound Table for Index Standards

In the [Data Analysis] window, create a compound table for index standards and save it in a method file
(alkane_30m.gcm).

Drag-and-drop the data file (alkane_30m.gcd) measured in "12.5.5 Measure Index
Standards"” onto the [Data Analysis] window from the [Data Explorer] sub-window.

[ Postrun Analysis (System Administiator) - [Data Anslysis - Unfitled] (o] 0
im File Edit View Method Layout Tools Window Help [-[=][]
iR R ([Ee O 7§ “J|n |5 || i
=1 S|
[ Main | |secen CA[ | | o chicnatogian view
Dals Analrsis | | ooy sbsohtions\Sargle - Wex htengity . 0
b Time: Intzn.
Filename b= " | i i | i g
St st &) AART 20m 1 0 t.0dozs ©.0dosn t.0do7s t.0d100 todizs 00120 mn
Data Repart L
&) Alcohcl00L(STD ... € A
[%] Alcohel002(STD .. € 1 e T |
=i PSR SR <
:. 5 \ L
Apply ta Method @ 1J
(%] BuditTrail M 1 B
5
ﬂBackgmund 1
[ caLEa & L
[ capo2 € %
(= calgo 6 . . . . ; . ;
Ei CALIEDS 6 0.00000 ©.00025 ©.00050 0.00075 0.00100 L.o0Mzs ©.00150 mn

The data file (alkane_30m.gcd) for the index standards is opened.

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

58 Postrun Analysis (System Administiator) - [Data Analysis - alkane_30m.ged] @L_@'_g
il File Edit View Mocthod Layout Tools Window Help EEE
ioHE®| kBl (Ol 7 o o |5 = =
S E]| SE
m Erider: ﬂ@ 0O Chiomatogiam Yiew
Dals Analrsis | | ooy sbsohtions\Sargle - W Max Intanaity : 1,083,153
100000-4AR] : Time 5534 Inten.

E.". Filename b - rn %
e & AlcohalOL[STD .. 0 10 £ B 4 50 & 7o g0 g0 mn
S || &leohaldd2(STD ... 5 v e

u i lﬂ“‘ I el
= Alcohol003(5em... € AT Tme TE0 InEn 0 .
E;dkenajﬂm 15 1 DDDCon
|| fuditTrail oM pead
ﬂ Background [Tini
%] CALBOL € soono0-|
|| CALIBOZ [ i
[ cALB03 e %
| CALIBO4 6 ! : T T . T T : T T
5 0o 10 20 3 0 0 €0 70 o @ mn
] Deme_Data-00L 1
1) Deme Data-002 1 0 & Rasuts View - Peak TaHe 2O Melred View - Fezk Irtegiation sz
Manisal Peak o Demo,Data 03 1 S
Integration = Demo_[,\am-nm = PesicTable | Compound { Grouo | Calizration Cur\lcl btegration | |dertfica | Gueriiative I Compound “ alisa|
cmo_Liata-
L = Peaki?| Ret. 1n Area Height =
43 Demo_ Data-005 1 S T | wen = 3
] Demo_Data-006 1 1363 115332 102 g - 1l
;-'}-"‘;T-T D007, 2072 2309 72 o | M.
L - 2732 8452 71 Dt uVmin
v 3659 3262 6
[ 4003 5087 5] I.DBL min
7 6065 8560 57 ; 7
. ArearHeight oLt
Toml 369357 moig || At fourts o
Caeulated by: (5 A== Heigre |
[\ AD1-chi f | < T b (™= i
" [ Deto Areclyis |
LA

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.

lﬂ Demo_Data-001 1 B <> Results View - Peak Table B <> Method View - Compound Table &4 view [[# Edit
Manual Peak lﬂ Demo Data-002 1

Integration - Peak Table |Cumpound |Gmuu |Calibraﬁon Curve‘ ‘ Integration I Identification IQuant'rtatweL Compound U' s
|1sd Demo_Dsta-003 1 = =
lﬂ o Data-004 1 Peald? Ret. Time Area Height ID# | Ret. Tim(:| R ion Index Conc (1]
emebata 1302 3007156 10831 20 1300 100
s Demo Pata-005 1 1.383 119332 1023 27 1400 1001
;.H’nil—‘l. Pote 6 " 2072 8309 78 361 1500 1000
2732 8432 71 4.8 1600 1000
AD1Ch1) 3.659 8462 63 5 6.0¢) 1700 1000
Max Intensity : 1,083,153 4.803 5087 &1 [3 .00 [1] 100.

6.065 8560 52

Total 3169397 12182

[ [vAD1-chi £ | « [m " ] m "
[ﬁl Data Analysis I
NUM

3" Reference
Refer to "12.2.2 Display the [Retention Index] column in the Compound Table" P.315 if [Retention
Index] column is not displayed in the compound table.

@ note

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].

@ Demo_Data-001 1 B <> Results View - Peak Table M| <> Method Yiew - Compound Tahla@ Edi
Manual Peak
) -
Integration ﬂgemo_gata ggj 1 Peak Table | compound | Group | calibration curve | | Integration [ Identiication | Quantiative | Compound |« [»
de| Demo_Data-
) Demo Detm008 1 Peaki?| Ret. Time Area Height ID# | Ret. Time | Retention Index | Conc.(1]
) eme bt 1302 3007156 10831 2083 1300 100!
(i ] Deme Data-005 1 _ 1383 119332 1023 2747 1400 100,
AART L amae Poee (061 2072 2309 78 3678 1500 100,
. ‘< n 3
2732 8492 7 4824 1600 100,
ADT{ChT) 3659 8462 & ([= 5085 1700 100,
Wiax infensiy - 1,083,153 4803 9087 51| || 0.001 1] 100,
5.065 8560 52
Total 3169357 12182
o ﬂzl\ AD1-Ch1/ | « [ » < m v
™ ElE3E [ Data Aralyss
NUM

Postrun analysis is performed on the data.

6 Click the (Apply to Method) icon on the [Data Analysis] assistant bar.

Data Analysis
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Select the method file (alkane_30m.gcm) created in “12, 5. 6 Create a Compound Table for
Index Standards”, and click [Save].

G Save Method As ==

Savein: ||, Sample hd e |" * ‘
Ml Debeindiied | Tipe Size -
| Guideliata

|| AART 30m.gem

=
\I___I uditTrailOM.gcm
|| CALIE.gcm
L] qaQc.gem L
o :
Save 2s tpe: | GC Wthod Fils (o) ==

8 Select [Data Processing Parameters], and click [OK].

!e ec! l e!!ul 'arame!ers -- X

@ 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
QAJCC 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 Administiator) - [Data Analysis - Untitlec] [ B i
il Fite

Ew il 1

Edit View Method Layout Tools Window Help

wh|Ee Osld 2§ ]| |8

] =

= .
m Foider: [ O Chicatogiam view |
i LabSolutions\Sample = pre Ma tenstty ;0

= . T DmH_D‘ %

20 t.0dozs t.0dozo t.0do7s t.0d100 todizs t0d120 min

Filename

] AlcohollOL[5 1D ..
=] Alcohold02(5TD ...
(= &lcoholidsSam..,
|®| alkane_30m

%] AuditTrailOM

| Background

=] CALBOL

[®| CALIB0Z

=] CALBOS

|=| catEn

The data file (AART_30m.gcd) for the target compounds is opened.

