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Introduction

Read this Instruction Manual thoroughly before using the product.

Thank you for purchasing Shimadzu analytical instrument workstation “GCMSsolution” (hereafter referred to as “the
software” or “GCMSsolution”).

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

Keep this manual for future reference.

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.

For information about how to use the GCMS-TQ NX series gas chromatograph mass spectrometer, its operating
precautions, and so on, refer to the Instruction Manual for each instrument.

Important

« If the user or installation location changes, ensure that this Instruction Manual is transferred 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 for product installation, adjustment, or
reinstallation (after the product is moved).

© 2018 Shimadzu Corporation All rights reserved.
Original version is approved in English.

GCMSsolution Instruction Manual i




/.

Notice

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

the vendor.

» Any errors or omissions which may have occurred in this manual despite the utmost care taken in its production will
be corrected as soon as possible, although not necessarily immediately after detection.
« All rights are reserved, including those to reproduce this manual or parts thereof in any form without permission in

writing from Shimadzu Corporation.

» Microsoft, Windows, and Excel are registered trademarks of Microsoft Corporation in the United States and/or other

countries.

Adobe, Adobe logo and Adobe Acrobat, Adobe Acrobat Reader, Acrobat Distiller are trademarks or registered
trademarks of Adobe Systems Incorporated in the United States and/or other countries.
Other company names and product names mentioned in this manual are trademarks or registered trademarks of

their respective companies.

The TM and ® symbols are omitted in this manual.

« Microsoft® Windows® 7 Operating System is referred to as “Windows 7”.
Microsoft® Windows® 10 Operating System is referred to as “Windows 10”.

« Microsoft® Offfice Excel® 2016 is referred to as “Excel”.
* GCMS-TQ and GCMSsolution are registered trademarks of Shimadzu Corporation in the United States and Europe

(Office for Harmonization in the Internal Market).

* Replacement parts for this product will be available for a period of seven (7) years after the product is discontinued.
Thereafter, such parts may cease to be available. Note, however, that the availability of parts not manufactured by
Shimadzu shall be determined by the relevant manufacturers.
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Indications Used in This Manual

This instruction manual uses the notation described below.

Notation Meaning
A CAUTION Indicates a potentially hazardous situation which, if not avoided, may result in minor to moderate
injury or equipment damage.
[{// NOTE Indicates additional information that is provided to ensure the proper use of this product.
I<3" Reference Indicates the location of related information.

Indicates information provided to improve product performance.

Indicates items displayed on the screen, such as buttons, menu selections, settings, windows, and
icons. Example: Click [OK].
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Product Warranty

Shimadzu Corporation provides the following warranty for this product.

Details
1. Period: Please contact your Shimadzu representative for information about the period of this
warranty.
2. Description: If a product/part failure occurs for reasons attributable to Shimadzu during the warranty

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

3. Limitation of Liability 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.

4. Exceptions: 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 temperature or humidity
levels, corrosive gasses, 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-ROMs are considered consumable
items.

* If there is a document such as a warranty provided with the product, or there is a separate contact agreed upon that includes warranty
conditions, the provisions of those documents shall apply.
The warranty period for products with special specifications or for system products is specified separately.
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Software License Agreement

PLEASE READ THIS AGREEMENT CAREFULLY BEFORE USING THE SOFTWARE.

SHIMADZU Corporation ("SMZ") is willing to license the SMZ software provided herein, together with accompanying
documentation (collectively "SOFTWARE") to you only upon the condition that you accept all of the terms and
condition contained in this License Agreement. By using the SOFTWARE, you agree to be bound by the terms of this
Agreement. If you do not agree to all these terms of this Agreement, promptly return the unused SOFTWARE to the
party (either SMZ or its reseller) from whom you acquired it to receive a refund of the amount you paid.

1. License:

2. Limitation of Use:

3. Title and Ownership:

4. Upgrades:

5. Limited Warranty:

6. Limitation of Liability:

SMZ grants you a non-exclusive and nontransferable license to use the SOFTWARE
subject to the following terms and conditions.

Except as specifically authorized by SMZ, you may NOT:

1) Use the SOFTWARE, or permit the SOFTWARE to be used, on more than one computer at
any one time.

2) Copy the SOFTWARE except one (1) archival copy of the SOFTWARE.

3) Modify, reverse engineer, decompile, disassemble, or create derivative works based upon
the SOFTWARE.

4) Transfer, rent, lease or grant any rights in the SOFTWARE in any form to anyone else.

This license is not for sale and it may not be assigned or sublicensed to anyone else. Title
and all associated intellectual property rights to the SOFTWARE shall remain in SMZ and/
or its licensor.

You are entitled to receive all official software upgrades for the SOFTWARE that SMZ will
release as deemed necessary by SMZ. An upgrade means certain supplemental program
modules and/or information for bug fixing and/or updates to the defects and/or failures of
the SOFTWARE that are acknowledged or confirmed by SMZ. An upgrade excludes
hardware, network, consulting services, third party products, operation and general
computer system maintenance. All supplemental program module for upgrades and
enhancements furnished to you shall be deemed to be part of the SOFTWARE and
subject to the terms and conditions set forth in this Agreement.

SMZ warrants that for a period of one (1) year from the date of purchase, as evidenced by
a copy of the receipt, the media on which SOFTWARE is furnished will be free of defects
in materials and workmanship under normal use.

Except for the foregoing, SOFTWARE is provided AS IS. Your exclusive remedy and the
entire liability of SMZ and its suppliers under this limited warranty will be, at SMZ's option,
repair, replacement, or refund of the Software if reported (or, upon request, returned) to
the party supplying the SOFTWARE to you. In no event does SMZ warrant that the
Software is error free or that you will be able to operate the SOFTWARE without problems
or interruptions.

EXCEPT AS SPECIFIED IN THIS WARRANTY, ALL EXPRESS OR IMPLIED
CONDITIONS, REPRESENTATIONS, AND WARRANTIES INCLUDING, WITHOUT
LIMITATION, ANY IMPLIED WARRANTY OF MERCHANTABILITY, FITNESS FOR A
PARTICULAR PURPOSE, NONINFRINGEMENT, ARISING FROM A xvi Introduction
COURSE OF DEALING, USAGE, OR TRADE PRACTICE, ARE HEREBY EXCLUDED
TO THE EXTENT ALLOWED BY APPLICABLE LAW.

IN NO EVENT WILL SMZ 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 SOFTWARE,
EVEN IF SMZ HAS BEEN ADVISED OF THE POSSIBILITY OF SUCH DAMAGE. IN NO
EVENT WILL SMZ'S LIABILITY TO YOU, WHETHER IN CONTRACT, TORT
(INCLUDING NEGLIGENCE), OR OTHERWISE, EXCEED THE AMOUNT YOU PAID
FOR SOFTWARE.
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7. Termination: This License is effective until terminated. You may terminate this License at any time by
destroying all copies of SOFTWARE including any documentation. This License will
terminate immediately without notice from SMZ if you fail to comply with any provision of
this License. Upon termination, you must destroy all copies of SOFTWARE.

8. General: 1) This Agreement is the entire agreement. If any provision of this agreement is held invalid,

the remainder of this agreement shall continue in full force and effect.

2) This Agreement shall be construed and governed in accordance with the laws of Japan,
excluding its conflict of law rules.

3) The exclusive jurisdiction for any disputes arising out of or in connection with this
Agreement shall be Kyoto District Court of Japan.

4) The invalidity or unenforceability of any provision of this Agreement shall not affect the
validity or enforceability of any other provision.
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1.16.1

I Description

The GCMSsolution software for gas chromatograph mass spectrometers runs on Windows.

This software controls the GCMS-TQ NX series and peripherals such as the autosampler and acquires
data. It also analyzes acquired data and prints out analysis results.

1.1

Features

This software has many functions for acquiring and analyzing data by using the GCMS-TQ NX series gas
chromatograph mass spectrometer. The following introduces the main features of this software.

1. Automatic Adjustment of Retention Time Function (AART)

Even if the retention time of a compound has fluctuated, the software automatically corrects for this simply
by performing data acquisition on the reference sample (n-alkane).

2. Automatic Scan/SIM Parameter Creation Function (COAST)

With the COAST function, method files for MRM, simultaneous scan/MRM measurements and product ion
scan can be created automatically from the Compound Table.

3. Compound Identification Support Function

This function helps identify compounds quickly and accurately by displaying chromatograms from multiple
sets of data, such as data from samples with standard substances added, on the same window for easy
comparison.

4. Quantitation Browser with Multianalyte Quantitation Function

This browser allows easily loading large quantities of analytical results and performing quantitative
calculations for all the data simultaneously or adjusting or confirming chromatograms for identified
components. It also allows printing area values, concentration values, and other quantitation results, which
can improve the efficiency of quality control processes.

5. Similarity Search Function Based on Retention Indices

In addition to searches based on mass spectra similarity, searches can be further refined based on
retention indices. This ensures components can be identified even among compounds with similar mass
spectra.

6. Highly Flexible Report Customization

Chromatograms, spectra, quantitation results, or a variety of other report items can be freely laid out in any
location or size. This allows creating a report format that is tailored to what you want.

7. GLP/GMP Support

The software is fully equipped with security, audit trail, hardware/software verification and QA/QC functions
for GLP/GMP compliance.

8 Ecology Mode

Implementation of the ecology mode means that power and carrier gas consumption can be reduced when
the instrument is standing by for data acquisition.
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I 1 Description

1.2 Common Operations

This software comprises the following programs:

Program Name Contents

[GCMS Realtime Analysis] | Performs instrument start/stop, system configuration and data acquisition.
program

[GCMS Analysis Editor] Creates and edits method files or batch files during data acquisition.
program

[GCMS Postrun Analysis] Performs data processing such as qualitative processing, quantitative
program processing, and printing of reports.

[GCMS Browser] program Performs data processing on multiple data, such as qualitative processing,
quantitative processing, and printing of reports.

1.2.1 Starting Up the Program

1 Double-click a GCMSsolution program icon %ﬁ% (e.g. (GCMS Real Time Analysis)) on
the desktop.

The [Login] window opens.

2 Select the user ID from the [User ID] list, and enter the password.

Login
P ] ;
SIS
BN TN
User D: -
Paszword:
[{l/ NOTE

When logging in for the first time, select [Admin] in the [User ID] list and leave [Password] blank.

Click [OK].
[GCMS Real Time Analysis] program starts up.
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1.2 Common Operations

1.2.2 Explanation of Window Parts

P 7
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Wi ble Edt View Method Instrument Acquistion Data lools Window Help b e
L& wl SP1Q OO HEIERIal<P] 2 W |- Sl S e LU 2 M O) o

R T ————————————————— al
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File Name. Modified Date  * 0.5 =
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EICEMV TargetCom... 1/10/201810:32 Viscosty Comp. Time: 02 sec m‘ms,c
CEZ7V TargetCom.. 1/10/201810:33 5
g@uv}::;c:: Plunger Speedilriection) @Hgh O Mdde ©Low byrerrm
CEI3_TargetCom Syings Insertion Speed @tHgh O low EamEa
CE36V_TargetCom riecton Mode (g Lvac  HVac
CE39V_TargetCom. lorization Mode
CE42V TargetCom. 1/10/201810:32
- CEUSU TarnctCom 4 ADSMRINAU T
‘Snapsh : Analyzed —
et e Fl7r
Sample Type
&) g‘%‘g N‘;: MS Consumables
Sample ID BEED
Desciption
@
) 10 §C0
5] RS i Acqustion |
e ———————
E Message | ‘SubMessage | Dae |  Tme | Code User Name- | Application Name | Insirumen ~
L4 21\ Message fLogFile « in, B
No. Name Explanation
© |Title Bar Displays information such as name of the currently running

program, window name, currently loaded file name, and logged
in user name.

(Close) button Clicking this button exits the program.

Menu Bar Displays the menus that are enabled for the currently used
window and the rights of the currently logged in user.

Tool Bar Displays the icons of frequently used menu items and the icons
for operating analytical instruments.

® © 0O

Window Different windows such as [Acquisition] and [Batch Table] are
displayed in this frame of the program. The currently displayed
window is switched by clicking icons on the assistant bar or
tabs displayed under each window.

®

Output window Displays an operation history of data acquisition and error
messages that occur.

[~

Data Explorer Displays files in the currently selected folder according to the
type of file selected by the tabs underneath. The content of files
is displayed by dragging-and-dropping the file in the [Data
Explorer] sub-window onto the window.

© |Assistant Bar Icons corresponding to commands are arranged according to
the general order of operations. Normally, click an icon on this
bar to select a respective operation.
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I 1 Description

1.2.3 How to Use Data Explorer

GCMSsolution displays a list of files stored to specified projects (folders) in the [Data Explorer] sub-

Wi

ndow.

Files displayed in the [Data Explorer] sub-window can be moved or copied to other folders, or deleted.
Tabs are also provided for each file type so that files of the type according to the clicked tab can be
extracted and displayed.

@ note

When the [Data Explorer] sub-window is not displayed, click [Data Explorer] on the [View] menu.

Data Explorer - Data

!

Project in

| & @

CAGCMSsoluliontSample

O o

File Name
[JAART 24m.qgd
18ART_30m.qgd
flalkane_2am.qgd
Halkane_30m.qgd
fIDEMO_SC.QGD
fIDEMO_SILQGD
fDEMO_s12.Q6D

unknown_00.
T] pest_unknown_00.
fscan_03sec.qgd
fscan_pest.QGD

o

Modified Date
1/29/2010 432 PM
1/29/2010 433 PM
1/29/2010 434 PM
L/20/2000 435 P
1/29/2010 435 PM
1/29/2010 4:36 PM
1/29/2010 4:36 PM

12/27/2011 10:10 A _e
12/22/2011 6:16 PM
12/22/2011 6:16 PM
12/22/2011 6:16 PM
1/29/2010 438 PM
12/22/2011 6:05 PM
1/29/2010 433 PM
L/20/2000 430 Pt

| »

Analized by : Admin
Bralzed: 7/2/2001
S Type -Standerd
el et aomonl
Sample Name 570, G0,
mple ID

szcnphun ‘a
‘ ‘|I|
& [0 6 57 —0O
No. Name Explanation
(1) E] Creates a new project at the same level of the folder hierarchy
(Create New Project) button  |as the currently referenced project (folder).

Files can be also copied from the current project when creating
new projects.

(2) Changes the currently referenced project.

(=)
(Select Project) button

© |Projectin Displays the path of the currently referenced project.
The paths of up to ten recently referenced projects are stored in
the combo box list. The reference project displayed in Data
Explorer can be selected and changed from this list.

@O |(File View) Displays a list of files contained in the currently referenced
project.
Double-clicking a file in this list starts up the specific program
related to that file to load the file.
Files can be loaded by dragging-and-dropping onto specific
windows.

© |(Preview) Previews the TIC of a file selected in the file view.
(f’/ NOTE

When the preview is not displayed, select [Data Preview]
on the menu displayed by right-clicking the file view.

@ |(File Type Tab) Extracts and displays files of the same type as the selected tab

from the files contained in the currently referenced project.
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1.2 Common Operations

1.2.4 Opening Help

Display and refer to Help when you are not sure of software operations or the terms displayed in a window.

Help Click [Help] in the sub-window.
The Help for the currently open sub-window is displayed.

? (Help) Click ? (Help) on the toolbar.
[GCMSsolution Help] opens. 1
[Help] menu Click [Contents] on the [Help] menu. [GCMSsolution Help]
opens.
[F1] key Press the [F1] key on your keyboard.

The Help for the currently open sub-window is displayed.

Keyword Search

1 Open Help.

2 Click the [Index] tab.

52 GCMS Help Window (=BT
cs Q0 & & I
Hide  Back Stop  Home  Frnt  Options
Comert [ nder Jesrch Introduction

Type in the keyword to find:

|\ Congratulations on your purchase ofthe
Shimadzu Gas Chromatagraphy Mass

Spectrameter

When using the instrument, please read
bsolute Sllowable Width - the Instruction Manual carefully.
Absolute tolerance This Help material was written with the
Acceptble Fange for Sypstem Check assumption that the reader has same
Acquisition Mode knowledge of MS-Windows. For
ﬁ;gﬂﬂ infarmation on the names and terminology

er N . "

ndded amount associated with M5-Windows, please refer
Additional flow to the M8-Windows user documentation
& dditional heater If you are using ME-Windows for the first
Adjustment time, please read the ME5-Windows user
Al documentation prior ta reading this Help
A4 corversion material
AABMDI) Corveersion
Allowable Fange of lon Ratios =

Display

@ note

Keywords can be searched from the entire text of the Help file on the [Index] tab page.
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I 1 Description

3 Select the keyword in [Title] in the sub-window, and click [Display].

[ BCMS Help Window [E=R[EER =)
e 2 Q9 W 8 o

Hide Back Fomwaid  Stop Home  Print Options

Conterts| Indes | Search FASST (Fast Automated
Type in the keyward ta find: SCANSIM Type) =
FASST]

GCMSsolution version 2.5 makes it
possible to perform measurement by

no switching the Sean and the SIM modes in
Ei‘:w Controller the sarme group. This measurement
Focus bar method Is named FASST (Fast Automated
Focus pin buttan I Seanf3IM Type) :

Fragment table = Setthe same start and end time far

GC Methad adjacent rows in the SIM table dhe table in
GC Program the [MS] tab in the [Data Acquisition]

Group window), the two rows will be alternately
E;ga;ﬁgﬁuns Table measured for each eventtime.

Height In this case, the first row is called Event 1,
1D number ahd the second row is called Event 2.
|dentification Parameters Far-lefttable rows display the group

Index Search 2 nurnbers. I two events are setin the sarne

aroup, the group number is displayed only
Display onthe Event 1 row. The group number and
thn cunnt s frr nn s va e
| Lol " ] v

The content of the selected topic is displayed.

@ note

When there are multiple matching keywords in multiple topics, the [Topic Found] sub-window opens.
Select the matching keyword in the list of titles in this sub-window, and click the [Display] button.

1.2.5 Using Online Manuals

When this software is installed, this Instruction Manual, System User's Guide and other online manuals are
also installed in PDF format.

1 Double-click the desired instruction manual in the Manual folder in the folder where this
software is installed.
Adobe Acrobat Reader starts up and the instruction manual opens.

0 2]

- s ResderoC e
File Edit View Window |ielp
Home Tools 5CMS-TQNXSeries... x
BEA(OO© «/x M JOO =2x- R B@AT © 2
N — <
n &8
@ R mtroduction

B imporont 3 ll Data Acquisition

R Notice

R Indications Used in This Manual

[ Product Warranty ‘This chapter describes how to use the dat: it \d perform a
single run.

[ Software License Agreement

> [ 1 Description

3.1 Flow of Data Acquisition

> [] 2Before Starting Data Acquisition

S — 1. Create amethod.
> [ BamAoauEton I Setthe operating conditons for the GC, MS, autosampler, and other unit. f a method fl s already ﬂ
> [ 4 Continuous Data Acquisition M created, check its content.

) = : -
> [ 5 Postrun Analysis S{{: “3.3 Setting Data Acquisition Methods". 9
2.Reg

> [ 6Quant Browser g —
Register the sample name, sample ID, data fle name, and other information.

> [ 7 Data Comparison

> [ 8Reports
3. Inject sample and perform data
> [ AMaintenance

/. and start data

acquisiion
> [ B Before PDF Output See "3.4.2 Preparatons” and "3 4.3 Staring Single Run”

4. Complete acquisition
> [ Cexporting Files Acquired data is saved and data acquisiton is complete.

> [ D Specifications S Reference
R Index For details on data processing from here on, see Chapters °5 Postrun Analysis”and °8 Reports™
Operati

jons
See "4 Continuous Data Acquisiton"

3.2 [Acquisition] Window

No. Explanation

@ |You can jump to the desired page by clicking the hierarchically structured bookmarks (table of
contents).
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1.2 Common Operations

No Explanation
@ |You can search for terms that you want to look up.
3]

You can jump to the page of the related item by clicking the references or the terms in blue.

1.2.6 File Formats

This software handles files in the following formats. 1
File type Icon Extension File contents
Data file [—] .qad In addition to the raw data acquired (e.g., chromatograms and spectra),
E the following information is saved.

» Calculation results such as area values and concentrations

» Status information such as the oven temperature and error status at the
time data is acquired

+ Contents of method files used in analysis (including configuration settings
used for analysis)

» Contents of report format file (when reports are output)

+ Contents of batch files (when batch processing is performed)

» Contents of tuning file used in analysis

Method file —] .qgm Analysis conditions, peak integration parameters, compound tables, etc.
EE are saved.

Because the configuration settings are saved when the method is edited,
the configuration settings are checked when the method file is loaded to
ensure that they agree with the current settings. Created calibration curves
are also saved in the method file.

@ note

If a method file created in GCMSsolution Ver. 2 is opened in
GCMSsolution Ver. 4, SIM events are loaded as Q3SIM events and
scan events are loaded as Q3 scan events.

.qgr The report format information used to output a report, such as layout
information and detailed settings, is saved.

Once a report format file has been created, it can be used repeatedly to
output reports of the same format.

.qgb Batch tables used to perform automatic sequential processing are saved.
The same files can be used in both the [GCMS Real Time Analysis]
program and the [GCMS Postrun Analysis] program.

.qgt The conditions used to perform instrument adjustment (tuning) and the
tuning results are saved.

@ noTe

Tuning files created in GCMSsolution Ver. 2 cannot be opened in
GCMSsolution Ver. 4 or used for data acquisition.

lib *1 These files are used to register the compound information and spectral
data used to perform similarity searches.

The libraries consist of public libraries (e.g., NIST and Wiley) and private
libraries.

Browsing file | None .qgq 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.

Layout file None Ayt These files store information such as data file names and display layouts
loaded in [Data Browser].

Report format
file

Batch file

Tuning file

Library file

E S0

*1 The library is actually composed of multiple files. The constitutive files are somewhat different for
commercial and private libraries. When copying library files, ensure that all associated files are copied.
Commercial library: .lib, .c2s, .fom, .nam, .ncy, .spc, .str
Private library: .lib, .com, .flg, .fom, .nam, .spc, .add

3" Reference
For details, refer to the instruction manual for the library.

GCMSsolution Instruction Manual 7



I 1 Description

1.3 Operation Flow Chart

This section describes a simple operation procedure in GCMSsolution in the form of a flow chart.

Start up GC/MS system I Refer to the GCMS-TQ NX series
» Switch the power ON Instruction Manual.
» Specify maintenance and configuration settings, etc.
» Start up vacuum system
» Check for vacuum leaks

Execute autotuning =5 P24

Tuning

Qualitative Analysis

7 Create a method file

» Set instrument parameters. =5 P31

7 Data Acquisition

+ Single run 5P 46
» ontinuous data acquisition 5 P55

3 Analyze data

 Qualitative processing I=-P82
«  Similarity search P94
< .
4 Print report
"—" «  Print graph image. P97
Report +  Print data reports. P 123
v
Shut down instrument = P51

» Reduce consumed carrier gas and CID gas.
» Lower column oven temperature.

Stop instrument L= Refer to the GCMS-TQ NX series

Instruction Manual.
« Stop vacuum system.

*  Turn power OFF.
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1.3 Operation Flow Chart

v

Quantitative Analysis

1 Create method file

» Set instrument parameters. 5 P31
» Single run using a standard sample P46

7 Create the Compound Table

Create the Compound Table using standard sample data
» Create the Compound Table for the MRM/SIM acquisition mode.

Copy from spreadsheet format file to create a table. I=-P108
» Create the Compound Table for the scan acquisition mode.

Create the Compound Table using the Compound Table Wizard. £ P.99

Huantitative

3 Continuous data acquisition

Perform continuous data acquisition on standard samples and unknown samples of each
concentration for calibration curves using the method file used for creating the Compound Table.
+ Create the Batch Table. IS P55
» Start continuous data acquisition. I P60

4 Quantitation Browser 4 Data analysis

Caibration » Check/correct calibration curves. » Check/correct calibration curves.
- P136 5P 111
* Quantitative calculation of multiple * Quantitative calculation of unknown
unknown concentration samples concentration samples.
P 135 ZrP115
5 Reports 1 5 Reports
F.w.pﬁr * Print graph image. I=-P137 » Print data reports.

[P 123

GCMSsolution Instruction Manual 9



I 1 Description

This page is intentionally left blank.

10 GCMSsolution Instruction Manual



I Before Starting Data
Acquisition

2,

This chapter describes preparations for using the instrument before actually starting data acquisition.

2.1 System Configuration

Register the instrument configuration of the GC to be used for data acquisition together with the
autosampler, injection unit, column, detector, and other units. Registered details are saved to a system
configuration file unique to each system, and need not be set each time that GCMSsolution is started up.
The system configuration file must be set again when the column has been replaced or the instrument
configuration has been changed.

2.1.1 Opening the [System Configuration] Sub-Window

1

Start up the [GCMS Real Time Analysis] program, and click the
Configuration) icon on the [Real Time] assistant bar.

(System

The [System Configuration] sub-window opens.

(1) (2]
System Configur|tion @
Available Modules Madules Used for Analysi
= \> Instrument1 = \> Instrumentl
o] BC2030 o] Ge-2030
= j Autosampler @ = I_Q_) Analytical Lineft1 9
3 01020 s AOC-200
> ADC20s l[i: 2 e (4)
> ADC-20dM) -3 Column
»  AOC2045) Lms
F —T Injection Units et Additional Heater
€73 Column :7 1 .. a”i\ eddfitirunsl Flous
o QDatectnrs Properties... I 6
- 7] Others
AuditTrail... LQL-J]{ Cancel J'I Prrint J' Help ]
0 o0 (6]
No. Name Explanation
@ |Available Modules Available instruments are registered. The model name of
autosamplers, injection units, detectors, additional heaters, and
additional flows are displayed by clicking *' on the left.
@ |Modules Used for Analysis Displays registered instrument configurations for each system.
(3) Moves the instrument selected in the [Available Modules] list to
the [Modules Used for Analysis] list, and adds the instrument
ﬂ as the instrument to be used for data acquisition.
(4) Moves the instrument selected in the [Modules Used for
Analysis] list to the [Available Modules] list, and deletes the
ﬁ instrument from the instrument to be used for data acquisition.
© |Properties A detailed setting sub-window of the instrument selected at
[Modules Used for Analysis] opens.

GCMSsolution Instruction Manual

11



I 2 Before Starting Data Acquisition

No. Name Explanation

@ |Print Prints the information of the set instrument configuration and its
detailed settings.

@ |Set Applies the information of the set instrument configuration and
its detailed settings, and closes the [System Configuration] sub-
window.

O |Audit Trail Clicking this button opens the [Audit Trail] sub-window. The

[Audit Trail] sub-window displays the audit trail results until the
[Set] button was previously clicked.

To enable the audit trail of the system configuration, click [Audit
Trail Settings For Config File] on the [Tools] menu in the
[GCMS Real Time Analysis] program, and select [Input reason
when saving Config] in the sub-window that is displayed.

@ note

Once a history is set to be left behind, this setting cannot
be canceled.

2.1.2 Checking GC Communication Settings

1 Double-click [Instrument 1] at [Modules Used for Analysis].

System Configuration
Available Modules Modules Used for Analysis
iy
B Instument1 E! Ql»w I

+[gl] BC-2030 e
1T Autosampler = [Q_, Analytical Linedt1

-T Injection Units : L AOC200

€73 Column & - seu
1 [ Detectors i €19 Column
b | Others f e Ms

- Additional Heater

L {2k Addiional Flow

AuditTrail... i Set ][ Cancel l[ Frint H Help l

The [Instrument] sub-window opens.
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2.1 System Configuration

2 Check the PC-GC communication settings.

When [USB] is selected, enter the serial number of GC in [Serial Number].
When [Ethernet] is selected, enter the IP address of GC in [IP Address].
(The figure below shows the setting example for USB.)

=" Reference
See "A.3.2 Connect the PC to the GC Unit".

[ Instrument @1
Instrument M ane Instrument]
Instrument Type : [ GCMS-TO Series - ]
Communication : LSE -
GC Type: [6c-2030 -
GC Communication : UsE -
Serial Mo : 1234567230
Descriphion :
F] ¥ )
[ QK ] [ Cancel ] [ Help ]

2.1.3 Registering Instruments

1 Select the instruments to be used for data acquisition at [Available Modules], and click

=

System Configuration @
fvailable Modules Modules Used for Analysis
E\> Instrument1 E|\> Instument]
1o Be-20m [ Jelolien
=10, Analytical Line#t1
- A0C-20i
=T 5P
- Ly Uetectors e Q MS
- | Others i Additional Heater
) Additional Flow
Pioperties.
AuditTrail... [ Set ] [ Cancel ] I Prrint ] [ Help ]

The instruments are registered to [Modules Used for Analysis].
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I 2 Before Starting Data Acquisition

Double-click the instrument whose settings are to be changed at [Modules Used for

Analysis].
System Configuration
Available Modules Modules Used for Analysis
=] @ Instrument] =] @ Instrument]

-1dl] GC2m0
10y, Analytical Linettl
DL AOC200

-T Injection Units

-] G203
{1 Autasanmpler

- 3 Colunn i R
: | Others B L) Ma

ety fcdditional Heater

el Additianal Flow

il | [ get | [ cancel | [ Pint | [ Hen |

The sub-window for setting the details of the instrument opens.

3 Set each parameter, and click [OK].
Almost all parameters can be used at their default settings.

[Column] Tab Page
Register several types of columns, and select which one is to be used. Register the information of the
column to be used, and be sure to select that column.

Column ==
Column
Please input the column information on the [Registered Columns] table, and click the [Select] bution.
Selected Column
Name : DB-5ms
Serial # - Thickness 025 um
Length : 30 m Diameter 025 mm
Max. Usable Temp. : 325 T Installation Date : 1041372016
Begistered Columns
Column Name Serial # Thickness (um) | Length (m)| Diameter (mi
1
2 | Rix-SWS 0.25 30 0.
< T | 3
[Tacect | | add | [ Dekete |
Description :
-
Il 3
oc ) (o] [ | [
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[MS] Tab Page

2.1 System Configuration

Make sure that the type of MS detector ion source to be used is set correctly.
When using an MS/MS acquisition mode, such as MRM, Product lon Scan, Precursor lon Scan, or

Neutral Loss Scan, select the [Use CID Gas] checkbox.

When changing the CID gas operating pressure, set the pressure in the [CID Gas (Initial value of tuning)]

field.

When using the instrument as a single GCMS without using an MS/MS acquisition mode, deselect the

[Use CID Gas] checkbox. See "2.1.4 Changing CID Gas Settings".

To automatically judge auto-tuning results, select [Check Auto Tuning Result].

I Reference
See "2.1.5 Setting Criteria for Auto-Tuning Result Judgment".

@ note

This setting is available only when the ion source of the MS detector is EI.

Detectors (]
MS
Name : IE]
Detector Type : Ms
Serial # 021505500222AE ROM Version : 114
Mode - Dual Stage TMP (TG8050) Manufactured YearMonth :  2017-11
Unit ID
Uss CID Gas CID Gas (Initial value of tuning) : 200 KkPa
Interfacs
Heat Fort DET1 Max Temp.: 250 C
lon Source Reagert Gas
[ng El - ] None
Temperature 200 c None
[£] Perform QCI
Check Auto Tuning Resutt
Vacuum Unit
Turbo Molecular Pumpl: 200 Pirani Gauge{Lower Vacuum) Present
Turbe Molecular Pump2: 200 lon Gauge(Higher Vacuum) : Present
Fotary Pump 2
Jet Separstor: () Present @ None Vacuum Units :
DI Type : MNone [ Test Valuss of System Gheok/Auta Tuning ]
[ ok ][ Cacd |[ hHeb |

When the CID gas operating pressure or CID gas use/non-use setting has been changed, be sure to

execute auto-tuning before performing data acquisition.

3" Reference
See "2.3.1 Executing Auto-Tuning".

Repeat steps 2 and 3 to set other instruments.

When registration is over, click [Set] to close the [System Configuration] sub-window.
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I 2 Before Starting Data Acquisition

2.1.4 Changing CID Gas Settings

When setting whether or not to use CID gas in data acquisition, follow the procedure below.
When CID gas is set not to be used, data acquisition can be performed in the Q3 scan or Q3 SIM
acquisition mode with the instrument as a single GCMS.

In the [System Configuration] sub-window, set so that CID gas is not used.

¥
(System Configuration) icon

1 Start up the [GCMS Real Time Analysis] program, and click the
on the [Real Time] assistant bar.

The [System Configuration] sub-window opens.
7 Double-click [MS] at [Modules Used for Analysis].

System Configuration E
Available Modules Modules Used for Analysis
=) ‘@ Instrument] = ‘@ Instrument]
1o Gc20:0 1o GC2030
17 Autosampler ]_C)_. Analytical Line#f1

-j Inisction Urits

€3 Column J 5P

Q Detectors “a Calirn

s Ariional Heater
= L)k Additionsl Flow
LuditTrail... l Set ] [ Cancel ] [ Fiint ] [ Help ]

3 When not using CID gas, deselect the [Use CID Gas] checkbox.

Detectars =

Ms

Name : Ms

Detector Type Ms

Serial # 021505500222 ROM Version 114

Model Dual Stage TMP (TQ8050) Manufactured Year-Month 201711

Unit 1D

[ iise i Gas: 1D s [Iitial value of tuning] KPa

Interface

Heat Port DET1 Max Temp. 350 T

lon Source Reagent Gas

Type El - Portl : None e
Temperaturs - 200 < Poit2 : Nonz -

[ Perform QCI

Check Auto Tuning Resutt

Vacuum Unit

Tubo Molecular Pump: 200 Firani Gauge{Lower Vacuum) Present
Turbo Molecular Pump2: 200 lon Gauge{Higher Vacuum) Present

Jet Separator : (7 Presert @) None Vacuum Units
Dl Typs : None [ Test Valuss of System Gheck/futo Tuning... ]

[ ok ][ Cocel ][ Hep |

4 Click [OK] to close the [System Configuration] sub-window.
CID gas control is turned OFF, and CID gas no longer flows.
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2.1 System Configuration

2 Create a new tuning file, and execute auto-tuning.

@ note

When the CID gas operating pressure or CID gas use/non-use setting has been changed, be sure to
execute auto-tuning before performing data acquisition.

=" Reference
See "2.3.1 Executing Auto-Tuning".

3 Start data acquisition.

Specify the tuning file obtained by performing auto-tuning by the new CID gas setting, and execute
data acquisition.

@ note

When CID gas is set not to be used, the following message is sometimes displayed when preparing
for data acquisition by single run or when continuous data acquisition is started.

+ When data acquisition is started using a method file set with events other than Q3 scan or Q3 SIM
scan to MS parameters

GCMS Real Time Analysis @

[0c26] [Use CID Gas] in the systern configuration is set to off, Set the
l L acquisition mode in M3 parameters to either [Q3 Scan] or [3 SIM].

o [ e

* When data acquisition is started using a tuning file that has not been tuned after use/non-use of
CID gas has been changed in the system configuration

GCMS Real Time Analysis @

[131k] This Tuning File has ne tuning results in current system
' % configuration. You should run the Auto Tuning.
CHGCMSsolution’ System’ Tunel 4 20110926.qgt

ok [ Hep

33" Reference

Clicking [Help] in the error sub-window displays the error message Help. Remove the cause of the
error by referring to causes and remedies.
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I 2 Before Starting Data Acquisition

2.1.5 Setting Criteria for Auto-Tuning Result Judgment

When the ion source of the MS detector is El, auto-tuning results can be judged automatically. Configure
the settings using the procedure below.

1

The [System Configuration] sub-window opens.

2

*
Start up the [GCMS Real Time Analysis] program, and click the (System
Configuration) icon on the [Real Time] assistant bar.

Double-click [MS] at [Modules Used for Analysis].

System Configuration

Available Modules

Modules Used for Analysis

=)

B @ Instrument] =] @ Instrument]
-l sanan -l seana
~HA1 Autosampler = [_C)_. Analytical Linett1
1 Injgction Units b g ADC-200
L€ 3 Column =] spu
1| Detestors €73 Colum
b ] Others L Qm
et Sadditional Heater
- @ Additional Flow
AuditTrail.. ‘ I Set I l Cancel ] [ FErint ” Help ]

3 To automatically judge auto-tuning results, select [Check Auto Tuning Result].

=)

Detectors
Ms

Name : ms|

Detector Type : MS

Serial #: 0215055002228 ROM Version 114

Model Dual Stage TMP (TQB050) Manufactured Year-Month :  2017-11

Unit 1D

Use CID Gas CID Gas (Intial value of tuning) : 200 kFPa

Interface

Heat Port DET1 Max Temp. : 350 T

lon Source Reagent Gas

Type El - Fartl | Mome: -|
Temperature : 200 P Portz : | None -|

[ Perform QCI

Check Auto Turing Result

Vacuum Urnit

Turbo Molecular Pump1 200 Pirani Gauge(Lower Vacuum) : Present
Turbo Malecular Pump2: 2pp lon Gauge{Higher Vacuum) : Present

Jet Separator: () Present @ None Vacuum Units
DI Type : Nane [ Test values of System Gheok/Auto Tuning.._|

[ ok [ cows [ e |
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2.1 System Configuration

1.1.6.2
Click [Test Values of System Check/Auto Tuning] and open the [Auto Tuning] tab page.

Set the criteria for judging auto-tuning results.

Test Value @
System Check | Auto Tuning

FWHM Tuning  + 01| uwithin Maximum Mass Shift:  + 0.1 L within
conditior

Relative Intensity Ratio 2

Detector Gain 2 kVandless g pigh m/z (502) % and more

Vacuum Leak(Intensity 2

Ratio of 69/28) and more

Loy ficp
No. Name Explanation Default
©Q [FWHM Specifies the upper limit of the shift of the FWHM of spectrum 0.1
peaks at m/z 69, 219, and 502 from the set value.
@ |Detector Gain Specifies the upper limit of the detector voltage set by auto-tuning. (2
@ notEe
Although the detector voltage on the actual instrument is a
negative value, the software handles the parameter as a
positive value.
© |Vacuum Leak Specifies the lower limit of the intensity ratio between m/z 69 2
(Intensity Ratio of | (PFTBA) and m/z 28 (Nitrogen).
69/28) %
0 NOTE
« The reference value of the criteria differs depending on
the pretreatment unit. Set the criteria in accordance with
the pretreatment unit by following the values below.
* Pyrolyzer, OPTIC-4: intensity ratio 1
+ Other pretreatment units: intensity ratio 2
*  When using the advanced flow technology system (such
as detector splitting system or backflush), the intensity
for m/z 28 may be larger than when using the standard
system. Therefore, it is not recommended to select
[Vacuum Leak (Intensity Ratio of 69/28)] for check.
O |Maximum Mass |Specifies the upper limit of the mass axis shift. 0.1
Shift
© |Relative Intensity |Specifies the lower limit of the relative intensity for m/z 69 in the 2
Ratio for High high mass range (m/z 502).
m/z (502)

Click [OK] to close the [System Configuration] sub-window.

Refer to "2.3 Executing Auto-Tuning" to execute auto-tuning.
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I 2 Before Starting Data Acquisition

2.2 Executing a System Check

The system check judges whether or not there are problems in the instrument status. It is recommended
that a system check is executed before the series of data acquisition operations are begun.

2.2.1 Opening the [System Check] Sub-Window

1 Start up the [GCMS Real Time Analysis] program, and click [System Check] on the
[Instrument] menu.

‘Iiﬂ GCMS Real Time Analysis (Sdmin) - [Acquisition - SIM.qgrm, Untitled,
] i File  Edit Wiew Method [Tnstrument | Acquisition Data  Taol
Deld S @aﬂ Systern Configuration...

1= [BaeErpierers Varuum Control

] Project in: [ D miCheck ] J
The [System Check] sub-window opens.
SystemCheck Tuning File | CABCMSSOLUTIOMYSYSTEMYTUNE |3 _20111125.q4t
Check
Last Run Dats 12772001 (7] Marbenante — J 2]
&C Check Stop
MS Check. Clase
Run AutaTuning 43 Meeded View Result... _e
[] Run guto-tuning [ [W . e
[7] Renart Out ]
Help
n Elapsed [lime: 00sec
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2.2 Executing a System Check

No.

Name

Explanation

Check

Select the items to be checked. The operation time/number of
uses of consumables and instrument status are checked.

Maintenance

Checks the operation time/number of uses of GC and MS
consumables and maintenance parts.

If the result of the check is "Fail," replace the consumables and
reset operation status.

GC Check

Checks the status of the GC system.

Fail:

If repair or adjustment is required, contact your local Shimadzu
representative.

Replace any parts that need replacing.

@ note

GC system check criteria can be set by clicking [Rough
Standard for Exchange] in each of the instrument property
sub-windows of the [System Configuration] sub-window.
These values are merely for reference and are not
manufacturers' guaranteed values.

MS Check

Checks setting values relating to MS data acquisition precision.
Fail:

If repair or adjustment is required, contact your local Shimadzu
representative.

Replace any parts that need replacing or perform auto-tuning if
required.

@ note

MS system check criteria can be set by clicking [Test Value
of System Check] in each of the instrument property sub-
windows of the [System Configuration] sub-window.
These values are merely for reference and are not
manufacturers' guaranteed values.

Run

Executes the system check.

o0

View Result

Displays the check results in the [System Check Result] sub-
window.

Advanced

Sets GC and MS detailed check items.

@ note

This item can be set only when a user with [Modify system
check settings] rights is logged in.

Some items can be executed only when El is selected as
the ion source. Also, some items can be executed only
when the MS has finished starting up. Items that cannot be
executed are grayed out.

Run Auto Tuning As Needed /
Run Auto-tuning

When [Run Auto Tuning As Needed] is selected, auto-tuning is
executed when one of the [Signal Intensity Ratio], [Maximum
Mass Shift] and [FWHM] MS check items is judged as "Fail."
When [Run Auto-tuning] is selected, auto-tuning is executed
regardless of the system check results.

@ note |

+ Auto-tuning conditions can be set by clicking the Sifs

-

(Auto Tuning Condition) icon on the [Tuning] assistant
bar in the [Tuning] window. Execution of auto-tuning
using defaults is recommended.

* When auto-tuning is executed, previously made
calibration curves sometimes can no longer be used.

Report Out

Automatically prints a result report after the system check is
executed.
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I 2 Before Starting Data Acquisition

No. Name Explanation
@ |(Progress bar) Indicates the progress of the system check.

2.2.2 Executing a System Check

1 Set the system check items, and click [Run].

SystermCheck Tuning File | CASCMSSOLUTIOMY SYSTEMYTUNED,_20111125.qgt
Check.

Last Fun Dale 12772011 [¥] Mairtenance =
Stop

G Check
Fun AutaTuning As Heeded
Rur duta-tuni

e

| Elapsed Time: O0sec

The system check is started. During execution, the time elapsed is incremented and the progress bar

advances.
When the check ends without any problems, "Pass" is displayed above the progress bar.
If a problem is found in the result, "Fail" is displayed.

2 To check the system check results, click [View Result].

SystemCheck Tuning File | CABCMSSOLUTIOMYSYSTEMYTUNET, 2011112594t =

Check

Last Fun Dale 12772011 [¥] Mairtenance -
&C Check Stop

Fur AutaT uning As Heeded “View Result
[ Rurn Auto-tuning e
T
| Elapsed Time: O0sec

The [System Check Result] sub-window is displayed.
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2.3 Executing Auto-Tuning

2] System Check Result 2/3/2012 (Admin)-TuningFile:C\GCMSSOLUTION'SYSTER TUNEL 20120203_ELggt =
’ Load. .. ” Frint Total Judgment Fail
;
Item Judgment Ratic Ectual/Test i
<Maintenance GEC>
LCD Back Light Pass [* 1 18% 7451748380 Hour A
Fan Motor Pass = 1 123 7223/61220 Hour 3

Injection Unit Septum
SPEL1 Fail [#*%ssstiss] £07% €07/100 times
SELZ Pass L 1 0% 0/100 times
Injection Unit Imsert

SEL1 Fail [#ossebrese] 121% 500 times

SrPLZ Pass [ 1 0% 0 times

CRE coclant Used Time

<Mzintenance M5

[owww 1 44% Hour
[ 1 7% Hour
[oww 1 31% Hour
[ 1 3% Hour
[ 1 10% Hour
[ 1 5Z% Hour
<zC Checkr
Temp. Sensor in over 300C
. Mfaliirmm Omran Daaoa [r” 1 Na RLSTETEN Henw .
Close | [ Help
I Reference
When the system check result is [Fail], click [Help] and refer to GC check and MS check topics.
@ note

+ The system check results are saved to a file named in accordance with the following rule at
\Systemcheck\Log in the folder where GCMSsolution is installed:
System No._YYYYMMDDHHMM.qgc
To check the results of system checks executed so far, click [Load] in the [System Check Result]
sub-window, and select the file with the date of the result to be checked.

» The [Reset Consumables] sub-window is displayed by clicking the [Reset] button that is displayed
when [Advanced] is clicked.
When a consumable is replaced, reset the operation time or number of uses.

2.3 Executing Auto-Tuning

There are two ways to tune the MS control parameters, auto-tuning (automatic adjustment) and
tuning by [Peak Monitor] (manual adjustment).

Auto-tuning automatically adjusts the MS control parameters in accordance with the auto-tuning
conditions so that desirable spectrum peaks can be acquired.

Peak monitor directly changes and tunes the individual control parameters of the instrument while
observing the mass peaks.

This is used, for example, to check for any vacuum leaks.

This section describes auto-tuning.

" Reference
When the ion source of the MS detector is El, auto-tuning results can be judged automatically.
See "2.1.5 Setting Criteria for Auto-Tuning Result Judgment".
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I 2 Before Starting Data Acquisition

2.3.1 Executing Auto-Tuning

1
2

Click the ﬂb (Tuning) icon on the [Real Time] assistant bar in the [GCMS Real Time
Analysis] program.
The [Tuning] window opens.

To create a new tuning file, click [New Tuning File] on the [File] menu.

H{a GCMS Real Tirme Analysis (Admin) - [Tuning - _
] mi| File | Wiew Instrurnent  Tuning_Tools %
E[ Mewv Tuning File ]

5 Open Tuning File.., Ctrl+O
.

When the ion source of the MS detector is El, the [Select Tuning Mode] sub-window opens. Select the
tuning mode according to the concentration of the component to be measured, and click [OK].
Measurement can be performed by the appropriate dynamic range since the tuning file is created by the
emission current matched to the selected mode.

Select Tuning hode

[ Tuning Mode: () High Conc. @ Mormnal () High Sens. ]

FTEE ] [ Hek |

Set 20 uA, 60 uA or 150 uA as the emission current when [High Conc.], [Normal] or [High Sens.] is
selected, respectively.

@ noTe

When using an existing tuning file to perform tuning, click [Open Tuning File] on the [File] menu to
display the [Open Tuning File] sub-window. Then, select the desired tuning file, click the [Open]
button, and proceed to step 5.

Click the
The [Tuning Information] sub-window opens.

7] (Auto Tuning Condition) icon on the [Tuning] assistant bar.
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2.3 Executing Auto-Tuning

Tuning Information @

Target Condition

F1Perdom.

Auto Tuning Even with CID Gas OFF:

Adjust Besolution
Relative Yalue from Initial EwWHR

Adjust Sengitivity
Target ass 264 b

Lalibrate Mass

[ &sdjust Mass Pattem

miz Inten.Ratiol %) mdz Inten. R atio( %]
100.00 30,00
30.00 4.00
4.00 0.40

4 Set the items to auto-tune and their auto-tuning conditions, and click [OK].
ﬁll NOTE

Execution of auto-tuning using default settings is recommended.

Click the > (Start Auto Tuning) icon on the [Tuning] assistant bar.

The [Auto Tuning] sub-window is displayed, and auto-tuning is started. In the [Auto Tuning] sub-
window, you can check the tuning status.

By default, auto-tuning will be performed with CID gas turned ON and then OFF when the [Use CID
Gas] checkbox is selected.

Auto Tuning @I
- El : Adjusting resolution... 16% Time: 78 sec
CID Gas: oM OFF
¥ |nitial Adjustment CID Gas 200 kPa
Resolution Adjustment Detectar 093 kY
Intensity Adjustment 15 Temp. 230 'C
Maszs Calibration Low Wacuum 7.9e+000 Pa
High % acuum 1.8e-003 Pa
Peak Profile Acquisition
Spectrum Acquisition Filament #1

When the [Print Result after Auto Tuning] checkbox on the [Tuning] menu is selected, a tuning report
will be printed after auto-tuning ends.

Tools  Window  Help
! Start &uto Tuning

| Condition of Auto Tuning...
[ ¥ Print Result after Auta Tuning ]’V
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I 2 Before Starting Data Acquisition

Click [Save Tuning File As] on the [File] menu, and enter the tuning file name to save the
file.

.ﬂ GCMS Real Time Analysis (Admin) - [Tuning - _Default
gip( File] View Instrument Tuning Tools Window |

New Tuning File

Open Tuning File... Ctrl+0

Save Tuning Fila

ﬂ Save Tuning File As... ]

2.3.2 Checking Tuning Results

1 Click the 2 (Tuning Result View) icon on the [Tuning] assistant bar.
The tuning results are displayed in the [Tuning] window.

[ lon Souce: '| ((runing Date: 6157201814137 ) ((Check Result: Pass)
D Gas | OFF -
' Acquisition Mode | Q3 5can '|‘l 1 Resolution | Through 3 Resolution | High '
Pedk Ptk |Speomem) . (" lo
Inten. 589,407 Inten. 565,786 Inten. 86,142
Ratio 10000 Ratio 8207 Ratio 1250 Lol o ¥
F/HM 0.6 FusH 060 FwHM 0.5 Lens2 A7E W
Lens3 01 W
Lensd 284 W
a1 Pre-rod A5 Y
CID Gas - kPa _6
Detectar 087 kv
1S Temp. 200 °C
Lowacuum  7.2e+000 Pa
HighVacuum  1.32-004 Pa
Filament 1
|
m'z B9 miz 219 miz a02
Factor 11.15 Factor 13.22 Factor 8533
No. Name Explanation
© |lon Source The ion source currently set in the system configuration is
displayed.
When the ion source is NCI, buttons for switching display of the
tuning results for each of the NCI, SEI and SCI ionization
modes are displayed.
@ |Tuning Date Displays the date and time that tuning was performed.
© |Acquisition Mode Select the acquisition mode for displaying the tuning results.
O [CID Gas Displays the tuning results for the CID gas status (ON/OFF)
selected here.
© |Q1 Resolution Select the resolution of Q1 or Q3 at SIM measurement.
Q3 Resolution Selectable items change according to the acquisition mode.
133" Reference
For details, refer to Help.
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2.3 Executing Auto-Tuning

No. Name Explanation
O |[MS] tab page The [MS] tab page displays the MS monitor values that indicate
[GC] tab page instrument status during tuning and the MS control parameters

saved to the tuning file.
The [GS] tab page displays the GC instrument status (column
information, temperature, pressure, flowrate) during tuning.

@ |[Peak Profile] tab page The [Peak Profile] tab page displays the peak profile and
[Spectrum] tab page spectrum for a specific m/z of the standard sample (PFTBA)
that was acquired when tuning was performed.

The [Spectrum] tab page displays the spectrum of the standard
sample (PFTBA) that was acquired when tuning was
performed.

© |Judgment result display Displays the result of auto-tuning judgment at the Q3 scan with
CID gas set OFF when auto-tuning results are set to be judged
in the System Configuration.

@ note

When the [Tuning] window is opened, the previously saved tuning file or the tuning file used in the
previous data acquisition is automatically loaded. Unless otherwise specified, the tuning file loaded
here is used in system checks or in data acquisition.
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I 2 Before Starting Data Acquisition

2.3.3 Printing Tuning Reports

1 Click the S icon on the toolbar.
The tuning results are output to the printer.
crcRentc PASS

42 Chock Resln 222

4 Tomicg
Resclofion Afjmimest < VES Reualt (Measarsd)  Sianderd
Rotetive Vet from Inifial FWHM 0 FWERES) FamiD 13 witn Seq Veloe +-0.105
Sesitviy Adjmment YE3 FWHM{19) Pawr{ 6053 within 3ot Vakse +-0. 105
Taree M Adimmsas 36400 FWHN(ST) PasaD S5a) witen St Vzhao +-0. 10
Mo Calforasioa YER Derecies Geia Pasna (08T fous tzm 2 00k
Mz Patiors Adjustment KO Leat Check{Ratio of 6328) Paw(34 78) mone than 100
J Mz Accuracy(85) Pasa0.005) witsn 010
Mew Acwwracp(1l8)  Faai00s) witin 0.10s
Mss Acsuracy(%0Y) Pawr{0 00 within 0105
Tngemsity RasolS01) Pasa(13%) morshan 1%
4 Toming Rosall £
A - GOMS-TQE0S0 M
CID Gas ¥
Tosizztion Mode

Bl
AcquifionMods < Q3 8ean
QlResciuion - Teowgh

“Higa
Taciog Dae 6132018 21137 BM
1

Sean Rasge 1000~ T0000 Scas Speed 10
Base Faxk - 53,00 (5501%6)

) [‘10-0] =
13100 |
_—
\coco I l stuoe
e Uil e U PR P S
100 100 300 400 300 500
mz 800 13100 5.0 41400 50200 §14.00
Iotom 660136 374166 6085 = $6226 791
Raso. 100.00 3668 550 t ) 1306 Lis

When turning results are not set to be judged in the System Configuration, check the auto-tuning
results using the procedure below.

T Check that the FWHM (full width at half maximum) values are in the range 0.5 to 0.7.
7 Check that the detector voltage does not exceed 2 kV.

3 Check that the relative intensity ratio for m/z 502 is at least 2 %.

4 Check that the peak intensity for m/z 69 is at least twice that for m/z 28.

ll/ NOTE

If any irregularities are discovered above, possible causes could include a vacuum leak, poor
column connections, or contaminated ion source. Remedy the problem by referring to the
maintenance Help (MS Navigator) that is displayed by clicking [Maintenance] on the [Help] menu in
the [GCMS Real Time Analysis] program.
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This chapter describes how to use the instrument to set the data acquisition parameters and perform a
single run.

3.1 Flow of Data Acquisition

1. Create a method.
Set the operating conditions for the GC, MS, autosampler, and other units. If a method file is already 3
created, check its content.

" Reference
See "3.3 Setting Data Acquisition Methods".
2. Register the sample.
Register the sample name, sample ID, data file name, and other information.

3" Reference
See "3.4.1 Registering Samples".

3. Inject sample and perform data acquisition.
Ready the instrument for data acquisition, inject the sample manually or automatically, and start data
acquisition.
See "3.4.2 Preparations"” and "3.4.3 Starting Single Run".
4. Complete acquisition
Acquired data is saved and data acquisition is complete.

I Reference
For details on data processing from here on, see Chapters "5 Postrun Analysis" and "8 Reports”

Operations from data acquisition through to data processing can be also performed automatically.
See "4 Continuous Data Acquisition".

3.2 [Acquisition] Window

The [Acquisition] window has views for displaying sample information, chromatograms and spectra, and
[Instrument Parameters View] for displaying and setting the parameters of each instrument.

3.2.1 Opening the [Acquisition] Window

1 Start up the [GCMS Real Time Analysis] program, and click the ’Jﬁ (Data Acquisition)
icon on the [Real Time] assistant bar.

The [Acquisition] window opens.
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I 3 Data Acquisition

(1] (2] (3] (4] (5]
i GCMS Real Time Analysis (Admin) - [Acquisition - Untitled, Untitled] = ===
b Eile Edit View Method Instrument Acquisition Data Tools Welidow Help NER
= = > d -
DEH SR e MERD & ¢ |Fu | BOd |
1] g —
e - EEsd—
o = e —— rm— 15 FesE—
en(x1,000,000) Max Intensity . 0
| Press  TotaF.
~ [5pitp¥alve Open)
“emperature
T T T T T T U T T, T T T T T T T T T T a 2 50 50
0.5 1.0 1.5 2.0 25 30 35 40 4.5 5.0 55 6.0 65 70 75 80 85 9.0 9.5 min
CE=y ey DS Ioon mensiy. U _] SPLT  Oven  I/F
1 Inten(x1,000,000) Base Peak 0F 0 m
lonSme
0754 facuum
A
050y LVac. HVac
025 Dni;;n Mode
0005 T T T T T T T T T T T T T T T T T Q
50.0 750 1000 125.0 150.0 1750 2000 2250 2500 2750 300.0 3250 3500 3750 4noc)) 4250 450.0 4750 miz € Consumables
q Sampler | GC [ = Ms] @’7
ADC20 (71| |45 Consumables
H of Fiinses with Sobvent (Pre-un] 0 W ’E W
# of Fiinses with Sobvent (Post-un] 1
Detail
# of Rinses with $ample 2 E
Plunger Speed[Suction) SHgh  OMidk O Llon @
“Wiscosity Comp. Time © 02 sec
Plunger Speed(Injection) @ High © Midde O Low
Syiinge Insertion Speed - @ High O Low
Injsction Mods 0 Normal
Ready HUM
No. Name Explanation
@ |[Sample information Displays the sample name, sample ID, and data comment.

ltems displayed at the sample information view are set on the
[Setting 3] tab page in the [Display Settings] sub-window that is
displayed by clicking [Display Settings] on the [View] menu.

@ |Chromatogram View Displays the chromatogram acquired on the instrument in real
time. Oven temperature, carrier gas flow rate, and other
information can also be displayed overlaying chromatograms.
When performing acquisition on two lines, the chromatogram of
each detector is displayed.

© |[Spectrum View Displays the MS spectrum acquired on the instrument in real
time.

Displays the spectrum obtained by measurement using the
data acquisition conditions of event 1.

O |Instrument Method View Sets the data acquisition conditions (method) of the GC, MS,
autosampler, and other units.

When 2 lines are set in the system configuration, set the
instrument parameters for each line. Switch the line by using
the [Select Line] button.

© |Instrument Monitor Displays each of the parameters of the analytical instrument in
real time. Currently, this is used for judging whether or not the
instrument can start data acquisition immediately.

When 2 lines are set in the system configuration, set the
instrument parameters for each line.

@ noTe

Set the display proportion of [Chromatogram View] and [Spectrum View] and the status curve of the
instruments to display in [Chromatogram View] on the [Display Settings] sub-window that appears by
selecting [Display Settings] on the [View] menu.
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3.3 Setting Data Acquisition Methods

3.3 Setting Data Acquisition Methods

Set the parameters to be used for data acquisition in [Instrument Parameters View]. Parameters that are
set are saved to a method file.

This section describes how to set the parameters in [Instrument Parameters View].

3.3.1 Creating New Method Files

1 Click [New Method File] on the [File] menu.
1" 3
The [Setting Options] sub-window opens by clicking [Option] on the [Tools] menu. Selecting [Prompt

on File New] in the [Method File] area on the [File New] tab page allows you to use a template file
when creating a method file.

Setting Options ==
Wethod Advanced [ PDF Expott | Compaibe |
File New | Log | AioCopy |  Application |

Method Fis
=W @ Frompt on Fis Hew!
iz o ven 7
) From Template:
Betch Fie
%) Frompt an File New
| © tew Fie
) From Template:
Repott Fomat Fle

@ @ Prompt on File New
5 New Fie
) From Template: Defaut
Template
Folder: CAGCMSsolution'\Template

[ok [ cancel |[ Heo |

GCMSsolution includes method template files suitable for frequently used acquisition modes, as
shown below. Setting items on MS Tables that are not used in some acquisition modes are hidden in
method template files.

File New =

L MAM

@ MeutralLozs5 can
g Mew Method File
@ PrecursorlonScan
@ Product lonScan(1)
@ Product lonS can(2)

If) G35 careRM
@ Secan
L) 5M
] 11 b
Cammett:
4 13
(u] 4 Cancel ] [ Help
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I 3 Data Acquisition

@ note

» If [Instrument Parameters View] is not displayed, click the
[Acquisition] assistant bar.

(Method Detail) icon on the

» To open an existing method file, drag-and-drop the method file onto the [Acquisition] window from
the [Method] tab page in the [Data Explorer] sub-window.

4 GCMS Real Time Analysis (Admin) - Method - [Acquisition - Untitled, Untitled] =N IR
i File Edit View Method Instrument Acquisition Dats Tools ‘Mindow Help mE)
~
B VL alb i =
DSH SR [ AELF & 2 HiliEl Bod o
I x| Data Explorer - Method Line1 _ -
: i oo [ R
Project in [E=]1=] ample D : GC
[ CvGEMS soutiariampledSample2010 M SIS Fiet Time: 0,000 /10,000 min Scan# 0 Intensiy: 0 Group: 1 10 MS s
File Name Modified Date 10 Jriten(1,000,000) M Irtensity o
W AART 2amgam 9429/ 0:19 AN Iy Flow —————————
WlARRT 30m.agm 92672011 10:10 AN L o IEERER
flalkane 24mqgm  9/29/201110:19 AM 050] Press  TaF.
ilalkenc_30m.qgm  9/23/201110:19 AM - [plitVabvelpen)
[f]FASST.qam 9/29/2011 10:19 Al ==t
Temparatures
fflscanagm 4/20/2011 10:18 AM D
[f]SM.qgm 9/29/2011 10:19 AM 0o 10 20 30 ) 50 80 70 80 a0 min
Base Peak m/z: 0.00 Base Peak Intensity: 0 SPLT  Dwen I
1 Jriten(1,000,000) BasePeak: 0/ 0 m
: lon e
0.75 Wacuum
Eamia
0504 2 ‘
LVac. HVac
0259 lorization Mods
0.00- T T T T T T T T
S0 100 150 200 250 300 350 400 450 miz G Consumables
0 Sampler | GC[ & ms) g7
ADC20i
MS Consumables
# of Rinses with Sclvert (Preun] 0 ™
= o [
. # of Rinses with Sclvert (Pastun] 1
= # of Rinses with Sample 2
Guide “ il 3
Plunger @High O Midde O Low @
Bt ‘iscasity Comp. Time 02 sec
Plunger S peed|injection) @Hgh O Midde O Low
Syiinge Insertion Speed @Hgh  OLow
Inigction Mode 0: Nomal
Ready HUM

3.3.2 AOC Instrument Parameters

Set the injection conditions when using the autosampler to inject samples.

This sub-window is displayed when an autosampler is registered at [Modules Used for Analysis] in the
system configuration.

1 Click the [Sampler] tab, and set the autosampler parameters.

9 sampler) ) G [ & ms

ADC-20i

# of Binzes with Solvent [Pre-run) : 1]
# of Rinses with Solvent [Post-run) : 1
# of Rinzes with Sample : 2

@ note

Set the parameters in more detail in the [Advanced] sub-window that is displayed by clicking
[Advanced]. Normally, data acquisition can be performed at the default settings.

=" Reference
For details about each of the parameters, refer to Help.
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3.3.3 GC Instrument Parameters

Set the gas chromatograph (GC) operating conditions.

1 Click the [GC] tab.

| i] Sampla'l by GC Ia M3

Line 1
€3 Column Injection Mode:

2 Set the parameters.

M [Injection Port] window

[ o e I
S (= 0 o) . 2ncen
(¢ lPa
— ([ riection Moce: | Spittess i) |
1008
Sampling Time: 1.00] min
1002
B Genenl Carrier Gas: He
558
Flow Conirol Mode:
5.4
Pressure: 1000] kPa
Total Flow: 500] mUmin 9906|510 020 050 040 630 660 €70 080 090 100
Column Flow: 163 mmin Inj. Program: [Presswe =] Total Program Time: 0.00 min
Linear Velocity: 472 cmls
Rate Pressure Hold Time:
Purge Flow: 30/ mumin - 1000 000
Split Ratio: 10 000 o oo
.00 00 0.0

1
2
High Pressure Injection 3 000 (11 0.00
@0ff O Aute [ 040 00 .00

5

6

7

Pressure: kPa  Time: min .00 [ 0.0
.00 00 0.0
Carrier Gas Saver 00 W o
©0n  ©0f
Spiit Ratio: Time: min '\ Advanced
Splitier Hold Split Ratio Program:
©O0n  ©OF Time Spiit Ratio

1 000 0
Time: min 7 a0 0
3 000 0
4 000 00
5 000 0

71 Click the injection unit from the unit tree used.

7 Setthe temperature of the injection unit taking the boiling point of the target component into
consideration.

3 Select the injection mode.

@ note

» Select split mode when there is a large volume of target component to inject. (Amount of
target component: 10 ng to 100 ng min.)

+ Select splitless mode when there is a small volume of target component to inject. (Amount of
target component: less than 10 ng)

4 Set the carrier gas.

=" Reference
For details about each of the parameters, refer to Help.

5 Create flow rate and pressure programs so that the target component separates from other peaks.
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Bl [Column] window

1 2 3

Line 1 —P N |
A oot Temperature | 500] °C ©
240.0
_ Equilibration Time: \—wl min 200.0
Column Information(DE-5 ms) 1500
[ General Column ID: 1200
Installation Date: 712018 80.0
Column Max Temp: 3250°C 0855 | Tooe 2000 060 4000 5000 eant
Length 00m —
Column Oven Temperature Program: Total Program Time: 60.00 min
Inner Diameter 025 mmID
T 025 um Fate Temperature Hold Time -
- 500 000 E
Comment 1 400 2600 10.00
2 000 0 0.0
3 000 0 000
[ 000 0 0.00
5 000 0 0.00
b 00 0 000
7 000 0 000
8 000 10 (XTI
Oven Cooling Rate: Midde - 2000] ‘Gimin

1 Click the column unit from the unit tree used.
2 Set the initial temperature of the column oven.

3 Create a column oven temperature program so that the target component separates from other
peaks.
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M [General] window

When varying the parameters for controlling the GC by time during measurement, set a prerun program
or a time program.

Line 1 —l——
- shL1 Ready Check 3 Prerun Program
Time Device Event Vale =~
¢ Column
Heat Unit Injection Flow [

Column SPLI Carrier 00

SPLT

1
2
3 000
4 000
5 000
[ 000

7 000 -
¥ i

ime Program

Time Device Evertt Value -
1 000
2 000
3 000
4 000
5
1]

000
000
7 000 -

3 PrepRun

FTEpHuN iar @ Ao () External

[F] External Wait

1 Click the general unit from the unit tree used.

2 At [Time], enter the retention time during which processing is executed, and at [Device], select the
unit on which processing is executed.

At [Event], select the processing event.
Set values for processing at [Set Value], if required.

@ note

« Aprerun program" is a time program for controlling each unit before data acquisition.
» A "time program" is a time program for controlling each unit during data acquisition.
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3.34

MS Instrument Parameters

Set the mass spectrometer (MS) operating conditions.

There are also other ways of setting MS tables. Refer to the following sections.

=" Reference

* "3.3.4.1 Creating MS Tables Based on Compound Tables"
* "3.3.4.2 Creating FASST Measurement Methods"

* GCMS Operation Guide - Basic Operation Guide

* GCMS Operation Guide - Method Development Guide

1 Click the [MS] tab.

i} Samplerl bzl GE” g M3 |]

GCMS-TQ Series

%]
L
(=1
(=]
(4]

lon Source Temp. :

Irterface Temp. : 250.0 T

Set the MS parameters.

[ 0 Sempler | I GO | & M3 |
Ion Source Temp. 230.0 e
Inteface Temp 2500 C Detector Vokage : @ Relative to the Tuning Result @) Absolute
Solvent Cut Time 2 min IV
[F] Use MS Program Set... Threshold 0
[ Agquire Data without Using CID Gas{Q35car) GC Program Time: 0.00 min Loop Time.
Compound Start Time End Time Acq.
Name fmin}) (min) Mode
1-1 3.00 10.00 Q3 Scan
0.00 0.00 MRM
No. Name Explanation

© |Instrument parameters

Sets the ion source temperature, interface temperature,
detector voltage, and other parameters.
3" Reference

For details about each of the parameters, refer to Help.

@ |MS Table

Set detailed data acquisition settings for each event.
The group No. and event No. of events are indicated joined by
a hyphen "-" on the left edge of the table. If the start time and
end time of adjacent events are each set to the same value, the
events will automatically belong to the same group.
Select the acquisition mode from the following eight modes:
MRM, Product lon Scan, Precursor lon Scan, Neutral Loss
Scan, Q3 Scan, Q3 SIM, Q1 Scan or Q1 SIM
35" Reference
Available parameters differ according to the acquisition
mode. For details, refer to Help.

@ note

Up to 128 groups can be registered to one method file. Up
to 64 events can be registered to one group. The
maximum total number of events for all groups is 2048 in
the case of SIM type events and 128 in the case of scan
type events.
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@ note

Wit this instrument, data acquisition settings can be successively switched during a single data
acquisition. Each data acquisition setting is called an "event". When multiple events have been set to
the same measurement time range (group), operation switches to the data acquisition settings of the
next event after the event time set to each event has elapsed. When measurement of the last event
ends, operation returns to the data acquisition settings of the first event.

In the example below, for ten minutes starting from one minute, data acquisition is performed in the
order event 1 -> event 2 -> event 3 -> event 1 -> event 2 -> event 3 and so forth. The cycle from
event 1 to event 3 is called Loop. For 20 minutes starting from ten minutes, data acquisition is
performed in the order event 1 -> event 2 -> event 1 -> event 2 and so forth.

1 0 20(min)

Leopn | Groupl-Event2 Group2-Event2 |

1
|
| Groupl-Eventl | Group2-Eventl |
|
|

| Groupl-Event3

MS Table Setting Example (MRM Acquisition Mode)
Set the parameters for measuring by SIM for both Q1 and Q3.

‘ § sempler | b Gc | 8| M5 |
GCMS-TQ Series
lon Source Temp. J30 T
Interface Temp. : 30.0 C Detector Voltage : 3) Relative to the Tuni|g Resutt () Absal|te
Solvert Cut Time : 4 min 0 kv
[] Use M5 Program Set Threshold : 0
[F] Acquire Data without Ujing CID Gas{@3Scan) GC Program Time 0.00 min Loap Time....
Compo|ind Start Time Acl|- nt (|h1
K=l frmin\ Bl oot ol /-
11 A MRM
1-2 EB MRM

7 Hide unwanted columns in the MS Table, and set the number of ions (i.e. number of channels) to be
measured.

The [Table Style] sub-window opens by right-clicking on the MS Table, and clicking [Table Style] on
the displayed menu.

Table Style =
Column Order | Fant
Hide Items Display ltems
Scan Speed Compound Name
Start m/z Start Tirne
End m/z End Time
Precursar miz Ac. Mode
Product m/z Ao > Event Time Up
Logses of Ch [m/2] [CE]
CE 1 Resolution
<< Delele | | @3 Resolution Dawn
Mumber of Ch: 2 1=

In this sub-window, hide unwanted columns and set the number of channels to display in the MS
Table at [Number of Ch].
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2 At the row of the event to be set, set the compound name of the component to be measured. For
events in the MRM acquisition mode, set the data acquisition settings of one component per one
event.

3 Set the time that data acquisition will start after the sample is injected, and set the time that data
acquisition will end.

4 Click the [Acq. Mode] cell, and select [MRM] from the list that is displayed.
5 Atthe [Event Time] cell, set the time that spectral data will be acquired at each event.

6 Setthe m/z of the precursor ion and the m/z of the product ion that is acquired by destruction of the
precursor ion on each channel.

@ note

Enter in the format "precursor ion m/z > product ion m/z". Up to 16 ions can be set.
/ Enter the collision energy of the channel. 1.1.5.1

3 Repeat steps 1 through 6 to set the other components.

Acquire Data without Using CID Gas(Q3Scan)

Even when the option of using CID gas is selected for the system configuration, selecting the [Acquire Data
without Using CID Gas(Q3Scan)] checkbox enables data acquisition in Q3 Scan and Q3 SIM modes with
CID gas turned OFF. Without effects of CID gas, better spectrum peaks can be acquired.

(3 Sampler [l GC| & Wis |
GCHSTG Seres

lon Source Temp. 2300 T

Interface Temp. 250.0 L& Detector Voltags @) Relative to the Tuning Result ) Absalute

Solvert Cut Time 2 min o kv
[F] Use M5 Program Set... Thresheld :
(D.ﬁgquire Data without Using CID Gas:_QEScan:) GC Program Time 0.00 min Loop Time.
Compound Start Time End Time Acqg. Event Scan Start End Precursor |  Product
Name: {min) {min}) Mode Speed m/z m/z m/z m/z
11 3.00 10.00 Q3 Scan 0.300 450
MRM 0

This function is valid only in Q3 Scan or Q3 SIM acquisition mode.

However, when an MS/MS acquisition mode (MRM, Product lon Scan, Precursor lon Scan, or Neutral Loss
Scan) is included in the MS table, CID gas will not be turned OFF even with the [Acquire Data without Using
CID Gas(Q3Scan)] checkbox selected.

@ note

This parameter can be selected only when the option of using CID gas is selected for the system
configuration.
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MS Program

3.3 Setting Data Acquisition Methods

When varying the parameters for controlling the MS by time during measurement, set the MS program.

1 Select the [Use MS Program] checkbox, and click [Set].

| § Sampler | i) GC| g M5 |

GCMS-TQ Series
lon Source Temp. :
Interface Temp. :
Salvent Cut Time :

' [¥] Use MS Program : l

[ Acquire Data without Using CID Gas{335can)

Make an MS program, and click [OK].

WS Program @
Data File Name : Fi|Tirne : 6.588 min
100 Maxrtensity: 0
S
75
a0+ I
25 i
|
o T T T =
oo 280 S0.0 750 400.0
Time [min] Command Value AL ok )
1 0.00 K|
H 0.00 Cancel
3 0.00
4 0.00
5 o0 Load Chramatogram...
3 0.00
7 oo
8 0.00
E] 0.00 9

1 At [Time (min)], enter the retention time during which processing is executed, and at [Command],
select processing content.
Set values for processing at [Value], if required.

2 Click [OK].
Lf// NOTE

* The [GCMS Data File Open] sub-window opens by clicking the [Load Chromatogram] button.
When the data file is selected and [Open] is clicked, the TIC of that data file is displayed.

* When a chromatogram is clicked with the [Time (min)] cell selected, the retention time for the
clicked part of the chromatogram is set to the cell.
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3.3.4.1 Creating MS Tables Based on Compound Tables

This section describes how to copy data acquisition settings, which are set to spreadsheet format files
(e.g. Excel) that are preset with data acquisition settings, to Compound Tables, and use COAST to create
MRM/SIM events for MS parameters based on the Compound Table.

COAST is used to create MS Tables for MRM or SIM measurement.

The MS Table for measuring one compound per event can be created.

1 Copy the data acquisition settings of the spreadsheet format file to the Compound
Table.

1 Select and copy the content in the spreadsheet format file.
Make sure that the columns in the compound table and in the spreadsheet format file are arranged in
the same order.

HE9-©-|= oLt (S
File Home | Insert  Pagelayout  Formulas Data Review  iew
= — ]
& cut Arial s c AN == b S wirap Text General - ﬂ ﬁi Mel
- 23 Copy ~ 5| ﬁ
Paste - iE e - - iIE | G - =0 .00 Conditional  Format
¢ Fromatpainer B L U 7| H S- A B EMeraeacerter = | $ - % 2 W50 Farmatting - a5 Tablz = a
Clipboard rl Fant Fl Alignment Fl Mumber £l
[ B4 - fe | =IF{INDIRECT{" CampoundList"&"|24")<="",INDIRECT{"CompoundList"&"1B4"),"")
A B | T | E [ F T & [T H 7 i
1
2 Compound Table [for Copy] L Confirm whether the raws are the same as Compound Table, and copy.)
o D# [Hams Type LE'THDM miz Ret. Time  Retindex Unit Ref. lons
4 [Ootefluoronaphthalene Target 1 2722241 478 272-222-272-172
5 |[pichiorvas Target 1 185=109 501 185293185263
] ‘| Fenabucarh Target 1 1502121 9665 150=103-150=77
7 | Heachlorabenzene Target 1 2342249 10805 284=214-284=212
3 | [simazine Target 1 201=173 11.095 201=186-201 =158
3 1[Propyzamide Target 1173145 11,555 173=109-173=74
10 “||piazinon Target 1 304=179 1161 304=162-304=195
1 \chiorathatoni Target 1 2662231 1.71 266=170-266=168
12 *J[lprobentos Target 1 204=91 1242 204=122-204=171
13 | 1[Fentrothion Target 1 277=260 13165 277109-277=125
14 | 1-J[Thiokencarb Target 1 257=100 135 257-72-257=224
16 | 1:][Stearic acid, methyl ester Target 1 298=101 14,835 203=185-208=143
16 | 1:}lsoprathiolane Target 1 290=204 15.265 200=118-290=162
17 | 1-]|soxsthion Target 1313177 1577 313=130-313=150
18 | 1:Jjchiornitrofen Target 1 3172287 16,68 317=236-317=224
19 1lEen Tarnet 1 457110 17 A5 157-77157-130

2 Click [Quantitative Parameters] on the [Method] menu in the [Acquisition] window, and click the
[Compound Table] tab in the [Quantitative Parameters] sub-window that is displayed.

Quantitative Parameters @
| Peak Integration | Identification | Quartitative | Compound T able ) Compaund Table Search
ID#I MHame Type IS5TD G miz Ret.Time | Ret. Index U=
1 Target 1 TIC 0.000 1]
<[ |\Param's £ GroupFaram's / N m r
[ ] J [ Cancel ] [ Help ]

3 Click at the start of the row in the Compound Table to copy, and select [Paste] on the right-click
menu.
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3.3 Setting Data Acquisition Methods

Quantitative Parameters @
| Peak Integration I |dentification I Quantitative | Compaund Table | Compound T able Search
IDHI HName Type ISTD G m/z FRet.Time | Ret. Index L=
1] Target 1 TIC 0.000 1]
Cut
Cop
Paste |
Clear 1
Insert Row
Delete Rowr
Table Style..
|« [» [\Param's £ GroupFaram's / [« I v 3
QK ] [ Cancel ] [ Help
Rows are automatically added, and the content is pasted.
Quantitative Parameters @
| Peak Integration | |dentification | Quartitative | Compound Table | Compound Table Search
ﬂﬂl Mama Type ISTD G miz Ret.Time | Ret Index L=
|1 IDclalluUrUna Target 1 272.00:241.00 4.780 1]
2 Dichlorvas | Target 1 185.00-109.00 5.910 1]
3 Fenobucarb | Target 1 150.00:121.00 9.665 1]
4 Hexachlarob | T arget 1 284.00>249.00 10.805 1]
5] Simazine Target 1 201.00:173.00 11.095 0
B Propyzamide | T arget 1 173.00:145.00 11.555 0 =
7 Diazinon Target 1 304.00:179.00 11.610 0
8 | Chiothaloni] Target 1 266.00-231.00 11.710 1
4] |probenfas | Target 1 204.00:51.00 12120 1]
0 §| Fenitrothion | Target 1 277.00>260.00 13165 1]
1 || Thiobencarb | Target 1 257.00-100.00 13.500 1]
2 || Stearic acid, | Target 1 298.00:101.00 14.885 1] | &
3 || '=oprothiclan | T arget 1 290.00:204.00 15.265 0
4 M| Isoxathion Target 1 313.00:177.00 15.770 0
(15 \CThlnrmitrnfan ) Taraat 1 217 OM287 0n 1 AN n S
| FRrarams 4 GroupParam's f |« 1 ] b
[ ok ] [ Cancel I [ Help ]

4 Click [OK] to close the [Quantitative Parameters] sub-window.
The screen returns to the [Acquisition] window.

Use COAST to create the MS Table based on the Compound Table.

1 Click [Creation of Automatic MS Table [COAST]] on the [Method] menu.
The [Creation of Automatic MS Table [COAST]] sub-window is displayed.

The retention time set to the Compound Table and the MRM/SIM Table with components divided into
measurement groups based on the processing time of peak integration parameters are displayed at
the bottom of the sub-window.