Dsta Report
Wax nensmy 0
A Time D I -

m

o

[ T T T = T = B =\ )
|

8 1.00025 1.00050 0.00075 0.06100 1ot 100150 mn |

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

@ Postrun Analysis (System Administiator) - [Data Analysis - BART_30m.ged]
ELﬁJ File Edit View Method Layout Tools Window Help
IPHG «h|(BRO=d 7 o =|n | & |
1l = [ =11
m Erider: [ O Chicatogiam view |
P T — W Max Intanaity : 1,083,153 |
1OCEEET Time 3025 Inten. 1
1 Filename P - rﬂ | %
&) AART 20m 1 0 10 2o 3 10 £ &0 70 2o g0 mn
1
%] Alcohal0dL(STD .. §
—= > é uy Max intensty © 1,083 153
|| Alcohol002(5TD ... 3 3 A0 Time 45/0 Inten r CS
(| Alcohold03 5z, ﬁ g 1000006 ]
|®| alkane_30m 1I e
%] AuditTrail ON € T
1] Background 1L 500000
ﬁr; %) catBo € =
Wizard [ CALIBG2 & = %
3 CALIB03 8 : : : : : : : : :
E:‘ ) caLEns & 0.0 10 20 30 4o 0 €0 70 2.0 0.0 mn
i Deme_Data-00L 1 0 < Resuts View - Peak Table 2 Mettod View - Fesk Intearation Pz [T, Edt
Maniial Feak goemo_nata N Al s e |k oo HiEw LL
Imegration SR PesicTable | Compound | Grouo | Caliration Curve | Ftegrtion  |dertfisation | Guarttative | Compound [[+ [ |
dof Demo Dota-003 1 T =
» 5 Peald? . Time Area Height =
L brmo Dt 1302 07156 10831 [ Ywdt: z s= [
] Demao_ Data-005 1 1363 115332 102 -
1 2072 3309 | [ doe i HY
2732 8452 71 Dt 0 uVmin
3659 B4ED ] -
G 4803 027 6 [ I.DAL 10 i
7 f 065 256D 51 ) e
ri. Area/Height 00t Count:
Torl 3763397 g | H-Amatedt T *
Caeulated by: (5 A== Heigre |
D vapt-cnt /<l o e t
" [ Deto Areclyis |
B - ——————————— — MU

The mode changes to the edit mode.
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3 Click the [Retention Index] tab in [Method View].

Use E|I| if [Retention Index] tab is not displayed.

[5d Postrun Analysis (System Administiator) - [Data Analysis - AART_30m ged] EET
I Fle Edit View Method Layout Teols Window Heln [=]i=][*]
ioHE®| kBl (Ol 7 o =) |
S E]| SE
[ Wain | |sen [ 0 Chicratagian Yiew
Dala Analysis L sbSoutions\Garple WV Max Intanaity : 1,083,153
D0EOL- 1 ] ¥ T T “Time 371600 Inter 1
Filename sl nrn | g
&) AART 20m 0 10 2o B 40 =0 €n 70 20 g0 mn
=] Alconold0L [STD ... 5 e
(5 Alcohcld02(sTD . € i - Twe TEE Wen 5 .
[=| Alcoholdd3Sam,., 6 T

ﬂ alkane_30m Pt
%] AuditTrail ON —

1;_-1 Background 1! s
c -
Wizard & 5 %
[
L4 o 0.0 10 2o 20 10 B €0 7o 20 g0 Tmn
* t] Demo_Data-D0L 1 01 <> Rasuts View - Peak Table B ¢ | Methed View - Feak Irtearation Pz g igw @
Manual Peak l-q Deme Data002 1
Integration h‘;D S PaskTable | Compeurd | Growp | Caliration Curve | | Performance | Custom | QC Check || Retertion infee([ = |
HDCMO'D“ St i Peaki?| Fet. Time Area Height -
b Hote (e AHTI56 = Width: ] 520 |
] Demo_Data-005 1 1383 119032 1023 _—
3 3071 3309 = Slope. 200 I UNmin
2732 8452 71 Dift: L] uVmin
3659 2262 & e
[ 4803 G087 5] I.DBL 1000 min
7 5065 2560 51 ) e =
%
Tord TTEIT 378 M AreasHeight 1000 counts Mo
Cojrulatedby: @ Arma (D) Height |
o i (LD AD1-Chi [/ | < T H & i
L [FRE# a0 " [ Deto Areclyis |
U
4 Click [Load from Data File].
(54 Postrun Analysis (System Administrator) - [Data Analysis - AART_30mgcd] (o] 0
{mlFile Edit View Method Layout Tools Window Helo [=I=]x]
vEE ek (BER (Ol 2 o 5|
S E]| SE
Eolder: CA[ | | o chicnatogian view

Dlats Analrsis | || g sbsolutions\Somle

W Maxt Intanaity : 1,083,153
10060 AT e : ; Tive U538 It
Filename fark: " g

_ %) AART 20m 0o 10 20 a0 40 50 €0 7.0 8.0 2.0 mn
Dt Aepart

=] Alcohald0L[STD ... v o i

%] Alcohald02(STD .. " - Tme UEET W 0 .

| Alcoholi03(Sam.., 7 p—
E alkane_30m
%] AuditTrailon

500000

; d
3 1o 2 10 0 sy &0 o ) 00 mn
O 0 Method View - Ritention index Patameter: LaViaw @

Wizard

[

|| CALTEM

1] Dermi_Data-D0L
18] Deme_Data-002
449 Demc_Data-003
1 Demo_Data-004

Manual Peak
&

I an

iy | ticion | ot | Ganpound [ G | Peiomance | Gt | 0 Gresk ] Foerter oo |

Index Tanle of Srandards Load fom Data Fie.
] Deme_Diata-005

Y Bty i e Al | Name
4 [iahti ' 1
ADICH)
[

B o S S S = S S S

Ret Tme |  index |
0007 | 0]

oo B

" [ETE A " [l Do Arlysia
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5 Select the data file (alkane_30m.gcd) saved in "12.5.6 Create a Compound Table for
Index Standards”, and click [Open].

L{E COpen Data File QE
|
Logkm: |, Sample - @3 >m-
P Name. Date modified  Typs Sze -
= 1 GuideData
Recent Places 8] AART_20m
.‘ |%| AlcoholDIL{5TD for ID Takle)
-

% | Alcohol02(3TD for Calib Curve)
Desktop

U

Adrnin

|| AuditTrailON

=] caLenl
* | CALIBO2
: ] CALIRO3
[ it ~
OMPUTEr ] CaLBe
K« % QAQCSd0L
- %] Qaacsdng? -
Network —— -
File pame alkans_30m - Open
Flesciype: | GC Data s (ged) » | o= | ‘

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 Administiator) - [Data Analysis - BART_30m.ged]
EE&] File Edit View Method Layout Tools Window Help
IPHG «h|(BRO=d 7 o =||w |G| B i
S E]| SE
m Erider: [ O Chicatogiam view
Dals Analrsis | | ooy sbsohtions\Sargle - wy Max Intanaity : 1,083,153
100000-4AR] Time  5.230, Inten.

l.'" Filename P - rn | %
e &) AART 20m 1 0 10 Z0 30 40 50 eo 70 g0 g0 mn
Dt Aepart

&) Alcohol00L(STD ... §
u HaY Intansty 1,083 153
|| Alcohold02(STD ... EJ,_ Ff] Time 4523 Inten it
(=] Alcohold03(Sam.., 67 1000006 ]
|| alkane_30m 1 it
%] AuditTrail ON g m
.| Background 1L 500000
% caLBOL [ =
%) cALBo2 e %
3 CALIB03 8 : : : = : : : : : :
| caLEnd & 0.0 10 20 10 40 3 €0 70 8.0 9.0 mn
] D Data-D0L 1 = 0 bethod View - Retention index Paiameters S Vi z Egt
gDEmO_DZtE i : b (=00
SR | =tification | Quaritative ( Compound ||Grou [ Pef [ Custom | GC Check | Reterten ros

boof Demo Data-003 1 J —
4 Demo_Data-004 1 Inde Tahie of Srandards Load from Data Al
s Deme_ Data-005 1
oM Pl R e A Name Ret . Time Inden
A [ttt b CI3 2072 L]
ADHCH) - | < C4 2732 []
Waxintonsty : 108353 C1 S |

4 CE 4303 0

£l C17 665 ]

[ 0601 []

oo 0
7] Dot Arctysis
LI
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8 Right-click on the compound table, and click [Update Retention Index].

(54 Postrun Analysis (System Administrator) - [Data Analys's - AART_30m ged] (= ]
im File Edit View Method Layout Tools Window Helo EEE
oG Bl (Ol 7 o -lw |5 % e
==l 1=
[ Man | |Eoicen CA[ | | o chicnatogian view
Dala Analysis C:LabSolutions\Sample - 1.\.‘.-.«.,“\" Max Intanaity : 1,083,153
: q U Tie 1053 Inten.
Filename b on Eedo
] AART 20m 0 | — ) & 7o g0 g0 mn
5] Alcoheldo [STD ... v Cut e
[ Alcohald02(STD ... e Cory Tee UOE WER 3 .
1= Alcoholdd3(Sem. . LU LAHE
ﬂ alkzne_30m Copy Entire Table I}
% AuditTrailon Clear I
i) Background soecne-| Select 4]
| CALBL Aclel Rows 5
& calBoz = %
= Insert Rew
3 CALIB03 2 : 3 T T : T T
S [} 10 Delete Row B0 €0 70 20 o0 mn
ﬂ Demo_[ata-00L B0 hethod View - Co Sort by Retertion Time SdViaw m
l-n_-ﬂ Demo_[ata-002 '—W‘I— i View Mode TEC——— I [ I acc I Reients |
4] Deme_Data-003 f [7] Edt Mode =
W0 iR D Mame |~/ £ Conc.{1) Index |
i ci3 #7 Caneel Edit 3 100,000 0]
] Deme_Diata-005 Cid 7 00,000 [1
8 Piren Plate A0S 5 Table Style... . 00,097 T
T : 1
2 Lt C5 (| UpceteRetentiontncex )¢ 700,000 T
ADHChT) 2 5 Ci7 (= —— 1 100,000 [}

Retention indexes for each compound is calculated and displayed in the [Retention Index] column.

I3 Reference

Refer to "12.2.2 Display the [Retention Index] column in the Compound Table" P.315 if [Retention Index]

column is not displayed in the compound table.
Click (View Mode) in [Method View].

Click the (Save) button on the toolbar.

il File Edie View Method Layput Toolks Window Help

By §

[ Postrun Analysis (System Administrator) - [Data Analysis - AART_30macd] [ B i
[=[=]f]

= (E) ARSI P [==1 R Ce— R
= -

%
ag

The compound table are saved to the data file (AART_30m.gcd).

1 1 Click the ?l_ (Apply to Method) icon on the [Data Analys

Data Analysis

E.‘-
%

Diata Repoit

m Eoider: B Chromatogiam Wiew
il ANalsis | || oy shsgutions\Sample - Y Max Intensty - 1,083,153
AL T Tie 5230, Tz,
E_&- Filename | o %
o B 5 A&RT 30m 1.] | 0 10 2o 70 £0 50 €0 70 20 20 mn
ik 2o [

is] assistant bar.
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1 2 Select the method file (AART_30m.gcm), and click [Save].

(==

*® [

[ save Method As

-e
Type Size.

Savein: Sample

Narne Det= modified
Guidellata

[i, | AART m.gem J
LI Alcohaol.germ =
|| AuditTrailOM.gem
| | CALEE.gem
L GAQC.gem =
|| qaQc2.gem -

Save astype: | GO Method Hia {T.gom) =|

Flemame:  AART 30m

| Cancal |

1 3 Select [Data Processing Parameters], and click [OK].

Select Method Parameters 7 ==
(@) Current Settings () Acquisition Settings
fete o,
OK

Data Processing Parameters
- Peak Integration Parameters
- Identification Parameters
- Quantitative Parameters
- Compound Table
- Calibration Curve
- Column Performance Parameters
- Multi Chromatagram Table
- Purity Parameters
- Spectrum Parameters
- Library Search Parameters

|1 QA[QC Parameters
- QAlQC Parameters
[ System Suitability Settings

Cancel

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 "12.5.1 Measure Target
Compounds"” onto the [Data Analysis] window from the [Data Explorer] sub-window.

The data file (AART_30m.gcd) for target compounds is opened.

@ Fostrun Analysis (System Administratar) - [Data Analysis - Untitled]
Emlfile Edit View Method Layout Tools Window Help
2 R |
ERIER} ﬂ@@ 7
= — L1
Foider: [ 0 Chicmatagiam Yiew
Ci'\sbSalutions\Garple = Ma tenstty ;0
—_— oe Time  0.000 Inten. [
S g
e fi B 0.00000 0.0d025 0.00050 0.0d075 0.00100 000125 000150 mn
= =] Alcohald0L(STD ... €
— Wax nensmy 0
|E] Alcohcld02(5TD ... é;_ 10 Time 0000 Wi=n ,
1= Alcoholdd3(Sem. . tT'
%] alkane_30m 1 s
%] AuditTrailon & m
Lq Background 14 W]
%) caLBoL e ot =
%) cALBO2 € %
%) calBo & 0
- [ caLEns o 00000 1.00025 1.00050 0.00075 0.06100 1ot 100150 mn
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2 Click [ Edi] (Edit Mode) in [Method View].

@ Postrun Analysis (System Administiatar) - [Data Analysis - AART_30m.god]

I Fle Edit View Method Layout Teols Window Heln [=]i=][*]
ioHE®| kBl (Ol 7 o | » | & |
==l 1=
m Erider: [ O Chicatogiam view
Dala Analysis C:LabSolutions\Sample - Y Max Intanaity : 1,083,153
TOBEOIaDT = Tire 3005 Inten 1
Filename sl nrn | g
&) AART 20m 0 10 2o B 40 =0 €n 70 20 g0 mn
=] Alconold0L [STD ... 5 R LR
5] Alcahald2(STD .. i Tme IO WEn %] .
= -
(= &lcoholdd3Sam.., 67 T
| alkzne_30m |
%) AuditTrailon i
Lﬂ_—jBadcground 1 S000H0
A -
€
. 5
) AL o 0.0 10 2o 20 10 B €0 7o 20 g0 Tmn
1) Demo Data-001 1 0 & Rasuts View - Peak TaHe B Meﬂ'nd\-"'ew-Pa&InegramPam
el || = T
£ Veme e Peakff | Ret. Time Area Height =
] Dermo Deta-004 1 e T ToEE| | Wil o |
] Demo Data-005 1 _ 130 119332 0 g | Wi [
=] n;...... Rt ANE 2072 2309 &7 ope. | uomin
A it s 1782 [ kil it WNiimin
ADHCHT) v 3659 3262 6
Tox Intensty  1.083.453 E 200 087 6] I.DBL | min
7 6065 2560 51 . —
. AsarHeght court
Tod 3763397 T [ Hn-Aeated * (aw
Caeulated by: (5 A== Heigre |
o o [ \AD1 -chi / | < L H & '

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 Administiatar) - [Data Analysis - AART_30m.god]

R =
==l

[7H File Edit View Method Layout Tools Window Heln

[=1=]x]

@ |ElR o=l 2
olx

Dals Analysis

Manual Peak
riegraiio

Folder:

=i
2=

Ci'lLabSolutions\Sample

Filename p
[ AART 30m

=] AlcohalddL (STD ...
=] Alcohal002(STD ..
| alcoholoo3sam...
ﬂ alkane_30m

% AuditTrailon

1;_-1 Background

1] Dermi_Data-D0L
18] Deme_Data-002
449 Demc_Data-003
1 Demo_Data-004
] Deme_Diata-005

M Do Mas AR

4 [t
ADNEAT)

Nax Intensiy : 1 =<}
0.0 B

" [FRIET# AT

i[a1 || = | 5
O Chioratogian iew
Wy Max Intanaty - 1,083,153
1""“"1&\!]1 “ :| “Time  3.180, Inten. 11 g
i T T T T T T T T T T =
00 10 21 30 40 ) €0 70 20 20 min
v Max Intanaty * 1, 083 153
AT Tme 1 3 .
soono0-|
; d
3 1o 2 10 0 sy &0 o ) 00 mn
O <> Rasub: View - Peak Tabe o € | Method View - Feak Integration P2 55 viaw @
PaskTable | Compeurd | Growp | Caliration Curve | | Peformance | Custom | QC Check (| Rzterton )= ([ 1+ ]
Peald? Ret. Time Area Height o
(e AHTI56 = Width: ] 520 |
1.383 119332 1023 A | o
3071 3309 = Slope. 200 I LNmin
2732 8452 71 Dt L] uVAmin
3659 262 F L
[ 4803 G087 5] I.DBL 1000 min
7 6 065 2560 &1 ) ——— —
. Area/Height 1000 oLt
Toml 369357 moig || At e
Caeulated by: @ Aea () Heige |
a1 -chi / | < T H & i
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12.5 Set up a Method File Applicable to AART