2 Adjust the end time so that there are 20 channels or less for each group.
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D]
| Creation of Automatic MRM or SIM Table [COAST] fo e

Here, you can create MAM, 1M, or Froduct lon Scan table automatically by using a compound table.
Please select dats acquisiion mode, and press " Lipdste Tsble " button

MRMASIM Mode : All Compounds of the table are measured by MRM or SIM mode.

FASST Mode : Only checked compounds in the table are measured by Scan and MAM or Scan and 51M mode synchronously. Not checked compounds are measured
by Scan mode.

Product lon Scan Mode : All Compounds of the table are measured by Product lon Scan mode,

Select Data Acquisition Mode Re ted Laop Time
Wax Intensity : 10 o T .
i R Y . @ MRM/SIM () FASST () Productlon Scan 588 1orinound Table
E ID#|  Name Ret.Time mSz Ref.lons | FASST |
= Dichlorvos 5910 185.00:109.00 2 M)
= Fenobucarb 9.665 [ 150.00:121.00 2 [IM]
5 HCB 11.085 | 284.00-243.00 2 [
5} D Simazine 11555 | 201.00:173.00 2 M)
—— Propyzamide 11610 | 173.00-145.00 2 [ E
5 A £ 5 - Diazinone 11710 | 304.00:175.00 2 lm)
E z 8 g 2 Chilorethaloni 12120 266.00:231.00 2 [
I3 5 i L% proberfos | 13.165 | 204.0031.00 il
g & 1 2 - Fenitrothion 13500 | 277.00-260.00 2 [[M]
= Q 5 = Thiobencarb 15265 | 257.00-100.00 2 (
j % | 11 Stearic acid. 15770 | 288.00-101.00 2 |im]
t T T T T 2 | Isoprothiolan 16.680 | 280.00-204.00 2 [
00 5.0 10.0 15.0 200 i romm—m— E5 7 MRS brd ] = -
Sttt Time: 000 rin [ Undste Tahls |
150:121 150:103 150:77 0 a 0 [ a
1264 284:243 201186 201-158 201173 173108 173:7: 173145 304:162 204:135 kKl
1432 204:31 277108 277128 277:2680 25757, 2575224 0 [ [}
1725 257:100 290:118 290162 298:101 313130 313159 290204 317:236 317224
18.32 3132177 187=77 187138 [ 0 [} 0 [ [}
< [0 »
on the graph l 0K I [ Cancel ] [ Help

@ note

When there is a group division where peaks are closely concentrated, set the end time so that
there is a gap between peaks.
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3 Click [OK].
An MS table is created with one compound assigned to one event.

3 Sampler I lm) Go| & MS

GCMS-TQ Series

lon Source Temp. : 230 T

Interface Temp. 25 C Detector Voltage @) Relative to the Tuning Result () Absolute

Solvert Cut Time : 2 min 0 KV

[C D Mot Use CID Ges in 33 Soan or 3 51M Mode Thresheld -

[ Use MS Program : Set.. GC Frogram Time 1967 min

Compound Start Time End Time Acq. Chi Qi
[T Fomir\ Py [ B \ Dnnls diny
— — ——— —

11 Dichlarvos MRM
21 Fenobucarh 1038 MRM 1 Low
31 Simazine 10.38 1282 MRM 2 Low
32 Propyzamide 1038 1264 MRM 1 Low
33 Diazinon 10.38 1254 MRM 3 Low
34 Chlorothalonil 10.38 1264 MRM 2 Low
35 Iprobenfos 10.28 1254 MRM 2 Low
41 Fenitrothion 1264 1438 MRM 2 Low
42 Thiohencarb 1264 1438 MRM 2 Low
51 Isoprathiolane 14.38 17.28 MRM 2 Low
52 Isoucathion 1438 17.25 MRM 313 Low
53 CHP 1422 17.28 MRM 3 Low
61 EPN 17.25 1832 MRM 157 Low

At this time, the event numbers of the Compound Table are also set.

Quantitative Parameters @
Pesk |ntegration | |dentification | Quantitative || Compound Table | Compound Tabls Gearch
ID#| Ret. Index Unit Ref.lons Conc.1 Fvent STD Spec| =
1 a 272.00>222.002 i i
1] 185.00>53.00-18 1
[1] 150.00>102.00-1 i
1] 284.00>214.00-2 1
1] 201.00>186.00-2 112 L
1] 173.00>103.00-1 i E -
1} 304.00>162.00-3 il K3
a 266.00>170.00-2 il 5
1] 204.00>122.00-2 i 13
[1] [1] 277.00>109.00-2 i
1 1] 257.00>72.00-25 112 bl
2 1] 298.00>185.00-2 i i
3 1] 250.00>118.00-2 112
4 1} 313.00>130.00-3 142 il
K [ = TG
4 [ v [\Param’s £ GroupParam's ,1 [« I
[ ok [ Cancel |[ Hep |

3.3.4.2 Creating FASST Measurement Methods

FASST (Fast Automated SCAN/SIM Type) measurement refers to switching between the scan acquisition
mode and MRM (or SIM) acquisition mode in a single measurement group.

The purpose of FASST measurement is broadly classified into two types.

Scan measurement is suited to qualitative analysis of components since mass spectra over a broad range
can be obtained. This is also used for quantitative analysis since components can be identified more
reliably than by MRM/SIM measurement. Yet, the difference in sensitivity required for each component
increases as the number of target components to be batch-analyzed increases, with the result that
sensitivity is sometimes insufficient by scan measurement. In cases such as this, high-sensitivity data
acquisition is possible by performing FASST measurement on components that require higher sensitivity.
Also, by scan measurement, elution of unknown components can be checked from the mass spectra of
masses that have not been measured by MRM/SIM measurement.

This section describes how to create a method file for FASST measurement from a Compound Table
when a method file for MRM/SIM measurement is already available.

In the [Acquisition] window, open the method file for MRM/SIM measurement.

Click [Creation of Automatic MS Table [COAST]] on the [Method] menu.

The [Creation of Automatic MS Table [COAST]] sub-window is displayed.

The retention time set to the Compound Table and the MRM/SIM Table with components divided into
measurement groups based on the processing time of peak integration parameters are displayed at the
bottom of the sub-window.

N) =
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Select [FASST] at [Select Data Acquisition Mode], select the [FASST] column
checkboxes of the compounds to undergo FASST measurement. Click [Update Table].

] Creation of Autematic MRM or SIM Table [COAST]

Here, you can creats MM, SIM, or Product lon S can tabls sutamatically by using & compovnd tabls
Please select data acquisition mode, and press " Update Table " button.

MRAM/SIM Mads - All Compounds of the table are measured by MRM or SIM made.

by Scan mode.
Product lon Scan Mode : 4l Compounds of the table are measured by Product lon Scan mode.

Select Data Acguistion kinde

Wax Inte .
T . ) MRMSIMQ@ FASST

ensity : 10

T

FASST Mode : Only checked compounds in the table are measured by Scan and MAM or Scan and SIM mode spnchronously, Mot checked compounds are measured

=1 =D

Requested Loop Time

0.300| sec
Compound Table
caccr | .|

*) Product lon Scan

IDH|  Name Ret.Ti

Ref.lons -

1| Dichlorves

2| Fenobucars

HCB

Simazine

M iSteartc acid, mett

Propyzamide

Diazinone

Chiorothaloni

encarb

proberfos
Fenitrothion

SERmitrofen
MDichlorvos
RFenobucarts
2isoprothiolane
3isoxathion

Thishencarh

Stearic acid,

1 e ()

]

Isoprathiolan

3| ra v a1 s o ra raf ra

0o 120 200 soethion

I EEEEEEEEE

Load Chiomatogran... ] [ Update Table

i

MRM/SIM Table

«

[

“You can change the end time and m/z of the current raw by clicking

A OgER 0K | [ Cancel | [ Hep
4 If necessary, change the end time setting of the group.
Click [OK] to complete COAST.
An MS Table set with FASST measurement events is created.
[ sampler [l 6| & s |

GCMS-TQ Series

lon Source Temp. : 230 °C

Interface Temp i C Detector Voltage - @ Relative to the Tuning Resutt (@ Absolute

Solvert Cut Time : 2 min 0 kV

7] Do st Use CID Gas in @3 Sean or 3 SIM Mode Thresheld: 0

[ se 113 Program Set GC Program Time 15567 mn

Compound Acqg.
Name Mode
11 Q32 Scan
1-2 Dichlorvos MRM
13 Q3 Scan
21 Fenobucarb MRM
22 Q3 Scan
3 Simazing MRM
32 Propyzamide MRM
3-3 Diazinon MRIM

@ note

selected.

set. Confirm the [Start m/z], [End m/z], and [S

Quantitation is performed to the compounds whose [FASST] column checkboxes are not

The measurement mass range and event time for scan measurement events are automatically

can Speed] in the MS Table, and if necessary,

change the settings for the measurement mass range and event time. If [Start m/z], [End m/z],
and [Scan Speed] are not displayed in the MS Table, select [Table Style] on the right-click menu

on the MS Table, and add them to the display

items.
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3.3.5 Saving Method Files

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

|I§ﬂ GCMS Real Time Analysis (Admin) - [Acquisition - Untitled, U
jd; Edit Wiew Method Instrument Acquisition Da
Mewy bethod File
Open Method File... Ctrl+0
Close Method File

Save Method File L
[ Save Method File As.. )

The [Save Method File As] sub-window opens.

Select the folder to save the method file in, enter a file name, and click [Save].

Specified parameters are saved as a method file.

@ Save Methad File As (=2
Save jn: | Projectl - @ ? v mv
I= Mame ° Date modified Type
""}f’ Mo iterns match your search,

Recent Places

Desktop
=

Libraties

1Ay
|-

Computer

“
L 4| 111 F

Tetneark
File narne: Batchinalysis_MRAM_CE 10W.qgr - Save
Save as type: GCMS Method File [*.qam) '] [ Cancel ]
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3.4 Starting Single Run

There are two ways of acquiring data, by single run (data acquisition executed only once) or by continuous
data acquisition (data acquisition performed continuously from multiple samples).

This section describes how to perform single run acquisition.

3.4.1 Registering Samples

Before executing single run, set the name or ID of the sample to be used for data acquisition, data file
name to save acquired data to, vial No., report settings, format file name, and other settings.

Click [Advanced] to configure the report settings and format file name.

"JJ' -
1 Click the (Sample Login) icon on the [Acquisition] assistant bar.

Sarnple Login - CAGCMSsolutiontDatatProjectl\Batchfnalysis MRM_CEL0V.q... [mE3e]

Linel

Acquisition [nformation

Sample Mame :

Sample |0 :

Data File : [ Unknown001.qgd

Baseline Data:

Data Description :

L m.z @e_‘
-

Sampler

Wial # : ' 1 i 2
(EH
1

R S S 5 - 3

Injection Wolume :
Hulti Inj. Times :

Tuning File : CAGCMS solution\Systemn Tune1h_20111206.qgt =

[Advanced»] [ Ok, ] [ Cancel ] [ Help

1 Enter the data file name.

@ note

* When only the file name is entered, the sample is saved to the same folder as the method file
open in the [Acquisition] window.

» To prepare for data acquisition when a data file of the same name already exists, a
confirmation sub-window is displayed to prompt whether to overwrite the file or automatically
rename the file.

2 Enter the position of the sample vial.

@ note

When "0" or "-1" is set, data acquisition is performed without samples being injected from the
autosampler.

3 Enter the sample injection volume.
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3.4.2 Preparations

Download the [Instrument Parameters View] parameters to the instrument to ready it for data acquisition.

¢ 3
1 Click the OI (Download) icon on the [Acquisition] assistant bar.
[{l/ NOTE

£
* When the OI (Download) icon is clicked without the parameters set at [Instrument

Parameters View] saved to a method file, a message box for selecting whether or not to save
the currently set method to the method file will be displayed.

GCMS Real Time Analysis (23]

% [030e] Sawe current bethod File?

© CAGCMSsolutiomiDatayP rojectlyBatchinalysis_MRM_CELV.qgrm

e T B

To save the method file, click [Yes]. If the method file is opened and edited, it will be
overwritten. Otherwise, the [Save Method File As] sub-window opens. Select the folder, enter
the name of the method file, and save the file.
To ready the system without saving the method file, click [No]. At this time, too, the set
parameters are downloaded to the instrument.
To cancel readying of the instrument, click [Cancel].

* When a sampler is connected to the instrument, single run is automatically started if the GC
status after it is readied for data acquisition is [Ready].

3.4.3 Starting Single Run

Start single run data acquisition.

1 When a sampler (AOC or HS) is not connected to the instrument, click the @ (Start)
icon on the [Acquisition] assistant bar.
During data acquisition, the chromatogram and spectrum are displayed, and the status of [Instrument
Monitor] is [Run].
When data acquisition ends, the status of [Instrument Monitor] returns to [Ready].

@ note
+ Data acquisition ends when the GC program time or the MS measurement time set to the method,
whichever is longer, elapses.

» Data acquisition can be also started by pressing the [START] button on the GC unit. The same
applies when a sampler is connected.

@ note

While the [GCMS Real Time Analysis] program is in operation, do not insert or remove devices (e.g.
flash memory, printers) connected on the USB interface or turn the power ON/OFF. Doing so might
impede communications with the instrument.
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3.4.4 Stopping Single Run

Stop single run data acquisition.

1 Click the

©

A Caution

When the

\)

(Stop) icon on the [Acquisition] assistant bar.

(Stop) icon is clicked to stop measurement midway, the MS program stops at that

point, but the GC program does not stop. This is to prevent sample from remaining in the column. If
it is OK to stop GC operation, press the [STOP] button on the GC unit.

3.4.5 Extending the Data Acquisition Time

The time may be extended during data acquisition.

This section describes how to extend the data acquisition time.

1 Click [Extend] on the [Acquisition] menu.

wcan_001.qgrm, Datal0lggdilined), EL CIDGast

Acquisition

Data Tools Window Hel

E

g

Sample Legin...

Download

Start

Extend...

Stop

Download Initial Parameters

2 Enter the extended time for both GC and MS in minute increments.

Extend Acquisition Time

[Extend Time: 10

)

5 |

Cancel ] [ Help ]

@ note

The data acquisition time can be extended only when one event is set in one group to MS

parameters and when one of the Q3 Scan, Q1 Scan, Product lon Scan, Precursor lon Scan, or
Neutral Loss Scan acquisition modes is selected.
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3.4 Starting Single Run

3.4.6 Snapshot

Data obtained so far since start of measurement can be displayed and analyzed during data acquisition.

=
1 Click the (Snapshot) icon on the [Acquisition] assistant bar.
Data obtained so far since start of data acquisition are displayed in the [Data Analysis] window.

&} GCMS Postrun Analysis (Admin) - [Data Analysis - QLScan.qgdl Snap Shot Data Analysis 1] o o=
9 File CompoundTeble View Gualitetive Quentitative Layout Tools Window Help _|=]x
o : 7 W] ) s = | Ak i
L L dd TER ? Bl M dr o @ A FREE e I
TICEMIC #1081 Peak | « | » |[Scan « | » Group « | [Method File Name]
1,000,000 Max Intensty : 7,684,843
L _ _ _ ax btensity - 7,684 —
7] Adrin
fralyzed
so] JAnalyzed]
2¢] [Sample Type]
A A Unknown
30 35 40 45 50 3 60 3 70 75 20 o e et 3
(1,000.000) Vax intensity : 7,654,843
B0 1o T e e e I
o [Commert]
ao]
sc]
[
Bl a0
Similarity
Search
20
7
Report 20]
& 1.0]
Gusde 30 a5 40 4% B 5 B B 70 7s 0 B « ’
[EventiT07 Scan RetTime: [(3000] Scandi: (1]
Base Fesk 431222247
WE T REL nten
1004 - - 48
o] S
‘h B af
7 o
hl‘ '.“I L H 133 H 177 152 ‘zu? ; 24‘9 H %' H 326 ‘?55 . 225 s am3  sen @I
500 750 1000 1250 iS00 1750 2000 2250 2500 2750 3000 3250 3500 | TR0 4000 4250 | 4500 4750 5000
o1 0 0 0 o .=
Ready UM

Analyze the data in the [Data Analysis] window.

To load acquired data from a continuing data acquisition after snapshot has been
executed, click (Update) on the toolbar in the [Data Analysis] window.
The latest data are displayed in the [Data Analysis] window.

WN
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3.5 Monitoring Instrument Status

This section describes how to monitor the current status of the instrument.

3.5.1 Instrument Monitor

[Instrument Monitor] displays the status of instruments and the measured values of various parameters. In
the [Monitor Settings] sub-window, parameter settings can be changed without changing the instrument
methods in the method file.

@ Linel ) Line2 | 9
Flanu

Fress  TatalF.

Splitf alve: Open) a

Temperature

B N =

SPL1 Owen I/F

lonSro Dl

Wacuum _o
3 2

L¥%ac.  HMac.

lonization Mode

G Consumables
27 —O
M5 Consumables

) [ F

() (6]

@)——o

No. Name Explanation

© |Instrument status The color changes according to the current status of the GC,
MS and HS.

35" Reference
For details, refer to Help.

@ |Linel/Line2 Switches the line to be monitored.

This item is displayed only when 2 lines are set in the system
configuration.

© |Units Monitors the information of units on the selected line.

O |Vacuum Displays the vacuum level as a graph. The triangular mark
moves according to the measured values. [H.Vac.] is not
displayed when the ion gauge is set to [lon Gauge] in the
system configuration.

© |GC Consumables The color of these items changes according to the degree of

MS Consumables consumption.
=3 Reference
For details, refer to Help.

@ |Detail Clicking this item opens the [Monitor Settings] sub-window.
Here, units' measured values and settings for other
parameters, and the current status and estimated replacement
time of consumables can be checked.

3" Reference
For details, refer to Help.
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3.6 Ecology Mode

No. Name Explanation

@ |Ecology Mode Units can be turned OFF and carrier gas flow rate can be
reduced when the instrument is standing by for data
acquisition. The original status is automatically returned to after
the ecology mode is canceled.

3.6 Ecology Mode

The ecology mode can be used to reduce power consumption or consumed carrier gas and CID gas

when the instrument is standing by for data acquisition. When the instrument enters the ecology mode,

the shutdown method is downloaded to the instrument. When the ecology mode is canceled, the

instrument is returned to the mode before it entered the ecology mode. There are two ways of entering

the ecology mode, manual and automatic. 3
This section describes manual operations.

=" Reference
For details on how to automatically enter the ecology mode, see "4.6 Entering the Ecology Mode
after Continuous Data Acquisition".

16.1

3.6.1 Setting the Ecology Mode

1 Click [Ecology Settings] on the [Tools] menu in the [Acquisition] window.

Scan_001.qgrm, Datal0l.qgd(Linel), EI CIDGasOMN.qgt]
Tools | Window Help

[ Ecology Settings... ]

Audit Trail Settings For Config File...

Check the Prograrn Files...

2 Set the content of the ecology mode, and click [OK].

Ecology Settings @
Efcidonn gthod Fig ] 1
CAGCMS zolution\SystemhShutdown. ggm E
Parameters Instrurnent Control
| Linel.. | | Ling... |
| Line2... | | Line2.. |
2
[ Ok ] | Cancel | | Help |

7 To download the shutdown method file to the instrument, select the [Shutdown Method File]
checkbox, and specify the name of the method file.

@ note

To edit the parameters of the shutdown method file, click the [Edit] button.

This starts up the [GCMS Analysis Editor] program, and the method file is loaded to the
[Acquisition] window. After parameters have been edited, save the method file.
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I 3 Data Acquisition

2 Click the button of the line for the parameters in the shutdown method file to download to the
instrument.

3 Select the parameters to download to the instrument, and click [OK].

Linel E

Downloads the following parameters ta the
instrument when perfarming shutdown.

SPL1
Temperature
Injection Made
Flow Control Mode
Pressure
Total Flaw — 3
Purge Flow

Col.Owen
Temperature

M5
Interface Temp.

E Ok | [ Cancel ] [ Help ]

4 To control the unit when the instrument enters the ecology mode, click the button for the line
corresponding to the unit.

Ecology Settings E

C:AGCM S zalution'SpstemtShutdawn.ggm E Edit...

Parameters Instrumnent Contral
[ Line... | [ Line.. | 4
[ Line2... | [ Ling?... |

l ak. ][ Cancel ][ Help ]
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3.6 Ecology Mode

5 Select the checkboxes of the commands to download to the instrument, and click [OK].

Linel [=23a]

Controle the following unitz when performing
shutdown.

Col.Oven
Fan OFF

MS
[¥]1G OFF
[ lan Source Heater OFF
Minimize the usage of CID gas

[k | [ Cancel ] [ Help ]

6 Inthe [Ecology Settings] sub-window, and click [OK].
3.6.2 Entering the Ecology Mode _

~
1 Click the \{é (Ecology Mode) button at [Instrument Monitor] in the [GCMS Real Time
Analysis] program.

@ note

This button cannot be clicked while data acquisition, tuning and system check are in progress or
while the instrument is starting up or is shutting down.

2 A message confirming whether or not to enter the ecology mode is displayed. Click
[Yes].
The ecology settings are downloaded to the instrument, and the instrument enters the ecology mode.

GCMSE Real Time Analysis 3

No || Help

@ note

While the instrument is in the ecology mode, the [Ecology Mode] sub-window is displayed, and other
sub-window operations in the [GCMS Real Time Analysis] program are not possible until the ecology
mode is canceled.
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I 3 Data Acquisition

3.6.3 Canceling the Ecology Mode

1 In the [Ecology Mode] sub-window, click [Cancel].

When the ecology mode is canceled, the instrument returns to the mode before it entered the ecology
mode.

Ecology Mode E

B

[ Cancel ] [ Help

3.6.4 Setting the PC or Display to the Power Save Mode

To set the ecology mode when the PC or display is not in use, set the mode in the Windows power
options.

@ note

» The instrument will not automatically switch to the power save mode while the instrument is
running. The instrument will switch to the power save mode after the current process is finished
and a specified amount of time elapses.

» The power save mode can be activated manually, depending on power option settings. However,
do not manually switch to the power save mode while the instrument is running. Doing so will
cause an error communicating with the instrument.

» This feature is not compatible with pretreatment units other than HS-20 or AOC-20.
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Acquisition

I Continuous Data
4,

Continuous data acquisition refers to data acquisition performed continuously on multiple samples. To
perform continuous data acquisition, first start by making a Batch Table.

4.1 Opening the [Batch Table] Window

1 Start up the [GCMS Real Time Analysis] program, and click the ﬂﬁ (Batch Processing)
icon on the [Acquisition] assistant bar.

The [Batch Table] window opens.

4

4.2 Creating Batch Tables

To acquire data continuously from multiple samples, set the sample information, vial #, method file, and
data file name to a Batch Table.

This section describes how to create a Batch Table.

4.2.1 Batch Table Wizard
Batch Tables can be made easily by using the Batch Table Wizard.

1 Click the F’rﬁﬁ (Wizard) icon on the [Batch] assistant bar.
The [Batch Table Wizard] sub-window opens. Set the following parameters.

Batch Table Wizard (23]

Batch T able

l @) New Append Jl 1

@E Batch Type

@ Linel Line2 Linel&Line2

Sample Type

. @ Standard & Unknown 2
E‘ Standard Only

Unknown Oy

Method

ﬁ[ Method File: I—

D ata Processing

¥

[,; Quantitative Qualitati

-
N

< Back [ Mext » ]‘| Lancel || Help | 5

7 Click [New] at [Batch Table].
To add a row to the currently displayed batch file, click [Append].
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I 4 Continuous Data Acquisition

2 Set the data acquisition pattern for the standard sample and unknown sample.
This description is for an example of how to create a Batch Table used to perform data acquisition on
both a standard sample and unknown sample.

3 set [Method File] to be used for continuous data acquisition.

4 Set whether to perform quantitative processing or qualitative processing on the data.

5 When settings are finished, click [Next].
The [Batch Table Wizard Standard Sample (1)] sub-window opens.

Set the standard sample information.

This sub-window is displayed only when the sample type is set to [Standard & Unknown] or [Standard
Only] in the previous sub-window.

Batch Table Wizard - Linel Standard Sample (1)
Standard Sample
o Wial #: 15 ~] 3 1
# of Calib. Levels: 35 Average Count; LSS — 2
Injection Yolume: 1 ul ——— 3
|
OI Sample N ame:
Standard S ample
[ Autc-increment
) Sample 1D: B —— 4
STD-00M
Auto-increment
[ < Back ”[ Mest » }jll = } { = } 5

T Enter [Vial #] where injection of the standard sample will begin.

2 Set [# of Calib. Levels] and [Average Count] that injection is performed from the same vial.

3 Ssetthe injection volume.

4 Enter [Sample Name] and [Sample ID] of the standard sample.
When [Auto-increment] is selected, [Sample Name] and [Sample ID] will automatically be assigned
to a continuous number.

5 Click [Next].
The [Batch Table Wizard Standard Sample (2)] sub-window opens.
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4.2 Creating Batch Tables

Batch Table Wizard - Linel Standard Sample (2) [=3]

[rata Create Filenames Automatically
@ [=MW Data File Name: —6
]

Auto-increment
| [ Report Ot R 7

O

ﬁm Data D ezcription

[ < Back I[ Mest > ]j[ Lansel | | Help | 8

6 Enter [Data File Name].
To automatically generate a data file name, select [Auto-increment].

@ note

Set the format of the data file name on the [Data Filename] tab page in the [Settings] sub-
T
window that is displayed by clicking the (Settings) icon on the [Batch] assistant bar.

Settings (=
ASCHConwet | @A/GC | Optionlems | FileConvert |
Stark B aw I Tupe I Folder | D ata Filename

Selected ltems
EBatch Filename Sample M ame
Batch Table Linett Sample D

Method Filename Batch Start Date
Uszer Name
Instrumnent Mare

Batch Start Time

[ ok ] [ Cancel ] [ Help ]

Batch Table settings matching [Selected Items] are joined by a hyphen "-," and are appended a
continuous number in accordance with the number assignment rule selected at [Auto-increment
Format].

/ To print a report, select [Report Out], and set the report format file name.

=" Reference
To create a new report format, refer to "8.2 Creating Report Formats".
8 Click [Next].
The [Batch Table Wizard Unknown Sample (1)] window opens.
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I 4 Continuous Data Acquisition

3 Set the unknown sample information in the same way as the standard sample.

Batch Table Wizard - Linel Unknown Sample (13

Unknown 5ample
o ial #: LY I 4
Sample Count: 14
@ Injection Yalume: 1 ul
i
0 Sample MName:
L nknown 5 ample| —— 1
[ Autarincrement
’ Sample [D:
LINK-0001
Auto-increment

< Back I[ Mest » ]i[ Cancel [ | Help | 2

T Enter [Sample Name] and [Sample ID] of the unknown sample.

When [Auto-increment] is selected, [Sample Name] and [Sample ID] will automatically be assigned
to a continuous number.

2 Click [Next].
The [Batch Table Wizard Unknown Sample (2)] window opens.

Batch Table Wizard - Linel Unknown Sample (2)

Data Create Filenames Automnatically

@ (=l Data File Mame:
3

! @ || Repart Out
o ‘:*\j Fieport Format File: 4

i Data Description

3 Enter [Data File Name].
To automatically generate a data file name, select [Auto-increment].
4 To print a report, select [Report Out], and set the report format file name.

X" Reference
To create a new report format, refer to "8.2 Creating Report Formats".

5 When settings are finished, click [Finish].
The [Batch Table Wizard] sub-window closes, and the Batch Table is created.

@ noTe

If there are values other than those in the Wizard that require setting, directly edit the Batch Table.
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4.2 Creating Batch Tables

4,2.2 Editing Batch Tables

In daily data acquisition, partially editing and executing an existing batch file is handy. This section
describes an example of how to batch-edit specified rows based on the vial #, sample name, data file
name, and other information of pre-edited rows. This section describes two functions, [Fill Series] and [Fill
Down], that are often used for directly editing Batch Tables.

Appending Settings with a Continuous Number

The [Vial#], [Sample Name], [Sample ID], and [Data File] items in the Batch Table are assigned a
continuous number.
This section describes how to assign a continuous number to [Vial#].

1 Drag-and-drop the batch file from the [Batch] tab page in the [Data Explorer] sub-
window onto the [Batch Table] window.

i GEMS Real Time Analysis (Admin} - Batch - [Batch Table] =0 Eoh =
& File Edit View Instument Batch Tools Window Help NEE
DEed SR (@ FEL B 2 >
|l |Data Explarer - Batch | [Folder CAGDH QF2010 Ulra
= Vial#t | Sample Name | Sample ID | Sample Type | Analysis Type | Method File | DataFile | Level# | Inj Volume | ISTD Amt |
Pr t
toelin =]ji=| 1 i | [ 0:Unknown [Irar | | | T 1 [lLevell Con |
[.-\Bamplet S amale2tr C\GP2010 Ul -
File Name M e N
B CLSN_TEST_Uttra,”2/10/2010 10:19 & \
V_TEST U, 2/1/2010 159 P
(I 2/5/2010 6:34 P
FEFINCISN_TEST Ultr...  2/8/2010 11:42 AM
BEFINCISN_TEST Ultr.. 2/8/2010 6:35 P
< m ] r
Deserintion
Bl i ,
Ready HUM  SCRL

2 Edit the vial No. of the first row to set with a continuous number.

Vial# Sample Name Sample Type| Analysis Ty Method File Data File Inj. Vo| Report Qut Report
1 { 2 ) CFN-100pe-01 (1:Lnknovun IToT TEST Ultragem Fepeat_000ged 1 ] Print
| OFM-100pe-02 XContral IT QT ILM TEST Ultragem Fepeat_(01ged 1 =] Print
1 CFM-100pe-03 XContral ITOTILM TEST Ultragem Repeat_(102 qed 1 ] Print
1 QFMN-100pg-04 XCaontral IT OT ILM TEST Ultragem Fepeat_003.ged 1 ] Print
[ 1 QFN-100pe-0% 2ontral ITETILM TEST Ultragem Repeat_004.ged 1 "] Print
[i] 1 OFMN-1000e-06 XContral IT QT ILM TEST Ultragem Fepeat 0050ed 1 =1 Print
3 Right-click the edited cell, and click [Fill Series].
[T R P PP R R o 3| Analysis Ty Method File Data File Inj. Wo| Report Out Report Fil
1 Fill Series jmat TEST Ultragem Repeat_000qed 1 | Print
J[TTQTILM TEST Ultragem Repeat_001ged 1 Print
Fill Down TQTIM TEST Ultragem Repeat_002qed 1 =] Print
ITQTILM TEST Ultragem Repeat_003ged 1 7] Print
Cut Crl+X ITQTILM TEST Ultragem Repeat_004.ged 1 7] Print
P el ITQTILM TEST Ultragem Repeat_005.ged 1 7] Print

The vial numbers, and the numbers appended to sample names and data file names will be set with a
continuous number.
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I 4 Continuous Data Acquisition

Vial# Sample Hame Sample Type| Analysis Ty Method File Data File Inj. Vo| Report Qut Report Fil
1 | 2 ) OFMN-100pe-01 01: Link novwn IT QT TEST Ultragem Repeat_000ged 1 (] Print

3 OFM-100pg-02 2Control IT QT ILM TEST Ultragem Repeat_1013ed 1 | Print
] OFMN-100pg-03 2Control IT QT ILM TEST Ultragem Repeat_002 ged 1 (] Print
[ OFM-100pe-04 2Control ITQATILM TEST_Ultragem Fepeat_003.9ed 1 | Print
fi COFM-100pe-04 2Gontrol IMTQTILM TEST Ultragem Repeat_104 qed 1 -] Print
il OFM-100pe-06 2Control ITQaTILM TEST_Ultragem Fepeat_0050ed 1 =] Print

@ noTe

[Fill Series] can be also executed for the selected range of cells.
Copying Settings
Settings can be copied to each individual column of a Batch Table.
This section describes how to copy and set [Sample Name].
1 Enter [Sample Name] of the first row.
Vial¥ Sample Name Sample Type| Analysis Ty Method File Data File Inj. Vo| Report Qut Report Fi
1 2 ST0] 0:Unk nown IT LT TEST Ultragem Repeat_100 ged 1 (] Print

3 OFMN-T00pe-02 2:Contral IT T ILM TEST Ultragem Fepeat_101ged 1 | Print
4 OFM-100pe-03 2:Contral IT QT ILM TEST Ultragem Repeat_102 ged 1 | Print
[ OFM-100pg-04 2Control IT QT ILM TEST Ultragem Fepeat_103 ged 1 | Print
[ OFM-100pg-05 XControl IT &T ILM TEST Ultragem Repeat_104 ged 1 (| Print
i OFMN-100pe-06 2Control IT QT ILM TEST Ultragem Repeat_005.ged 1 ] Print

2 Right-click the cell at the first row of the [Sample Name] column to copy,

and click [Fill

Down].
Vial# Sample Name [ Samnle Tunel Analusic Tw | Method File Data File Inj. Vo| Report Qut Report
1 2 =11 | Fill Series Jltragem Fepeat 100 ged 1 ("] Print
] OFH-100pe-03 B lltragem Repeat_001qzd 1 | Print
T [OFN-10pe-03 Aillllown) ftragem Repeat 002 ged i =] Print
[ CFN-100pg-04 Ultra gem Repeat_003ged 1 ] Print
§  |OFN-100pe-05 Cut Cirl+X [Jiragem Fepeat 004 qed T | Print
[ 7 |OFN-100pe-06 o Chler dragem Repeat_005ed 1 [7] Print
The content of the first row will be copied to all cells.
Viall [ eeeccsietbom—Sample Type| Analysis Ty Method File Data File Inj. Vo| Report Out Report Fil
1 2 S0 | (N IT GT TEST Ultragem Repeat_1003ed 1 (] Print
2 3 S0 2Control IT QT ILM TEST Ultragem Fepeat_001.ged 1 | Print
4 |[STD 2Control IT QT ILM TEST Ultragem Repeat_002 ged 1 (] Print
5 |[STD XControl IT QT ILM TEST Ultragem Fepeat_103qed 1 | Print
6 |[STD 2Control IT QT ILM TEST Ultragem Fepeat_004 ged 1 (] Print
7 l| STD 2Control ITQTILM TEST _Ultragem Repeat_1053ed 1 ] Print

@ note

[Fill Down] can be also executed for the selected range of cells.

4.3 Starting Continuous Data Acquisition

This section describes how to start and stop continuous data acquisition, pause continuous data
acquisition to edit the Batch Table, and partially execute continuous data acquisition.

4.3.1 Starting Continuous Data Acquisition

>

1 Click the
acquisition according to the Batch Table.

(Start) icon on the [Batch] assistant bar. This starts continuous data
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4.3 Starting Continuous Data Acquisition

4.3.2 Pausing Continuous Data Acquisition

Continuous data acquisition can be paused so that rows of the Batch Table that have not undergone data
acquisition can be edited. This section describes how to delete a row of the Batch Table that has not
undergone data acquisition.

1 During continuous data acquisition, click the n (Pause/Restart) icon on the [Batch]
assistant bar.

Data acquisition of the currently executing row is continued as it is.

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

Folder: C: %G ChS solution’S ampletS ample201 050P2010 Ulra
Viald Sample Name Sample Type| Analysis Ty Method File Data File Inj. Yo| Report Out F
1 fi OFN-100pe-01 0:Unknawen EL TEST Ultragem EM_SH_TEST_001ged 1 [~ Print
2 5 |OFH-100pe-02 FContral T QT I ELTEST Ulragem | EM.SN_TEST 002ged i | Print
3 ] QFN-100pe-03 2Contral TQTILM EL TEST Ultragem EM_SMN_TEST_003ged 1 [ Print
4 fi F 2:Contro i e o T [0 = M N[ PErey EnliSH TEST 0049ed 1 [ Print
; 3 Fill Series SAOIES I Wiged | 1T | | [ Frint
; [SH_TEST 006 3ed F

Fill Drowvn 8 Pint

Cut Chrl+3

Copy Ctrl+C

Paste CHrl+Y

Clear

Select Al

Copy Row

Add Row

Insert Row

Paste Fow

[ Delete Roy ]

The selected row is deleted.

Click the = (Save) icon on the toolbar.
The batch file is overwritten and saved.

&3

To resume continuous data acquisition, click the n (Pause/Restart) icon again on the
[Batch] assistant bar.

H

Data acquisition is resumed.

@ note

To cancel data acquisition without resuming it, click the | (Stop) icon.
4.3.3 Stopping Continuous Data Acquisition

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

Continuous data acquisition is stopped.
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I 4 Continuous Data Acquisition

4.3.4 Partially Executing Continuous Data Acquisition

1 Select the row No. of the Batch Table to perform partial execution.

2 Click the | B | (Start) icon on the [Batch] assistant bar.

The [Select Batch Execution Range] sub-window opens.

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

Select Batch Execution Range

Execution Range

) All Rows w
@ Selected Row(s]  3-6.9-10

Batch processing of the selected rows is partially executed.

@ notE

Partial execution is not available when TurboMatrixHS is connected.

4.4 Using Batch Queue to Perform Additional Data
Acquisition

This software enables data to be acquired consecutively using different batch files. Batch files used for
continuous data acquisition are registered to a memory area called "batch queue."

4.4.1 Creating Additional Batch Files

1 Start up the [GCMS Analysis Editor] program, and click the ﬂﬁ‘ (Batch Processing)
icon on the [Real Time] assistant bar.
The [Batch Table] window opens.
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2 Create the batch file to add to the batch queue,

4.4 Using Batch Queue to Perform Additional Data Acquisition

and save the file under a new name.

) 2 in) - Batch - (Batch [=le ==
& Ele Edit View Instument Batch Tools Window Help =
=12 | PR Bn 8| e cenmmm T
e liorD s Pt
e Vialt | Somple Name | Sampie 1D | Sample Type | Analysis Type | Method Fils | Dala File | Lovelti | _ini Valume | 15TD Am
[ce - Urlinowm Sanle| UNK.0001 1003 aod evell Con
rknown Sane| UNK 002 £ g4 evell Con
File Name Modified Date rknovn Sanle| UNK 0003 1005 cod evell Con
resa yam2esem e 0 o erllCon
UNK.0006 1003 ap evell Con
UNK0007 PE003 evell Con
UNK000G P10 evell Con
UNK.0003 et evell Con
Mo UNK.0010 P02 0 evell Con
(1| 15[ Urkoown Sanple| UNK.a0T1 ror P13 apd 1 7| (Levell Con
21 UNK.0072 | 0nknown |07 MRH.gn | pe014.agd 1 T (Levell Con
Rl —— 3
Descotin
ikl ) 2 Aoistion | 5 Balch Table
Ready UM

3 Exit the [GCMS Analysis Editor] program.

OTE

KA
has been specified.

exited.

4.4.2 Adding Batch Files

1

simultaneously.

Start up the [GCMS Real Time Analysis] program.
During data acquisition, two windows, the [Acquisition] and [Batch Table] windows are displayed

The batch queue function operates only when the [GCMS Analysis Editor] program has been

Data acquisition is not started if there are duplicate data file names or a non-existent method file

di File Edit View Method Instrument Acquisition Dsta TIools

4 GCMS Real Time Analysis (Admin) - [Acquisition - OFN_Q1SCAN.qgm, Q15can_001.qgd(Linel), 20120203_ELqgt]
Window Help

Ces D Sla Gl ETEICIED) @ @ | i cl uk e Ta e o i & i |

[E=nEeR =
[-]=]x]

b

L \
\_backup_20120117_GCMSsolution\Data\Projectl\kishida\Projectl \test.qgb EI
old=r -\ backup 20120117 GCMSsolion Date Project [\ishida Projectl

- [
1 (Level Con
= T f
E —— —
Deta xproTer - MIemnen = g —
Froject in = o armple D) GC Fun
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I 4 Continuous Data Acquisition

Click the [Batch Table] window.
The content of the toolbar, menu bar and assistant bar is changed.

3 Select [Batch Queue] on the [Batch] menu.

Batch | Tools ‘Window Help

Start

Pause
Stop

[ Batch Queue.., ]

Settings...

Enters Ecology Mode when ending Realtirme Batch

The [Batch Queue] sub-window opens.