4 Click [Load from Data File].

@ Postrun Analysis (System Administiator) - [Data Analysis - BART_30m.ged]
EE&] File Edit View Method Layout Tools Window Help
G k| ER |0 7 £[an7 =\ 0|5 || B §
S E]| SE
m Erider: [ O Chicatogiam view
Dals Analrsis | | ooy sbsohtions\Sargle - W Max Intanaity : 1,083,153
R = Time 0536 Intert
l.'" Filename P - rn | %
e &) AART 20m 1 0 10 Z0 30 40 =0 eo 70 20 g0 mn
Dt Aepart
&) Alcohol00L(STD ... §
u HaY Intansty * 1,083 153
|| Alcohol002(5TD ... EJ 4 FN] Time I -
(=] Alcohold03(Sam.., 67 1000006 ]
|| alkane_30m 1 it
%] AuditTrail ON g
.| Background 1L 500000
% caLBOL [ =
[ caLmO2 € %
3 CALIB03 8 : : : = : : : : : :
% Al & 0o 10 20 30 a0 50 6D ra 2.0 o0 mn
o] 3 Data-D0L 1 B 0 Wethod View - Retention index Paiameters 2l Wi z Egt
- gDEmO_DZtE i ] b (=00
SR | Hertiication | @ | Compound | Group | Per | Custom | GC Check | Rstertior ncex
boof Demo Data-003 1
) Demo_Deta-004 1 Index Tahie of Srandards Load from Data Fie.
s Deme_ Data-005 1
N P e o Al | Name [ Ret me | index |
4 (et 3 1 [ 0007 | [}
ADHCH) =
Wax intensty : 1,083,153
7] Dot Arctysis
MNLURA

Select the data file (alkane_30m.gcd) saved in "12.5.6 Create a Compound Table for
Index Standards”, and click [Open].

L{E COpen Data File QE
|
Logkm: |, Sample - @3 >m-
P Name. Date modified  Typs Sze -
= 1 GuideData
Recent Places 8] AART_20m
.‘ |%| AlcoholDIL{5TD for ID Takle)
% | Alcohol02(5TD for Calib Curve) =
Desktop 5 Mok ol Eamnlel ]
v (% AuditTrail O M
Sl || caLen
* %] CALIBO2
' %] caLTRO3
E it >
OMPUTEr ] CaLBe
[ || QAQCS00L
- %] Qaacsdng? -
Network —— -
File pame alkans_30m - Open
il of type: |G Data Ha ["ged) s e |

The compound names, retention times and indexes are set in the [Index Table of Standards] table.

@ note

The compound names set in the compound table for the index standards' measurement data are set
in the [Name] column and the identified retention times in the compound result table are set in the
[Ret. Time] column. The compounds not identified in the compound result table are not displayed in
the [Index Table of Standards].
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Edit [Index Table of Standard] as required.
All compounds needs retention indexes.

7 Click the [Compound] tab.

(G4 Postrun Analysis (System Administrator) - [Data Analysis - AART_30m ged] (o] 0

im File Edit View Method Layout Tools Window Help [-[=][]

LR 0= R e = T T— | R
AET]

=i
Eolders 65 || 0 Chicmatagiam Yiew

Dala Analysis C:LabSolutions\Sample - " Max Intanaity : 1,083,153
a il 1 i ; “Tire 5230 Inten.
f Filename b - rn | %
- 70 g0 g0 mn

&) AART 20m 0 10 Z0 B 40 =0 €n

%] Alcoheldnt [STD ... v et

(5 Alcohcld02(sTD . € By - Twe TED WE & .

= &lcoholii3Sam.., j" P,
1

ﬂ alkane_30m
%] AuditTrailon
1-!_-1 Background 1L s
| CALBOL [ =
=) caumoz 6 %
5 CalE ¢ - : : : ; . . : : :
| caLEnd & 0.0 10 20 30 4o 0] €0 70 2.0 oo mn
ﬂ Deme Data-00L 1 O 0 Wethod View - Retention index Paiameters LaViaw [m

1

1

1

1

1

Manual Peak
Imegration

18] Deme_Data-002 [ Btiiceton [ @ i [ Eoampmn, | G [ B [ Custar | QC Check | Retertion roex

449 Demc_Data-003

4] Derme Deta-004 Index Tabie of Srandards Load fiom Dat Fiks.

] Deme_Diata-005

1Y Plnieris N4 NNR = Name Ret Time Index
A [l L c13 2072

ADHCHT) - 2 C14 27
Wox intensty : 1,083,153 €13
Cle 4803
C17 665

R

lelinl &
23

7] Dot Arctysis

8 Click the (Wizard) icon on the [Data Analysis] assistant bar.

Data Analysis

E.‘-
%

Diata Repoit

=

9 Referring to "6.5.1 Compound Table Wizard", create the Compound Table for the target

compounds.

[Retention Index] displayed in [Compound Table Wizard 5/5] sub-window are calculated using the
retention index parameters and the retention times in the compound table.

@ note

Refer to [Data Acquisition & Processing Theory Guide] regarding the method for calculating the
retention indexes from the retention index parameters and retention times.
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12.5 Set up a Method File Applicable to AART

1 0 Proceed to [Compound Table Wizard 5/5] sub-window and click [Finish].

Compound Table Wizard 5/5 ﬂ
ollowing compound table is created.
heck the contents and modify it if necessary.
1D# Name Type Ret. Time Conc._(1) Ri ion Index
RT:1.302 Target 1.302 1.000 1183
p. RT:1.383 Target 1.383 1.000 1155
RT:2.072 Target 2072 1.000 1300
4 RT:2.732 Target 2732 1.000 1400
RT:3.663 Target 3.655 1.000 1500
6 RT:4.803 Target 4.803 1.000 1600
7 RT£.065 Target 6.065 1.000 1700
8 Target 0.001 1.000 0
[ < Back m Finish ]] [ Cancel ] [ Help

The compound table is created.

1 1 Click the (Save) button on the toolbar.

The compound table are saved to the data file (AART_30m.gcd).

@ Postrun Analysis (System Administrator) - [Data Analyzis - LART_30m.ged]
il File Edit View Method Layput Tools Window Help
{0(0) | w o |E Deslad 7 iAo e lm = g e i
Zix ixl i
m Folder: Q@ 1 Chronnatogiam Yiews ‘
AGCLLL T Time "~ 5230' “Inten.
l-". Filename o - rﬂ | %
- = i T T T T T T T T T
P Farh | AART 30m ]J | oo 10 20 0 40 50 E0 7 B0 a0 mn
Dt Fepon Sy ] |

1 2 Click the (Apply to Method) icon on the [Data Analysis] assistant bar.

Data Analysis

1 3 Select the method file (AART_30m.gcm), and click [Save].

G Save Method As ==

Saven: | Sample - G '?‘ E® V

Nume‘ Diet= medified Type Size.
L Guidellata

i AART 30m.gem

| Alcohol.gem =
|| BuditTrailOM.gem

| | CALEE.gem

L1 GAQC.gecm .
|| qaQc2.gem -

Flemame:  AART 30m - (s |

Saveasyps: | GO Method Fls (“gom) -] [ cancal |

| »
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1 4 Select [Data Processing Parameters], and click [OK].

Select Method Parameters
@ Current Settings () Acquisition Settings
Data Processing
Drata Processing Parameters

- Peak Integration Parameters -
- Identification Parameters
- Quartitative Parameters

- Compound Table

- Calibration Curve

- Column Performance Parameters

- Multi Chromatagram Table

- Purity Parameters

- Spectrum Parameters

- Library Search Parameters

[] iy Parameters
- QAJOC Parameters
[ System Suitability Settings

The compound table are saved to the method file (AART_30m.gcm).

12.6 Modify Times by AART

If the instrument environment changes (e.g., because of changes in the column information), the change of
the elution time makes it difficult to identify compounds. The AART corrects the retention times in a
compound table for the target compound's method file, which uses the retention times for index standards.

12.6.1 Measure Index Standards

Prepare the index standards used to calculate the retention indexes, and perform single run using method
files (alkane_30m.gcm) that were created in "12.5.4 Create a Method File for Index Standards".

(Example: Data file alkane_24m.gcd)

=" Reference
Refer to "3.4.1 Execute Single Run" P.52 for details on single run.
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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 "72.5.5 Measure Index
Standards” onto the [Data Analysis] window from the [Data Explorer] sub-window.

[ Postrun Analysis (System Administiator) - [Data Analysis - Untitlec]

File Edit View Method Layout Tools Window Help
NNCTCEr R o
lx

'O Chicmatogiam Yiew

Folder: !
Ci'LabSolutions\Sample 100
P ;
i

5] AART 30m 1 0.0d000
(%] Alcohald01(STD . €
& Alcohcl002(STD . €
;

Bl

1

Dals Analysis

e htenei o
Tnt=n. % |

t0d120 min

Filename

t.0dozs t.0dozo t.0do7s

Dsta Report

A0

Vax hrensty 0
T T «
B Ao aiinsitnn

sEEET
= akane_sum |
] AuditTrailOM 6
Mq Background 1
%] catBm -

6

E

25

o

= cat\nz
[ caLEnz

1.00050 0.00075 0.06100 1ot 100150

mn |

The data file (alkane_24m.gcd) for the index standards is opened.

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.god] lzl_ﬁlgg
H File Edit View Method Layout Tools Window Help [
PG sk |([ER(O=HE ¢ (@ =]|n |5 |
z 1l 21 1 i
m Erider: [ O Chicatogiam view
P T — W Max Intanaity : 1,083,153
L T Time  2.141 Int=m. |
l.". Filename b - rﬂ | %
e || AART 20m 1l 0 10 o 3 10 £ &0 70 2o g0 mn
Dt Aepart |
|| Alcohald0L(STD ... &
— v Max intensity - 1,083 153
5] Alcohaldd2(STD .. 4: — T TIE T <
%l} %nlcnholUDR[Sem... 51 —
Beptyta Method |_| a?kzne_)dm 1I —
%] alkane_30m 1 Il
] AuditTrailOM e 00000
ﬁ“; 43 Background 1 -
Wizard 56| CALIBCL 6 = %
=) CALIBQ2 8 : : - : : : : : :
E:‘ | caLEn & 0.0 10 20 30 4o 0 €0 70 2.0 0.0 mn |
(4] CALIBod B B €> Resub: View - Compound Table = ¢r MethodWiew - Compound Table [ga igw | [# Edt
Manual Peak 5
Hu - g | 1 oy s e |
Integration Mq'g‘m—ga: gg; 1 PeshiTable | Compoure ||5rap | Caliration Curve | | Fegration | Identfication | Guertiative lf-ompound il
emo_Data-| —
1._»,."‘ Dermo Deta 003 1 D Name Ret. Time Cone. 1our Type | Ret. Time | Conc.(
H ci3 2072 100.0 Taget 2023 100
4 Demo_Deta-004 1 - Ci4 2732 100.0 Tanget 2747 T
1 Ci5 3655 1004 Tamet 1678 1
53 4303 000 (|3 Target 1524 0
- 5 c17 6065 100.0 Tamet 5 08R o
] Fi | ' « m b

@ 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.ged] @Lﬁl—_ﬂ
im File Edit View Method Layout Tools Window Helo [-[=][]
ioE® |« 0 |ER (Osld 2 o z[» |5 % = i

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.

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

&
]

and

L

Manual Peak
o
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12.6 Modify Times by AART

2 Select the method file to correct the preset time for, and click [Save].
ﬁll NOTE

Times modified by AART are directly set in the method file selected here. To retain the original
method file, copy the method file using Windows Explorer or by some other method. In this example,
AART_30m.gcm is copied to create AART_24m.gcm.

[ Select Method File o]
Save Sampla - @Fzm
= Name. Date modif.. Type Size
& GuideData
RecensPlaces [ RART Simgem T
! || AART 30m.gem
|| Alcohel.gecm
Beskiop || alkanz 30m.gem
T || AuditTrailJN.gem
W | cALB.gem
Adrnin | |QAQC gem
|k_ || QAQC2.qem
) LIaac3.gem
Computer
L‘l
-
Metwork ;
File name: AART_2dm - _ Sawe
Save ae type: ;GC Msthad Hle.{'.gnlr\} -] [ Cancal |

3 Check the settings, and click [Next].
l// NOTE

If there are compounds whose retention indexes are 0 or that are not required to perform AART for
the method file, click to clear the [Proc.] columns for these compounds. Click [Next].

Identification results of index standards are displayed on the [Automatic Adjustment of Retention
Time [AART] 1/2] sub-window.

Automatic Adjustment of Retantion Time [ABRT] 1/2 Lo ]

[Thia wizard medifiee the retantion time i the compound table of the method fie by uargthe
idenified reault and retertion index
[F ther= ars unnecessery |Ds. please tum off the chechs.

i Idarified Fisswtts of Data Fie
’1- IDE | Prog]| Name [ Rel. Tme
£ ?_|C13 7072

1 Bl [Ci 273
ENR I | 2558

a_|w [ci6 4303

W |Ci7 | 313

<Bock [ Netz | [ Comd Felo
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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 Retantion Time [AART] 2/2 - (AART_24m aem) ===

The retertion tme in the compound 1able of the methad fils iz medified ike the foliowing table.

Compound Table Inf ion of Method Fle
D& HName RAct. Time{Beforc) | Ret. Time{After) | Act. Index
I 208 | 207 iE]
C14 247 273 1195
B | 2678 e 1300
4 C18 4824 4802 1400
I ST 686 | B0es 1504

<Back |f Fnmish | | Cmed | | Hep |

I3 Reference

Refer to [Data Acquisition & Processing Theory Guide] for details on the retention time calculation
method.

This completes the procedure for modifying the set times in the method file's compound table.

@ note

» Linear retention indices available for a ramped temperature measurement are used in the
Automatic Adjustment of Retention Time (AART). The accuracy of the adjusted time may be lower
under the measurement with a fixed temperature step or multi-ramped steps than a single ramped
one.

» The modified retention times obtained here are only reference values. Before using them in actual
measurement or analysis, confirm the set times with reference to "12.7 Confirm and Adjust Seting
Times".

340 Operators Guide



12.7 Confirm and Adjust Seting Times

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 "12.7.2 Confirm and Adjust Retention Times in the Compound Table".

(Example: Method file AART_24m.gcm, Data file AART_24m.gcd)

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

12.7.2 Confirm and Adjust Retention Times in the Compound Table

Perform identification processing for the target compounds using the compound table. The identified times
are reflected in the compound table of the method file for measuring target compounds.

Drag-and-drop the data file (AART_24m.gcd) measured in "712.7.1 Measure Target
Compounds"” onto the [Data Analysis] window from the [Data Explorer] sub-window.

L-E Postrun Analysis (System Administrator) - [Data Analysis - Untitlad] l = |E!§3!J

E{mfilc Edit View Method Layout Tools Window Help = ||| x|

= S E| o] =
Erider: EE O Chicatogiam view

Data Analssis | || ¢y shsdutions\sample = o Wax htenaity 0

Time Intzn ‘ %

" ! : :
0.0d000 t.0dozs t.0dozo t.0do7s t.0d100 todizs t0d120 min

Filename

|| AART 20m

%] Alcohald0L[STD ...
[E] Alcohol002(5TD ...

Dsta Report

Wax htensty 0

e Time intzn

mn

= Aok AR

Epptyto etnod [ EEEERE24m) )

|| alkane_30m

] AuditTrailOM 3

Lq Background
|| CALIBOL
=] CALBOZ
e %] cauecz

1

25

Lo T B L NP O T T
| 3

00000 1.00025 1.00050 0.00075 0.06100 nod2s 100150 mn

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.

[543 Postrun Analysis (System Administiator) - [Data Analysis - alkane_24m.ged] [ =[5 mbie]
E Fite Edit View M, ayout Tools Window Hel BEE
iml|File Edit View Method L Tools Window Hela [&][x]
iopE®| kBl (D=l 7 o | -
SME] 2=
m Erider: E@ 0O Chiomatogiam Yiew
Dala Analysis C:LabSolutions\Sample - Y Max Intanaity : 1,083,153
10DEOEETT T ; ; Tire 4441 Inten.