4 Click [Add], and select the batch file to add.

Batch Queue E

C:AGCk Szolution'.D ata'Project14StandardS amplel . ggb

Hemove

Move Up

II Ilb
=8
I

Maove Down

[ ok | [ cancal | [ gy | [ Hem

The [Batch Queue] sub-window displays a list of registered batch files, and data acquisition is
continuously performed on the files in order from the top of the queue.

The order of registered batch files can be changed by the [Move Up] / [Move Down] buttons, and
registered batch files can be deleted from the list by the [Remove] button.

5 After editing the batch file list, click [OK].
The batch file is added to the batch queue.
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4.5 Displaying Remaining Time of Continuous Data Acquisition

4.5 Displaying Remaining Time of Continuous Data
Acquisition 162

The remaining time of the current continuous data acquisition can be displayed after the acquisition is
started. When batch files are set to the batch queue, the remaining time for completing all batch files is
displayed.

1 Open the [Batch Table] window, and click [Option] on the [Tools] menu.
Window Help
Ecology Settings...
Audit Trail Settings For Config File...

Check the Program Files... | 4

I 7 |

Check Raw Data... f

Option...

The [Setting Options] sub-window opens.

2 Open the [Batch Processing] tab page.

Setting Options @

Method Advanced | PDF Export |  Compatible
File New | BatchProcessna |  AuwoCopy | Application

The batch analysis does nat stop even when the mgnai
{0 the detector is saturated. {

[ The conterts of the previous row is used for making
the new row.

[] After the batch analysis finishes, the batch file is saved.

Display Remaining Time to Batch Processing
End.

OK || Cancel || Hep
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I 4 Continuous Data Acquisition

3 Select [Display Remaining Time to Batch Processing End.].

4 Click [OK] to close the [Setting Options] sub-window.

Click the | M= [ (Start) icon on the [Batch] assistant bar.

The remaining time for completing the acquisition is displayed in the instrument monitor.

id
GC [Run Iil
M5 Run bl
engity: 523 Group: 1
Max Intensity : 560 Batch Time Remaining
i about 1h 48 min
Flovs
EN
= Presz  TotalF.
@ notE
The remaining time display can be configured only when all items below meet in the System
Configuration.

* Number of analytical lines: 1

* Autosampler: AOC-20i or AOC-20i+s
* Injection port: SPL

» Detector: MS

4.6 Entering the Ecology Mode after Continuous Data
ACC]UiSitiOﬂ 16.1

The ecology mode is a function for reducing the amount of electrical power and carrier gas consumed
during standby for data acquisition. The instrument can be switched to the ecology mode after all
continuous data acquisition operations end.

1 Open the batch file to be used for continuous data acquisition.

Select [Enters Ecology Mode when ending Realtime Batch] on the [Batch] menu.
A checkmark is added to the selected menu item.

) - [Batch Table - testl.qgh]
Batch | Tools  Window Help
Start

Pause
Stop

Batch Queue..,

Settings...

Enters Ecology Mode when ending Realtirme Batch
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4.7 Errors During Batch Analysis

Click the | I [ (Start) icon on the [Batch] assistant bar. A message for confirming the
ecology mode is displayed. Click [Yes].

GCMS Real Tirne Analysis 3

5 1 [1138] Do you want to go into the ecology mode after batch processing
" ends?

Mo | | Help |

The instrument switches to the ecology mode after all continuous data acquisition operations including
batch queue end.

@ note

Though the setting to enter the ecology mode after batch processing ends can be cancelled by
repeating Step 2, it is recommended that this setting remain enabled at all times.

@ note

In the ecology mode, the [Ecology Mode] sub-window is displayed. To perform operations in other
sub-windows in the [GCMS Real Time Analysis] program, cancel the ecology mode.

To cancel the ecology mode, click the [Cancel] button in the [Ecology Mode] sub-window.

After the ecology mode is canceled, the instrument returns to the mode before it switched to the
ecology mode.

Ecology Maode @

o

| Cancel | | Help

4.7 Errors During Batch Analysis

This section describes main instrument-related errors that occur during batch analysis, and whether batch
analysis is continued or canceled according to each error.

Error Code Error Message Real Time Batch
0x0D47 The specified vial does not exist. Batch analysis is continued.
0x0D55 The specified vial does not exist. Same as above
0x0D95 Over 25,000 hours of usage. Be Same as above

sure to perform maintenance on
turbo molecular pump.

0xOD9F Filament in ion gauge consumed. Same as above

0x0DA2 Vacuum level deterioration. Filament | Same as above
turned off.

0xODA3 Filament turned on again. Same as above

0xODAD Filament 1 consumed. Same as above
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I 4 Continuous Data Acquisition

Error Code

Error Message

Real Time Batch

O0xODAE

Filament 2 consumed.

Same as above

0x0DB6

lon gauge cannot be controlled
normally.

Same as above

O0xODA7

Vacuum level deterioration.

Same as above

0x0D98

Filament 1 consumed. Filament
switched.

Batch analysis is canceled.

0x0D99

Filament 2 consumed. Filament
switched.

Same as above

0xODAO

Detector saturated.

Same as above(*1)

0x0D9C

Trap/Total current is insufficient.

Same as above

0x0D9D

R.F. power source error.

Same as above

0xOD9E

Detector high-voltage power supply
error.

Same as above

0x0DB1

Total current is insufficient.

Same as above

0x0DBO

Trap current is insufficient.

Same as above

0x0DB2

Conversion dynode power source
error.

Same as above

(AOC-20i/s-related error)(*2)

Same as above

0x0D80 -
0x0D91

(Instrument communications-related
error)(*3)

Same as above

0x0D92

Vacuum system is not ready.

Same as above

0x0F00

Connection to instrument failed.

Same as above

0x0F01

Process stopped due to active
instruments.

Same as above

0x0F02

Received error status.

Same as above

0x0F03

Received unexpected status.

Same as above

0x0F04

Failed to initialize instruments.

Same as above

0x0F06

Communication Hardware is not
connected.

Same as above

0x4300

CID gas flow rate may be insufficient
or unstable.

Same as above

0x4301

CID gas flow rate may be insufficient
or unstable.

Same as above

0x4302

CID gas flow rate may be insufficient
or unstable.

Same as above

0x4303

The connection with the GC unit
failed.

Same as above

0x4304

Detected carrier gas leak. Cooling
down column oven, and then turning
off flow controller.

Same as above

0x4305

Detected carrier gas leak. Cooling
down column oven, and then turning
off flow controller.

Same as above

0x4306

Vacuum level doen't come to be
enough. Vacuum system will shut
down automatically.

Same as above

0x4307

An abnormality occurred in the
vacuum system. The vacuum
system will stop automatically.

Same as above

0x4308

Turbo molecular pump 1 isn't ready.

Same as above

0x4309

lon gauge can not be controlled
normally.

Same as above

0x430A

Filament in ion gauge consumed.

Same as above
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4.7 Errors During Batch Analysis

Error Code Error Message Real Time Batch

0x430B lon gauge can not be controlled Same as above
normally.

0x430C lon source temperature can not be |Same as above
controlled normally.

0x430D lon source temperature sensor error.| Same as above

0x430E lon source temperature can not be |Same as above
controlled normally.

0x430F lon source temperature can not be |Same as above
controlled normally.

0x4310 Conversion dynode power source  |Same as above
error.

0x4311 Detector high-voltage power supply |Same as above
error.

0x4312 Detector saturated. Same as above

0x4313 An error occurred in the high- Same as above
frequency power supply (Q1 Main
rod).

0x4314 An error occurred in the high- Same as above
frequency power supply (Collision
Cell).

0x4315 An error occurred in the high- Same as above
frequency power supply (Q3 Main
rod)

0x4316 The temperature may be unstable |Same as above
(Q1 RF capacitor).

0x4317 The temperature may be unstable |Same as above
(Q3 RF capacitor).

0x4318 The temperature may be unstable |Same as above
(Q1 RF capacitor).

0x4319 The temperature sensor is Same as above
disconnected (Q1 Main rod).

0x431A The temperature may be unstable |Same as above
(Q3 RF capacitor).

0x431B The temperature sensor is Same as above
disconnected (Q3 Main rod).

0x431C Temperature of DI probe can not be |Same as above
controlled normally.

0x431D DI probe is not set or something Same as above
wrong.

0x431E Temperature of DI probe can not be |Same as above
controlled normally.

0x431F Temperature of DI probe can not be |Same as above
controlled normally.

0x4320 Trap/Total current is insufficient. Same as above

0x4321 Filament 1 consumed. Filament Same as above
switched.

0x4322 Filament 1 consumed. Data Same as above
acquisition stopped.

0x4323 Filament 2 consumed. Filament Same as above
switched.

0x4324 Filament 2 consumed. Data Same as above
acquisition stopped.

0x4325 lon gauge can not be controlled Same as above

normally. Data acquisition will stop.
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I 4 Continuous Data Acquisition

Error Code

Error Message

Real Time Batch

0x4326

lon gauge can not be controlled
normally. Data acquisition will stop.

Same as above

0x4327

Q1 RF Heater has stopped.

Batch analysis is continued.

0x4328

Q3 RF Heater has stopped.

Same as above

0x4329

Q1 RF Fan has stopped.

Same as above

0x432A

Q3 RF Fan has stopped.

Same as above

0x432B

Main Fan has stopped.

Same as above

0x432D

Detected carrier gas leak. Stop ion
source heater.

Batch analysis is canceled.

0x433D

Filament 1 consumed.

Same as above

0x433E

Filament 2 consumed.

Same as above

0x433F

Vacuum level. Deterioration. Heater
in MS turned off.

Same as above

0x4340

Vacuum level. Deterioration. Heater
in MS turned off.

Same as above

0x4341

Vacuum level. Deterioration. High
voltage and filament are immediately
switched off.

Same as above

0x4342

Vacuum level. Deterioration. High
voltage and filament are immediately
switched off.

Same as above

0x4343

Vacuum level. Deterioration. lon
gauge is immediately switched off.

Same as above

0x4347

Vacuum level. Deterioration. High
voltage and filament are immediately
switched off.

Same as above

(*1)When the [The batch analysis does not stop even when the signal to the detector is saturated.]

checkbox is selected on the [Batch Processing] tab of the [Setting Options] dialog box, this error is not
counted as an error.
(*2) Refer to Troubleshooting section in GC-2030 Instruction Manual (PDF file) for details.
(*3) Refer to Error Message Help for details.

@ note

There are other errors in addition to the above that cancel batch analysis or allow it to continue. Refer to
GCMS Help for more information.
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This chapter describes how to display the results of acquired data and how to set data processing
parameters during postrun analysis. In the [Data Analysis] window, one data file is analyzed.

3" Reference
Multiple data files are analyzed in the [Quant Browser] window. For details, see "6 Quant Browser".

5.1

[Data Analysis] Window

The [Data Analysis] window has the following views.

» [Chromatogram View] which comprises a full chromatogram that displays the entire chromatogram after data
acquisition, and a zoomed chromatogram that displays an enlarged chromatogram

* [Spectrum View] for displaying the spectrum of the retention time (or retention time range) specified in
[Chromatogram View]

» [Quantitative View] for displaying the quantitative chromatogram of the compound selected in [Compound

Table View], the calibration curves, and reference ion information

» [Compound Table View] for displaying the settings or identification results of the Compound Table in the data

file.

5.1.1 Opening the [Data Analysis] Window

1
2

The [Data Analysis] window opens.

2]

Start up the [GCMS Postrun Analysis] program.
ik

Click the m (Qualitative) icon or j:A "-

bar.

3]

(4]

& GCMS Pastrun Analysis (Adrmir - [Dsts Analyss - pet st 00 Lagel ==
B File Compound Table View Qualtative Quantitative Layout Tools Window | Help NED
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= | (Quantitative) icon on the [Postrun] assistant
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I 5 Postrun Analysis

No.

Name

Explanation

Chromatogram View

The upper level displays the TIC or MIC of all measurement
times after data acquisition. The lower level displays the
enlarged TIC, MIC and MC. The sample information is
displayed on the right side.

Spectrum View

Displays the spectrum of the retention time (or retention time
range) specified in [Chromatogram View]. When data is
acquired with multiple events, spectra for all events registered
to the group to which a specified retention time belongs are
displayed in a stack.

Quantitative View

Displays the quantitative chromatogram of the compound
selected in [Compound Table View], the calibration curves, and
reference ion information.

Compound Table View

Displays the settings or identification results of the Compound
Table in the data file, and the settings or grouping results of the
Grouping Table.

5.2 Displaying Chromatograms and Spectra

This section describes how to display chromatograms and spectra in the [Data Analysis] window.

1 Click the M (Qualitative) icon on the [Postrun] assistant bar.
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5.2 Displaying Chromatograms and Spectra

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

& GEMS Postrun Analysis (Admin) - Data - [Data Analysis - Unfitled]

€ File Compound Table View Qualitative Quantitative Layout Tools Window Help [=T=][x]
U S0 @ @ED 2| |2 F@E 40 b kam
————Ix| Data Explorer - Data TICEMIC Poak [ +]» | Scan |« |» | Grow « ]~
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i 4 oo b ety 0
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Ready UM

The content of the data files is displayed in the [Data Analysis] window.
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I 5 Postrun Analysis

5.2.1 Chromatogram View

[Chromatogram View] displays chromatograms and the instrument status curves.

TQ

e e =R ) fremoarie namer )
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1000 1) 0
Tic (e EeTz Sene w0 wen 2716295 Oven Tempirg 1' [Analyzed by]
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o
[Sample Type]
Urknawn
254
[Sample Name]
L JL | I Fest! SCompounds fug/ml
A I | S
0 50 70 a0 90 100 110 120 130 40 150 180 170 180 190 [Sample 1D]
Wi Inensty - 7,658,575 )
[;\c’ ] ) Ting GE1S Scand 5% e F78,871 oven Tempizi 19| . | [Comment]
X '
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0
509 r
H
H 0
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@ |Chromatogram information

Displays the range indicating TIC and MIC. Displays the range
of the group number of the zoomed chromatogram.

@ |Chromatogram label

Displays the event No., m/z and magnification of the currently
displayed chromatogram.

@ note

When a reference data file is open, the reference data file
No. and m/z of the chromatogram are also displayed.

© |Graph comment

Displays the retention time, scan number and intensity of the
mouse position, the column oven temperature when sample is
injected from the GC, and the DI temperature when sample is
injected from the DI.

O |Peak Moves the vertical line to the peak top of the adjacent peak,
and displays the spectrum of that retention time in [Spectrum
View] when the peaks of the chromatogram are detected.

© |[Scan Displays the spectrum of the retention time of the immediately
preceding or following scan in [Spectrum View].

O |Group Displays the chromatogram of the immediately preceding or

following group in the zoomed chromatogram.

@ |Full chromatogram

Displays the TIC or MIC of all measurement times after data
acquisition.

Dragging the pointer across the chromatogram displays an
enlarged view of the range indicated by dragging.

@ note

When a reference data file is open, the chromatogram of
the reference data file is also displayed.

©® |Zoomed chromatogram

Displays the chromatogram according to the Fragment Table.
Dragging the pointer across the chromatogram displays an
enlarged view of the range indicated by dragging.

@ noTe

When a reference data file is open, the chromatogram of
the reference data file is also displayed.
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5.2 Displaying Chromatograms and Spectra

No. Name Explanation

© |Sample information Displays the sample information. "There is an error log" is
displayed when an error is logged during data acquisition.
When a reference data file is open, the reference data file No.
and file name are displayed.

@ |(vertical line) Displays a vertical line at the retention time by which spectra
are extracted.

@ |Peak top comment Displays the information of the detected peak.

Items displayed in the [Chromatogram View Properties] sub-
window can be selected. Some of the items in reference data
files cannot be displayed as peak top comments.

=3 Reference

For details, refer to Help.

@ note

Set the view ratio between the full chromatogram and zoomed chromatogram, and full chromatogram and
sample information display/hide selection in the [Chromatogram View Display Setting] sub-window.

To open the [Chromatogram View Display Setting] sub-window, click [Display Settings] - [Chromatogram
View] on the [View] menu.

5.2.2 Spectrum View

[Spectrum View] displays the spectrum of the retention time (or retention time range) specified in
[Chromatogram View].

In the case of data files acquired by measuring with multiple events, spectra for all events registered to the
group to which a specified retention time belongs are displayed in a stack.
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ol 083 . | = : 128 1=}sl 185 || 2oy 2 247 _ 263 282293 S o7 340 =]
s00 750 1000 1250 1500 1750 2000 2250 2500 2750 3000 3250 3500

ventH2:SIM - Ret Time : [6.433 -» 6.450] - [6.408 <-» 6.432] Scan#: [106 > 110] - [100 <-> 120]  RetIndex: 12621

(@

Base Peak: 109/ 35 631
1004 - 105 miz - 184.00° Abs. Inten. 0. Rel Inten. .- 0.00

L

50

D&

110 120 130 140 140 160 170 180
No. Name Explanation
@ |[Spectrum information Displays the event No. of the spectrum, acquisition mode,

mass according to acquisition mode, retention time, scan No.,
and retention index.

@ note

Mass according to acquisition mode refers to the mass of
the precursor ion when the spectrum in the product ion
scan mode is displayed, the mass of the product ion in the
precursor ion scan mode, and the "Losses of" mass in the
neutral loss scan mode.
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Name Explanation

Graph comment Displays the mass, peak intensity and relative intensity at the
mouse position.

Base peak Displays m/z and intensity values for base peaks.

o® 0|F

Regist This is displayed on the upper right of a spectrum for each
event. The currently displayed spectra for the corresponding
events are registered to the spectrum process table.

®

Spectrum Displays the spectrum of the retention time at the vertical line of
[Chromatogram View] according to the spectrum format
parameters.

@ note

In the case of events in the MRM and product ion scan
acquisition modes, the horizontal axis of the displayed
spectrum becomes the scale of the Q3.

In the case of events in the precursor ion scan and neutral
loss scan acquisition modes, the horizontal axis of the
displayed spectrum becomes the scale of the Q1.

@ |Active mark This is displayed on the left side of the active spectrum. A
similarity search can be performed on the spectrum, the library
can be registered to the spectrum, and the MS Table can be
displayed.

@ noTe

Whether or not a spectrum is displayed for each event when measurement has been performed by
multiple events can be set in the [Spectrum Graph Display Setting] sub-window. Also, the number of
spectra displayed in a single sub-window and display/hide of the standard spectrum of the
Compound Table are set in this sub-window.

Spectrum Graph Display Setting IEI
[V]Event 1 d
[V]Event 2
Vlevent3
[V]Event 4
[V]Event 5

The number of display spectrum :
5

[ pisplay standard Spectrum :

E
By default, [The number of display spectrum] is set to "1". When analyzing data scanned using
multiple events (data acquired by Product lon Scan, Precursor lon Scan, or Neutral Loss Scan), set
a high value, "10" for example, to display all events in the [Spectrum View].
To open the [Spectrum Graph Display Setting] sub-window, click [Display Setting] - [Spectrum View]
on the [View] menu.

I¥° Reference

For details on how to display the standard spectrum, see "5.2.6 Displaying the Standard Spectrum in
[Spectrum View]".
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5.2.3 Quantitative View

[Quantitative View] displays the quantitative chromatogram, calibration curves, and reference ion
information of the compound selected in [Compound Table View].

1 2] (3] 4]

PRSI RIS e Intensity : 452 321 Areg

geo)] . ]
—_— 400000

4.0

1 300000
3.0 ]

207 200000

=
1
TOETaE

100000

D 4

L

5.75 800 B.25 £.50 6.75 0 s0 Cone | -

Type miz Intensity | SetX Act% | Ref.Band
| Target 186.00 112063 10000  100.00
Fief.lonl 109.00 463906 |  421.00| 41401 70 6
Fief.lon2
Fief.lon3
Ref.land
Ref.lons

No. Name Explanation

© |Quantitative chromatogram Displays the target ion of the compound selected in [Compound
Table View], and the chromatogram of the reference ion.

@ note

When a reference data file is open, its quantitative
chromatogram is displayed in a stack under the
measurement data file.

@ |Chromatogram label Displays the m/z of the currently displayed quantitative
chromatogram according to the ID chromatogram Fragment
Table.

© |Peak top comment Displays the information of the detected peak.
Items to be displayed can be selected in the [Chromatogram
View Properties] sub-window.

O |cCalibration curve Displays the calibration curve of the compound selected in
[Compound Table View].

@ note

When a reference data file is open, sample information is
displayed in a stack under the measurement data file
instead of the calibration curve.

@ [Reference ion information Displays the m/z, area/height/mass, setting% and
measurement% of the intensity ratio, and allowable width of the
target ion and reference ion.

This information can be edited by clicking & Edt in [Compound
Table View].

@ note

Set the quantitative chromatogram and calibration curve, and display/hide selection of the
reference ion information in the [Quantitation View Display Setting] sub-window.

To open the [Quantitation View Display Setting] sub-window, click [Display Settings] -
[Quantitation View] on the [View] menu.
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5.2.4 Displaying the Spectrum of a Specific Retention Time

1 In [Chromatogram View], place the mouse pointer over the retention time to be extracted
as the spectrum, and double-click it.

(100,000 M Intensity - 199,806

FMITIC(1.00) Time B.419 Scang 101 Inten 46,752 Crven Temp149.19) .
2.0 185 0015 62)
[2:109.00(1.56)
154
]
1 U—’M\
05+ b
&l
0.0 E‘

The spectrum at that retention time position is displayed in [Spectrum View].

Eventl:Scan RetTime: [6.425 > 6.442] - [6.408 <-» 6.533] Scan#f: [103 5 107]-[99 <> 129]  Retlndex: 1251 [

Base Peak: 109/ 25,213

o 03 Mz 23580 Abs Ien. 5 Relimen. 002
50
] 5 185 %
pl—60 [ a3 | 95 "% e has L B0 om  om o ms ga | G
50 100 150 200 250 300 350
EventH2:5IM Fiet Time : [E.425 > 6.442] - [6.408 <> 6.533] Scantt: [104 5 108]-[100 ¢ 130]  Retlndex: 1261 @)
U Baze Peak: 108/ 40 665
1003 109 miz Ahs, Inten. Rel. Inten.
50

(D)%

0 T T T T T

5.2.5 Displaying the Chromatogram of a Specific m/z

1 Double-click the m/z of the chromatogram to display in [Spectrum View].

Eventil:Scan RetTime: [9.667] Scanit: [BE1] E]
Baze Peak: 121/3 595 977
] myz Az, Inten. Rel. Irten.
1004 1
& 150 @
o858 us|L) s Jsz 1B216% 176 207 | &
750 100.0 1250 150.0 175.0 200.0

That m/z is registered to the Fragment Table, and the chromatogram is displayed in the zoomed

chromatogram.
TIC & MIC H>#1 Peak | « | » [Scan| « | » |Group] + | »
(x1,000,000) Max Intensity . 7,659,975
i 7 Tine 5130 Scond 354 Imen. 7623502 Oven Templ66a0|
Fetd TIC
5.0
oo oo — R JL R .
50 80 70 80 90 100 o 0 130 140 150 | 160 170 180 190
(x1,000,000) Mz Intensity : 7 659 975
1< (1.00) Time Scand Irten Crven Temp|  »
75121001 07)
Ref.1 TIC
5.0+ ‘_|
2.5
==
oo & =1
T T T T T — ) T T T T T
a1 92 93 9.4 95 95 97 98 a9 100 104 102
] = 2
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5.2 Displaying Chromatograms and Spectra

5.2.6 Displaying the Standard Spectrum in [Spectrum View]

The standard spectrum currently registered to the Compound Table can be displayed at the lowermost
level of [Spectrum View].

1 Click [Spectrum View] - [Display Setting] on the [View] menu.
The [Spectrum Graph Display Setting] sub-window opens.

Spectrum Graph Display Setting

[V]Event 1 oK
[CEvent 2

The number of display spectrum :

(@

2 Select [Display Standard Spectrum], and click [OK].

The standard spectrum is displayed under the measured spectrum.
The range of the mass axis is aligned with the measurement spectrum of event 1 and the standard
spectrum, whichever is larger.

[Eventi1Gean Ret Time : [6.233 > £.250] - [6.208 <> B.342] Scankt: [143 3 161]- [146 <> 162] D
Base Peak 1004 230,035
1004 109, mfz 20400 Abs.Inten. 0 Rel.Irten 0.00
50
0 185 &)
o &0 | ] 13 4 143 174 |4s 220 1 41 al
T 1 T ) T T T T T
ID#1 Standard Spectrum @
Base Peak: 109 1,000
1004 109, mfz 18100 Abs.Inten. 0 Rel.Irten 0.00
504
3 185 &y
oL_s8o a3 13 qps M5 I 220 =l
500 750 1000 1250 1500 1750 2000 2250 2500 2750 3000 3250 3500

3 Drag on the spectrum to enlarge it.

Both the measured spectrum and standard spectrum are displayed zoomed.

@ note

To initialize zoom, right-click the spectrum, and select [Initialize Zoom] on the displayed menu. Both
the measured spectrum and standard spectrum are initialized.
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5.2.7 Comparing the Quantitative Chromatogram with Other
Measurement Data

The chromatograms of up to three reference data files can be displayed in [Chromatogram View] and
[Quantitative View], and the chromatograms of multiple data, such as standard spiked samples, can be
compared on the same sub-window.

Opening Reference Data Files

1 Click [Open Reference Data File] on the [File] menu.

2 In the [Open Data File] sub-window, select the reference data file, and click [Open].
The chromatogram is displayed in [Chromatogram View] and [Quantitative View].

@ noTe

* GCMS data files and data files measured with GC-2010 detectors can be selected. Data files
measured with GC-2030 detectors cannot be selected.

» Analysis processing cannot be performed on the chromatograms of reference data files.

Closing Reference Data Files

1 On the [Close Reference Data File] sub-menu of the [File] menu, click the file to close.
[{l/ NOTE

Even if the reference data file is closed, the data file open in the [Data Analysis] window does not
close.

5.2.8 Comparing Chromatograms with the Intensity Axis of the
Quantitative Chromatogram Fixed

When the reference data file is open, the quantitative chromatograms of the measurement data file and
reference data file are displayed in a stack in [Quantitative View].

The intensity axis of quantitative chromatograms displayed in [Quantitative View] can be fixed to the
identified peaks in a specified data file. By fixing the intensity axis, whether or not the chromatogram
contains the target component and whether or not the peak of the component is at the detection limit or
below can be checked at a glance.

1 In [Quantitative View], right-click the chromatogram to fix the intensity axis, and click
[Fix the Intensity Axis to this Data.].

Select the data file used as the detection limit such as data file for a calibration curve level 1.
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5.2 Displaying Chromatograms and Spectra

The intensity axis of the quantitative chromatogram is fixed to the intensity of the selected data file.

2 Check presence of the target component.

7 In [Compound Table View], click the row of compound.

o1 i
(1,000 000) Max Irtensity : 1,721,747 Area A
1 75185 00 a =
110300
400000
1.504
125 300000
1.004
0754 200000
0.504
100000
0.254
g
0.0 ‘ T = 0 ‘ ‘ T T
575 6.00 625 650 7S 2480 500 750 Cone:
[pesL sl M TBGz: b otln A Cile b1 Cind
1.758100,000) Mal) Undo Zoom
e 26:04 PM
Redo Zoorm
1.504
Initialize Zoom bounds Tug/mL
2o Ease Shift
1.004 [ Fix the Intensity Axis to this Data, ]
055 TTIETIS Oy PGt TG e SECTIg
DisplaySetting...
050+
Copy
0.254
k Properties...
T T T =
273 600 625 650 B.7a 4 Ll A

in#l_ Mama Tuna licTn & miz Bat Tima | Bat_Indas Linit Baf lnne Conc 1
[ 1. Dichloreos | Target 1] 185.00 6.250 0 | ugsL 109.00 100

Z | FENODUGAD | | Siget ] Tou, U0 ELET T oL 2100 Tuo

3 Simazine Target 1] 201.00 109592 0] uasl 186.00 100

2 In [Quantitative View], check whether or not the peak is at the detection limit or below.

In the figure below, it can be seen that the peak is at the detection limit or above since the
chromatogram is displayed exceeding the maximum value of the intensity axis of the graph.

# o1 i
(100,000) Max Intensity : 1,721,747 Area
175 N E
109.00
4 507 400000}
1.25+
300000
1.00+
075 200000-]
050+
100000
025
g
N T e ] o r r T T
ava 6.00 525 6.0 B3 250 a00 Ta0 Conc.
peet SRS Mathod File Name : SIM
. ethod File Name : qgm
q .75()‘115050550) M Intensity - 175,211 Analyzed by drmify
05 00 * Analyzed: 77242001 2:26:04 PM
Sample Type : Standard
1504 Levelt: 1
Sarnple Mame : Pest13Compounds TugdmL
1251 Sample |0 : STD-0003
Cormment :
1 .00+
0.7+
050+
0259 =
L q
0.00 : - : =l
575 6.00 625 6.50 B7S 4 -
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I 5 Postrun Analysis

5.3 Qualitative Processing

This section describes how to set peak integration parameters, perform qualitative peak integration on
chromatograms to detect peaks, search spectra from the library, and identify components.

@ note

Qualitative processing (e.g. peak detection or registration of spectra to the Spectrum Process Table)
can only be performed on event 1.

5.3.1 Flow of Qualitative Processing

1. Peak detection
Detect peaks to extract the spectrum for searching from the library. Peaks are detected manually and
automatically.

I Reference
See "5.3.2 Performing Qualitative Peak Integration Automatically” and "5.3.4 Performing Qualitative
Peak Integration Manually".

2. Spectrum search from library

Compare spectra registered to the library file with the spectra of detected peaks to display library spectra
as a list in order of highest similarity. Components are identified by comparing the spectra of detected
peaks with the list.

=" Reference
See "5.3.6 Searching Spectra from the Library".

5.3.2 Performing Qualitative Peak Integration Automatically

This section describes how to set peak integration parameters to automatically detect peaks.

1 Click [Peak Integrate] on the [Qualitative] menu, and select the m/z to perform peak
integration with on the sub-menu.

Qualitative | Quantitative Layout Tools  Window Help

1 Qualitative Pararneters.., | ,'.H. @ ) ﬁ
ﬂ Peak Integrate » TIC

Peak Integrate for TICCAN Group) 12100

Peak Integrate for All Displayed Chromatograrm 109.00
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5.3 Qualitative Processing

2 In the [Qualitative Parameters] sub-window, set the peak integration parameters, and
click [OK].

CQualitative Parameters @

Peak Integration | Spectrum Frocess

Integration Smaathing

) Autoftrea) ) Auta[Height)
# of Smoothing Times: 0
# of Peaks: 5
Slape: 10000 Jmin Smoathing Width: 0 e
wdidth: 3 80
Diit: 0 i P’W\
j—
T.DBL: 0 min Frogram
MinAreasHeight: 0

Base @ Area () Height

Process Each Chromatogram Group Separately

[ Ok ‘” Cancel H Help ]

The chromatogram of the specified m/z undergoes peak integration and the peak is detected. The
baseline, peak detection mark, and peak top comment are displayed on the detected peak.

TIC & MIC #1281 Peak [ « | » |Scan| « | » |Group[ « | » [tethod File Hame]
scan.qgm
x1,000,000) Max Intensity : 7,659,975
TC Time 16.4080 Scan® 1,500 Inten. TOZ3596  Cven Temp2da09) [Analyzed by]
754 Admin
504 [#nalyzed]
25 ﬂw [Sample Type]
Unknown
, | b
50 o 75 o 125 13a 7S [Sample Name]

Pest13Compounds Tugs/mL

(x10,000,000) Mz Intensity : 7 659 975
1 EIEI_TC 1.007 Time Scand Irten Crven Temp] .
: 1%1 00700

159,00 (1.24)

[Comment]
0.7
050+
0254 L L
i3 n Y B

J g
0.00 il a Sl

50 75 1Ei.U 125 15.0 175 < F

[Sample 10

S

o
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Integration Time Program

If the peak integration parameters must be changed according to the retention time to detect peaks, set
an integration time program.

[y

1 Click |fisg=n| at the peak integration parameters.

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

5| Time Prograrm for Pea | Integration [
Ret. Time:
e Intensity : 7 658 975

7500000 L

5000000 [

2500000-] ' \ -

1 k 1) N 1 L l I
nn 50 101 1511
Time[min] Command Walue l 0k ]]

1 5.00 |IMTEGRATIOM OFF | ===
2 7EO0[INTEGRATIONGN | = ance
3 ooo| e [ Load Chiom... |

1 At [Time], enter the retention time at which to execute the command.
At [Command], select the processing content.
Set values for processing at [Value], if required.

X" Reference
For details about each of the parameters, refer to Help.

[{// NOTE
* The [Load Chrom] sub-window opens by clicking the [Load Chrom] button. When a data file is

selected and [Open] is clicked, TIC is displayed at the top of the sub-window. When a
chromatogram is clicked with the [Time] cell selected, the retention time for the clicked part of
the chromatogram is set to the cell.

« Clicking the [Simulate] button executes a simulation of peak integration on the chromatogram
using the content set in the peak integration program.
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5.3.3 Checking the Peak Integration Results

Detected peaks can be checked in the Peak Table. The Peak Table is divided into tabs for each m/z.

Click the (Qualitative Table) icon on the [Qualitative] assistant bar.

L

2 Select the tab of the desired m/z to check the resuit.

2] Qualitstive Table o [[3=s
Print Edit View Similarity Search
Peaklt| ReLTime | Start Tm | End Tm wiz Area Atea% | Height | Heightx | AH Mark Name D
1 218 217 El] 5106629 605017 50

450 7 ¥E) 422553 357" il

BEE 1625 | ERES] 3338341 1 7E296: 1a.08

552 10| 1.0 6576501 47517, 77

43 1382 114® 526817, 7. z

551 132 55 020464 T307|_ earsl 128 v L

852 17.850 | 11.967 B30613 85 4753300 7 F

012 575 052 840672 07| 5101016 4

075 042 100 2709332 7| 2uz2id 7

270 ikl 32 630070 1 ] 1

132 150392 15008 6425176 4032305

560 542 642 2408346 1524838 2

464 fid 517 2100203 1338162 2

542 REEEE] 1764213 1152355 213 -
<[>T\ gpectum Froce (5 ATIC /E) ]« i, v

A compound name can be displayed as a peak top comment on the chromatogram by entering the name
in the [Name] cell.

5.3.4 Performing Qualitative Peak Integration Manually

This section describes how to perform peak integration manually when peaks cannot be detected even by
changing the peak integration parameters.

Detection of Peaks

1 In the zoomed chromatogram, click the chromatogram label of the m/z whose peak is to
be detected.

The corresponding chromatogram is displayed by a bold line for a preset duration.

(x1,000,000) Max Intensity: 5,306,222
e

Time 12872 Scan# 958 Inten. 3,742,266 Owen Temp21472
‘“3"125130 352'

30

1 A\
7 N

-1

-

12575 13 D00 13028 13050 13075 13 Jo0 13 J285 13150 13175
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2 Move the mouse cursor over the chromatogram, and drag from the start point to the end
point using the right mouse button with the [Shift] key held down.

During the drag operation, the mouse pointer changes to a vertical line.
The base line is drawn joining the start and end points, and the peaks are detected.

(:x1,000,000) bas Intensity : 5,306,222

ATIC (1 003 Time 12142 Scan# 972  Inten. 199,292 Owen Temp216 42

40-foEn0 @ ea]

ol

-104

004

12875 13 ho0 13 f25 13 050 138575 [ERET] 13125 12150 131785

@ note

» This operation can be also executed by clicking [Manual Peak Integrate] on the [Qualitative]
menu, and selecting the m/z to perform peak integration with on the sub-menu.

» By dragging from the start point to the end point using the right mouse button with the [Ctrl] key
held down, peaks are detected with the baseline kept horizontal.

Deletion of Peaks

1 In the zoomed chromatogram, click the chromatogram label of the m/z whose peak is to
be deleted.

The corresponding chromatogram is displayed by a bold line for a preset duration.

x1,000,000) Max Intensity : 5,306,222
fr—— Time 12862 Scan# 956  Inten. 3742286 Owen Temp21462
+0-\ZEmnEEn

20
20
10

00

7N

N

e

—10]

124758 12 Ao 13008 13050 13075 13 Jo0 13 f25 13 180 13178
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2 Double-click between the peak start time to end time with the [Shift] key held down.

(1,000,000) Max Intensity : 5,306,222

e om Time 13080 | Scan# | @71 Inten. 1029674 Ouven Temp2i5 50
40JieE 0 G 51
304
204
104

] ™

b i3 63
o0 T ke
~10d

12478 13 000 13095 13 050 13075 13 J00 13128 13150 13178
The peak is deleted.

(:x1,000,000) bdas Intensity : 5,306,222
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12875 13 fo0 13 f25 13 550 138575 [ERE] 13 J25 12150 131785

Movement of Detection Point

1 In the zoomed chromatogram, move the mouse pointer to near the peak detection point
(start point or end point).

The mouse pointer changes to a triangle.

(1,000,000) Max Intensity : 5,306,222
Jric (1,00 Time 13108 Scan# 374 Inten. 252,743 Owen Temp21603
20+

—05]

12850 12475 13f0m 12025 13060 12076 13]o0 13128 13180 13176 13400
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2 Click the detection point and drag-and-drop onto the time where the detection point is to
be moved.

During the drag operation, the mouse pointer changes to a vertical line, and the baseline correction line
(red) moves.

(:x1,000,000) bdas Intensity : 5,306,222
fc o0 Time 13145 Gcank 978 |Inten. 109666 Owen Temp216 45
20
15-5
113-5
05-5
DD—E En
—05—5
12950 12476 13000 1325 T T13ds0 13&5 13do0 13les | 13lsn 13176 13400

The detection point moves to the dropped retention time, and peak integration is performed.

@ note

The baseline can be easily changed when the peaks are tailing or leading.
Do not move the detection point beyond the adjacent peak.

Splitting of Peaks

1 In the zoomed chromatogram, click the chromatogram label of the m/z whose peak is to
be split.
The corresponding chromatogram is displayed by a bold line for a preset duration.

(x10,000,000) Max Intensity : 189,310,113
45 Time 14386 Scan# 1,247 Inten. 45347881 Owen Temp228 86
55 00 (3000
404
353
303
25
20
153
10
05
op3
1440 1445 1450 1455 1450 1455
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Click [Split Peak] on the [Qualitative] menu.

The mouse pointer changes to a cross.

(110,000,000 Max Intensity: 183310113
45 Time 14542 Scan# 1,266  Inten. 12,065,033 Owen Temp23042
55 00 3 000

40

353
303

253

20
159

1440 1445 1450 1455 1450 1455

Click at the retention time where the peak is to be split.
The peak is split at that retention time and is detected as respective peaks.

(>10,000,000) Maz Intensity: 189,310,113
45 Time 14572 Scan# 1,270 Inten. 832,071 Owen Temp230772

55 00 13000
404

359

309
253
203
153
103

053

opd

1440 1445 1450 1455 1450 1455
4 Click [Split Peak] on the [Qualitative] menu again to end peak splitting.

5.3.5 Performing Average/Subtraction Processing on Spectra

When a peak is selected and its spectrum is displayed in [Chromatogram View], average/subtraction
processing is performed on the spectrum according to the spectrum processing parameters, and the
resulting spectrum is displayed.

The same operation can be also performed when making a Spectrum Process Table from a Peak Table or
when displaying the spectrum of a compound selected in [Compound Table View].

This section describes how to manually perform average/subtraction processing on a spectrum to obtain a
clearer spectrum.

A processed spectrum can be easily reproduced later if it is registered to the Spectrum Process Table
beforehand.

Averaging of Spectra

+
1 Click 'L (Average Spectrum) on the toolbar.
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2 In [Chromatogram View], drag from the start to end time to be averaged.
During the drag operation, the mouse pointer changes to a vertical line.

(x1010,000) Max Intensity: 220,414
H1TIC Time, 17336 Scan# 2,863  Inten. 50620 Owen Temp264 36
JTIC (6 200

12%49:157 00 (1044)
Jz6a 00015540

1003
075
050

0257

1750 1775 fahd Taks fabd 878 fahd 1aks fakd a5

The average spectrum within the dragged time range is displayed in [Spectrum View].

Eventf1:Scan RetTime: [17.860 -» 17.925] Scan#f:[2373-» 2386] Retindex 2006 E]

Basze Peak: 207/ 7,246
miz 22510 Abs Irten 53 Rel Inten 00|

100+ 207

504 B
157 251
-] 141 208
Exl 109 133 185 i
o VY ORI | L | N T P A T BT, e
s00 750 1000 1250 150.0 175.0 2000 2250 250.0 2750 3000 3250 350.0

@ note

Averaging near the top of peaks on the chromatogram is more effective.

Subtraction of Spectra

1 Click |uk (Subtract Spectrum) on the toolbar.

2 In [Chromatogram View], double-click at the time to perform subtraction.

(100,000} Max Intensity : 230,414
T Time 6403 Scan# 93 Inten. 82970 Owven Templ43 03
2 D02 FIE-(1-22)

J2:185 00 (5 62)
1 752:109 .00 (1 56)

150
1253
1003
o:sé b
os0d

025

DD%-D 615 650 515 T o 75 75D T35 200

The spectrum obtained by subtracting the spectrum at the specified time in background is displayed in
[Spectrum View].

Eventf1:5can Ret.Time: [6.435-> 6.445] - [6.415] Scanft: [B8-» 90]-[B4] Retindex 1262 ! E]
Basze Peak: 109/ 43,796
miz Ahs. Irten Rel. Inten.
1004 109
S0+
79 185
doe Lo | otw lo = cmw o w o |8
500 750 100.0 1250 1500 1750 200.0 2250 2500 2750 3000 3250 3500
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5.3 Qualitative Processing

@ note
In the case of the following peaks, set the part marked by arrows as the background processing
position.
Example 1) Example 2) Example 3)

Either OK
Averaging and Subtraction of Spectra

1 Click i (Average Subtract Spectrum) on the toolbar.

2 In [Chromatogram View], drag the time range to perform subtraction on.

(1 00,0007 Max Intensity : 230,414
T 0o Time 6407 Scan# 99 Inten. 55,2439 Owen Templ14907
2002:186.00 5 52)
Je:109.00 (1 56)
175

150
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mo-'/\/\\/\
075 /\\
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000} FAN

& 00 615 650 515 700 75 T80 T35 300

The spectrum obtained by subtracting the spectrum in the dragged time range in background is displayed
in [Spectrum View].

Event#i:Goan Ret Time - [6.435 - B.445] - [5. 230 > 6.406] Scank: [38 5 90]-[47 > 82]  Retinden 12621 0]

Base Peak: 109/ 43 414
miz 12115 Abs. Inten. o1 Rel.Inten. 0.12]

100 1

S0+
185

lo]/]

145
50 60 ‘ 33 128 160 j1s2 =0 4 1 05 0
1 :

i}
500 780 1000 1250 isbo 1750 2000 2250 2800 2750 3000 3280 300

@ note

» Subtracting near the start or end of the peaks on the chromatogram is more effective.

» To further perform subtraction on already subtracted peaks, either click i (Subtract Spectrum)
or double-click at the time to perform subtraction with the [Shift] key held down, or click

o (Average_Subtract Spectrum) and drag the time range to perform subtraction in with the
[Shift] key held down.
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Display of Spectrum Calculation Results
The top of [Spectrum View] displays which time range was calculated.

( \
Eventil Soar | Fet Time : (£ 435 £ 445] - [£.230 > £ 405] JScank: [B8> 30]-[47> 82]  RetIndex: 12621 O]

Base Peak: 109/ 43 414

miz 12115 Abs. Inten 51 Rel.Inten 012

100-] 109
a0+
73 189
ol 80 s 123 115| g0 s = 2 0 251 6 ; 0 %
500 750 1000 1250 1500 1750 2000 2250 2500 2750 3000 3250 3500
Display Text String Explanation

[10.000]

Displays a spectrum with retention time 10.000 min.

[10.000 -> 10.100]

Averages from retention time 10.000 min through 10.100 min.

[10.000] - [10.500]

Subtracts the spectrum at 10.500 min from the spectrum with retention time
10.000 min.

[10.000 -> 10.100] -
[10.500]

Averages from retention time 10.000 min through 10.100 min, and subtracts the
spectrum at 10.500 min from that range.

[10.000 -> 10.100] -
[10.500 -> 11.000]

Averages from retention time 10.000 min through 10.100 min, averages from
retention time 10.500 min through 11.000 min from that, and subtracts the result
of averaging as background.

[10.000 -> 10.100] -
[10.500] - [10.040]

Averages from retention time 10.000 min through 10.100 min, subtracts the
spectrum at 10.500 min from that range, and further subtracts the spectrum at
10.040 min.

Registering Spectra in [Spectrum View] to the Spectrum Process Table

1 Display the spectrum for the event to register, and click the [#] icon.

Eventh#l:Scan Ret.Time : [6.433 -» £.450] - [6.408 <-> 6.432] Scand:[105->109]-[33 <> 113]  Retlndex 1262!

O]

Base Pesk 109/ 30,359
1,793 Rel Irten 591

109 miz 21980 Abs Inten

100~

S0+
79 185

e e ] e B e L o e g N
500 780 10h0 1250 1500 1760 2000 2260 2500 27k0 3000 3250 3s00
Event#2SIM Fiet Time  [5.433 -> 6.450] - [5.408 <> 6.432] Soandt: (1065 110 (100 <> 120]  RietIndes 12621

145
Il

Basze Pesk: 109 35 631
0 Rel Irten 0.00

109 miz 18400 Ab=z Inten

100~

S0+

3

The spectrum of [Spectrum View] is added to the end of the Spectrum Process Table.

o T T T T T T T T
110 120 130 140 150 160
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5.3 Qualitative Processing
Checking the Spectrum Process Table

1 Click the (Qualitative Table) icon on the [Qualitative] assistant bar.

2 Select the [Spectrum Process] tab.

7| Qualitative Table =
Print  Edit  View Similarity Search
Spectrum =
Ret.Time | Start Tm [ Report | Event Name
— [ 1
— [¥] 1
- V] 1
- V] 1
- v 1 L
E E 1
7 - V] 1
— v 1
- V] 1
0 - WV 1
il - [¥] 1
2 - e 1
3 13.525 [¥] 1 -
<[+ { Specirum Process JTIC / 0 B
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I 5 Postrun Analysis

5.3.6 Searching Spectra from the Library

You can compare the spectra of peaks detected in a chromatogram with the spectra in library files that
have a high similarity to identify components, or filter library spectra using a specific search index as the
search key.

This section describes how to perform a similarity search for spectra in [Spectrum View] and in the
Spectrum Process Table.

Setting Similarity Search Parameters

1 Click [Qualitative Parameters] on the [Qualitative] menu.

[[Dualitative | Ouantitative L avout  Tools  Windouw  Heln

Qualitative Parameters..,

Peak Integrate 3 |

On the [Similarity Search] tab page, set the search parameters, and click [OK].

Qualitative Parameters
| Peak Integration I Spectrum Pro|:ess | Sirnilarity Search | Retention Index | Calumn Perfnrmancal
Litirary File: Mame: Hin G-
CAGCMSsolutiontLibra\WISTIRLE  [..] O Seaich Depth:
[ o . Hit: 25 Z
B 1] ] Do ot include duplicate hits
B 0 | Reverse Search
] Ret. Index Allowance
[ o - [o [0
Past-search [ ateh Case
| Index | Parameter
1 | Mo Setting |
< m +
ok Cancel Help

1 Up to five library files can be set. The minimum similarity of the library spectrum to search can be set
to each library file.

X" Reference
For details about each of the parameters, refer to Help.

@ note

When a library file name is not set in the similarity search parameters, the similarity search is
performed using the default library. The default library is set in the sub-window that opens by
clicking [Set Default Library] on the [Tools] menu in the [Data Analysis] window.
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5.3 Qualitative Processing

Performing a Similarity Search on the Spectra in [Spectrum View]

)
1 Click the [z£4§l (Similarity Search) icon on the [Qualitative] assistant bar.
The [Similarity Search Results] sub-window is displayed.

s
Qﬁn!

Right double-clicking on mass spectra also executes a similarity search.

5 || Sirni [arity Sfarch Results = @
Flanart | Wiew| CorannunclTnfn Brocess  Heln
Hit | [simila[ Rea Compound Name Mol Wt| Formula Library -~
™| , r
2 32 Propyzan(ide $3 Benzamide, 3. hlora-H-[1. 255 C1ZH11CIZN MIST107.LIB =
3 74 Benzaoyl fhlaride, 2.4-dichlora- $% 2.4-Dichlara 208 CYH3CI30  MWISTIO0B.LIB
4 74 Benzoyl (fhloride, 2,4-dichlora- $3 2.4-Dichlaro 208 CPH3CI30  MWIST107.LIE
5 73 Benzayl fhlorde, 3,4-dichlore- $% 3.4-Dichloro 208 CYH3CI30 MIST108.LIE
B 73 Benzoyl fhloride, 3.4-dichloro- $3 3.4-Dichloro 208 CPH3CI30  WISTI07.LIB
7 73 3.4-Dichlpropropiophenane $% 1-Propanone, 1 202 CHHBCI20  MWISTIO7.LIB
[ 73 3.4-Dichlpropropiophenone $% 1-Propanone, 1 202 CHHBCI20  MWIST10B.LIE
9 72 2 5-Dichlprobenzhydrazide $$ 204 CYHECIZM20 MISTI107.LIE o
| Copy marked compound name to the Spectum Process Table ‘ Spectum Process Table #1EL « | » L ] | s
B
(310,000} Basze Peak: 173/10,000
1.0 173
0.5 —0
i 143 258
] a4 109 w7 | €
GG 77 240
s AT - L 1Lz W 192 212 226 “U 21 =
7o 100 1 1950 1500 1750 200 1 29511 25011 2750 3001
1: 255 : Propyzamide $$ Benzamide, 3.5-dichloro-M-[1,1-dimethyl-2-propynyl]- $% Kerb $$ Kerb 50w $$ N-[1,1-Dimethylproppnpl)-3,5-dichlarobenzar
(310,000} Base Peak: 173/ 10,000
1.0 EFiE] a
. ] T L o
0.5 q\x
1 145
] G4 108 240 255 @
1 B9 A 1| 1 | 77 Zrz =
0.0 wl ” i ?I Inm || nl 212 .'| m E
7:' 1] 4000 N 475 N 450N 1 7': [l 01 I 2EMN TSN qnln n
2255 Propyzamide $3 Benzamide, 3.5-dichloro-M-[1,1-dimethyl-2-propynyl]- $% Kerb $$ Kerb 50w $3 N-[1,1-Dimethylproppngl)-3,5-dichlorobenzar
(10,000) Biase Peak: 173/ 10,000
10 re =
1 o] e
0.5 145 1
] a4 109 240 255 &
1 8, 4 1| 1 | 77 Zr‘z 1
o wl ” Ll ?I L Qi 212 .'| n §
TKII'\ A0 LT3 y] LE=a ] ATE M ﬁn}\n hele -4 ul "Js}\n TE M innn
No. Name Explanation
@ |[Search results list Displays the results of the similarity search in order of highest
similarity.
@ |Similarity Displays how similarity among spectra with 100 used as the
match reference.
© |Register Select the target compound checkbox when registering a
compound name to the Spectrum Process Table.
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I 5 Postrun Analysis

No. Name Explanation
O |Copy marked compound name to Copies compound names whose [Register] checkbox is
the Spectrum Process Table selected to the Spectrum Process Table.
@ note

This button is displayed only when a search has been
made from the Spectrum Process Table.

© |(Spectrum Processing Table # spin | Switches the row numbers of the Spectrum Process Table. The
buttons) target spectrum switches to the spectrum of the row after
switching, and the hit list and search results are also switched
according to the content of that spectrum.

@ note

This button is displayed only when a search has been
made from the Spectrum Process Table.

@ |Register Target Spectrum to Adds the target spectrum to the end of the Spectrum Process
Spectrum Process Table Table.
[{// NOTE

This button is displayed only when a search has been
made from [Spectrum View].

@ |Target spectrum Displays the target spectrum.
© |Library spectrum Displays the spectrum of the compound selected at the search
results list.

© |Comparison/Information/Subtraction | The display content is switched by clicking [Compare]/
[Information] / [Subtracted] on the [View] menu.

[Compare] displays the library spectrum.

[Information] displays the compound information for the library
spectrum.

[Subtracted] displays the spectrum obtained by subtracting the
library spectrum from the target spectrum.

@ |(Library spectrum spin buttons) These are used to switch the library spectrum.

To print the results of the similarity search, click [Search Results] on the [Report] menu in the [Similarity
Search Results] sub-window.

Performing a Similarity Search on Spectra in the Spectrum Process Table

1 Click the (Qualitative Table) icon on the [Qualitative] assistant bar.

The [Qualitative Table] sub-window is displayed.

| Qualitetive Table = |23

Print  Edit View Similarity Search
Spectrum

Ret_Time: Start Tm

6433

6.633
6.533
8562
9.835
11.228
11.670
11.828
12145
12.262
12445
13.358
— 13.525

4 | ¥ |\ Spectrum Process AT\C/

m

RERREEREEEEEE

. |
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5.3 Qualitative Processing

2 On the [Spectrum Process] tab page, click [Search All Table] on the [Similarity Search]
menu.

Sirnilarity Search

Search Al Table )

Search Selected Rows

Shop

v Copy Compound Mame of Hit#1 ta Spectrurn Process Table

The similarity search is executed, and "Done" is displayed at the [Search] row.
= | Qualitative Table '?'@
Print Edit View Similarity Search
Spectrum | -
EndRT Search | Event Name:

Ret.Time
475 | Dane
75 | Done
975 | Done
Dong
9.953 | Done
78 | Done
20 | Done
62 | Done
2.195 | Done
2 | Done
2.503 | Done
417 | Done
75 | Done

m

| ]en]s

<< <EEE <K< g\|§
=3

1 »

@ note

» Correct search results are not displayed when a similarity search is performed on spectra
obtained by MS/MS measurement.

+ If the [Copy Compound Name of Hit #1 to Spectrum Process Table] is selected, the compound
name of the compound having the highest similarity is copied to the [Name] cell after the similarity
search is performed.

3 Double-click the similarity-searched row.

The [Similarity Search Results] sub-window is displayed.

@ note

When a similarity search is performed from the Spectrum Process Table, the search results are also
saved when the data file is saved.

5.3.7 Printing Graph Images

This section describes how to print chromatograms and spectra that have been analyzed in the [Data
Analysis] window.

Display or analyze chromatograms or spectra in the [Data Analysis] window.

2 Select [Print Image] on the [File] menu, and click [Preview].

The [Report] window opens.
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I 5 Postrun Analysis

3 Check the chromatogram and spectra in the preview sub-window, and click [Print].

lext Page | [ Prew Page | [ TwoPage | (L Zeomln ] [ Zoom Out | [ Clese |

V2012 1T:A0:27

Page 1/ Tatsl 1 ¢ NUM SCRL

# notE

» To edit a report format, select [Print Image] on the [File] menu, and click [Edit Format]. The
[Report] window opens, and the format can be edited. If an edited format is saved, it can be used
when next printing graph images.

» To return an edited format to the default format, select [Print Image] on the [File] menu, and select
[Initialize Format]. This returns the format to its default state when GCMSsolution was installed.
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5.4 Quantitative Processing

5.4 Quantitative Processing

This section describes how to set quantitative parameters to perform quantitative processing.

5.4.1 Flow of Quantitative Processing

1. Creation of Compound Tables

Create the Compound Table required for setting peak integration parameters, making calibration curves
and performing quantitative processing.

There are several ways of creating a Compound Table.

=3 Reference
See the following sections:

* In case of data obtained by measurement by event 1 in Q3 Scan acquisition mode, etc., see
"56.4.2.1 Creating Compound Tables Using the Wizard".

* In case of data acquired in MRM or SIM acquisition mode, see "5.4.2.2 Creating Compound
Tables from MS Tables in the Method".

» See "5.4.2.3 Copying from Spreadsheet Format Files to Create Compound Tables".

2. Creation of calibration curves
Make calibration curves based on the Compound Table created at 1.

=" Reference
See "5.4.3 Creating Calibration Curves".

3. Data acquisition of unknown samples
Acquire data of unknown samples whose concentrations are to be calculated.

=3 Reference
See "3 Data Acquisition".

4. Execution of quantitative calculation
Perform quantitative peak integration on the data file of the unknown samples to identify compounds and
calculate their concentrations.

I Reference
See "5.4.4 Performing Quantitative Processing on Unknown Samples", "5.4.6 Performing
Quantitative Peak Integration Manually” and "5.4.7 Performing Identification Manually".

5. Confirmation of quantitative results
Check the identification results and quantitative calculation results.

=" Reference
See "5.4.5 Checking the Quantitative Calculation Results".

5.4.2 Creating Compound Tables

5.4.2.1 Creating Compound Tables Using the Wizard

This section describes how to create Compound Tables from data measured by Event 1 in Q3 scan mode,
etc., using the Compound Table Creation Wizard.

The event numbers for Compound Tables created with the Compound Table Creation Wizard will all be "1".
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I 5 Postrun Analysis

1 Load the data file to the [Data Analysis] window.

2 Click the [
3 Click the |

4 Select "1" or "2", and click [Next].

(Create Compound Table) icon on the [Postrun] assistant bar.

(Wizard(New)) icon on the [Compound] assistant bar.

Campound Table Wizard 1/7

This wizard automatically creates a Compound T able from the spectra
registered in the Spectrum Processing Table. Keep in mind that the previous
Compound Table is deleted.
e . )|
(@) Uze current Spectium Process T able ) o

z () Integration of TIC } 9

5 Integration Param. Spectrum Format.
< Back [ Mext » I l Cancel ] [ Help
No. Name Explanation

@ |Use current Spectrum Process Table | Creates a Compound Table using the spectra already
registered to the Spectrum Process Table.

Before starting up the Compound Table Wizard, register the
required spectra to the Spectrum Process Table.

@ |Integration of TIC Performs peak integration on TIC, and creates a Compound
Table using the spectra of detected peaks.

Clicking the [Integration Param] button opens the sub-window
for setting the qualitative peak integration parameters. Clicking
the [Spectrum Format] button opens the sub-window for setting
the spectrum process parameters.

=" Reference

For a detailed description of the parameters, refer to Help.

5 Check the number of spectra registered to [Spectrum Process Table], and click [Next].

Compound Table Wizard 2/7
Currently 13 of peaks are registerd in the Spectum Process Table.
# of Processed Peaks of Chromatogram:
([r——
< Back I[ Mext » I l Cancel ] [ Help
Pe—
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5.4 Quantitative Processing

Select the [Proc] column checkboxes of the spectra to be processed, and click [Next].

Compound Table Wizard 3/ =5
Proc| Ret.Tim| Intensity The wizard will create the [fompound T able from
this Spectum Processing T|able. Please deselect
1 v E.250 4E32016
== T e TEERETE any unnecessary peaks.
3 v 10932 47870071
ES 11.433 3946341 (21,000,000 109/1,436,569
5 |# 11,682 021334 15
[ 11.892 4782234
il 12.008 G142810
= 13.075 2141140 1.0
ElN 13.267 E 328
o jv 16133 4072984
il 16.692 1BEARET 0.5+
2 |9 16,467 1382830 L] 189 al
EN 17 642 1220787 o 60 ‘93 1-15 | 220 ' T
100 200 300
[r—
< Back I[ Next » I l Cancel I { Help J
\ J
No. Explanation

Select the checkboxes for the retention times of the spectra to be used for creating the
Compound Table.

The peaks near the retention times registered here are targeted for calculation.

2]

The spectra of the rows selected in the table at 1 can be checked.

Set quantitative method, calibration curve and other quantitative parameters, and click

[Next].

1]

2]

Compound Table Wizard 4/7 @
Quantitative Method: Urit: ugil
{Exlemal Standard - .
Format of Concentration
Calculated by: @ Area () Height @ Decimal ) Sigrificant
Calibration Curve 5
# of Calib. Levels: 3 =
LCurve Fit Type: Linear - Grouping: e
Zero; Force Thiowgh - lSumConc—'J
‘Weighted R egression:
< Back H Nest > I I Cancel I { Help J
No. Explanation
@ |Sets the quantitative calculation method and type of calibration curve.
@ |Sets the concentration unit or format of the concentration value.
© |By setting [Grouping], quantitative calculation of groups can be performed in addition to
quantitative calculation for each compound.
" Reference

For details about the parameters, refer to Help.
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I 5 Postrun Analysis

Set the concentration and measurement ion, and click [Next].

(1] 2]

Compound Table Wizard 57 =]

First, enter the standard conclntration for each level Then set the amfunt of intemal standard to use in
the Intemal Standard field. In |he Number of Reference lons field. ente| zera to use no reference ion,

Concentration lon Settings
Standard: Target on
Level Conc. I RN VIT S PV
1 1 # of Reference lons:
2 2
2
3 3
Decimal for mass:
Internal Standard: 9
Mone -
1
Lietault 10N Alowance:

70 %

< Back u Hext » ]I[ Cancel ][ Help

(4]

No. Name Explanation

© |Standard Sets the concentration of the standard sample. When the
concentration differs according to the component, correct each
concentration after the Wizard ends.

@ |# of Reference lons Enter the number of reference ions to be used for peak
identification.

© |Decimal for mass Determines the number of digits past the decimal point for the
target ion and reference ion. Selecting [1 Decimal] improves
sensitivity.

O |Internal Standard Sets the concentration of the internal standard when the
internal standard method is selected as the quantitative
calculation method.
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Set the type, compound name, target ion, and reference ion of each component, and
click [Next] when the information pertaining to all compounds has been entered.

Compound |able Wizard 6/7 @
D 1 = Edit all fields, a5 necessan. To change the type, place the
4 = cursor in the twpe column and select a new tupe from the
drop down list in the field.
FBetention Time: 6.250 mfr
Pt Index: t Type miz Rel Inten.
1 | Targetlon 109 100.00
Type [Tt~ J|ofreiion 15 T
3 | Reflon 73 2216
Lompound Name 4 | Not used 145 EES]
@ RAT:6.250 5 | Mot used 187 EE | 3
~ E | Mot used 220 511
(= EEhoE 7 [ Mot used 722 340
8 | Not used 7B 332
RT:6.250
2 9 | Mot used 93 3z
| 10] Mat used 110 312
< Back n Nest > l [ Cancel l [ Help

7 Switch the ID of the compound to set.
2 Select [Target] from the [Type] list.

@ note

Select [I.S.] for the internal standard substance when the internal standard method is selected
as the quantitative calculation method. In addition, the same number must be set to the [ISTD
Group] cells of the internal standard substance and the compounds that use that substance for
the calculation in the Compound Table.

—
ID#|ISTD G m/z

109.00
121.00
201.00
17300
179.00
266.00

91.00
125.00
100.00
118.00
108.00

7
2
3
1
5
B
7
g
9
1
1

[T [ Y [ Y Y Y Y DR DY Y

—|=
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3 Change the type and mass.

+ To change the type, click the cell of the type to change, and select one of [Target lon], [Ref. lon]
and [Not used].

» To change the mass, click the arrow button that is displayed by clicking the cell of the mass to
change. The mass spectrum is displayed. Drag near the spectrum peak to enlarge it. The mass
can be set by double-clicking the spectrum peak. The mass spectrum also is switched by
changing the compound ID.

Set bass Ratio
Irt.C1 0000007 Baze Peak: 109/ 436,569
15 ez Abs. Inten. Rel. Inte
4 109
1.0
054 o s @
10 |ozapz 145 l 220 [
00 ; L 82 4 253081
100 200 300 miz

4 The name registered to the Spectrum Process Table is automatically entered.
If the entry field is blank, enter the compound name.

@ note

Clicking the button on the right if the similarity search has already been executed on the
Spectrum Process Table displays a list of names of library registered substances found in the
search.

1 0 In the confirmation sub-window, click [Finish].

Compound Table ‘Wizard 7/7

Finish to create a Compound T able with 13 1Ds. Verity the table in the Data
nalysis window.

Ta copy the new Compound T able to the original method file, select "Save

tethod As™ from the File menu.

oses)

[o—
[ < Back Il, Finish I [ Cancel ] [ Help ]
N\ ——
The Compound Table will be created. If necessary, correct the content of the Compound Table.
&d Wiew | [ Edit
1D#| MName Type ISTD G miz Ret. Time | Ret. Index Unit Ref.lons Conc.1 Eja)
1 RAT:6.250 Target 1] 109.00 6.250 [i] 185.00-79.00 111
2 RAT:9.667 Target 1] 121.00 9.667 [i] 150.00-91.00 111
3 AT:10.992 | Target 1] 201.00 10992 [i] 186.00-68.00 111
4 AT:11.433 | Target 1] 173.00 11.433 [i] 175.00-145.00 111
5 AT:11.592 | Target 1] 179.00 11.592 [i] 137.00-152.00 111
[ AT:11.892 | Target 1] 266.00 11.892 [i] 264.00-268.00 111
7 AT:12008 | Target 1] 91.00 12,008 [i] 204.00-123.00 111
g |RAT:13075 | Target 1] 125.00 13075 [i] 109.00-277.00 111
9 AT:13.267 | Target 1] 100.00 13267 [i] 72.00-125.00 111
0 |AT:15133 | Target 1] 118.00 15133 [i] 162.00-189.00 111
1 |AT:15.592 | Target 1] 105.00 15.592 [i] 177.00-77.00 111
2 |AT:16467 | Target 1] Nnvoo 16.467 [i] 319.00-236.00 111
3 |AT7.642 | Target 1] 157.00 17.642 [i] 169.00-141.00 111 L

@ note

To correct the content, click @ Edit at the top right of the Compound Table to set to the edit mode.

When editing is finished, click Y% to set to the display mode.
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1 2 Click [Save].

Click the (Save Compound Table) icon on the [Compound] assistant bar.

The method file used when this data was acquired is selected.

5.4 Quantitative Processing

d_ Save Method &s @
Save in: , Sample - & ¥ £F -
Ir== Mame Date modified Type *
";;‘ S T8030 1/11,/2012 9:11 Ak File fal
RecentPlaces PR ASRT 24m.agm 1/29/2010 433PM GO/
m B AART 30rm.qgmm 120/2010 434 PM GC/M
@alkane_24m.qgm 1/29/2010 434 PM GC/M:
Desktop I alkane_30m.qam 1/29/2010 435 PM GC/MS
- g FASST.qgm 129/2010 437 PM GC/MS
ii=all @Sample_demoﬂl.qgm 1/6/2012 6:33 PM GO/ =
Libraries @Sample_demoﬂlqgm 1/6/2012 6:35 PM GC/ME
@scan.qgm 1/29/2010 438 PM GC/M:
.! L] sth.qgm VL2012 333 PM GC/MS
Computer WD TEST.QGM 129/2010 40 PM GC/MS
. @TEST_SIM.QGM 1/29,/2010 4:40 PrA GRS
Q&w ] . b
Metweork
File: name: - [ Save
Save as type: GCMS Method File [*.ggm) v] I Cancel

5.4.2.2 Creating Compound Tables from MS Tables in the Method

This section describes how to create Compound Tables from data acquired in the MRM or SIM acquisition
mode.

Complete the Compound Table by setting the retention time of the Compound Table while observing the
chromatogram peaks, and setting the reference ion ratio while observing the spectrum.

1 Load the data file to the [Data Analysis] window.

Click [Update compound table m/z by MRM/SIM event] on the [Compound Table] menu.
A confirmation message is displayed.

3 Click [OK].

GCMS Postrun Snalysis

=

i _".‘ [0c2d] The rmy/z of the Compound Table will be updated from the m/z
WY of the MRM/SIM event.

o [ coneel | [ Hep

The Compound Table enters the edit mode.

If the Compound Table contains the same compounds as the MS Table's MRM or SIM events, update the
m/z value of the Compound Table with the m/z setting values of the MS Table.

If there are no identical compounds, add them as new compounds to the Compound Table.

@ note

Update the m/z value setin MS Table Ch1 as the quantitation ion, and update the m/z values set in Ch2 to
Ch6 as the reference ions.
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4 Set [Ret. Time] in the Compound Table.

T Click the [Ret. Time] cell.

£ View
1D MName Type ISTD G miz Rat Tima | Ret. Index Unit »
1 | Dichlorvos | Target i 18500 33.01(] 0.000] ) 0
2 | Fenobucarb | Target i} 150.00:125.00 [ [i]
3| Simazine Target i} 201.00:173.00 0.000 [i]
4 | Propyzamide | Target i} 173.00:150.00 0.000 [i]
5 | Diazinon Target i} 304.00:179.00 0.000 [i]
& | TPH Target i 266.00> 260.00 0.000 0
7 | lpmbenfos | Target i} 204.00:150.00 0.000 [i]
8 | Fenitrothion | Target i} 277.00:260.00 0.000 [i]
9 | Thiobencarb | Target a 100.00:80.00 0.000 1] L
0 | Isoprathiolan | Target i} 230.00>260.00 0.000 [i] 3
1 | lsoxathion | Target i} 313.00:300.00 0.000 [i]
2 |CMP Target i 317.00>2490.00 0.000 0
3 JEPN Target i 157.00:110.00 0.000 0
2 Click the peak top of the chromatogram.
(100,000} e Intensity © 26,796
1:185.00=103.00 (5.78) Time 5426 Scan¥ 1495  Inten. 109,060 Owven Templ139.26) .
253 /
2.04
@
1.5+
1.0+
-
053]
&
T T T =l
475 5.00 525 550 575 6.00 625 B.50 675
« = »

i Wiew

ID#|  Mame Type |ISTD G m/z Rat Time | Ret Index

1| Dichlovos | Targst 1 185,00 93.0( 5.3321) 0

2 Fenobucaib | Target o 150,001 25.00 PR a

3 Simazine Target o 201.00:173.00 0.000 a

4 Fropyzamide | Target o 173.00>150.00 0.000 a

a Diazinon Target o 304.00>173.00 0.000 a

E_|TPN Target 0 2EE.00> 260.00 0.000 i

7 | lpobentos | Target 1] 204.00>150.00 0.000 i}

8 | Fenitrathion | Target 1] 277.00>260.00 0.000 i}

9 | Thiohencarb | Target a 100.00>80.00 0.000 a L
0| Isoprothiolan | Target 1] 290.00> 260,00 0.000 i} 3
1| Isoxathion Target 1] 313.00>300.00 0.000 i}

2 | CNP Target 0 317.00>290.00 0.000 i
113 JEPN Target ] 167.00>110.00 0.000 1]

5 Set the reference ion ratio.

1 Click I:lilicon at the right end of the [Ref. lons] cell.

DY RetTime | Ret Indes| Unit |_oocioo |-
1 5396 i | i )
2 0,000 i —
E] 0,000 i 2071.00>138.00
] 0,000 i 173.00>140.00
5 0,000 i 304.00>152.00
£ 0,000 i 266.00,220.00
7 0,000 i 204.00>100.00
] 0,000 i 277.00109.00
F] 0,000 i 100.00>65.00
i 0,000 i 230,00, 240.00
1 0,000 i 313.00,260.00
2 0,000 i F17.00,240.00
E] 0,000 0 157.00>141.00

The [Reference lon Ratio] sub-window is displayed.

2 While observing the spectrum in [Spectrum View], set the relative intensity ratio of the reference ion
when the quantitation ion is 100.
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5.4 Quantitative Processing

Reference lon Ratio - 1% 1 - Target m/z: 185,00 >92.00 [zl
Ref # miz LI FUITS Allowance
1 78500 86.0( F0.00]1)_ Default
2 TIC (] Default
3 TIC 0.00 Default
[} TIC 0.00 Default
5 TIC 0.00 Default

6 Repeat steps 4 and 5 to set the retention times and reference ion ratios of all
compounds.

7 For all compounds, set the standard sample concentrations for each level.

&d Wiew | [ Edit
ID#| Ret. Index Unit Ref Ions Gone 1 Gone ) Conc 2 |5~
1] 160.00>85.00 10 s00 oo
1] 130.00% 11000 10 B0 fonn :
1 180.00%138.00 10 a0n foon
1] 150.003 140.00 10 500 oo
1] 2800015200 10 B0 fonn :
1 240.00C-220.00 10 a0n foon
1] 180.003 100.00 10 500 oo
1] 280.00-T09.00 10 B0 fonn :
1 90.00%63.00 10 a0n foon
1] 270.00>-240.00 10 500 oo
1] 2000026000 10 B0 fonn :
1 285.00C-240.00 10 a0n foonf
[1] 130,003 141.00 i — il
I3 Reference

Set the number of concentration levels using the quantitative parameters. See "Changing the
Quantitative Parameters" in "5.4.3 Creating Calibration Curves" for the procedures for revising the
quantitative parameters.

Click the “"e jcon in the Compound Table.

9

The Compound Table returns to the display mode.

9 Click the . (Save Compound Table) icon on the [Compound] assistant bar.
Select the method file used when this data was acquired.

1 0 Click [Save].

(i Save Method As @
Save in. Sample - @& |-
= Name ° Date maodified Type =
=l TQ&030 1/11/2012 911 &M File fol
RecentPlaces (24 BT 24m.qgm 1/20/2010 433PM GO/
! LE12ART 30rm.qgm 1/28/2010 434PM GC/M!
@a\kane_llim.qgm 172972010 &34 PM GC/MY
Desktop [ ]slkane_30m.ggm 1/20/2010 435 P GCAMS
= LEIFASST qgm 1/28/2010 43T PM GC/M!
= [f15smple_demollggm V62012635 PM GO S
Libraries [ 5ample_demal2.qgm 1/6/2012 6:35 Phd GCAMY
@scan‘qgm 1/29/2010 438 PM GCAMY
'.,‘_5 g sM.qgm VL2012 333 PM GC/M:
Computer  WEITEST.QGM 1/20/2010 440 P GC/M!
— LEITEST SIM.QGM 1/28/2010 440 M GO/
Q'Lw 4| 1 3
MNetwark
File pame: - (| Save |)
Saveastype: | GOMS Meathod File [.ogm) -] [ caneel |
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I 5 Postrun Analysis

5.4.2.3 Copying from Spreadsheet Format Files to Create Compound Tables

This section describes how to copy information set to spreadsheet format files that are preset with data
acquisition settings to a Compound Table.

Load the data file to the [Data Analysis] window.

Click the

The [Data Analysis] window is displayed in the quantitative processing layout.

(Quantitative) icon on the [Postrun] assistant bar.

Click the ®Etdt icon in [Compound Table View].
The Compound Table enters the edit mode.

Copy items from the spreadsheet format file to the Compound Table.

h WO N=

7 Selectand copy the content in the spreadsheet format file.
Make sure that the columns in the compound table and in the spreadsheet format file are arranged in
the same order.

@ED-&-= Eampmnelli (IEmmmpr
File Home Insert Page Lavout Formulas Data Review Wi
= - )
& cut Arial [ B S wirap Text General - ﬂ ?}5 ML
;t LG 0 .0 G dt“ | F it
aste - = | 5 - 5 <0 onditional  Format g
- j Format Painter B 1O - j Blerosdacentar $ LY o0 Formatting ~ as Table =
Clipboard £l Font Fl Alighment Fl Mumber
‘ Ba - frl =IF{INDIRECT({"CompoundList"&"|B4")<="", INDIRECT("CampaoundList"&"1B4"),"")
A B I E [ F T T 0 7 I
1
2 Compound Table [for Copy]  CConfirm shether the raves are the same a3 Compound Takle, and copy.)
ISTD
ID#  |Mame Type miz Ret. Time  Retindex  Unit Ref. lans:
2 rirain -
4 ([Dctafiuoronaphithalens Target 1 272241 ENE] FF =272 272172
1 “J|Pichlorvos: Target 1 185=109 591 185-93-185263
[ JfFenobucark Target 1 150121 49665 150=103-150=77
7 +|Hexachlorobenzens Target 1 2642249 10805 284-214-284-212
a :J[Simazine Target 1 20173 11.085 201=166-201=158
q 1}[Propyzamice Target 1 173145 11555 173=109-173-74
10 [Diazinon Target 1 304179 11 B1 304-162-304-135
1 if|Chlorothalonil Target 1 2662231 RR ] 266=170-266=168
12 Y lorobentos Target 1 204291 1212 204=122-204-1T1
13 N Fenitrothion Target 1 277260 13165 2P 09-27 7125
14 1- |[Thickencark Target 1 257=100 135 25772257024
15 1: |[Stearic acid, methyl ester Target 1 298=-101 14885 296-1085-296-143
16 1:Qllsoprothiolane Target 1 280-204 15265 290=-118-290=-162
17 1 Yflsoxathion Target 1 313177 1577 313=130-313-159
18 1 Q\Chiormitrofen Target 1 317=287 1668 3 TE236-31 72224
19 T [EREL Target 1 157=110 17.525 AST=77-157=139

N |

Click the [Name] cell in the first row of the Compound Table, and paste the content.

£ View
1D Mama Type ISTD G miz Ret.Time | Ret. Index Unit ‘:
1 Dichloreos ) Target 1 1856.00-93.00 E.433 1)
2 | renuoucan | Target 1 150.00-125.00 9.906 0
3 Simazine Target 1 201.00:173.00 11.236 1)
4 Fropyzamide | Target 1 173.00>150.00 11.681 1)
a Diazinon Target 1 304.00:179.00 11.832 1)
E_|TPN Targst 1 266.00-250.00 12183 0
7 |probenfos | Target 1 204.00>150.00 12,265 1)
a8 Fenitrothion | Target 1 277.00>260.00 13.326 1)
3 Thiobencarb | Target 1 100.00-80.00 13.532 1)
0| Isoprothiolan | Target 1 230,00 260.00 16.389 1) E
1| Isoxathion Target 1 313.00>300.00 15.840 1)
2 | CNP Targst 1 317.00-230.00 16.727 0
3 JEPN Targst 1 157.00:110.00 17.903 0

Rows are automatically added and the content is pasted.

5 Set the reference ion ratio.

7T Click the [Ref. lons] cell.
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5.4 Quantitative Processing

£ View

ID#| Ret.Time | Ret. Index Unit Ref lnns | Conc.1 Event 5TD 5¢ +
1 F. 433 i ( 185.00>85.00 @) 11
2 9,906 0 Ry 11
3 11.236 0 201.00>138.00 11
4 11.681 0 173.00>140.00 11
5 11832 0 304.00>152.00 11
[ 12163 0 2B6.00>220.00 11
7 12.265 0 204.00>100.00 11
] 13326 0 277.00>109.00 11
E] 13632 0 100.00>B8.00 11

i 16.389 0 290.00> 240.00 11 E
1 16.840 0 313.00> 260.00 11
2 16727 0 317.00>240.00 11
113 | 17.903 0 157.00>141.00 1

The [Reference lon Ratio] sub-window is displayed.

2 Set the relative intensity ratio and allowable width for the reference ion when the quantitation ion is
100.

Reference Ion Ratio - [D#: 1 - Target m/z: 185.00:93.00 IEI
Ref # miz R atio Allowance |
1 185.00:85.0C 30.00 [ efault
2 TIC 0.00 Default
3 TIC 0.00 D efault
4 TIC 0.00 Default
5 TIC 0.00 Default

3 Repeat steps 1 and 2 to set the reference ion ratios and allowable widths of all compounds.
B
To collectively set the mass, ion ratio, and allowable width for the reference ion, copy a text string in
the following format to the [Ref. lons] cell in the Compound Table.

Mass of reference ion 1-Mass of reference ion 2\r\nlon ratio of reference ion 1-lon ratio of reference
ion 2\r\nAllowable width of reference ion 1-Allowable width of reference ion 2

Specify the settings values for reference ions 1 to 5, using a "-" as a separator. The "\r\n" is an item
(mass, ion ratio, allowable width) delimiter.

Example:

Copying "185>85-127>80\r\n60-40\r\n10-20" to the [Ref. lons] cell will configure the following
reference ion settings.