E.'. Filename nrn | g
e %] AART_30m 0 10 EN B 4 50 & 7o g0 g0 mn
S || &lcohalddL(STD ... 5 v aRia

5 Aleoheld2(STD ... By ; Tme TAE Wen B .
= &lcoholii3Sam.., P
mxkane_ldm 1L
E;a!kane_iﬂm -
,W| AuditTrail OM s00000+
lﬁ Background i
%) catBo %
5 o
| CALIEG2 T T T T T T T T T
[ caLEaz 00 1o 2 30 Y 50 €0 7o a0 o mn
E‘Q\uma [ <> Resut: View - Compound Table = ¢r MethodWiew - Compound Table [Q ‘?iaw [# Edt
Manual Peak —_—
Inegration Egim"-gi:-gg; [Pegatab(| Compere ||armm | Calbraion Curve | [{tsaraion | entfioaion | Guariiave|| Comeound | £1% |
cmo_Liata-
ﬂD:mU_Data-Dm [[vieg Name Ret. Time Conc. 1oer Typa [ Ret. Time | Conc._
3 ci3 2072 1000 Target 2083 100
1w Demo_Data-004 ci4 TR o 2 Tanet 2747 M
o P i e €15 3659 100.0 Target 1ETE o
A it 53 4303 000 (|3 Target 1524 0
ADHCHT) v c17 6065 100.0 Target 5 08R o
Wox intensty : 1,083,153
¥ < m 3
MU

4 Select the method file (AART_24m.gcm), and click [Save].

g Save Method A3 E
Sawein | Sample - @ ﬁ E® (-
Marne Date maodif.,  Type Size
. GuideData

mDemU_Methud
I Demo_QCTool_Methad
1D method

- l | Save

Save as type: | LC Method File [lem] v] [ Cancel l

File: name:
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5 Select [Data Processing Parameters], and click [OK].

Select Method Parameters @

@ Current Settings () Acquisition Settings

Data Processing

Data Processing Parameters
- Peak Integration Parameters -
- Identification Parameters
- Quantitative Parameters
- Compound Table
- Calibration Curve
- Column Performance Parameters
- Multi Chromatogram Table
- Purity Parameters
- Spectrum Parameters
- Library Search Parameters

E e T
- Q&QC Parameters
[ Systern Suitability Settings

The compound table are saved to the method file (AART_24m.gcm).
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1 3 I Appendices

This chapter describes how to locate operation details on the Help menu or in the online manuals.
Use this information in the event that you are having problems with software operation, and the basic
operations in software screens.

13.1 Operation Problems

This software provides the Help menu and online manuals. Use the Help menu and online manuals to
learn more about software operations or the terms displayed on screen.

This section describes how to use the Help menu and online manuals.

13.1.1 Help

Use the following procedures to open the Help menu.

Type of Operation Operation Procedures

[Help] Click [Help] on the sub-window.
The section Help for the current sub-window is displayed.

E (Help) Click E (Help) on the toolbar.

[Help] menu Click [Contents] on the [Help] menu.
[F1] key Press the [F1] key on your keyboard. To locate the details relating to the current
sub-window.
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B Keyword Search

If the term or parameter is unknown, enter a keyword to perform a search, and a list of topics that match
the keyword is displayed. This allows for review of Help topics that pertain to the terms and parameters.

1 Open Help.

2 Click the [Index] tab, and execute the search.

@ LabSalutions Help

[E=H o8 =)

e 2 &
Hide  Back Forward  Print

Search Introduction
Tupe in the kewward ta find:
UCaI\hlalion Curve ) Thank it wer mnch for biwine 1
J| || LabSolutions.
Before you use LahSolutions, he
ibra Giraph sure to thoroughly read this Help
Calibration Curve Information anhd the Instruction Manual, and
Calibration Curve View D follows the explanations of
Eal!brat\un Information BT 2
Calibration Table ensure correctuse ofthis
Chramatogram coftware
Chiomatogram Yiew . .
Cloze Reference Data File Thiz Help has heen prepared on
Compound the assumptions that users of
Compound T able Wizard LabSolutions have a certain
Confirmation of Moise D rift - degree of knowledde in how ta
= handle Windows.
[ Display ). It rnrdaine Inte af awnlaknatinmne 3
that uses names and terms T
< m ¥

1 Enterthe keyword to search for, and press the [Enter] key on your keyboard.
Topics matching the keyword are displayed in an alphabetical order.

2 Click the topic.

3 Click [Display].
The contents of the selected topic is displayed.

@ note

» The [Topic Found] sub-window opens if there are multiple matching keywords. Select the
desired keyword in the list in this sub-window, and click [Display].

Topics Found ==

Click a topic, then click Display.

Title Location i

[Calibration C o abSo el H
[Multi] Tab Page

[Sample Info.] Tab Page
[Single] Tab Page
Calibrati

LabSalutionsHelp
LabSolutionsHelp

Curve Grapl

» Use the [Search] tab in the Help window to search the entire text of the Help topic for the
keyword terms.
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13.1.2 Online Manuals

The “Operators Guide”, “System Users Guide”, “Data Acquisition & Processing Theory Guide” and “Getting
Start Guide“ online manuals are installed in PDF format when this software is installed.

This section describes how to display online manuals.

1 Click the | ﬁ icon in the [LabSolutions Main] window.

File: Miew Proceis  Window  Heip

&7

Instrumen: Type [ALL v]

w @ B @

rgument 1 Insbumeni 2 rsoument 2 Instumem 4
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2 Click the icon of the desired instruction manual.

This opens Adobe Acrobat® Reader® and the instruction manual.

1] 2]

=0 I ssing TheoryBifide pdf - Adobe Render

File Edit iew ‘Dotument Tools  |afndow  Help
EH*'E}ﬁﬁ*”””é@ﬁ mj%'-@ﬂﬁl’ind .]

Bookmarks

& El 1 Data Processing Parameters © ’ 1 H

B8] 2 oot 4 Peak Purity Algorithms
= B 3 Equatinns ]

] Ak FUA A

= %] 5 Fils Structurs Triz chapier describes the peak purty algorhme. Peak purity refer fo fhe index used o avaluate whather

= a chramatogram peak, abbsined by a photodisds amay detesior, contans mukiss sompanents.
Bl Index Thiz shapter sxplains:

“tha principles for peak purity analyses,
-paramater settng prosedures and actual applications,

-paramater pafmizstion and kmitstion tems {snos the applizabis rangs for puriy caleulation depands an
maasuremant samples/eordifions), and

“vabdatinn of the mathad paramatars. slawing mars accurats pusity caleulations

This chapter consis's of the falowing four sections m
[ - .1 Basic Princines of Fesk Furly Analyss” POT

+ ™2 Mathod Dovaiopment for Pazk Purity Arclycis” P64 ] e
43 Féd J

4,1 Basic Principles of Peak Purity Analysis

In purity arafpsis. the scfiwars calculates the "similarity’ Setween the spectrum on an objestive peak and
~efsrence spestum. The oeah purily i fien evalusted by comparing the similarty with o "breshold valus®
calcudated fiom noise compenents. To beer undersiand the puflly analyss algorithm. it (s frsl imponant to
understand the calouiabon methods for hese parameters.

4.1.1 Calculating the Similarity

This secticn deseribac tha equations used to caloulate the similardy - index of how twe spactra match.

To urderstand the smianty, fret considar spectra as ssis of sheorhances a1 sannng wawalengtns In thiz
2ate, absorbance spacka S1 and 52 ara expressed by the following vasiors:

S1={al {i1).a1 (A2} Al (knjp
52 ={82(}1).a2 (A2} A2 (0}
wnere @ (A1) sigrites the absornance a1 waveengh (L1)

No. Explanation
@ |Go directly to the desired page by clicking the hierarchically structured bookmarks (table of contents).
@ |Search for desired terms.

© |Go directly to a related page by clicking the references or the terms in blue.

@ note

The “Operators Guide” online manual can also be opened by clicking [Online Manual] on the
[Help] menu in the window.

« Adobe Reader® is required to open online manuals.

- Visit Adobe's website for details on Adobe Reader®.
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13.2 Common Screen Operations

The windows, assistant bars, toolbars and other graphical user interface elements in this software can be
customized.

13.2.1 Resize the View

Many of the windows such as [Data Acquisition] and [Data Analysis] are comprised of sections (views) that
are separated by dividers. Drag the dividers to resize the views to make on-screen operations more
efficient.

B Resize Icons

To resize a view, click B (Full Size) in each view. This changes the normal size display to its full size.

Alternatively, click & (Normal Size) to return the full size display to its normal size.