"185>85-127>80\r\n60-40\r\n10-20"

/ £ View
ID#| Ret.Time | Ret Index Unit Ref lons Conc.1 Event STD Sp ~
1 E.439 1] [ 11
2 9.906 o 101
3 11.236 1] 11
4 11.651 1] 11
5 11.832 1] 11
B 12153 1] 11
7 12.268 1] 11
8 13.326 1] 11
E] 13632 1] 11
i} 15.389 o 101 =
1 15.840 1] 11
2 16.727 1] 11
13 | Tram 0 T
Reference lon Ratio - ID%: 1 - Target r/z: 185.00>93.00 (=3l
Ref # miz Ratio Allowance
1 185.00:85.00 000 10
2 127.00>80.00 40.00 20
3 TIC 0.00 D efault
4 TIC 0.00 Default
5 TIC 0.00 Deefault

GCMSsolution Instruction Manual 109



I 5 Postrun Analysis

6 For all compounds, set the standard sample concentrations for each level.

& View
IDE] Ret_Index]  Unit RefIons Conel | Coned | Goned [ S«
0 TRONT>E600 10 500 [T W
0 13000 110,00 [ 500 i
0 180005 138.00 ] 500 1000
0 150005 140.00 ] 500 00|~
0 2500107 152.00 [ 500 i
0 H000220.00 ] 500 1000
0 130005 100.00 ] 500 00|~
0 250007 109.00 [ 500 i
0 00068.00 ] 500 1000
0 TT0A0>240.00 ] 500 00|~
0 290010>260.00 [ 500 i
0 28500524000 ] 500 1000
0 130005 14100 = == =)

@ note

Set the number of concentration levels using the quantitative parameters. See "Changing the
Quantitative Parameters” in "5.4.3 Creating Calibration Curves" for the procedures for revising the
quantitative parameters.

Click the ““e jcon in the Compound Table.

~

The Compound Table returns to the display mode.

Click the g E. (Save Compound Table) icon on the [Compound] assistant bar.
Select the method file used when this data was acquired.

9 Click [Save].
Cﬁ. Save Method As @
Savein: | Sample - 8 rmE
T Marne ’ Date maodified Type =
"5} L TE030 /1172012 9:11 M File fal —
RecentPlaces G o 8RT 24m.qgm 1/20/2010 433PM GO/
y HF185RT 30m.qgm 1202010 434 P GOIMS
- [l zlkane_24m.qgm 12972010 434 P GC/MS
Desktap [f]5lkane_30m.qgm 1/20/2010 435 P GCAMS
- [F1FASST.qgm 1292010 437 PM GOMS
J!Ez mSamp\E_dEmuUngm 1/6/2012 6:35 P GO =
Libraries [ 5ample_demal2.qgm 1/6/2012 6:35 Phd GCAMY
. mscan‘qgm 1/29/2010 438 PM GCAMY
&k! [f]5M.qgm V12012 333PM GO/
Computer  ERTEST.QGM 12072010 240 P GCAMS
mTEST_S[M‘QGM 1/29/2010 440 P G/
h -
@‘ < 1 | 3
Metwork
File name: |zcan. qam] - (l Save I)
Saveasiype: | GEMS Method File [.qgm) +] [ caneal |
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5.4 Quantitative Processing

5.4.3 Creating Calibration Curves

This section describes how to create a calibration curve using the method file used for creating the
Compound Table.

Opening the [Calibration Curve] Window

1 Start up the [GCMS Postrun Analysis] program, and click the @ (Calibration Curve)
icon on the [Postrun] assistant bar.

The [Calibration Curve] window opens.

& BOMS Postrun Analysis (Adrmin) - Data - [Calisration Curve - Untitled] =n e ==
[7& File GompoundTable View Method Process Dats Tools Window Help MER
Ded gk @y @ED ® A
Data Explarer - Data g [ — : — —
Project in OB 08 Name | floc_[sTD G miz ~
[CAGEM Ssolution's ample -
75
File Name Wodified Date
EfJAMRT 24m.qgd  8/23/201110:19 AM
ERALRT 20m.qod 9/29/2011 10:19 AM S0
Efjalkane_24magd  8/29/201110:19 AM
Ealkane_30magd  8/29/201110:19 AM ]
EF)FASST.qgd 9/23/2011 10:19 &M
Efpeststa Nlagd  8/29/201110:09 AM
peststd_002.qgd  9/29/2011 10:1 AM : H :
CEEN  9/29/201110:19 AM 00 20 500 750 1000
pest_unknown_00... 9/29/2011 10:19 AM Level Conc.
Escan_izsecasd  H/29/201110:09 AM
Ef)scan_pest.Q6D  8/29/201110:10 AM
I
" Data lles " Single | A= | |
Level 1 P s
w2 (xiogy o Intensty i
Level 3 o] o
1.50+
E P—— ' sl
284,089
el v -
ég;‘;f:‘%we Standard 1004 %
[Ty -, r . T g
Sample Names 700003 00 250 500 750 1000
g‘:’:g":t“gh Type | miz Inten. |_Act% | Setz | Disp.|
‘ L]
10 19 L
D Juf] % & &) <[> Mparamrs (5| | A« [ )
Ready L HUM
No. Name Explanation
@ |Calibration Curve View Displays the calibration curve graph and calibration curve

information of each component (each group in the case of
group quantitation). It also displays a table of the level of each
calibration point, preset concentration values and area values

(height values).

@ |Compound Table View Displays the settings or quantitation results of the Compound
Table (Grouping Table) of the method.

© |[Chromatogram View Displays the quantitative chromatogram of the compound

selected in [Compound Table View] for the data file selected in
[Data File Tree].

@ |Data File Tree Displays the data files of the standard samples that comprise
each calibration point at each level.

Calibration points can be manually added by dragging-and-
dropping the data files of the standard samples onto the
specified level.
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5 Postrun Analysis

Creating Calibration Curves

Load a method file that is set with a Compound Table.

Click the [Data] tab page in the [Data Explorer] sub-window, and drag-and-drop the data
file for the standard sample onto the data file tree.

@ note

When there are two or more levels of calibration points, drag-and-drop each of the data file
corresponding to each level.

& GCMS Postrun Anaysis (hdmin) - Data - Callraton Cure - Untited]

Felle s
Ik File Compound Table View Method Process Data Tools Window Help

DEd ek @y @ER ? | = S 54
— —IxI" [Dits Explorer - Data = T EEe
aibtin_| |((priecin [==) D#[ Name | Type [STOG] __miz -

[CosoMssonsampe ]

75

Fie Nome Vodiied bate

ERAART 24magd  9/29/201110:19 AW

EFAART 30magd  9/29/201110:19 AM 501

Efjolkane 24magd  9/23/201110:10 AM
Efjalkane 3imagd  9/29/201110:19 AW

25
Heasstagd 972872011 1038 At
Bpest st 00lagd 929000
928200 10:39 AN o0 20 B 7o o
o | cone

Blscon t3secagd 929,201 103380
BlsconpestsD 929,207 10330

A single | A= Muli |
| oval 1 F
Level 2 (400) Ly R
Level 3 sl D
150}
a—"-- & 125]
ooty s iy
Analyzed 7/2/2001
e 22T ancd
L) Pest13Comoon
Sanrle et T o0 00 20 500 750 1000
o=b e m/z Inten. ct et isy
Desciipion Typ 7 inten | Actz | Setx | Disp|
1 M
N 1
CACAILE] <[5 I\paramrs {Reeufs A« (1] ,

Ready

The calibration curve is produced and displayed.

¥ GCMS Pastrun Analysis (Admin) - [Calibration Curve - SIM.ggm] folle=s
[ File Compound Table View Method Process Data Tools Window Help [=T=]=]
Ded &R @ @ED ? [ ® It &
=10 |Data Explorer - Method (] o Y’?ﬁ;ﬁ{géé D8 1 [A]2] [EView) @ Edit
Calbration a= e
Prjectin =] b- 4002147 D8] Nome | Type [I1STD wiz -
CAGCMSsolutionSample - 00000 e ichlorvos | Target [ER
2= erohuca | Targe 150,
File N Modified D = 09ms10s imazine | Targe 20
ile Name adified Date
E
ternal Standar ropyzamide | Targe 173 ]
HQAART 2magm 2920011018 A iy [ TOomn TTaei £
)PaRT 30magm  929/201110:09 A Oiigi: Not Foced PN ange 265
@alkane 24magm  §/28/201110:18 Ak 000007 Weighting Method: Nane Torobenfos | Targe 204
@skane 30magm 929,011 1039 M Mean B - 4165677 fediabion. | Jaue =
rassr.agm 828/201110:13 A4 ] B oo et T sopthioln Taad 2501
[@scanqam 0202011 10:19 AM (11 Isovathion | Target 713
f1sM.qgm 9/28/2011 10:19 AM 2 arget 317
2o £ 2 e SHIERN arge 1574
Lovel
T
2
3
- Data Files A single [ A= Muti] E
& Level 1: 10000 F
Hpost =td. 00 Gaooom) M Intensty 153,878
& Level2: 50000 | 15030800
Eipest_std 00| 45
& Level 3: 10000
BHipest_std 00 | 100 o
075
‘ i D
0so
Desciition -
025
. g
515 60 T ek 55 65
Type nlz Inten | Actz | Setx | Disp.
Tagel 78500 | 35412 | T00.00[ 10000
Trd 1 10900 | 159764 | #51.16] 42100
B [T o— 5 [ 1\Params (Fesurs 4] « [ | b
Readly UM
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5.4 Quantitative Processing

4 Click the = (Save) icon on the toolbar, and save the method file.

Changing the Quantitative Parameters

If necessary, change the quantitative parameters.

-
1 Click the %ﬂ (Quantitative Parameters) icon on the [Calibration] assistant bar.
The [Quantitative Parameters] sub-window is displayed.

2 Set the parameters on the [Peak Integration] tab page so that the intended compound
peaks can be detected.

3 On the [Quantitative] tab page, set the calibration curve.

Quantitative Parameters @
| Peak Interation | Identification | Quantiative | Compound Tabls Search|
e ——— N Uit ppm
ﬁExtsma\ Standard 'i o
Eoimat of Concentration
Calculated by: @ Area (O Height @ Decimal ) Significant
Calibration Curve 5 9
# of Calib. Levels: 3 =
Curve Fit Type: ‘ Linear - rouping e
Zeo: Mot Forced - [5um Cons =) 14
jor: -]
“Weighted Regression: Mone 9
oK ] [ Cancel ] [ Help
No. Name Explanation
@ |Quantitative Method + External Standard:Quantitation is performed using a

calibration curve obtained from the absolute quantity
(concentration) and the area or height value of the target
compound in a standard sample.

* Internal Standard:An internal standard is added to the
sample, the sample is analyzed, and quantitation is
performed using the relationship between the relative
sensitivity and the quantitative ratio with respect to the
internal standard compound.

@ |# of Calib. Levels Input the number of concentration levels of the calibration
curve.
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I 5 Postrun Analysis

No.

Name

Explanation

3]

Curve Fit Type

Specifies how to plot the calibration curve.

* Linear: Determines the calibration curve as a straight line
from the obtained values.

» Point to point: Points are connected by a broken line. No
formula is displayed for point to point calibration curves.

* Quadratic: Curve is fit to each point using a quadratic
equation. This requires at least three points on the
calibration curve. For two points or less, the curve is
calculated as linear.

* Mean RF: First, it determines straight lines passing
through the origin and each point. Then it finds the simple
average of the slopes for each line.

Consequently, the resulting calibration curve always
passes through the origin.

Zero

Select either [Not Forced] or [Force Through]. Normally, select
[Not Forced].

Weighted Regression

A typical least squares method of plotting calibration curves
could result in a quantitation error that is larger the lower the
concentration at the calibration point. In general, when the
calibration curve has a large dynamic range (maximum
concentration is at least 50 times higher than the minimum
quantitation limit), formulas are weighted to reduce the weight
of higher concentration points of the calibration curve. Typically,
formulas are optimized by checking the correlation coefficient
and contribution ratio.

* [1/C2]: Formulas are weighted by the inverse of the
concentration value squared.

* [1/C]: Formulas are weighted by the inverse of the
concentration value.

* [1/A2]: Formulas are weighted by the inverse of the area
value squared (or height value when a height is specified
for the data used).

* [1/A]: Formulas are weighted by the inverse of the area

After the settings are changed, click [OK].
The calibration curve will be revised in accordance with the new parameter settings.

Printing Calibration Curves

The procedure for printing calibration curves that are produced is as follows.

1 Select [Print Image] on the [File] menu, and click [Preview].

The [Report] window opens.
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5.4 Quantitative Processing

2 Check the calibration curve in the preview sub-window, and click [Print].

'[ Bk ,\iﬁexn Page | | Piey Page | [ IwoPage | [ Zoomin || ZoomOul |[ Clse |

1012 18:13:25

Page 1/ Tots| 2 « NUM SCRL

5.4.4 Performing Quantitative Processing on Unknown Samples

A WON=

This section describes how to perform quantitative calculation on unknown samples using the method file
used for creating the calibration curve.

In the [Data Analysis] window, open the data file to undergo quantitative processing.

o
R

Click the m=.7| (Quantitative) icon on the [Postrun] assistant bar.

Click the (Load Method) icon on the [Quantitative] assistant bar.
The [Load Method] sub-window opens.

Select the method file that has already been used to create a calibration curve, and click
[Open].
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I 5 Postrun Analysis

24 Load Method [
Lockin | Sample - 8 rmE
T Marne ° Date maodified Type =
';) . TQa030 /1172012 9:11 M File fol —
RecentPlaces G o 8RT 24m.qgm 1/20/2010 433PM GO/
- 1 2ART 30rm.qgm 1202010 434 P GOIMS
ma\kane_llim.qgm 172972010 &34 PM GC/MY
Desktap [f]5lkane_30m.qgm 1/20/2010 435 P GCAMS
S [F1FASST.qgm 1292010 437 PM GOMS
Q;!’J mSamp\E_dEmuUngm 1/6/2012 6:35 P GCm =
Libraries [ 5ample_demal2.qgm 1/6/2012 6:35 Phd GCAMY
mscan‘qgm 1/29/2010 438 PM - GC/MY
E.s,..li.,‘ fef{sMigam TI1/A012 333 P GG/
Computer  ERTEST.QGM 1/20/2010 240 P GCAMS
- mTES’[S{M‘QGM 1/29/2010 4:40 PM GO
‘-E 4 1 | r
Metwork
File name: SIkt.gom -
Files of type: [GEMS Method File [*.ggm] ']

The calibration curve and the Compound Table are loaded to the data file.

100
|| 1

Click the JEk:

Peak integration, identification processing and quantitative calculation are executed.

5.4.5 Checking the Quantitative Calculation Results

Check the quantitative calculation results on the [Results] tab page in [Compound Table View].

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

& View | [ Edit
ID#| Mame Conc Ret.Time Type I miz | Area | =
1 Dichlorvos | Ratio of reference ion does not match
2 | Fenobucarb | Ratio of reference ion does nat match
3 | Simazine 0.00000 10.930 Target 201.00 857E57
4 | Propyzamide 0.00000 11.434 Target 173.00 946382
5 | Diazinon 0.00000 11.590 Target 304.00 524013
E iTPN Na peak iz found in Window/Band range.
7| Ipobenfos 0.00000 12011 Target 204.00 1479624
8 | Fenitrothion 0.00000 13072 Target 277.00 3707
3 | Thiobencarb 0.00000 13271 Target 100.00 4086151 | |=
0| Isoprothiolan 0.00000 15129 Target 230.00 413007
1| Isoxathion 0.00000 15.585 Target 313.00 106E67
2 | CNP Riatio of reference ioh does nat match
3 | EPN 0.00000 | 17642 | Target | 157.00 | 393079 |
[l I : \ Param's kResults £ 5r0upPar§\ 4 [ m 3

The Identified Results Table is displayed.
l// NOTE

The following text strings are displayed according to cause for compounds that failed to be identified.

Display Text String Explanation
No peak is detected. The peak has not been detected by quantitative peak integration.
No Peak is found in The peak has not been detected within the retention time width of the
Window/Band range. identification parameters.
Ratio of reference ion does | The difference between the setting value of the reference ion ratio and measured
not match. value exceeds the allowable width, preventing the peak from being identified.
Under the minimum The peak has not been identified due to the calculated similarity value being the
similarity index. setting value or less when mass pattern matching is set in the identification

parameters.
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5.4 Quantitative Processing

Display Text String Explanation
No peak is indentified. The automatic identification results have been deleted manually.
@ noTE

When a row on the Compound Table is selected, the quantitative chromatogram of its compound, or
calibration curve and reference ion information are displayed in [Quantitation View].

5.4.6 Performing Quantitative Peak Integration Manually

This section describes how to perform peak integration manually when peaks cannot be identified or
detected even by setting the peak integration parameters.

1 Move the mouse pointer over the chromatogram, and drag from the start point to the
end point using the right mouse button with the [Shift] key held down.

During the drag operation, the mouse pointer changes to a vertical line.
The base line is drawn joining the start and end points, and a peak is detected and identified.

Mo
(1,000,000 Max Intensity: 1.721,747

13518500 -~
10300

150+
1254
100+
0754
050+

025

T
000
575

(1.5 95 580 615
@ note

* The above operation can be also executed by clicking [Manual Peak Integrate] on the
[Quantitative] menu.

10}/ 38}

« By dragging from the start point to the end point using the right mouse button with the [Ctrl] key
held down, peaks are detected with the baseline kept horizontal.

* When [Peak Picked] is selected at [Ref. lons Based On] in the identification parameters, peak
integration is performed on the chromatograms of the quantitation ion and reference ion. When
[Spectrum] is selected, peak integration is performed on only the chromatogram of the
quantitation ion.

To perform peak integration on only the chromatogram of a specific m/z, click the chromatogram
label of that m/z and perform peak integration by following the description in step 1.
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I 5 Postrun Analysis

5.4.7 Performing Identification Manually

1 Right-click in the range between the start and end times of the currently detected peak
with the [Shift] and [Ctri] keys held down.

(1,000,000 Max Intensity: 1721747
126 00 -
10300

150~

1264

100+

075+

050+

036+

il
I

575 600 [

A peak is identified.

# 1
(x1,000,000) Max Intensity: 1,721,747

185 00 -
108 00

150
1264
100+
0785

om0 WL

025

yie ]

g o T T
ll/ NOTE

» The above operation can be also executed by clicking [Manual Identification] on the [Quantitative]
menu.

*  When the outside of the range between the start and end times of the peak is right-clicked, the
peak of the quantitation ion having the retention time closest to the right-clicked position is
identified.

5.4.8 Detecting Unidentified Peaks

This section describes how to detect peaks outside the target compound registered to the Compound
Table and perform a similarity search on its spectrum. This feature is used for analyzing contamination
and unforeseen components.
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5.4 Quantitative Processing

Select [TIC] or [MIC] on the [Pickup Unidentified Peaks] sub-menu on the [Quantitative]
menu.

Quantitative | Layout Tools ‘Window Help

Quantitative Parameters.., 15 (B g3,
i Peak Integrate for all 1Ds
Calculate
q Show Peak Table..,
i Show Reference Ion Ratio..,
————
Show Calibration Curve Info.., 0 8
Showv Search Results for Compound Tahle...
Pickup Unidentified Peaks 3 TIC ]
B Ty ey e e T e
QA/QC...
Manual Peak Integrate
Split Peak
—_——
Manual Identification 70 g
. ]-[6.417 <-> 6.492]
Moise Range Setting

Unidentified peaks in the selected chromatogram are detected and registered to the Identified Results

Table.
& View | [ Edit
ID#| MName Conc Ret.Time Type I miz | Area | =
1 Dichlorsos | Ratio of reference ion does not match
2 | Fenobucarh | Ratio of reference ion does not match
3 | Simazine 0.00000 10,990 Target 201.00 BE7E67
4 | Propyzamide 0.00000 11.434 Target 173.00 946382
5 | Diazinan 0.00000 11.590 Target 304.00 524013
E |TPN Mo peak is found in indow/Band range.
7| Iprabenfos 0.00000 12011 Target 204.00 1479624
8 | Fenitrothion 0.00000 13.072 Target 277.00 311707
9 | Thiohencarh 0.00000 13271 Target 100.00 4086151 | |=
0| Isoprathiolan 0.00000 15.129 Target 230.00 413007
1| Isoxathion 0.00000 15,5685 Target 313.00 106667
2 |CHP Ratio of reference ion does nat match
3 _{EPH 0.00000 17.642 Target 157.00 393079
4 | Tentatively 1d 0.00000 9666 [ Unknown TiC 9988346
5| Tentatively 1d 0.00000 11.892 | Unknown TiC BA06136
6 | Tentatively 1d 0.00000 £.248 | Unknown TiC 51686829
7| Tentatively 1d 0.00000 16464 | Unknown TiC 2100203
8 | Tentatively Id 0.00000 5.450 Unknown TIC 422599 [ L~

2 Select [Similarity Search for Compound Table] on the [Quantitative] menu.
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I 5 Postrun Analysis

Select [Unknown] on the [Compound Table Search] tab page in the [Quantitative
Parameters] sub-window, and click [OK].

Quantitative Pararmeters E
| Peak Integration | Identification | Guantitative | Compound Table Search
Search for
[ Target

[C]15TD & Reterence

Similarity search parameters are same as qualitative
parameters. |f you set them, please set in the Similarity Search
tab of the Qualitative Parameters window,

[ oK ][ Cancel ][ Help ]

The similarity search is executed, and [Finish] is displayed at the [Search] column.

@ note

Double-clicking the row of a compound displays the result of the similarity search in the [Similarity
Search Results] sub-window.

5.4.9 Calculating S/N

This section describes how to set parameters for calculating noise and S/N.

L
1 Click the (Quantitative Parameters) icon on the [Quantitative] assistant bar.

2 Click [Noise Calculation] on the [Peak Integration] tab page.

Quantitative Pararmeters E
Peak. Integration | |dentification I Quantitative I Compound Table Search‘
Integration Smaothing
Methad
() Autoltrea) () Auto[Height)
# of Smoothing Times: 1
# of Peaks: 5
Slope: 0 e Srnonthing Width: 1 sen
Diift a /min Pracessing Time
LoBL v mn ® StdRet Time + 0s i
Min &reaHeight: 0
Bae @ fea O Height © Identiied Wik 2 fold
Process Each Chromatogram Group Separately
[ oK ] [ Cancel ] [ Help
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5.4 Quantitative Processing

Set the calculation method and noise range, and click [OK].

0 2

Moise Calculation Settings @

M ics

[ Calculation Method: | ASTHM - ]

Range

() Specified Range a 15
@ Auto 01

Interval [1k5) min

Ok ] [ Cancel ] [ Help ]

No. Explanation

@ |Select one of [ASTM], [RMS] or [Peak to Peak].

@ |Selecting [Specified Range] calculates noise from the ranges set to [From] and [To].
If [Calculation Method] is set to [RMS] or [Peak to Peak], selecting [Auto] automatically
searches for the range having the smallest noise in the time width set at [Noise Range].
When [Calculation Method] is set to [ASTM], noise is calculated by the range obtained
by subtracting the peak detected time from the processing time.

=" Reference

For details about the parameters, refer to Help.

Click the

Peak integration, identification and quantitative calculation are performed on all IDs.

¥ (Peak Integration) icon on the [Quantitative] assistant bar.

N

Click the [Results] tab in [Compound Table View].
The S/N calculation results are displayed in the Identified Results Table.

6]

3 View| [# Edit
1D ] 51 S/N Moise From| Noise To | Noise Calc| ~
1 ] 3495.94 5.910 6.010] PtaP
2 % 7042.18 9177 9.277] PP
3 7t 7109.76 10.713 10.613] PP
4 4t 1391.01 11.630 11.730] PtaP
5 x 2664.69 11.250 11.350] PtaP
E S 4358.33 12.270 12.370] PP
7 S 447433 11.554 11.654 ] PtaP
g 4 1725.23 13.220 13.320] PP
g a1 10287.63 12.767 12,867 PtaP

0 51 277735 14.697 14.767 PtaP L
1 a: 405.44 15.377 15.477] PtaP 1
2 [ 1421.89 16.090 16.190] PtaP
3 7 1696.59 17.220 17.320] PP
<[ v [\ Param's m < [t
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I 5 Postrun Analysis

5.5 Saving New Parameters to Method Files

Save new settings to a method file when data processing parameters (e.g. qualitative parameters or
quantitative parameters) have been changed.

1 Click [Save Method As] on the [File] menu.
The [Save Method As] sub-window opens.

C& Save Method As @
Savein | Sample - G ? s '
T Mame . Date maodified Type =
b | TO8030 1410/2012 911 AWM File fol
RecentPlaces  pharRT 24m.qgm 29/2010 433PM GO/
- 48R 30m.qgm 12972010 434 P GC/MS
[fl5lkane_24m.qgm 1/29/2010 434 PM - GC/MY
Desktop [ alkane_30m.qgm 1/29/2010 435 FM  GC/MY
— EIFASET qam 12972010 437 PM GC/MS
I_“;!J [ 5ample_demol1.qgm 1/6/2012 6:35 Phd GO/
Libraries mSamp\eidemoDqum 1/6/2012 6:35 P GC/MY
mscan‘qgm 172972010 438 PM GC/MY
LY B SIM.agmm A1 P GO
Computer  ERITEST.QGM 1292010 440 P GCMS
- mTEST_S[M‘QGM 1/2972010 40 PM GC/MEL
Qg a 1 | 3
Metwork
File: hame: - Save
Save as fpe: GCMS Method File [*.gam] «] [ Concal |

Enter the file name, and click [Save].

[\

The [Select Method Parameters] sub-window opens.

Set the method parameters in the [Select Method Parameters] sub-window, and click

&3

Select Method Parameters @
(@) Curent Settings () doquired Settings  J————— 1
[Drata Processing -
0k

Buantitative Parameters
- Peak Integration
- |dentify Parameters
- Quanititative Parameters
- Compound Table
- Compound Table Search
- Calibration Curve
Qualtative Parameters
- Peak Integration P 2
- Spectum Process
- Similarity Search
- Retention Index
- Column Performance
Fragment T able
- Fragment T able
Data Wiew Parameters
-MIC Table
- Spectum Format Parameters
0A/0C Parameters
- 0AAQC Parameters

[rata Acquisition
Data Acquisition Parameters
- Sampler Parameters
- GC Parametes
- M5 Parameters
- System Configuration

1 By [Current Settings], the currently displayed latest parameter settings are saved. By [Acquired
Settings], the parameter settings that were used at data acquisition are saved. In this example,
select [Current Settings].

2 Select the checkboxes of the parameters to save.
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5.6 Printing the Content of Data Files

5.6 Printing the Content of Data Files

This section describes how to print the content of data files in the [Data Analysis] window.

1 Load the data file to the [Data Analysis] window, and click [Report] on the [File] menu.

The [Data Report] window is displayed. When a report format is specified during data acquisition or batch
processing, that report format is set.

@ note

The [Data Report] window is displayed also when the
assistant bar or on the [Quantitative] assistant bar is clicked.

#=4l (Report) icon on the [Qualitative]

33" Reference
For details on how to paste new report items, see "8.2 Creating Report Formats”.

2 Place the report items, and click the @' (Preview) icon.
@ note

Report format files can be also dragged-and-dropped from the [Report] tab page in the [Data
Explorer] sub-window onto the [Data Report] window.

3 Check the report in the preview sub-window, and click [Print].
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I 5 Postrun Analysis

5.7 Performing Continuous Postrun Analysis

This section describes how to create a Batch Table from a data file and perform postrun analysis.

1 Click the

Click the

The [Select Data File] sub-window is displayed.

(Batch Processing) icon on the [Postrun] assistant bar.

(Select Data Files) icon on the [Batch] assistant bar.

3 Select the data file to register to the Batch Table, and click .

d. Select Data File
Lookin | Sample B < I A=
T Marne = Date modified Type *
ey EF8ART 24rm.q9d 1/29/2010 433 PM GC/ME
Recent Places B anpT 30m.qgd V22010 433 P GO
- Eslkane_24m.qgd 1/20/2010 434 P GCAMY
Eflslkane 30m.qgd 1/29/2010 435 P GC/ME
Desktap B DEMO_SC.Q6D 1/29/2010 35 P GCAMS
e B DEMO_SI1L.QGD 1/20/2010 436 PM - GC/ME =
J‘_;;—;J EfDEMO 512,060 1/29/2010 436 P GC/ME
Libraries EiFassT qgd L2011 1010 .., GO/
Bl pest_std_001.qad 12/22/2011 6:16 PM - GCAMAL
|
n&! Efpest std 002.9g4 12/22/2011 6:16 P GC/ME
Computer Efl oot cbd 03 ond 136077011 flE DM [elaliN s
pest_unknown 001.ggd 12/22/2011 £:05 Phd GC/M‘
@ S TR
] 1
Metwork
Files: of tupe: [GCMS Dats File [.agd) - [ cancel |
Selected Data File
C:AGEMS solutiont S amplehpest_unknown_001.qad
CAGCMS solutionS ampletpest_std 001.qgd Up
CMGCMS solution’S ampletpest_std_002.qod
C:AGCMS solution'5 ampletpest_std 003 qgd Down
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5.7 Performing Continuous Postrun Analysis

At [Selected Data File], select the data file, change the order of the data files by the [Up]
and [Down] buttons, and click [OK].
The Batch Table is created.

i (admin - Batch Table - Unétd] Slol=s
Bat HEIE

PR

Sample Name | Sample ID | Sample Type | Analysis Type Method File Data File | Level#f | I Amt. Report Output Report File Data Description

Pesti 3Compound] UNK-0004. D:Urknown T SIM.qam n_007. qge 1 1 Pir

Pest ke d| STD-0001 1:5tandard 1T SIM.qam d_001. qa¢ 1 1 Pr

Festiat [ STD0002 |1 Standard M SiMagn | 4002 ag 1711 P

FeaT3Conpaned STD0063 —{T'Sanad 17 S agn | 4005 o T p

5 In the [Data Analysis] sub-window that opens by clicking the [Analysis Type] cell, set the
analysis details, and click [OK].

Data &nalysis @

Integration for Cuantitative IT)

Quantitative Calculation (QT)

Integration far Qualitative
@ TIC(ILT) MIC [ILM] MC[ILC]

@ Make Spectrum Process Table
@ TIC(STT) MIC [STH]

Similarity Search [LS]

@ Pickup Unidentified Peak s
@ TIC[CTT) MIC [CTH)

Similarity Search of Compound T able [LT)
@ Register ID Spectium az Standard Spectum [RS)]

l akK ] [ Cancel l [ Help... l

=3 Reference

For details, refer to Help.

>

Click the | (Start) icon on the [Batch] assistant bar.
Continuous postrun analysis is executed.
lll NOTE

A batch file made when performing continuous data acquisition can be loaded to perform continuous
postrun analysis. At this time, settings relating to data acquisition are ignored.
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I Quant Browser

By using the [Quant Browser] window, the quantitative results (concentration, area, height, etc.) of multiple
data files can be displayed for each compound set to the Compound Table in the method. Quantitative
results in the list undergo statistical calculation (average, %RSD, maximum, minimum, standard deviation)
as necessary before being displayed. These results can be printed out as a summary report.

This chapter describes how to check and edit the quantitative results of multiple data files, and perform
postrun analysis collectively on multiple data files.

6.1

6.1.1 Opening the [Quant Browser] Window

[Quant Browser] Window

The [Quant Browser] window has four views: [Quantitative Result View] for displaying the quantitative
calculation results of each data file, [Compound Table View] for displaying the Compound Table and the
quantitative results of each data file, [Chromatogram View] for displaying chromatograms and sample
information, and [Calibration Curve View] for displaying the calibration curves of compounds.

1 Start up the [GCMS Browser] program, and click the @‘ (Quant Browser) icon on the
[Browser] assistant bar.
The [Quant Browser] window opens.

(1] 2]

4 GCMS Browser (dmin) - [Quant Browser - (SIM.qgm)] folrems)
€ File CompoundTable View Method Process Data Layout Tools Window Help lelx
DEW D DD ? | [ @ o G
—
21| |Data Explorer - Data 11 O Quantiative Fesut View 1D 2 || »| Fencbucab 1" Compound Table View £ View| (# Edit
Proctin G Data Filonane | Sample Type | Level 51D o ot Time [ Aot =
d | PEST_ST0 0B 060 Tardsrd T SEA S
CGCHSsohfon' enple 2 PEST_STD_002.060 tandard z s gesT|
File Name Modiied Date g i tordsrd 3 o] 109w
ik « rkrosn 00| 1143
AT Mmagd  L28/2010 432 PM S000] 11
T30magd  LZY/2000 433 PM 2600|1182

mmmmmm 2000] 12017 |
277.00 13075
100.00 13267 |
00| 15133
313.00 15532
Si00] Tedsr
T5r00] 17602

Hon zimegs  aaann 424 s
Bolkone simagd 12972010 435 PM e
EoRMOSC.OGD  1L29/2010 435 P
@DEMO,HI QGD 1/29/2010 4:36 PM
DEMO}[Z‘QGD 142972010 436 PM
BrassTagd 1272120111030 A0
Bpesttd 00lqgd 12222011 616 PM
st Ozagd  12/22/201L 616 PM
12/22/2011 6:16 PM

i

12/22/2011 6:05 PM
1/29/2010 439 PM
1/29/2010 439 PM

BHLHH

C sirde [ sampleinie

- v cam oo Mty 715628
T o T 0wz e, 755 . | soooomn]
254 o 3
o bnia so
H
7s0000.]
2B 2 g
Descipion %‘
o o 1 som]
ol o5 ot 0
Tope wiz inton. | Aot% | 5ot | Disp
Toget Wz w00 fowm —
i e lort 7o erees| ess| zmrw
1b 15
0 [ S 5 P 5 2N =

! !
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I 6 Quant Browser

No.

Name

Explanation

Quantitative Result View

Displays the quantitative calculation results (e.g. concentration,
retention time, area) of multiple data files, and also displays
their statistical values (average, %RSD, maximum, minimum,

standard deviation). Clicking [ *1*| changes the ID# and
switches the displayed compound.

Compound Table View

Displays the Compound Table and Group Table in the currently
open method file. The identification results and grouping results
of the data file selected in [Quantitative Result View] are
displayed.

Calibration Curve View

Displays the calibration curve of the ID selected in [Compound
Table View] in the currently open method file.

Chromatogram View

Displays the chromatogram of the ID selected in [Compound
Table View] in the data file selected in [Quantitative Result
View.

@ noTe

The [Quant Browser] window comprises views that are separated by several splitters. These
views can be resized by dragging these splitters with the mouse.

In the [Quant Browser] window, you can collectively check the quantitative calculation results of
up to 1024 data files using the same method file.

When [Save Browsing File As] on the [Layout] menu in the [Quant Browser] window is selected,
the name of the currently loaded method file and data file, file sort order, layout information, and

other details can be saved as a browsing file (file extension *.qgq).

When a file is being edited in a different window, it becomes [Read Only] and cannot be edited. To
edit the file, close the file in the other window, and open the file again. When there are read only

files, neither the method file can be saved nor parameters can be edited.

6.2 Checking the Quantitative Results

In the [Quant Browser] window, multiple data can be easily displayed.

This section describes how to display data in each of the views in the [Quant Browser] window.

6.2.1 Opening Method Files

This section describes how to open a method file and display the content of the data file (sample type is
[Standard]) that comprises the calibration curve contained in that method file in each view.

1 Click the [Method] tab in the [Data Explorer] sub-window.

Drag-and-drop the method file from the [Data Explorer] sub-window onto the [Quant
Browser] window.
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6.2 Checking the Quantitative Results

4 GCMS Browser (Admin) - Method - [Quant Browser - (Untitled)]
S File Compound Table View Method Process Data Layout Tools

Data Explorer - Method

Proiectin

Do &0 @y @EER R | @~ =ew @ 530 K

CABCMS solaon’S ample -

File Nare
[ ART 24m.qgm
[ AART 30m.qgm

Madified Date
9/26/2011 10:19 &AM
9/28/2011 10:19 AM

@alkone 20magm 328

lalkane 0ma 2872011 10,19 AV,
LiFASST.g, 9/29/2011 10:13 4M
@)scana 0/28/2011 10:18 M

7§ SIM. g

9/26/2011 10:19 AM

Desciition

Ready

(=3B 55|
Window  Help [-]]x]
(=]
D Quankiative ResulView D% 15 B Compound Table View [EERD
Data Filoname|_Sample Type | Lovel | et Time Aren W [08] Name | Ty [1STOG] __wiz Fiot Timo [ Aot indox] Uit -
Average
s
Wasinarm
Minirnurn
R
\K
B >
T Chomstogram View
e single £} Sanpe o 4
<[> \Param's {Resuts  Groupparam's ]| « [ it 5
(00 e ntensty . 0
1 Time 0001 e, 40 «| [ @ Calibration Curve View
[
100
0s]
s
0o
0odom " otz 00%s) | 00%7s 0odios 0odizs oo -
Type iz Inton | Aot | S | Disp
=
d L R R R T R R R T
9 usn Biowse
NUM

The content of the standard sample data file and method file are displayed in the [Quant Browser]

window.

I x| |Data Explorer - Method

4§ GCMS Browser (Admin) - [Quant Browser - (SIM.qgrm)]
S File Compound Table View Method Process Data Layout Tools

Do oL @Y EER R | @ =cs B FRE K

Proiectin

CABCMS solaon’S ample - 5

File Nare
[ ART 24m.qgm
[ AART 30m.qgm
@alkane_24m.agm
@ alkane_30m.qgm
[IFASST.qgm
[flscan.agm

[l sv.agm

Madified Date
9/26/2011 10:19 &AM
9/28/2011 10:19 AM
9/26/2011 10:19 &M
9/26/2011 10:19 &M
9/26/2011 10:19 &M
9/26/2011 10:19 &M
9/26/2011 10:19 AM

Desciition

%)

Guide

T CEE

Ready

Window Help [&][x]
c)

o Quarttaive FesutView 1D 1| <]2] Dicharvas 5 Conpound Table View [EIDERD
Data Filename| Sample Type | Lovel Ret. Time D#] Name | Type [15TD wiz Fet Timo | ot Index] Uit -
pest_td_003.a0 Standard T () Fiom e o

Z pest_sd 00299 Standard 2 620 st | Tae o

3 pest_s_001.0g Standard 5 G2 e | Toige o
Average £.203 opyzamide | Target ug-

ZRSD 0033528 iazinon aiget g

— ¥l = B o
Hinimum Ba07| _ 4Os| | Iprabenfos anget ug-

514 Dev. 0002067 | 797269001666 | 177.55 |5 Farithion | Ttgs .
Thicbencat | Targe uw

0_| Isoprothiolan | Target ugs

(71 [Tsosation [ Trgel uw

7 one agel w5

3 |EPN aiget ugs

< m .

& Crvomatogram Vien

e single |} Sanpleinio .

(<[> [\Param's {Resuts £ GroupParars ] « [ b
(ct00000) Wi nensty ;153,76
15500 Tine ien - Sbraton Curve View
e 5 Catbraton Curve v
o
10 il
400000
= 3000004
B oo o
Tyoe wiz Inten | _Actx | setx 200000
Target 185,00 35412| 10000 | 100.00
B lor] T000| Tos7ed | 45116 | 42100 100000
B E i Conc.
S aurtSowee]
NUM

6.2.2 Opening Data Files to Display Quantitative Results

This section describes how to open a data file of an unknown sample and display the

file in each view.

Click the [Data] tab in the [Data Explorer] sub-window.

content of the data

Drag-and-drop the data file of an unknown sample from the [Data Explorer] sub-window
onto the [Quant Browser] window.

GCMSsolution Instruction Manual

129



I 6 Quant Browser

4§ GCMS Browser (Adrmin) - Data - [Quant Brawser - (Untitled)] folre s
€ File Compound Table Yiew Method Process Data Layout Tools Window Help [=]=]=]
Ded o0 @2 @ER ? | »~F=w @ 550 K

(]

I/ [ats Bplorer - Dota

O Quanliative Resull View 1D T 0 Compound Table View [EmEED
[E\MSeoonsarpe -] Data Filename| Sample Type|  Level Ret. Time Area H P Type | ISTD G| m/z Ret Time | Ret_Index| _ Unit JES

Average

%S0

File Name Modified Date | S—( o

ETJART 2magd /2020111018 A1 Mo

ERaoRT S0magd  8/28/200110:13 A0 5td Dev.

Hlokanc 24magd 929,207 1033 M
Hoanc simagd 929,207 1033 M

EFAssT.qgd 9/28/20LL,

Efjpest_std_00Lqgd 1 10:19 A

tstd_002,qgg”” 9/29/2011 10,19 A K
@ 9/29/201110:19 AM

& PN /29/2011 10:19 AM E
Elscan_03secqgd 9/29/2011 10:18 AM
Effscan pestQGD  9/29/201110:19 AM

< i D

B Chiomelogram View

i singe | sanplinio] =
<[v|\params {Resuts A orouprarams ] < 5
e : ooy ooty 0 | L0 B I
e

The

0 Caibiation Curve Vien

Max Intensity : 348,241 PR A
nayeea” S8 10] @
Sanrle Tope sz 2 400000-
el Pest1 3Compot.
anple
Descrpion 55 &b B3 o0 675
Tope wiz inten_ | Actx | Setx | Disp.| 200000
‘ 100000
N
b 13 d 20 E 2 1000
=i RS € Quant Browse
Ready NUM

The contents of the data file and method file currently set to the data file are displayed in the [Quant
Browser] window.

4 GCMS Browser (Adrmin) - Data - [Quant Brawser - (M.agm)] oo
€ Fle Compound Table View Method Process Data Layout Tools Window Help [-]=]x]
DEd &0 @ IEE ? | @« u@ws @ 050
=1 |Data Explorer - Data 5]
o | (Moo O || [Pt ver Ton 1 [ veos 5 Compourd Tabl View [EIDERD
[CAGTMSsouonSonge _____~] Distalkdenzns |5 sms ElT>pe] L=vel] =t i) [asea) He [1DW] Name Type [ISTD miz RetTime | Ret_ Index|  Unit ~
7 pest urknown 0] Urknown 5209 252 Tieomo: Targe SET] 550 =
— VA—— T - : Fenobucatb | Targe Tsnm0|  sesr r
[ - Simazine | Taige o0 Tosw uy
EaaRT 2magd Y2320 1029 A e a0 T S T EIE N 5
ERAMRT I0magd 0202011 10:30 A0 ipacy 6209 52| Diszinon__| Targe WL00| 1158 g
Eflakone_24magd /292011 10:19 AM = = = ‘TPNh - aiget ;gfgg 1‘233 vy
proberfos | Targe ug
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« 0 v
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‘ v 3 (100 000y M Intensty - 482,321
55 10 Tine = A aibration Curve View
e tersty - 045,241 soffE R O Caibration Curve Vi
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ncheed: . FI2/2001 en
Sample Type - riknown 25 <
Level® _ Peat abomont 40000
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[{// NOTE
When the data file is dragged-and-dropped from the [Data Explorer] sub-window onto the [Quant

Browser] window, multiple files can be selected simultaneously. At this time, if the method file is still
not opened, the content of the method file set to the top data file is displayed. When the loaded
method file holds calibration curve information, the content of the data file of the standard sample
that was used when making that calibration curve is also displayed.

6.2.3 Opening Batch Files to Display Quantitative Results

This section describes how to open batch files to display the contents of the method file and data file
currently set to batch files in each view.
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1 Click the [Batch] tab in the [Data Explorer] sub-window.

Drag-and-drop the batch file from the [Data Explorer] sub-window onto the [Quant

Browser] window.

6.2 Checking the Quantitative Results

44 GCMS Browser (Admin) - Batch - [Quant Browser - (Unfitled)] == o =
€ File CompoundTable View Method Process Doto Layout Tools Window Help N
DEE S0 @ EED 2 | 4 s@o s @ 250 K

o B[ owniiveRest Vw15 B Compound TableView (B

uant Browser = = -
L] Proiectin @[ Data Filename Sample Type | Level | Ret. Tine | Area | IS RTINS Tyoe | ISTD 6] oz Ret Tine | Ret |23
CAGCMSsobion!Sample o]
e %RSD
FieNome @ Modified Date Mainm
92172001 1208 PM Std Dev.
T — | [T I\params (esus Remouerd « ] ,
T Chomatogan View 8 Calbration urve View
) Singe | ] Sampleinio 450000
Dl —Tm— v Gam o0y Maxtensty: 0 £
Tie SIS0 . 40000
Descioion 50 aso000]
|
m ao0000
25 i
250000
sis oho o5 o5 65
Type | wiz [ inten. | Ac% | Setx | Disp| B,
100000
so000
il = ES £ tha

Rows whose sample type is [Standard] in the batch file are searched for, and where the first [Standard]
row is found, the method file used in that row and all of the data files using that method file are loaded.

4 GCMS Browser (admin) - [Quant Brows er- (V. qgm] =
S File CompoundTable View Method Process Data Layout Tools Window Help el
DESW 20 @ @ERD 2| [@wwos B ) S8R0 K
—Ix|" [Data Explorer - Data O Guaritative Resut View  [D# 1 D 5 Compound TableView T @
uart Browser =
[ Ra=in og Data Fioname | Sample Type | Lovel | Aot Timo T T oD — FerTine e
yymE— 2| [ o fordad il e e 0] =
— 2 PEST_STD_002.0GD tandard 2 6207 robucan | Tael 3
5 PEST_STD 001 0D tordard 3 6207
ile Name adified Date _STD. imazine | Targe
File I Modified Dat ) pes_unknown_ 001 agd nknown - 6257 s T
ENAART 24magd 12572010 432 PM o 6231 e T
ENAART Jmagd 12872010 433 P [0 712157 o =
Balkane_24m.qgd  1/20/2010 434 PM m,‘m" 527 Tprabenfos | Target
Balkane 30magd  1/29/2010 435 M Sid Dev. [OTErE) Fentolen. =
HioevoscoeD 129200 435 P T e {2
FiDEMOSILOSD 142372010 436 PM i1 ovation | Torge
EDEMO_SI2Q6D  1/29/2010 436 PM § [ arget 51700 Xy
EDFASST.q0d 12/27/2011 10:10 AM o =
Bpest st 0lgod  12/22/2011 6:16 PM
Blipest std_002qgd 1272262011 616 PV
Bpest std 03.99d 127222011 616 M
Elpest_unknown_00... 12/22¢2011 6:05 PM
Hlscan 3secagd 122010 430 PM
Hlscan pest.QSD 1292010 439 PM
< (0 ] | [TV ]\paranrs fResuts £ GroupPd| « [ D
5 Chiamalogram View 5 Calbration Curve View
A Single | E) Sample Info. e
C —— > (00 000y M ntensty 175711
W Itensty - 3436515 o0 Tine e a 400000
Analyzed by:  Admin e
Bndyzed 17202001 128 15 ,
Standad (]
Sample Type: o
Lol PestizComoou EEEEy
Sample Name : 555 505 <
Sample ID 05
Descriplion %
= 200000
st 6ho 65 ko B3 S Fa
Tope iz Tnter Actz_|_Setx | Disp. =
Torget T 10 417 | 0000|0000 v | +o0000]
GEATT 103,00 59781 | _451.14] 421,00
b 75
2ETETE

@ note

+ If no row whose sample type is [Standard] is found in the batch file, a search is performed from
the 1st row of the batch file for an [Unknown] sample row, and where the first [Unknown] sample
row is found, the method file used in that row and all of the data files that use that method file are
loaded.

» To display the content of the method file and data file using a batch file, the data file and method
file must be saved beforehand to the same folder as the batch file.

Method files and data files can be edited in the [Quant Browser] window. Batch files cannot be
changed.
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I 6 Quant Browser

6.2.4 Editing [Quantitative Result View]

Switching the Displayed Data Type
The data type can be selectively displayed by one of the [All], [Standard], [Unknown], [Control], and [Spiked]

sample types by clicking the Std i T 3K ttons on the toolbar.
ll/ NOTE

[Standard] refers to the data that comprises the calibration curve in the method file. Even if the
sample type of the data file is standard sample, the sample type is handled as [Unknown] when the
data is not the data comprising the calibration curve of the currently open method file.

Switching Compounds for Displaying the Quantitative Results List

Quantitative results are displayed in [Quantitative Result View] for each compound currently displayed in the

Compound Table. The compound is switched by the | *|*| (ID#) spin buttons at the top of [Quantitative
Result View] or by selecting the row of the target compound in [Compound Table View].

@ note
» The error between the concentration value found by quantitative calculation performed on data

with sample type [Standard] and the set concentration value at the same level in the Compound
Table can be displayed.

* The calibration curve of the target compound is displayed in [Calibration Curve View].

Displaying Statistical Calculation Results

When the [Statistic] cell checkboxes in the Quantitative Results Table are selected, statistical calculation
(average, %RSD, maximum, minimum, standard deviation) is performed between data with selected cells,
and the statistical calculation result items are added to the lowest row of the table. Statistical calculation can
be performed on cells other than data file name, sample name, sample ID, sample type, set concentration,
level No., mark, and statistical calculation.

@ note

» [Quantitative Result View] is sorted by file name by clicking [Quantitative Result] - [Sort by
Filename] on the [View] menu.

» ltems displayed in the [Quantitative Result View] can be selected in the [Table Style] sub-window
by clicking [Quantitative Result] - [Table Style the [View] menu.

Table Style (=3
Column Order | Fant
Hide ltems Diizplay ltems
Sample Mame  » Sample Type
Sample D F Lewel
ISTD Area Fet. Time
ISTD Height Area
Area Ratio - Add >> Height Up
Height Ratio |~ Conc.
I ark Std. Conc.
T Platett < Delete | | ZDiff Dovin
HETF - Area¥
meter Height
Tailing F. Statistic
T ailing F[10%] Peal. Start
Fesolution e Peak End
1"
Ok, ] [ Cancel ] [ Help
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6.2 Checking the Quantitative Results

6.2.5 Fixing the Intensity Axis of [Chromatogram View] to Check
Quantitative Results

The intensity axis of chromatograms displayed in [Chromatogram View] can be fixed to the identified peaks
in a specified data file. By fixing the intensity axis, whether or not the chromatogram contains the target
component and whether or not the peak of the component is at the detection limit or below can be checked
at a glance.

1 In [Quantitative Result View], select the data file whose intensity axis is to be fixed.

Select the data file used as the detection limit such as data file for a calibration curve level 1.

4§ 6CMS Browser (Admin) - [Quant Browser - (SM.qgm] =<
S File CompoundTable View Method Process Dota Layout Tools Window Help —=]x
DEE F FED 2| M ma s @ 250 K
Data Explorer - Data (&l| [B QuanttstiveResut View 1Dy 1 |« »| Dichlarves B Compound Table View [EEEES
Prectin oo Data Filonane | Sample Type | Level | Aot Time N EaT57sM]IETD] = ot Tme [ ot =
1 TEST_STD_D0G.06D Stardard 7 il —
CAGCMSsoluior\Sample - Dichiorvos | Targel 500 6260
= 7 PEST_§TD_002.06D Standaid 7 6207 Ferobucab | Terge 500 |
5 PEST_STD 001 Q6D Stardad 3 6207 Simacine. | Targe 2000 —
Fi e Mot Dite S T N ST oo —
e 24magd 1292010 432 PM Average 6231 Diazion | Targe 00 —]
ENASRT Jmagd  1/28/2010 433 PM o 0712157 o arge 26600 —
BRalkane 24magd  1/20/2010 434 PM g e Tprobenfos | Targel 20400 —
& ] G100 Fenitothion_| Targe! 27700
alkane 30magd 12872010 435 PM 51 Dev 04373 | 971310584 Triebanta | Tand e —
EfIDEMO SC.06D 1/29/2010 435 PM 0| Tsoprothiolan | Target 23000
ENDEMO SILQSD  1/28/2010 436 PM [T iconation [ Taroe 30
EfIDEMO_S2.06D  1/29/2010 436 PM 2 arge 31700
ERFASST.qgd 12/27,/2011 10:10 A0 SHIER arce 2200 =

Eflpest std 00Lagd  13/23/2011 616 PM
Eflpest std 00200 13/23/2011 616 PM
Hpest st 003qqd 127222011616 M
Eflpest unknown 0., 12/22/2011 6:05 PM
Bllscan 03secagd  1/29/2010 438 PM
Bflscan_pest QD 1/20/2010 433 PM

<[ i + | [X[*1\Param's £Results £ GroupPq| « [ 3
8 Chiomatogran View 0 Calbraton Curve View
A Sirgle | ] Sample Info en
Rl E—— v (100 pom Max ntensty 175211
M Itensty - 3436315 /85 0 Tine e A 40000
Analyzed by Admin jioo00
Andlyeed | 11202001 1:28 15 L
Semple Type : Slandard E
3
Level®  Peetiaomoou e iy
SampleName -5 001 0 -
anple
Desciplion %‘
= =l 200000
515 6o B3 o5 B ey
Tope wiz inton__| Actz | Setx | Disp. e
Toet T 00 o417 | 10000 10000 0] | pr—
EATT 109,00 59781 | _d51.14| 421.00
b 18
£ [l 3 6

2 Right-click the selected row, and click [Fix the Intensity Axis to This Data.].

B Quantitative ResultView o 1 4| Dichlorvos

D ata Filename Sample Type I Level | Ret. Time Area
1 PEST_STD_003.QGD D T o) 4l coad] 41 050
2 PEST_STD_0020QGD Data Type ¥ 3EET|
& PEST_STD_001.0GD 321
4 pest_unknown_001.ggd Peak Table... E
Average 1537 |
%RSD Copy 415E|
Mfar.umum Copy Table to Clipboard 5321
Minirnum 101
Std. Devw. Select &l E
Full Path

Sort by Filename
Peak Integrate for all IDs

Add..,
Delete...

[ Fix the Intensity &xis to this Data, ]

Data File Properties... |

The intensity axis of the quantitative chromatogram is fixed to the intensity of the selected data file.
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I 6 Quant Browser

E

To fix the intensity axis on a data file that has not been loaded on the quantitation browser, click [Intensity
Range Setting] - [Chromatogram] on the [View] menu. In the [ID Chromatogram Axis Setting] sub-window,
select [Fix to identified peak], and specify [Data File].

1D Chromatogram Axis Setting @

() Auto Srale

@ Fix to identiied peaki

Data File : scan_pest,QaDh

[ K ] [ Cancel Apply [ Help ]

3 Check presence of the target component.

T Select the compound ID#1 by the | *1*| spin buttons in [Quantitative Result View].

B Quantitative Result View D 1 e Dichlorvos

D ata Filename Sample Type Level Ret. Time Area
1 PEST_STD_0030GD Standard 1 E.211 40,060
2 PEST_STD_0020QGD Standard 2 E.207 208 BE7

The intensity axis of [Chromatogram View] is already fixed to the intensity of compound ID#1 of the
data file that was used for fixing the intensity axis.

2 Click "™ on the toolbar.
The quantitative result for the unknown sample is displayed.
3 n [Quantitation Result View], select the data file of the unknown sample.

B Quantitative Result View  D# 1 4| Dichlorvos

| | N ata Filename

| Samnle Tune | 1evel | Ret Ti Area

¥R 1 17 e
I airum E.297 10
Minimum E.297 1m
Std.Dev. [ |

4 In [Chromatogram View], check whether or not the peak is at the detection limit or below.

In the figure below, it can be seen that the peak is at the detection limit or above since the
chromatogram is displayed exceeding the maximum value of the intensity axis of the graph.

B Chromatogram Yiew
A Single | B Sample Infa.
[100,000) Mz Intensity : 553,892
Jiss.00 Time Inten. -
15310800
10 L
0.5 =2
0.0] . ek . g
575 5.00 6.25 6.50 6.75
Type miz Inten. ActX Set¥ | Disp.
Target 186.00 112033 | 10000| 10000 [&
Ref. lonl 109.00 463835 | 41407 | 42100 [V

5 Repeat steps 3 and 4, and check the peaks of data files of other unknown samples.
6 Select the compound ID#2 by the | *|*| spin buttons in [Quantitation Result View].

At this time, the intensity axis of [Chromatogram View] is already fixed to the intensity of compound
ID#2 of the data file that was used for fixing the intensity axis.
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6.3 Performing Postrun Analysis Collectively on Multiple Data Files

/ Repeat steps 3 to 5, and check the peaks of data files of unknown samples for compound ID#3
onwards.

6.3 Performing Postrun Analysis Collectively on
Multiple Data Files

This section describes how to edit [Compound Table View] and perform postrun analysis collectively on
multiple data files.

6.3.1 Editing Compound Tables

1 Click 2" (Edit) in [Compound Table View].

2 Click the [Param’s] tab, select the compound to be changed, and change the setting of
[Conc. 1].
In this example, change the [Conc. 1] setting from "100" to "50."

| Compound Table View G view [ Edit
ID#  Name Type IS5TD G| m/z Ret Time | Ret Index Unit Ref lons Conc.1 Conc_2 Conc_3 Event |~
1| Dichlorvos | Target 0 186.00 E.250 0 [ ugdl 103.00 a0 500 1000 | 1
2 | Fenobucarb | Target 0 150.00 9.EE7 0 [ ugdl 121.00 a0 500 1000 | 1
3 Simazine Target o 201.00 10.932 [ 186.00 a0 600 1000 |1
4 Propyzamide | Target o 173.00 11.433 [ 256,00 a0 600 1000 |1
b Diazinon Target o 304.00 11.532 [ 179.00 a0 600 1000 |1
E_|TPN Targst 0 2EE.00 11852 0 [ ugdl 264.00 a0 500 1000 | 1
7| lprobenfos | Target 0 204.00 12017 0 [ ugdl 91.00 a0 500 1000 | 1
g Fenitrothion | Target o 277.00 13.078 [ 260.00 a0 600 1000 |1
9 | Thiobencarb | Target 0 100.00 13.267 0 [ ugdl 257.00 a0 500 1000 | 1
0| Isoprothiolan | Target o 230.00 15133 [ 162.00 a0 600 1000 |1
1 | lsoxathion | Target 0 1300 16.692 0 [ ugdl 177.00 a0 500 1000 | 1
2 | CNP Targst 0 J17.00 16.467 0 [ ugdl 313.00 a0 500 1000 | 1
3 JEPN Targst 0 157.00 17.642 0 [ ugdl 169.00 a0 500 1000 | 1

3 Click :view (View) in [Compound Table View].

The calibration curve is recreated. At the same time, the quantitative results are re-calculated, and
[Quantitative Result View] is updated.

 noTE
« To cancel editing in [Compound Table View], right-click [Compound Table View], and click [Cancel
Edit] on the displayed menu.

» Select the items that are displayed in the Compound Table in the [Table Style] sub-window. The
[Table Style] sub-window is displayed by right-clicking a Compound Table, and clicking [Table
Style] on the displayed menu.

6.3.2 Setting the Peak Integration Parameters

7
1 Click the (Quantitative Parameters) icon on the [Quantitative] assistant bar.

Click the [Peak Integration] tab in the [Quantitative Parameters] sub-window, and set
each parameter as required.

=" Reference
For details about the parameters, refer to Help.

GCMSsolution Instruction Manual 135



I 6 Quant Browser

6.3.3 Performing Peak Integration Collectively on Multiple Data

1

Click the % (Peak Integration for All Data) icon on the [Quant Browser] assistant bar.

Peak integration is performed on all compound IDs of all data files, and quantitative calculation follows
after that.

@ note

» To perform analysis on only data files selected in [Quantitative Result View], select [Peak
Integration] - [Peak Integrate for all IDs] on the [Process] menu.

» To perform analysis on only the data files currently selected in [Quantitative Result View], select
[Peak Integration] - [Peak Integrate by ID] on the [Process] menu.

6.4 Correcting Calibration Curves

h WN

Click the |==4 (Modify Calibration Curve) icon on the assistant bar.

The [Calibration Curve] window opens for correcting the calibration curve of the method file currently
loaded on the [Quant Browser] window.

Change the parameters or perform manual peak integration or manual identification to
correct the calibration curve.

Check the calibration curve, and click = (Save) on the toolbar.

The calibration curve is saved to the currently open method file.

Return to the [Quant Browser] window.

When the [Quant Browser] window is displayed, quantitative calculation is performed again based on the
corrected calibration curve.
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6.5 Printing Summary Reports

6.5 Printing Summary Reports

1 Click the EI (Summary Report) icon on the assistant bar.
The [Report] window opens with the default report format loaded.

4 BCMS Browser (Admin) - [Report - MS Quantitativi
[ Fie Edit View Item Layout Page Tool

==
NEHE 8k @y @ED ? P S I hh RRRB |

Me PBOMuE P #LBELUBERUTRROEE A N\ OO

I x| |Data Explorer - Report Format

=]
Projectin @

[CAGEMSsolution\ample

File Name Modified Date
WpestaGR 1247200 858 AM

==== Shimadzu GCMSsolution Browser Report ====

JFHav@Es

@ note

To change the content of the summary report, double-click the summary report item, and edit the
items in the [GCMS Summary(Compound) Properties] sub-window. To save changes made to

summary report items, click the =] (Save) button on the toolbar. Changes are saved to the file

"MS Quantitative Browser Report.qgr," and this file is used when next printing a summary report.

2 Click the [l N (Preview) icon on the [Report] assistant bar.

3 Check the report in the preview sub-window, and click [Print].

6.6 Printing Chromatogram Images

This section describes how to print the chromatogram displayed in the [Quant Browser] window.

1 Display the chromatogram in the [Quant Browser] window.

Select [Print Current Data] on the [File] menu, and click [Preview].

Check the chromatogram in the preview sub-window, and click [Print].
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I 6 Quant Browser

Page || Fiev Page | [ IwoPage | [ Zoomin | [ Zoom Out | [ Close

(CAEBOMS 5ol orS ample¥pes 5t 001 agd 14272012 100451

himadzu GCMSsolution Quant. Browser Data Report ====

W aliF wll el W

Page 1/ Total 3 NUM

@ note

When the intensity axis is fixed in [Chromatogram View] in the [Quant Browser] window, the intensity
axis of the printed graph image is also the same as that in [Chromatogram View].
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Data Comparison
7,

7.1 Opening the [Data Comparison] Window

In the [Data Comparison] window, displays the chromatograms and spectra of the multiple data files,
and compares/performs them.

1

|
Start up the [GCMS Postrun Analysis] program, and click the @g (Data Comparison)
icon on the assistant bar.

The [Data Comparison] window opens.

===
B Sl i
12! > ctat Product lon Scan CE5V.aod Data2Preductlon Sean_C|10v.0d Dat3Pioduct lon Scan_CE15V.agd
e e, T O S T e AT
] [ .1 o) (6)
i ns |2
e || 1 & 7]
Lo !
L L [ L
iy [ T —— e
?:ét ooz _ B el i —0
o |
Jn;g B mm e o e _gn__am__m B g
& ) E——
& oo el Seanii [356]
Ranty i
No. Item Explanation
@ |Data File Displays the information of the currently displayed data file.
Information To close a data file, right-click on the data file information and click [Close] on the
displayed menu.
® |Chromatogram The chromatogram of the currently open data file is displayed as a "full
View chromatogram" or a "zoomed chromatogram." Three view methods are available,
Overlay, Stack and Base Shift. [Chromatogram View] displays the MC (MIC and TIC
also) of the specified mass extracted from data. The chromatogram of the desired
channel is displayed in the case of GC data files.
© |[m/z] Box Enter the mass of the chromatogram to display in this box. The [m/z] box has a
history function. A list of previously set masses is displayed in the pull down list, and
the mass can be selected from this list.
O |Event Set the event No. of the chromatograms and spectra of all data to display. Either
enter the event No. directly or select the event No. by clicking the spin buttons.
© [Compound Name |Displays the compound name corresponding to the event specified at [Event] and
the group to which the retention time specified on the chromatogram belongs for the
instrument method of the data file currently selected by the [Data] button.
@O |Move/Parallel By clicking these buttons, the chromatogram of the selected data can be moved and
Move Buttons expanded/reduced as desired in both the time and intensity axis directions.
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I 7 Data Comparison

No. Item Explanation
@ |Data Selection Select the data No. to set to a selected state.
Buttons

© |Spectrum View [Spectrum View] displays the spectrum of the retention time specified on the
chromatogram. When multiple data sets are loaded, the spectra are displayed in
multiple levels. A similarity search can be performed from the menu that is displayed
by right-clicking on the spectrum to be processed.

[{l/ NOTE
« Chromatograms can be displayed shifted by an equal interval by right-clicking on the

chromatogram and selecting [Base Shift] on the displayed menu.

» Chromatograms can be pasted to other applications as image files by right-clicking on the
chromatogram and selecting [Copy] on the displayed menu.

* To close all data, click [Close] on the [File] menu.

7.2 Displaying Chromatograms and Spectra

This section describes how to display chromatograms and spectra on the [Data Comparison] window.

1 From the [Data] tab page in the [Data Explorer] sub-window, drag-and-drop the multiple
data files onto the [Data Comparison] window.

& GCMS Postrun Analyss (dmin) - Data - [Data Comparison]

ol s
ess Library Search  Tools Window  Help MEE
(x100) Wax ntensty .0 w2 TIC
T S A
- Event 1
b
g
YT 20 0.0 T T T T T T T T T T T T T T T T g
rvma|| | Sa S ok o wdhe oo aobos adbos oo ook wdbe Gk ook dobs wabis oobie dabes  aobie
Creat /2172012 2:0¢ 4 ppE199) e Intensity a
ieate Time Scank Trten. B
Compound 1 2/21/2012 2:0¢
Table EfProduct lon Scan_CE2V.qgd  2/21/2012 20
g EflProduct Ion Scan_CE3(V.qgd  2/21/2012 2:0 o7s]
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o d
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Ready NUM

The content of the data files is displayed in the [Data Comparison] window.

@ noTe

Data files measured with GC-2030 detectors cannot be selected. Data files measured with GC-2010
detectors can be selected.
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7.2 Displaying Chromatograms and Spectra

7.2.1 Displaying the Spectrum of a Specific Retention Time

1

In [Chromatogram View], double-click with the mouse pointer over the retention time to
extract the spectrum.
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The spectrum of event 1 at that retention time position is displayed in

@ note

To display the chromatogram or spectrum of other events, switch to the desired chromatogram or

spectrum using the [Event] spin buttons.

[Spectrum View].

7.2.2 Comparing Spectra with the Intensity Axis of the Spectra Fixed

The intensity axis of all spectra displayed in [Spectrum View] can be fixed to the spectrum having the
greatest intensity. By fixing the intensity axis in this way, the spectra of data files acquired by altered
conditions can be compared to find the optimum data acquisition settings (CE or product ion).

1

The spectrum of the specified retention time is displayed.

2

Check the compound name in [Chromatogram View].

[E=8ECR S
_ =)<
Data2 Product lon Scan_CE10V.00d Data:Product lon Sean CE15V.a0d
Mt Intensity : 1731 902 mz  TIC -
Tie Seard Trfen, -
T Event 1 s
| [Compound Name
v v T o r T r T ; T No.2: Dichlorvos
70 8 3 180 1o 120 130 1o 130 180 170 180
M Itrsity © 1,731,902
Time 16888 Scand £305 Ten. EEZE| -
tte
s 2

In [Chromatogram View], double click at the retention time position of the compound
whose spectrum is to be checked.
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7 Data Comparison

Right-click on [Spectrum View], and select [Fix Intensity Axis] on the menu that is

displayed.

(100 000} Base Peak 1851101538
T 11920 Abs. e T4 Relfen. 007
{0 158
0s] Undo Zoom
Redo Zoom
0 s o s s O 408 128 198200
s e 70 sb @ 100 g 1 InitislizeZoom 18 180 200
(o000 St Base Peak: 185/34,134
28 _Fel fen. 007
g8
Sirilarity Search
25 k4
o oo conn
i 6368 Ll 105'% r Fixntensity Avis 1 18
50 E) 7 a0 b 10 10 e - 180 @0 200
opy.

(x10,000) Base Peak: 33/ 16,867
o7 5 Ee——— 76 Reliten. 009
103 188

108
[ |
i 3 10 1 A3 qan s 0 5 1 g
C O I A T T T T T T T T T M ST )

Datal: Pradust lon Sean_CESV.qgd
AT [5.885]
Seanit [578]

a

Data2: Praduet lon Sean_CET0V.agd
AT, 5.898]
Scant [578]

g

Data: Praduet lon Sean_CET8V.agd
AT [5.885]
Scantt [578]

g

The intensity axis of the spectrum is fixed to match the spectrum having the greatest intensity.

4 Compare the spectra to find the optimum CE or precursor ion.

(o pony Base Peak: 185/ 01,538
1 Mz 18600 ABs. Irten. 22| Reliten. 002
s
0s]
TR 2 e % 109 kb 1311, 149 159 A0 173 134 200
R e A R T A T T Y T I T AT T T S
Gam pony Base Pesk 165/34134
1 Mz 14430 ARS. e, 33 Relnten.  010]
0s]
185
1 e z 15108 120131 a4 15018 170 4 128
R e A R T R T R T Y T T AT AT ST S
Gam pony Base Peak: 93/ 15,857
i mez Bbs. Infen. Rel.inten.
0s]
@
© 7 [ 1® g LET V! EL R T
R A R T T T T AT AT A T AT T I TR

Datal: Pradust on Sean_CESV.qgd
AT [5.885]
Scanit [576]

g

Data2 Praduet lon Sean_CET0V.agd
AT [5.885]
Scant [578]

g

Data: Praduet lon Scan_CET8V.agd
AT [5.885]
Scantt [578]

g

Select the compound of the next event using the «[*| spin buttons at [Event].

The chromatogram and spectrum of the data file are displayed.
The intensity axis of [Spectrum View] is fixed to the spectrum having the greatest intensity.

Find the optimum CE or precursor ion.

7.2.3 Displaying the Chromatogram of a Specific m/z

At [m/z], enter the m/z for which the chromatogram is to be displayed.

& GCMS Postrun Analysis (Admin) - [Data Comparison]
O File View Process LibrarySearch Tools Window Help
5 &R @y MED ? | Raw %oee |
=Ixl Dats Explorer - Data 5 [patat:Product on Scan_ CE5V.agd Data2 Product lon S can_CE10V.agd] Data3Product lon Scan CET6V.agd
Postiun =
Proiectin
Sl (100,000) Mex Intensty : 535,048 ( m/z 28400 M )
CAGCMSsolutionkS ample\TGA020 =) T e — e 1A
- Seem o
Quabatve | || File Name Madified Dat
[Comnpound Name]
Hiprosuct o Scon_cEsvags vzvan | | o e e
@ B Product lon Sean_CE0V.qgd  2/21/2012 20 30 40 s 60 70 Ch) 90 1o 1o 130 130 o 180 180 170 180
Create @Pmdutt Ion Scan_CE15v.qgd  2/21/2012 2:0! (3100,000) Max Intensity : 595,048
Compotrd | |ElProduct lon Scan_cE20vqgd 221201220 Time 7389 Scard 4465 en.  471E0N]
Tt EfiProduct Ion Scan_CE25V.qd  /21/2012 20 509 1o 15
i Bbroducton e cEmiagd  2amonzaf 3 Hs 26
. <5 @ @7
uaniialive i
30} 48
20]
Calbration -
Cuve e %
frie B I T T T T T T N T I T I
e a0 BascPeak J34rargro DA% Fiodictlon Sean CESV.cod
Tocessing 3 bs. nfen. Rel Tfen.
e Scantt [1653]
il so]
Dara g
Eametsn i=i1 10314 1 1 00 21221 249, s
~ B 750 Toho 1250 Tsho 7o e 250 2sho ) e
T 5 00y Base Peak 20w/ 008 (3o 1o 90 LE0V o
Regott xirtensty: 0 s A Tten ool Filen. Scan't[1653]
Fomat Anclyzed by
Analyzed 50+
@ Sanple Type i
s vel
T Semsline T S MRS g% iz e e s 1 248 o | )
Edior aoRitk B 70 080 1250 Tsho 7o e 250 he E2T) oo
Gangon Base peak 204 299 Do Ftodilon Scan CE1SV.aad
@ 3 b Tien el Tien ]
Guide 50
254
LK 20
i p— s q i L e s i g ot 1 » .
a i 00 750 1000 1250 1500 1750 2000 2250 2500 250 3000
Ready NUM
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7.2 Displaying Chromatograms and Spectra

The chromatogram of event 1 is displayed.

@ note

To display the chromatogram of other events, switch to the desired chromatogram using the [Event]
spin buttons.

7.2.4 Moving Chromatograms

This section describes how to move chromatograms in parallel with the time axis direction.

1 Select the No. of the data to move by the data selection button.

Datal:Product lon Sean CESY.qod DataZProduet lon Scan CE104. qod DataProduct lon Scan_CE15V.gad
(¢100,000) Max Intensity ; 166,957 w2 TIE e
2 Time 17.058_Geank i BE:
T Event 2 >
‘ i M A % [Compound Name]
@ T T T T T T T T T T T T iy T T No B: Simazine
30 40 50 50 70 a0 90 100 o 120 130 140 150 160 170 1680
(100,000) M rternsity : 188,457
18] Time 15250 Seank 3541 ien A5 .
tre
" ! .
05
!A&\ 4
og T T T T T T T T =
118 113 150 181 152 153 154 155 156 187 158 158
« 0

The following operations are performed on the chromatogram having this data No.

2 Click 33 (Move Left/Right).

@ note 7

To move parallel in the intensity axis direction, click the 1T button.

3 Move the mouse over the chromatogram, and drag from the start point to the end point
in the move direction.

IData:Praduct lon Scan_CESY.and Data2:Product lon Sean CE10V.q0d] DatadProduct lon Sean_CE18Y.and
(x100,000) Max Intensity : 166,457 mz  TIC e
2 Time 770508 Soank e 3050
~ Event 2 4]r
’ 1 M & % [Compound Name]
Dy T y T T T y T 7 T T T T ¥ T T No 5: Simazine:
30 40 50 50 7o 80 a0 100 o 120 130 1da 130 160 170 180
(100,000 Meax Intensity 166,457
15 Time 15258 Scen® 3661 Ten. T5H .
< tte
“ " [%]
054
J/ Xé 9
0o T T T T T T T S

The chromatogram moves to that point.

DataProduct lon Sean_CESY.agd Data2 Praduct lon S can_CE10V.0ad) Data3 Praduct lon Scan_CE15V.0d
(x100,000) Masc Intensity : 166 457 w2 TIE M
2 Time Seark Trken
~ Event 2 A
A 1§ L I % [Compound Mame]
D=, T y y T T y T T T T T T i T T No5: Simazine
3 40 50 50 7o 3 a0 100 o 120 130 1da 150 180 170 180
(100,000 M sty © 166,457
15] Time 1540 Scank 3,728 Wen I3 .
t1e 1
"= g
05
;K 4
0o z ] g
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I 7 Data Comparison

7.2.5 Expanding/Reducing Chromatograms

The chromatogram of selected data can be expanded or reduced as desired.

1 Set the desired chromatogram to a selected state.

2 Click the 4 (Base Point) button, and click the expanding/reducing base point on the
chromatogram to specify that point.

The base point is set by a cross line. This base point will be the origin from where expanding/reducing will
be performed, and only that point will be processed as fixed and will not move. If the base point button is
already in a clicked state, click the base point button again to deselect that point, and click the button
again to set the base point.

Datal:Product lon $can CEGY.qod DataZ Product lon $can_CE10V.q0d Data:Product lon Sean CE15Y.qod
(:100,000) I Intensity 168,457 mz  TIC M
2 Tie 13299 Goan® ZEG4 Irten TET.E19) -
T Event 2 e
i Jl " % [Compound Name]
@ T y T y T T T y T T T T T T T No.5: Simazine
b 40 50 60 70 80 90 100 o 120 190 140 150 160 170 6.0
(¢100000) e Intensity : 165,457
Tie 11156 Scan® 1,816 Irten. TIEA65)
1o @t e 1
o uns 2
oo - El
054 -
00 T T T T T T > T T o
10585 1090 1085 11700 11105 1110 1115 11720 1725 1130
] [ v

3 Click |*=* | (Zoom Left/Right) or I (Zoom Up/Down).

Drag the chromatogram to the desired expanding/reducing position.

The chromatogram is expanded or reduced to that point.

Data:Praduct lon Scan_CESY.and Diata2:Product lon Sean CE10V.aod] DatadProduct lon Scan CE15Y.aod
(x100,000) Max Intensity : 166,457 mz  TIC e
2 Time 13399 Scand 2564 Tien. W67 a18] -
~ Event 2 4]r
i A e % [Compound Name]
@ T T T T T y T T T T T iy y T T No 5: Simazine:
30 40 50 50 7o 80 a0 100 o 120 130 1o 150 160 170 150
(100 00y Meax Inkensity 166,457
Time 11108 Seank 1,798 Tien. 6739 »
15] @ee= 1
o s 2
1] a E]]
054 o
%‘
0o T T T T T T T > T =l
10085 1050 1085 11700 105 110 1115 1720 1125 1130
) = r

» Parallel move processing can be used in combination with expanding/reducing processing.

« To cancel a parallel move to return data to its original state, right-click on the chromatogram, and
click [Initialize Process] on the displayed menu.

7.2.6 Performing Calculations on Chromatograms and Spectra

Subtraction can be performed on the chromatogram and spectrum of the currently displayed first and
second data files.

1 Double-click the icon of the data file to load, and load the two data files to perform
calculations on.
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2 Click the

7.2 Displaying Chromatograms and Spectra

(Operation Mode) button on the toolbar to switch to the calculation mode.

&} 6CMS Postrun Analysis (admin) - [Data Comparison] =
8 File View Process LibrarySearch Taols Window Help
® SR @y @E= ? e 5 @ S
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0
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The comparison chromatogram is displayed under the zoomed chromatogram in [Chromatogram View],
and the comparison spectrum is displayed at the lowermost level of [Spectrum View]. Even if three or
more data files are loaded, the calculation results of data files 1 and 2 will be displayed at all times.

Click the subtraction operation ([E or E]) to execute.

By "2 the result of subtracting chromatogram 2 from chromatogram 1 is displayed at the lower level. By

211, the result of subtracting chromatogram 1 from chromatogram 2 is displayed at the lower level.

& GCMS Postrun Analysis (Adrin) - [Data Cornparison] =
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I 7 Data Comparison

7.3 Printing Graph Images

The currently displayed chromatogram and spectrum can be printed.

1 Click [Print Image]-[Preview] on the [File] menu.
The [Report] window opens with the default report format in a set state.

2 Check the report in the preview sub-window, and click [Print].

< _EE

[ Bk, Jiiest Page | [ Prey Page | [ Two Page | ([Zoomin ] [ Zoom Out | [ Oese ]

122012 11:47:18

Page 1/ Total 1 MUM SCRL
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I Reports

This chapter describes how to use the report function to print chromatograms and quantitative calculation
results.

With the report function, you combine report items, such as sample information, chromatograms, and
quantitative results, to create reports in various formats.

8.1

Opening the [Report] Window

1

]
Start up the [GCMS Postrun Analysis] program, and click the % (Report Format)
icon on the [Postrun] assistant bar.

The [Report] window opens.

@ note

el
The [Report] window can also be opened from the % (Report Format) icon on the [Browser]

assistant bar of the [GCMS Browser] program.

< GCMS Postrun Snalysis (dmin) - [Report - Untitled] == [EaE =
[ File Edit View Item Layout Page Tools indow baln &=
DEE Sk wa MEm 2l - & ) 8
) )
Me DO BPe #LEERHELDABS B4 oo )

e

I

No. Name Explanation

@ |Toolbar (report Various buttons corresponding to the currently displayed window are displayed.
creation tools)

@® |Toolbar (report Icons corresponding to the items to be placed are displayed on this toolbar. Items,
item tools) such as data file chromatograms and quantitative result information, can be pasted

to reports using the item buttons on the toolbar.
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I 8 Reports

No. Name Explanation

© |Layout View This is the report paper screen. Click an item button on the toolbar, and drag on
screen to place the desired item to print.

@ noTe

The buttons on the toolbar can be turned into a floating palette by either double-clicking an area
enclosing the respective buttons or by dragging the buttons to the outside of the toolbar.

Itern &

€8 5 1 B
o AL T
wé e A

S OO

Use this feature, for example, to make the toolbar as narrow as possible. To return the buttons to
inside the toolbar, either double-click the title bar of the palette or drag the palette to inside the
toolbar.