Normal size Full size

LCReady - (&) nstuument Paremeters View Homald [ Advarced T Dowricad

Sample Name
P Simple Settings | LC Time Prog, I Auto-purgel

Sample D
Data Comment LC Time Program Detector & =
Lc LC Stop Time: 0.0 min
' Wavelength Chl: 254
LC Running Time: 4.92 / B0.00 min Detector & Channel 1(254nm]: Omy _A v o Al tion & e "
pply to All acquisition kime )
. Mo tensty . 0 wavelength Ch2: | 259 nm
1000-joe|acmr A Channel 1:254nm(1 00y Tme 3625  Irten 0000 g Pump End Time: 60.00  min
2 @‘ Mode! | Isocratic Flow b
T T T T 1
0o 50 100 150 min Flow: 0000 mymn  [4Oven

() nstiument Parameters Wiew Homal ][ Advanced __71 Dowrinad q Part Temperature: 40 c

Simple Settings | LC Time Prog, [ Auto-purgs | @4 ©OB ©OC OD

L Time Program Detectar i

L Stop Time: 0.01 - e
op tme mn ‘Wavelenath Chl: 254 nm
b 3

@ note

[Results View] and [Method View] in the [Data Analysis] window 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 D ata Comment
| ) B Instrument Parameters View (bomai) (Advanced “ T Download
LC Running Time: 4.92 / B0.00 min Detector Channel 1(2540m]: Omy —
Simple Setti .
mmmv Max Intensity : O imple Settings | LC Time Prog, | Auto: purgel
‘jDElEcmr & Channel 1:254nm(1 () Tme 3825 Iten 0,000 %‘ L€ Time Program Detector A -
0 Sl ﬂ LCStopTime: 001 min
oo s o 180 s ’ wavelength chi: 254 mm
( ). Apply ta Al acquisition kime: wWavelength Che: 254 o
EREI T E ol | Advanced = 1 Dowrinad ’
L Fump End Time: 60.00  min
Simple Settings | LC Time Prog, [ Auto-purgs | Mode:  |Isocratic Flow -
LC Time Program Detector A i Flow: 0.000  mijmin Oven
LC Stop Time: 0.01 min wavelenath Chit 254 o & Part Temperature: 40 C -
« r ] r
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13.2.2 Customize Windows

This software allows a customized view layout for a specific operation to be saved.

For example, since the [Data Analysis] and [PDA Data Analysis] windows have many views, data can be
more easily analyzed by saving various layouts with unwanted views hidden.

This section describes the procedure for saving the [Data Analysis] window layouts.
H Save Layouts

1 Click [Save Layout] on the [Layout] menu.

@ Pastrun Analysis (Spstern Administratar) - [Data Analysis - Dermo_Data-0011cd] == ==

Il Fle Ecit View Method |Layout| Tools Windew Help [=[=][x]

g A= I ﬂﬁ Select Lavout., EDethlurA = () AL §-£
IIW!J

S E| —
[ Main_ | [Foicer D | | o cheoevatoam iss
Dalz Analrsis CiiLabisalubion=\Garpls - 5 sss‘J‘_Jm\/ Max Irtensiy ;16
i A Timz 7.732 Irien. -0.639
e e e -
l'_.". Filename b u T ' ' !
Dat II_ 'L y LqDemo_Data-Uﬂl 2 m s rtensiy : 16057
e dalnhazass g Time 5420 Flen. 2641 |
Mﬂ Diermo_Data-002 clector 4:2540m e g an. I h
] Derm_Data-003 10| L
] Derric_Mata-004 - %
1w Derno_Data-005 f d i
ﬂ Diermo_Data-004 2 oo 25 50 75 mmin
ﬂ Cemc_Data-00T 2 O W Fiesuts View - Peak Table
jDemo_Data-UUS 1 PagiTable | Compound | Greup | Calbration Curve |
g5 Deme fate-008 A0 Peakli| Ret Time Area Height Mark c
< e ’ i 2536 5] 13172
Mictacte 20011 = 1216 BE235 15404
Detactor A[CH -
,:;m[m# 3978 541H 11452
Manual Peak i [GE] 57964 [EEEE
Ireegratior oial 271343 53435
ol o o KD "\ Detector & - Ch1 [2584nm] /|| « in '

j Lk . | | ai -m DdaAnaIyais]

Zaue the current view [ayour.

LR

2 Enter the name of the layout, and click [OK].

Save Data Analysis Wiew Layout ==

Please enter the name of the layout vou want to save.
Please Select the Layout name you want ko overwrite,

[ Results| - J

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.

@ Pastrun Analysis (Spstern Bdministratar) - [0 ata Snalysis - Demo Data-00L1cd] | =] ]
gm]gilc Edit Wiew Method Lavout| Tools Window Help [=][=][x]
g TH R =G ﬂ‘ Sltast Lyt E Datsciar 4 - & B E S
=l Save Layout.,
m Folder: Results(L) Chiomatogiam Yiews
Dalz Analrsis CiiLabisalubion=\Garpls - 5 sss‘J‘_Jm\/ Max Irtensiy ;16
W I\ i Tims 7732 Iten. -0.639]
00000 A
!."_ Filename e u u u u u
['|:;,IF|:D.-“} i Deme Data-001 2 i tsx bensky 16,057
Jeka Aleport MqDemo_Datn-UM Al elector A.2540m ime 5. on. z -
1 Dermo_Data-003 104 -
?_"1 ] Derro_Mata-004 = . %
. e ] Derno_Nata-005
pply o Methad ) e Dt 005 2 oo 25 50 s min
] Dermg Data-00T 2 O <> Fiesuts View - Feak Table O <> Method Yiew - Pe[ 2d View | [# Edi
e - .
| ﬂgemo_gata ggg i PesiTable | Compound IGro\_p ICaIb 4| x| || Integration | Identification IQunntitc Al
Wizaid emea_llata- Peakti| Rel Time Area =
PI . a2 2 Charmsl: -chl—
QST 1 265 25T [Dstoctor - chyy
Detostcr4(Cr1 - e 22| E =
e rtensky - 16 057 15 o g o "
olal 27194
it u ur -
D \petectora d < [ E <= k
-m DdaAnaIyais]
Load wiews layout. MUIRA

2 Select the name of the layout, and click [Select].

Select Data Analysis View Layout

Cancel

The window is opened using the selected layout.

@ Pastrun Analysis (Spstern Bdministratar) - [0 ata Snalysis - Demo Data-00L1cd] | =] ]
Tl File Edit Wiew Method Lavour Tools Window Help [=][=][x]
‘H &< |BR|(OEd 7 ilowes =)0 5 %[0 e
SE]
Folder: Tl | | o Chiomatogiam e
i Timz  3.930 Irien. 2.706]
poomnp e zmeal | p
Filename b* u u u u u
N LqDemo_Data-Uﬂl 2 m s rtensiy : 16057
[eka Aeport Do, Data-002 Al elector A.2540m [ERER on. E -
o] Dermio_Data-003 104 -
at| Derno_Mata-004 = - %
o e ﬂ']DemoJJata-DDi
pply o Methad Doemo nste0s 3 oo 25 50 s min
&']Demo_Datz-UUI I O <> Fiesuts View - Feak Table
e -
| h—qDemo_Data e 1 PagiTable | Compound | Greup | Calbration Curve |
Wizand = E‘"""“—E?f’_’ E?i 3- Peakli| Ret Time Atea Height Mark o
[ 3 1 2636 F4R03 13172
Detocher A(CH1) - 1216 BE235 15404
Tay Mensty 16 057 3926 44 11462
4619 87864 13392
olal 271943 G3435
1| v [\Detector A - Ch [254nm] / |‘ [ L] L

l m Data dnalysiz J

LR
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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 Analysis (Instrument 1-System Adrministratar) - [Data Acquisition - Untitled]
Eﬂ‘ File Edit View Method Instrument Acquisition Data Ioolsi Window Help EE‘E‘

% D2 «£& % é 2 System Configuration Audit Trail Settings...
= s Event Settings...
i8R Ha® B io@Ee

1=l 1l Data Registration Settings... Elst
fokier & Instiy Check Raw Dats... r = w LC W
Acquisition pr— -z Options... =
El-" Filenarne Wa Customization ] Toolhar Customization Setfinos... ‘l
o [Elpema Method 274 T 0.0t ieiectar & “%”
Instrument =T, o L Stop Time: 3 min Wavelength Chi: 2% — T e

3 Click the [Assistant Bar] tab, select the icon to delete, and then click [OK].

| Customization Setings ﬁ
Bepiication Windon| | Asstant G
Windows: Hid= lcoms:
Data Acquistion
Bakch Acquisition
Report Generskor
Bakch Editar
Method Edtor
Caltration Curve
[(ad = |
<< Remowvs| o
— Hepoit
Farmat
Inkiize. g
“— Catbration Cure
Batzh Edior
(S | == =

7 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].

[“:ﬁ Realtime Snalysis nstrument 1-System Administrator) - [Data Acquisition - Untitled] (o= =
TV File Edit Wiew Method Instrument Acquisition Dsta | Tool| Window Help _[=][=

Systern Configuration Audit Trail Settings...

8 | <k |[HR|[O=:HE
HRM &Gk oDEs

Event Settings...

SE zlxl zl=l
Folder: 3 Instiu Check Baw Data... = 1 Dowrinad LC Ready
. : L
CiiLabSolutionsiSample - Mg A Options... = F
imple 3
Fil ¥ Custorization [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].
'5 Realtirne &nalyss dnArument 1-Sestern Administratar] - [Data Acquizition - Untitled] = |[E]ER
i File Edit Wiew Method Instrument Acquisition Data Tools Window Help = |[Ef] =
AW | wa BER OEHBLdE ? 163 © @ a0
EE SE| K
Folder: N Custarni 4 = LC
ar u mlze‘ :_.L T Feady
CLaiutondlfargle | [Topka Conmvants ) &J F
Filename M | Catenoies: o
o Dermo_Method 244 U petl.
(L2l Lo disilinn )
| Demo_CToal.. 271 - m \tom] ¥al S| Un|
4] PDA, rethad 244 nm Mod |z [ lzo
H Flaw | 0.0} 0.0 mL
Syslem Check P min
_ﬂ. Fresa 00| [HP
o Crven| 0.0} 40 |C |
as Tem [00[€5[C |
Aequiskion Sedect a [-ategary, ther chick o butiar] to see its dezcriotion. Drag the buthory Waw| 0 25| nm
LJj T "] o anetofbs
Bt Dreserif]ion
Open &) e dala il
Resitre Betch A Mani 0] [ul
¥
ok n
e )
C: 54.35E Free MURA

1 Select [Data Acq uiition] at [Categories].

2 Drag-and-drop ¢ (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.

@ Postrun Analysis (System Administrator) - [Data Analysis - Demo_Data-002.lcd] =@ =s
E|ﬂ]£ile Edit View Method Layout Tools Window Help EE‘E‘
el RPN 3 o[= 1| (=T e— | L
=l Il
Falder: B Chromatogram View
Data Analysis C:\LabSalutions\Sample - S Max Intensity © 31,010
: Cetector A 254nm] A _A ﬂ J’\ Time Inten. |
: Filenarme e e T T T T T T T T T 1 %
. @Eackgmund 1 an 10 20 30 40 50 60 7o 80 an min
Data Report = CALRIL d
= my Max Intensity : 31,010
| CALIBN2 g Eletor £ o5anm Time _5.036_Inten. 2253
= & calt3 6 0] Undo Zoorn
ey to Method [T IS AR L Reda Zaom
] Derno_Data-001 2~ 20 Initialize Zoorm
|1 Dema_Data-002 2 F—
o) Derna_Data-003 2 i ceeel
@DemD_Data-UM 2 o Aurto-scale to Selected Peak
@Demn_Data—ﬂﬂS 2 Peak Pasition Li
TN | o i 2 = i Ry eak Position Line
@DemD_Data-UUT 2 B <> Results View - Peak Table 1 Canfirmation of Noise/Drift... il
K Display Settings...
[s]Demo_Data-018 1 Peak Table | compaund | Group | Calibration Curve SEpIaY Sengs
ﬁDemoiData-UUQ ! Peakil Ret. Time Area Height E‘D Manwal Integration Bar
o] -
Demo Datz-010 1 1 2,636 148440 261 Register Selected Peak to Compound Table...
|u] Derno_Data-011 1 2 207 166387 a0z i
B LI S E] 3827 106008 22t Lopy
=T C 4 4620 LS 26t =——
Detectar A(Ch1) - Total 538149 106C Ph SOpErdes..
Mo Intensity © 31,010 Print Graph 3
T.DEL: a min
Min. Area/Height: | 1000 counts HMoise
Calrulated by: @ area Height |
4 - < [ +
o - il {4 [ r|\Detector & - Chl = v
Lk . = 3 .‘li{l m DataAnaIysisI
Copy the zoomed chromatogram to the clipboard, MUK

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 'Wiew Image Colors Help
([ a EEEEEEED CEEEEE
&< [ o o
+0l  —— " " DalsflaNameDemo_Data-0dZled
# QY et AEadm Sample NamESTD ;
L % Sample ID:2 |
val ¥ ‘
. sm] |
E '
2 :
] |
o
T T T T LI T T T T
00 10 Z0 2.0 4.0 a0 L T 3.0 £.0 mif,
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B 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).

@ Postrun Analysis (System Administrator) - [Data Analysis - Demo_Data-002.lcd] [F=0E=R| <2
Em Eile Edit Wiew Method Layout Tools Window Help =[] %
laB o EDs [DaE » (w053 0 |
SE 1zl
Frlder: B Chromatogram Yiew
Data Analysis | |[c;iLabSolutionsiSample = i M Intensity : 31,010
32 B888 = aartor 2 054nm A\ _A ‘ﬂk j\ Time 4845 Infen 2.183] @
Filenome e 0.0008 T T T T T T T T T 1 E‘
@Background 1] on 10 20 3n 40 ) B0 o ) a0 min
|| CALIBOL 6 .
my Max Irtensity : 31,010
|%| CALIEDZ fi etector &:254nm Time 5036 Inten 2253 .
|| CALIBO3 6 30
= caLeng 6 @
|1 Derna_Data-001 2™ 20 W
i Demo_Data-002 7
o) Demo_Data-003 2 7 -
| Demo_Data-004 2 q %‘
=]
1] Demo_Data-005 2 o o ; T T . T T T
@Demu_Data-UUﬁ 2 oo 1.0 20 30 4.0 a0 0] 7o g0 80 min
|1 Derna_Data-007 2 B 11 Results View - Peak Table
Manual Peak y
Integration lﬂ Dermo Data-008 1 Peak Table |Compound | Group | Calibration Curve‘
o] -
] erno_Data-008 1 Peakli| Ret. Tme | Aca | Height | Maik Conc. Unit
lﬂDemn_Data—DlD 1 7 = T ———— T N 2000 | ma/L
i Deme_Data-011 1 Z ([ Copy [ 2,000 | ma/L
L ONA P fae 3 3 To 2.000 | gL
Py Entire 1able g
4 [am | + 1 2000 | mg/L
Detector A(Chl] - Total Register Selected Peak to Compound Table 8000
Max Intensity . 31,010 Sow Total
Tahle Style...
L+ [ r | Detector A - Ch1 [254nm) / |41 I v

Data Analysis
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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13.3 Common File Operations

H Drag-and-Drop Onto a Report with the [Shift] Key Held Down

The following table describes the action when a file is dragged-and-dropped from the [Data Explorer] sub-
window onto a report item with the [Shift] key held down.

File Name Drop Destination Item Action
Method file [System Configuration] The system configuration information in the method file is
displayed.
[Method] The instrument parameters and data processing parameters
in the method file are displayed.
[Calibration Curve] The calibration curve information in the method file is
displayed.
Data file All places where data files ltems are displayed individually. The chromatogram of the
can be loaded standard sample and the chromatograms of unknown

samples can be displayed in a single report by dropping data
files onto each item.

@ note

» Multiple data files can be dragged-and-dropped onto
the [Summary (Concentration)], [Summary
(Compound)], and [Summary (Data)] items.

» Data files cannot be loaded in the [Line], [Arrow],
[Rectangle], [Ellipse], [Picture], [UV Spectrum], and
[UV Library] items.

Batch file [Batch Table] The table and batch table information are displayed.
@ note
Batch files saved in text format cannot be loaded.
Library file [UV Library] The spectrum information in the library file is displayed.
System check result [System Check] Displays the results of the system check.
file
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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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