8.2 Creating Report Formats

In [Report] window, either set new report formats or output reports using pre-created templates. Results
(e.g. spectrum information) to output must be processed in advance and saved to a data file.

8.2.1 Manually Setting Report Formats

This section describes an example of how to make a new report format in the [Report] window using
chromatogram items.

1 Click the |34 (Report Format) icon on the [Postrun] assistant bar or the [Browser]
assistant bar.

The [Report] window opens.

2 Select [Page Setup] on the [File] menu.
The [Page Setup] sub-window opens.
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8.2 Creating Report Formats

Page Setup

Paper

Size: A4

Source;

Origntation M arginz [millirmeters]

@ Portrait Left: 20 Bight: 20

() Landscape Top: 2R Bottom: 25

[ ok ][ Cancel ]

In this sub-window, set the paper size to match the printer paper source, the orientation (portrait or
landscape), and the margins of the report.

3 Click |_|ILIII.III. (Chromatogram) on the toolbar, and drag it onto the layout view.
Drag from one corner to the diagonally opposite corner.

FEMA BT S EUEREIOTRESEE A OO

Drag mouse diagonally

Correct the display positions or display items on each tab page of the [GCMS
Chromatogram Properties] sub-window, and click [OK].
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I 8 Reports

GCMS Chromatogram Properties M
{ General | Chiomato | Graph [ File |
Postion Title:
Lett 223 g [Y]Emsdle
Chromatogram
Top 265 mm
Sample Name Data File
Size
—————— Fort
Width 1508 o
Matne Times Mew Roman
Height 104 on Size &
Color
Back Ground v”_
[
DefMarLine =
l Ok ” Cancel ] | Apply | [ Help ]

The sub-window closes, and the newly set items are placed on the layout.

@ noTe

» To re-open the [GCMS Chromatogram Properties] sub-window, double-click inside the item
frame.

»  When making layouts that straddle multiple pages, click the |% | (Insert) button on the toolbar
to insert a page after the currently displayed page.

To display the header and footer, select [Header/Footer] on the [View] menu on the menu bar, and set
these in the [Header/Footer] sub-window.

Header/Footer u
Header | Faater

218 8l& Blc/al
Left: LCenter: Right:
$Filenamed $Reportis $Datet
I ok I [ Cancel ] [ Help

To check the print content of report format files, click the [Data] tab in the [Data
Explorer] sub-window, and drag-and-drop the target data file onto the format window.
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8.2 Creating Report Formats

¥ GEMS Postrun Analysis (Admin) - Data - [Report - Untitled] =0 Eoh =
[ File Edit View Iem Layout Page Tools Window Help [=]l=]x]

Dod SR @ @ED ? |EHHrs o - S0E BH WO D |
Me@EOMe PP # L ELRMBOD@@EEEA \ VOO

Il |Data Explorer - Data

Pojctin

[C\BEMS solution\Semple

File Name Maodified Date
[AART 24maqgd  1/29/2010 432 PM
TAART Hmaqgd  1/29/2000 433 PM
Holkane_24maqgd  1/29/2010 434 PM
Dalkane 3magd  1/20/2000 4:35 PM
fIDEMO_SC.QGD  1/29/20)
TIDEMO_SILQED  1/3000 4:36 PM
T DEMO_SI2.06D 2072010 2:36 PM
ERFASST.qgd 1/27/2011 10:10 AM
1/12/2012 10:02 &M
pest_std_002.q9d  1/12/2012 10:02 AM
Tpeststd 003.qgd  1/12/2012 10:02 AM
pest unknown 0., 1/12/2012 10:02 AM
fjscan 3secqgd  1/29/2010 433 PN

T)scan_pest.QGD 1/29/2010 439 PM
C —— v
3438315

Analyzed by - Admin

Anavzed: /22001

S amples Type Stendard
el ® PediiComon

S ample NamesT 0001

§ample [D

Description

The chromatogram information of the data file is displayed in the [Report] window.

&} GEMS Postrun Analysis (Adrain) - [Report - Untitled] (=1 ECE

Bf Eile Edit Miew kem Lsyout Page Tools Window Help [~ [=]x]
DEd SR @y MER ? [BEms o - o0& @i QDK |

M@ @AM B o AL BERHEENTIHSEE A4 OO

=)l |Dats Explorer - Data

Postin

[CAGCMSsolution\S ample

File Name Madified Date

TASRT 24maqgd  1/29/2010 432 PM
TASRT 3magd  L/20/2000 4:33 PM
falkane_24maqgd  1/29/2010 &34 PN

lalkane_30m.ggd  1/29/2010 435 PM il ety L s 1]
T DEMO_SC.Q6D 1/29/2010 4:35 PM s
TDEMO_SILQGD  1/29/2010 4:36 PM
fIDEMO_SIZQED  1/29/2010 436 BM =
A TIFASST.q9d 12/27/2011 10:10 M
e/ Eflpeststd 00lqgd  1/12/2012 10:02 A0
Guide Hpeststd O02agd  1/12/2012 10:02 AM
fpest std 003.q9d  1/12/2012 10:02 &M
Tl pest_unknown_00...  1/12/2012 10:02 AM
fscan 3secqgd  1/29/2000 439 PM
T scan_pest.QGD /2972010 4:38 PM
L F—— v
3436315 *
et b B S e e e e St R R A
Sample Type Standard =
Level#

Pesti 3Comoo
Sample MamesT0.00071
Sample ID

Description

10 13

a@EwEs )

@ note

+ To delete an item, right-click on the item to delete, and click [Delete] on the displayed menu.

» When the data file is not displayed in the [Data Explorer] sub-window, click @ (Select
Project), and specify the folder containing the data file.
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I 8 Reports

Click the @' (Preview) icon on the [Report] assistant bar.
Check the report in the preview sub-window, and click [Close].

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

The [Save Report Format File As] sub-window opens.

Select the folder to save the report format file in, enter a file name, and click [Save].

© ONO

The newly set report format is saved as a report format file.

@Saue.&s @
Save_in:[ || TRE030 v] (< I e

Marme Date modified Type

==
L"'} Mo iterns match your search,
Recent Places

|
Desktop

Libiraries

Computer

@ < | 1 | b

File name: [ chromatogram. ggr v] [i Save

Save as type: [ Report Files [*.qar] v] I Cancel

8.2.2 Using a Template to Set a Report Format

1 Click [Option] on the [Tools] menu.
The [Setting Options] sub-window opens.

2 Select [Prompt on File New] at [Report Format File] on the [File New] tab page, and click
[OK].
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D

8.2 Creating Report Formats

Setting Options @
[ ASAND)Conwersion | PDFEspot | Compatible
File Mt | Chromatogram | Auto Copy | Application
Method File
=Y
EE () New File
() From Template: Select...
Batch File
() Prompt an File Wew
; @ MNew File
() From Template: Select...
HEDD[t Cmrmm b Cil-
%I (@ Prompt on File New
() New File
() From Template: Default Select...
Template
Folder: C:AGCMS zolution'T emplate
[ Ok [ Cancel ] [ Help ]

Click the D (New) button on the toolbar.
The [File New] sub-window opens.

Select [Use Template], then select the template file from the list of templates, and click
[OK].

File Mew (=)
() Mew File

@) LJse Temolate

‘@ Calibration Curve
Chromatogram-S pectrum

RADEFAULT

BN M GG nectm (111 Comnnunds]

»

m

il L USRIEANGH | U _OmpoUnas|
ﬁ Guantitation (21 Compounds)

Muiarkibation (Chramrate f sl el
4 | 11 | [3

Cormment:

[[ Ok, ]] [ Cancel ] [ Help ]

The content of the template file is loaded to the [Report] window.
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5 Edit the report format and save the template file under a new name.

&k GCMS Postrun Analysis (Admin)

- [Report - Unitled]
B? File Edit View Item Layour Page Tools Mindow Help

DEW &R @2 @ER ® | =87

- =0 R EODB

M@ U BT AL S REELTREONA DO

]

[=][=]x]

=I=l |Data Explorer - Report Farmat
Proetin &)
(GBSl ors o 3 Qualitative Analysis Report
File Name Modified Date
WpestQGR 1/24/2006 9:56 AM
fiash i
‘ i
Descrint
Momsnan.
B & 'R @ 6 5

8.3 Printing Reports

8.3.1 Printing Data Processing Results in the [Data Analysis] Window

This section describes how to print reports from data files on the [Data Analysis] window.

1

Start up the [GCMS Postrun Analysis] program, and load the data file to the [Data

Analysis] window.

The same report is output in either of the qualitative and quantitative sub-windows.

/|| (Report) icon on the [Qualitative] assistant bar or the [Quantitative]

Click the [

assistant bar.

The [Data Report] sub-window opens.
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3 Click the %] (Report) tab in the [Data Explorer] sub-window.

8.3 Printing Reports

4 Drag-and-drop the target report format file onto the [Data Report] window.

B Eile Edit View Item Layout Page Tools Window Help

E=1 =l 53
[= =[]

DEH SR @ @ER 2 B Hw

e v 20 E B @@EB‘

MeR@EOM PPefL @R PHEUTRISE A \ VOO |

GE

SE

Data Report

F chrormatogram-Spectrum.qar 9/29/20;
M sSpectrum (10 Compoundshagr  8/20/20
T nida.qar /28,20

8 Quantitation (Chramata 8 CalCur... $/20/20
T Quantitative Result (Graph).qar  9/29/201
) Quantitstive Result (Tablenagr  9/29/20
") Similarity Search Result (Listhagr  8/20/20

8 Simmilarity Search Result.qar /29,20
“ i v
Deseriotion

Data Explorer - Report Format. =]
Prjectin =
CABCMS solution\5 ample\S ample2010 ~
File Name Modifie
"R Calibration Curve.qgr 9/20/20;

W pestQ6R 5720, 201N
Quantitation (10 Carn fds).qar  9/29/20;
ag
8§ Quantitation (21 Cofipounds).qar 9720420

5 Click the .(Preview) icon on the [Data Report] assistant bar.

6 Check the report in the preview sub-window, and click [Print].

D

Page 1/ Total 4

extPage | | Frev Page || TwoPage || Zoomin Zoom Qut LClose

MUM SCRL
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I 8 Reports

8.3.2 Printing Reports at Batch Processing

This section describes how to print reports during batch processing.

1 Open the [Batch Table] window, and load the batch file.

Select the [Report Output] cell of the row to be printed, and set the name of the report
format file to print in the [Report File] cell.

&k GCMS Postrun Analysis (dmin) - [Batch Table - pestggh] [ ‘{_E
P File Edit View Batch Tools Wrindow Help [=[=]x]
LW SR @y @MED 7 & -~

120" [Data Explorer - Batch []| [Folder: € \GEMS solufiont5 ample
= Method File Data File Leveltt | ISTD Amt_| Report Output | Report File | Data Description

Fr t

et in EiE o Sest_ o 00T aa T Firk pesl 0GR
[CAGCMSsaltion's ample | [= agm pesi_sid_002.q = Pint pest 0GR

3 agm pesi_sid_003.q Ve S —

File Name Madified Date 4 agm pest_unknown_007.q0 L V] Print pesOGR 3

Efipest.qab 9/21/2001 12:08 PM 5 Levell Con Lo 1

‘ i 3

Descrintion

HlS e 5 e =

Click the > (Start) icon on the [Batch] assistant bar.
The report is automatically output when processing ends.
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Appendi .
A I Maintenance

A.1 Installing the Software

This chapter describes the procedure for installing the software.

A.1.1 Preparations for Installation

Check the following points before installing the software.

+ Installation disk
The installation disk is provided on a DVD-ROM.
When the software installation program is executed, the files are decompressed automatically and copyied
to the hard disk on the PC.

* The software runs on Windows. Make sure that the OS running on the PC is appropriate.
» Before re-installing GCMSsolution, be sure to uninstall it first.

3" Reference
See "A.2 Uninstalling the Software".

» Use LabSolutions to analyze the data measured with GC detectors.

A.1.2 Installing GCMSsolution

1 Turn ON the PC, start up Windows and insert the GCMSsolution installation disk into the
DVD-ROM drive.
The [Autorun] window opens.

% Autorun =)

LabSolutions

_ GCMSsolution

The [Do you want the following program to allow changes to this computer?] dialog box may be displayed.
In this case, click the [Yes] button to proceeded.

@ note

If the above screen does not open automatically, click the [Start] menu on the taskbar. Enter
"E:autorun.exe", and press the [Enter] key. (In this example, "E:" indicates the DVD-ROM drive.)

A+ Search Evenywhere
4 Search the Internet

|
—_—
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Click [Install] in the [Autorun] window.
After a time the [Welcome to the InstallShield Wizard for GCMSsolution] window opens.

Es)

15! GCMSsolution Verd.50 - InstallShield Wizard

Welcome to the InstallShield Wizard for
GCMSsolution

The InstalShield(R) Wizard will install GCMSsolution on
your computer. To continue, click Next.

WARNING: This program is protected by copyright aw
and international treaties.

l// NOTE

+ |t takes about one minute before the [Welcome to the InstallShield Wizard for GCMSsolution] window
is displayed.

* When .NET Framework 4.6.1 or later is not installed, the installation window of .NET Framework
opens.

GCMSsolution - InstallShield Wizard

GCMSsolution requires the following items to be installed on your computer. Click Install
[=¥]  to begin instaling these requirements.

Status  Requirement
Pending Microsoft .NET Framework 4.6.1 Full

Cancel

Click [Install].
When the message "The installation of GCMSsolution requires a reboot" is displayed, click [Yes].

GCMSselution - InstaliShield Wizard =

4% Theinstallation of GCMSsolution requires a reboot. Click Yes to restart
&' now or No if you plan to restart later.

After the PC is rebooted, repeat the installation procedure from step 1.
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A.1 Installing the Software

Click [Next] in the [Welcome to the InstallShield Wizard for GCMSsolution] window.

The [User Authentication Mode Select] window opens.

1) GCMSsolution Verd 50 - InstallShield Wizard ==

User Authentication Mode Select

Select a user authentication database for user authentication.

‘When "SHIMADZU User Authentication Tool" is selected, user information
is shared with CLASS-Agent or LabSolutions.

@ User Database in GCMSsolution

") SHIMADZU User Authentication Tool

InstallShield

<Back || MNext > |[ Cancel ]

Select the user authentication mode in the [User Authentication] window.

Select [User Database in GCMSsolution] if CLASS-Agent is not to be used. When using CLASS-Agent,
first read the following notes and select the required mode.

@ note

* When the optional CLASS-Agent software is used, user information can be managed using the
Shimadzu user authentication tool. Use of the Shimadzu user authentication tool allows user
information to be shared with other software (e.g. CLASS-Agent or GCsolution) that utilize the
user authentication tool.

* When using the Shimadzu user authentication tool to manage user information, be sure to install
Shimadzu user authentication tool Ver. 1.09 or later. If the software is run on a 64-bit version of
Windows 7 or Windows 10, be sure to install Shimadzu user authentication tool Ver. 1.10 or later.

« If the Shimadzu user authentication tool is set to be used when the system is already being run
using GCMSsolution, the user information will be switched to the information that is being
managed by the Shimadzu user authentication tool. For this reason, users who have been using
GCMSsolution and who have not been registered to the Shimadzu user authentication tool must
be re-registered. Register the required users by referring to "2.4 Registering (Changing/Deleting)
Users" in the GCMSsolution Administration Manual.

Also, password and other user information set by the Shimadzu user authentication tool are
enabled when a user ID or user name for the same name is set to GCMSsolution and the
Shimadzu user authentication tool.

I Reference
For details on installation of the Shimadzu user authentication tool and system configuration, refer to
the Shimadzu user authentication tool Instruction Manual.

GCMSsolution Instruction Manual 159



Click [Next] in the [User Authentication] window.

The [Customer Information] window opens.

@ GCMSsolution Verd.50 - InstallShield Wizard

‘Customer Information

Please enter your information.

User Name:
[shimadzu

Organization:
|5h\madzu Corp.

InstallShield

< Back Next > Cancel

In the [Customer Information] window, enter the name of the user at [User Name] and

6 the department that the user belongs to at [Organization], and click [Next].
The [Destination Folder] window opens. GCMSsolution is now installed to the folder that is displayed as

the GCMSsolution installation directory.

@ GCMSsolution Verd.50 - InstallShield Wizard

Destination Folder
Click Next to install to this folder, or click Change to install to
different folder.
Install GCMSsolution to:
C:\GCMSsolution\,
InstaliShield
< Back [ ext = j Cancel

To change the folder to install GCMSsolution to, click [Change] in the [Change Current

Destination Folder] window.
The [Change Current Destination Folder] window opens.

—

@ GCMSsolution - InstallShield Wizard
Change Current Destination Folder
Browse ta the destination folder.

Look in:
(3 Gemssolution

[Opata (sample
(Dlibrary (2 smartDatabase
Ciog (Csystem
@manual (A Temphte
(Cprogram Cwork

@ Reaqist
Folder name:

C:\GCMSsolution)y

InstallShield

G

Select the folder to install GCMSsolution to.
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8

9

@ note

A.1 Installing the Software

Unless you have good reason to do otherwise, leave the currently displayed folder as the

installation directory.

*  When multiple Windows users use GCMSsolution, the following operation may be impossible if a
new data folder is created in a location other than the Data folder (or its sub-folders) at the

installation destination.
+ Creating sub-folders
» Saving files
+ File reference by other users

In such case, change the folder security settings using the appropriate Windows function.

Click [OK]. The display returns to the [Destination Folder] window.

Click [Next] in the [Destination Folder] window.

The [Ready to Install the Program] window opens.

15! GCMSsolution Verd.50 - InstallShield Wizard (===
Ready to Install the Program -’,
The wizard is ready to begin instzlation. ‘ -

Click Install to begin the installation.

If you want to review or change any of your installation settings, click Back.
Click Cancel to exit the wizard.

InstallShield

<Back || Instal |[ Cancel

Click [Install] in the [Ready to Install the Program] window.

The [Installing GCMSsolution] window opens, and GCMSsolution is installed.

15! GCMSsolution - InstaliShield Wizard o] = ==
Installing GCMSsolution -’,
The program features you selected are being installed. ‘ <

] Please wait while the InstallShield Wizard installs GCMSsolution.
57 This may take several minutes.

Status:
Copying new files

InstallShield
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@ note

To cancel installation midway, click [Cancel].

A window for confirming whether or not to cancel installation opens.

GCMSsolution - InstallShield Wizard ==

r Are you sure you want to cancel GCMSsolution
installation?

To continue with installation, click [No]. To cancel installation, click [Yes].

1 0 Install the driver.

@ noTe

For Windows 10, the driver installation window does not open. Proceed to step 11.

1 The [Would you like to install this device software?] window opens. Click [Install].

Windows Security (B
Would you like to install this device software?

Marne: SHIMADZU CORPORATION Universal Serial Bu...
e Publisher: Shimadzu Carporation

Always trust software from "Shimadzu Install [ Don't Install

Corporation”,

@ You should only install driver software from publishers you trust. How canldecide
which device software is safe to install?

The USB driver for MS is installed.
2 Ifthe following message is displayed, click [Install].

_
[57] Windaws Security (2]

Would you like to install this device software?

Mame: Shimadzu
| Publisher: Shimadzu Corporation

| Always trust software from "Shimadzu Don't Install

Corporation”.

@ You should only install driver software from publishers you trust. How canldecide
which device software is safe to install?

= 4

1 1 When the display returns to the GCMSsolution installer window, click [Finish].

GCMSsolution - InstallShield Wizard

InstallShield Wizard Complete

Please restart computer after the GCMSzolution iz completely
installed

@ fres, | want to restar my computer now;

() Mo, | will restart my computer later.

<Back | Finsh ] | Cancel
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A.2 Uninstalling the Software

A.2 Uninstalling the Software

1
2

Select [Control Panel] on the [Start] menu on the taskbar.
For Windows 10, press the [X] key with the [Windows] key held down, and click [Control Panel] from the

displayed list.
Click [Uninstall a Program].

(3 » Control Panel »

1% Is=

Adjust your computer's settings

‘?‘ System and Security
@ rerevsoncompuers s
& Back up your computer
Find and fic problems

- Network and Internet
u' View network status and tasks
—

Choose homegroup and sharing options

Appearance and
Change the theme

/ Hardware and Sound Clock, Language,

\ Ease of Access
[F="Jr—

[
}- ‘L

User Accounts and Family Safety
SZ) &) Add or remove user accounts
9 Set up parental controls for any user

Viewby: Category ¥

Personalization

Change desktop background
Adjust screen resolution

and Region

(' View devices and printers "
h Add a device Change keyboards or other input methods

Let Windows suggest settings
Optimize visual display

3 At [Name] select [GCMSsolution], and click [Uninstall] on the right-click menu.

4

o[ B [t |

Shimadzu Corporation Product version: 410.003
Help link: https//www.Shimadzu.c..

54

Support link: hitp://www,Shimadzu.com
Size: 351 MB

@\;,v » Control Panel » Programs # Programs and Features [ 43| [ Search Programs an )
Control Panel H .
ontrol PanclHonS Uninstall or change a program
View installed updates To uninstall a program, select it from the list and then click Uninstall, Change, or Repair,
) Turn Windows features on or
i Organize = Uninstall g= @
Name B Publisher Installed On  Size Version
| T aen e - aem -
EGIATI Catalyst Install Manager ATI Technolegies, Inc 12/18/2012 165MB 307950
15'GCMSsolution orporation 1/28/2013 351MB 410003
lecsahion | | 1moms 21
4 Intel® HD Graphics Driver Intel Corporation 11772013 T42IMB 815102253
- = B & F ¥
I . - . .
Bones mimssow . P
[+ Microsoft Visual C++ 2005 Redistributable Microsoft Corporation 172212013 MBKB 8.0.59193

In the [Are you sure you want to uninstall GCMSsolution?] confirmation window, click

[Yes].

Programs and Features

I_\ Are you sure you want to uninstall GCMSsclution?

[T Inthe future, do not show me this dialog box I I No

@ note

To re-install GCMSsolution after uninstalling it, first restart the PC, and then install GCMSsolution.
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A.3 Connecting to the Instrument

This section describes how to connect the respective MS unit and GC unit to the computer, as well as how
to install the MS or GC driver.

A.3.1 Connect the PC to the MS Unit

The MS unit connects to the computer via a USB cable.
Connect the USB cable from a USB port on the computer to the USB port on the back panel of the MS unit.
Make sure that the MS is turned ON.

ll/ NOTE
Always use a USB cable specified by Shimadzu.

To reduce the risk of the cable becoming disconnected, connect to a USB port on the back of the computer.

A.3.2 Connect the PC to the GC Unit

The GC unit connects to the computer via a USB cable or a Ethernet cable.

B Connecting via a Ethernet cable

1 Connect the Ethernet cable to the connector on the back panel of the GC unit.

2 Turn ON the GC power.
The GC unit starts.

3 Press @ (Home) - [Function] - [Configuration] - [Transmission Settings] on the GC unit.

The [Transmission Settings] window opens.
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A.3 Connecting to the Instrument

Press the [Ethernet] tab, set [IP Address], [Subnet Mask], [Default Gateway], and press
[Apply].

NOT READY

Transmission Settings

Default G
192

Communication Speed Auto Nego

MAC Address 00:0E:96:01:01:0E

Monitor CET

Turn ON the GC power.
The GC unit starts.

Start up the [GCMS Real Time Analysis] program, and click the [System Configuration]
icon on the [Real Time] assistant bar.

The [System Configuration] sub-window opens.

System Configuration =3
Avvailable Modules Modules Used for Analysis
=R 5 mtunent
- [ Detectors - [0, Analytical Line#1
----- | Others e bfdiional Heater

:(& Additional Flow

Properties..

AuditTrail... l Set H Cancel H Erint || Help ‘
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Double-click [Instrument 1] at [Modules Used for Analysis].
The [Instrument] sub-window opens.

ﬁ

Instrument Mame Irtrument]

Instrument Tppe :
Communication

GLC Communication :

|
|
|
|

IP Address :

Description

I oK. I [Cancal] [ Help ]

8 Select [GC-2030] at [GC Typel].
9 Select [Ethernet] at [GC Communication].

1 0 Enter the IP address of GC in [IP Address].
Enter the IP address set in the [Transmission Settings] window on the GC unit in step 4.

1 1 Click [OK].
Close the [Instrument] sub-window.

X" Reference
For details on the system configurations, see "2.1 System Configuration”.
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A.3 Connecting to the Instrument

Bl Connecting via a USB cable

1 Connect the USB cable from a USB port on the computer to the USB port on the back
panel of the GC unit.

ﬁll NOTE
Always use a USB cable specified by Shimadzu.

To reduce the risk of the cable becoming disconnected, connect to a USB port on the back of the
computer.

Turn ON the GC power.
The GC unit starts.

S

Press @ (Home) - [Function] - [Configuration] - [Transmission Settings] on the GC unit.
The [Transmission Settings] window opens.

&3

Press the [USB] tab and then press [Apply].

NOT READY

H

B FILEO

Transmission Settings

Ethernet RS-232C
Serial Number GC-2030

Monitor Return
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5 Follow steps 5 to 7 in "l Connecting via a Ethernet cable”

Instrument E
Instrument Mame : Ingtment]
Imstrurnent Type : [GCMS-TQ Series vl
Carmmunication : SE -
GC Type: | GC-2030 -
GC Communication : SE -
Serial Mo C1234567890
Description ;
] b :
I QK I ’ Cancel ] ’ Help ]

Select [USB] at [GC Communication].

Enter the serial number of GC in [Serial Number].
Enter the serial number displayed in the [Transmission Settings] window on the GC unit in step 4.

~N O

Click [OK].
Close the [Instrument] sub-window.

I¥° Reference
For details on the system configurations, see "2.1 System Configuration”.
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A.3 Connecting to the Instrument

A.3.3 Installation of the Driver for MS or GC

In Windows 10 or Windows 7, the driver is installed automatically when the MS or GC unit and USB cable
are connected. If the driver is not installed automatically, install the driver according to the following

procedure.

@ note

GCMSsolution must be installed on the PC before installing the driver for MS.

1 Connect the MS or GC to the PC using USB cable while Windows is running.

2 From the Windows Start Menu, select [Control Panel]. Click [System and Security].

For Windows 10, press the [X] key with the [Windows] key held down, select [Control Panel] from the
displayed list, and click [System and Security].

= = |

@Q-@ » Control Panel »

Adjust your computer’s settings

iy L System and Securi
3 3 T T T
A Back up your computer
Find and fix problems

. Network and Internet
ui View network status and tasks
=

Choose homegroup and sharing options

/ Hardware and Sound
ﬁ! View devices and printers
Add 2 device
E—¢ Programs
b Uninstall a program

o

~ [ 42 ][ [5<arah Control Panel r)
View by Category ™

User Accounts and Family Safety
@) Add or remove user accounts
) Set up parental controls for any user

Appearance and Personalization
w Change the theme
Change desktop background
Adjust screen resolution
k) Clock, Language, and Region
"W Change keyboards or other input methods
)

. Ease of Access
Let Windows suggest settings
Optimize visual display

Click [Device Manager].

For Windows 10, click [System] and click [Device Manager] from the list displayed on the left side of the

E=8(EeE )
@Uv\ﬁ ¥ Contral Panel b Systern and Security » ~ [ 3| [ search Controt Panet ol
Control Panel H »
CikeRa Action Center
o G U Review your computer's status and resolve issues | @) Change User Account Control settings
Troubleshoot common computer problems | Restore your computer to an carlier time
Network and Internet
Hardware snd Sound ﬂ Windows Firewall
Check firewall status | Allow a program through Windows Firewall
Programs
User Accounts and Family kg System
S 55 View amount of RAM and processor speed | Check the Wind,

P 1) Allow remote access

15k oo #p Windows Update
Clock, Language, and Region I

Ease of Access

\13 Power Options

See the name of this computer

d Tum cutomatic updating on or off | Check for updates | View installed updates

Require a password when the computer wakes | Change what the power buttons do
Change when the computer sleeps

a& Backup and Restore

Back up your computer

Restore fles from backup

£ Windows Anytime Upgrade

~A  Get more features with a new edition of Windows 7

Administrative Tools

ol

=] Free up diskspace | Defragment your hard drive | @ View eventlogs | B Schedule tasks

[Device Manager] window opens.
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4 Double-click the [GCMS-TQ Series] or [GC-2030] icon in [Other devices].

@ note

Although the explanation below uses the figures for MS driver installation, perform a similar
operation for the GC driver as well.

5 Device Manager =5 =R 55
File Action View Help

e @ dm e
4 2% DEFAULT |

» {8 Computer
b g Disk drives

1 By Display adapters

1y DVD/CD-ROM drives

1 85 Human Interface Devices

1 € IDE ATA/ATAPI controllers

1+ § IEEE1394 Bus host controllers

b == Keyboards

b Mice and other pointing devices
1B Monitors

173" Ports (COM & LPT)

1 [E} Processars

1% Sound, video and game controllers
1> {8 System devices

1§ Universal Serial Bus controllers
1§ USB Virtualization

The [GCMS-TQ Series Properties] sub-window opens.

5 Click the [Update Driver] on the [Driver] tab.
m

GCMS-TQ Series

&

Driver Provider:  Unknown
Driver Date: Not avaiable
Driver Version: Not available

Digital Sgner: Nt digitally signed

To view detals about the diverfiles.
To update the diiver software fortis device

¥ the devic fails after updting the drver. ol
back to the previously installed driver.

Disables the selected devics

To uninstall the driver (Advanced).

The [Update Driver Software] sub-window opens.

6 Click the [Browse my computer for device software].

ﬁ

@ | Update Driver Software - GCMS-TQ Series

How do you want to search for driver software?

# Search automatically for updated driver software
Windows will search your computer and the Internet for the latest driver software
for your device, unless you've disabled this feature in your device installation
settings.

“ Browse my computer for driver software
Locate and install driver software manually.
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A.3 Connecting to the Instrument

At [Search for driver software in this location], set "C:\GCMSsolution\Program" for the
MS driver, and "C:\GCMSsolution\Common" for the GC driver, and click [Next]. ("C:"
refers to the drive on which GCMSsolution is installed.)

==

@ | Update Driver Software - GCMS-TQ Series
Browse for driver software on your computer

Search for driver software in this location:

‘ [CAGCMSsolution\Program| ~ ) Browse.

] Include subfolders

# Let me pick from a list of device drivers on my computer
This list will show installed driver software compatible with the device, and all driver
software in the same category as the device.

Installation of device driver starts.

If the [Would you like to install this device software?] window opens. Click [Install].

-] Windows Security (=5
Would you like to install this device software?

Mame: SHIMADZU CORPORATIOM Universal Serial Bu...
4 Publisher: Shimadzu Corparation

Don't Install

[T] Always trust software from "Shimadzu
Corporation”.

",@f‘ You should only install driver software from publishers you trust, How can [ decide
which device software is safe to install?

8 Click [Close].

Update Driver Software - SHIMADZU GCMS-TQ Series

W i

Windows has successfully updated your driver software

Windows has finished installing the driver software for this device:

SHIMADZU GCMS-TQ Series

|
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A.4 Easy sTop

Use of Easy sTop enables septa or glass inserts to be replaced without venting the vacuum system. The
time required for instrument re-stabilization is significantly reduced, and re-tuning is usually not necessary.

Easy sTop sets the temperature of the injection port, column oven and interface to 70 °C or less. It may
take up to 30 minutes until replacement of the glass inserts or septa is possible.

1 Double-click one of the consumables icons at the instrument monitor.

W acuum
_: 3 =
& &
LWaz.  HVac

lonization Mode

GC Conzumables
=l
M35 Consumables

r e
| Detail... |

The [Consumable] tab page in the [Monitor Settings] sub-window opens.
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Click [Easy sTop].

A.4 Easy sTop

The [Easy sTop] sub-window is displayed, and the temperature of the injection unit, column oven and
interface drops. When each of the temperatures falls to 70 °C or below, the [Push the replace button]
status is displayed in the [Easy sTop] sub-window.

INJ Port Temp. [164.4C]

Pleaze wait until teriperatures of injection paorts cool dawn,

Remaining time about 18 min

Meonitor Settings
22 Consumable
GC Consumables M Consumables
Current/Rough Standard for Exchange Cument/Rough Standard for Exchange
SPLI{INJET)
Filament %1 163/1000 hr
Septum 17/100 times
Flamert #2 0/1000 hr
Glass Insert : 17/500 times
lon Source 164/1500 hr
(INJ=2) Detector 165/6000 hr
Septum 0401 times Turbe Molecular Pump1 : 2516 hr
Elass Insert PAEES Tubo Molecular Pumpa : 2516 hr
(INJE3)
Septum: 0/0 times Rotary Pump 1 2336/15000 hr
Glass Insart © 00 times Rotary Pump 10il : 233673000 hr
Rotary Pump 2 040 hr
CRG Coolant Time
. Ratary Pump 2 0l : 040 hr
Cal Oven 040 min
SPLZ(INJ#2) 040 min
oy
AQC Consumables
Cument/Rough Standard for Exchange
ADC-20i (AOCT)
Syringe 285/500 times
Total Run 2670 hr
Reset Consumables
oKk | [ Cancel |[ oy |[ Hep |
Easy sTop
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Click [Replace], and then start replacing the or glass insert of the injection unit.

For details on the replacement procedure, refer to the septum replacement procedure and insert
replacement procedure in the [MS Navigator] sub-window.

ﬁ

Fuzh the replace button

Temperatures are low enough,
Please click the Replace button and then replace septa or glass inserts.

[ Beplace ]I E Cancel i [ Help

l// NOTE
Clicking [Replace] stops supply of the carrier gas.

Leaving supply of carrier gas stopped for a long time sometimes lowers the column performance.
So, complete replacement as soon as possible.

After replacement, click [Complete] in the [Easy sTop] sub-window.
The temperature of the injection unit, column oven and interface returns to the original set point.

Easys op

Replacing

Please click the Complete button after replacing comsumables.

i Complete il [ Cancel ] [ Help
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A.5 Resetting the Number of Uses/Operation Time

Reset the number of uses of [Septum] or [Glass Insert].

For details on how to reset the number of uses, refer to step 3 onwards of "A.5 Resetting the Number of
Uses/Operation Time".

A.5 Resetting the Number of Uses/Operation Time

GCMSsolution's instrument monitor counts the number of uses and operation time of each of the
consumables.

When consumables have been replaced or the ion source has been cleaned, for example, reset the
numbers of uses and operation time by following the procedure below.

1 Double-click one of the consumables icons at the instrument monitor.

The [Consumable] tab page in the [Monitor Settings] sub-window opens.

Wacuum

E | E |
& 'y
Lifac.  HWac.

lonization Mode

GC Conzumables
=l

M35 Consumables
e
D etail...

Click [Reset Consumables].

The [Reset Consumables] sub-window opens.

Menitor Settings @
52 Consumable
GC Consumables S Consumables
Cument/Rough Standard for Exchange Cument/Rough Standard for Exchange
SPLI{INJE1)
Filament &1 163/1000 hr
Septum : 17/100 times
Filament #2 : 041000 hr
Glass Insert 17/500 times
lon Source 164/1500 hr
(INd=2) Detsctor : 165/6000 hr
Turbo Molecular Pump 1 2516 hr
Turbo Molecular Pump2 2516 hr
(INJE3)
Retary Pump 1 2336/15000 hr
Retary Pump 1 Gil 2336/3000 hr
CRG Coolant Time
P
3
EzsysTop
ADC Consumables
Current/Rough Standard for Exchange
AOC-20i {AOCT)
Syringe 285/500 times
Total Run : 2670 hr
I Reset Consumables... I
ok [oea ) [ tomy | [k
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3 Either click [Clear] for the consumable that has just undergone maintenance, or enter
"0" in the operation time cell and click [OK].

Reset Consumables @
GC M5
SPLIINJHT)
Gt 17 times Filament #1 : 163 Hour
Glass Insert : 17 times| Glerentiizy U Hour
lon Source 164 Hour
(I #2)
Seplum : 0| times Clear Rotary Pump 1 Gl : 2336 Hour
Glass Insert : 0| times Clear
(INJH#3]
Septum : 0| times Clear
Glass Insert : 0 times Clear
CRG Coalant Uesd Time ADC-20 Syringe Used Count
Column Oven 0} min Clear .
A0C-20i: 285
SPL2IMJH2] 0f min Clear
[ (0] ] [ Cancel ] [ Help ]

The display returns to the previous sub-window.

Click [OK] in the [Monitor Settings] sub-window.
The sub-window closes.

A.6 Changing the Replacement Guidelines for the Septa
and Glass Inserts

The frequency that the septum must be replaced changes according to the needle thickness of the syringe
in use. Recommended syringes can be used about 100 times, and recommended gas-tight syringes can
be used about 30 times.

Also, the frequency that glass inserts must be replaced changes according to the sample. Set replacement
guidelines according to the sample.

*
1 Click the % (System Configuration) icon on the [Real Time] assistant bar.
The [System Configuration] sub-window opens.
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A.6 Changing the Replacement Guidelines for the Septa and Glass Inserts

2 Double-click the [SPL1] icon at [Modules Used for Analysis].

System Configuration @
Available Modules Modules Uzed for Analysis
B \> Instrumnent B \> Instrument

1ol 62030
11 Autozampler =[O, Analytical Linettl
- —T Irijection Urits A

€. 3 Column

- |_I Detectors

gy Additional Heater

_ 3 Additional Flow

udiTrail. | [ set | [ caneal | [ Pt | [ Hep |

The system configuration sub-window of the injection unit opens.

3 Enter [Septum Used Counts] and [Insert Used Counts] settings.
To return settings to their defaults, click [Initialize].

SpLINE)

Neme: spL
Injecton Unit Type: [ SPL

Caror G —

Hester ZoreNJ. TpeSPL Naximim Tenperature 700G =]

Flow Uit Type AFCISPL). Zone CART, StSLOTZ. Primary Pressure 5000500078 [+

Click [OK].

The display returns to the [System Configuration] sub-window.
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5 Click [Set].

System Configuration

Available Modules Modules Uszed far Analysis

Instrurnent]

19 Gr2030

=), Analytical Linettl

Instrurmnent

19 Gr203

[
E
=
E
=
=
=
=
&
i
=2
=
]

—T Injection Unitz 7 ADC-200
€. 3 Column - —j
Q Detectars 3 Colurnn
b _l Others ; e Q M5
ity Additional Heater
Dk dditional Flow

""""

AuditTrail.. |[ Set ‘|[ Concel | [ Pt | [ Hep |

The replacement guidelines for the septa and glass inserts are changed.

GC Consumables

®17
[ Glass Insert(1) : 0 / 500 (Times)

I 2 e

A.7 Column Maintenance

The retention time of measurement data sometimes differs from previous data, for example, when the
column has been cut to change its length or when a column from a different lot is used. In cases such as
this, the MS instrument parameters or retention times in the Compound Table must be adjusted so that the
target compound can be reliably measured and identified.

In such cases, use the AART (automatic adjustment of retention time) function to batch-adjust all retention
times based on retention indices assigned to target compounds.

1. Perform single run on the reference compound (mainly, n- alkane).

2. Identify the reference compound.

3. Execute the AART function, and adjust the retention times of the method file.

4. Measure the standard sample of the target compound, and adjust the retention time.

I¥° Reference
For a more detailed description of operations, refer to the AART Instruction Manual in the \Manual
folder of the GCMSsolution installation folder.
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A.8 Errors and Remedies

A.8

A.8.1

A.8.2

A.8.3

Errors and Remedies

The Instrument Is Not Properly Recognized

When the software is started up, the instrument sometimes cannot be recognized properly and the
following error messages are sometimes displayed:

[0d80] MS Communication Hardware is not connected.

[0d00] GC Communication Hardware is not connected.

If this happens, click [Help] and check connections and settings according to the procedure described in
the error message that is displayed.

Messages Displayed at Startup

This section describes messages that are displayed when the [Real Time Analysis] program is started up.

[1317] The hardware configuration for this method is different from the current instrument
configuration. The measurement condition in the method file is modified according to the current
instrument configuration.

This message is displayed when the method file used for the previous data acquisition and the method file
set to the Batch Table differ from those for the current instrument configuration. To display the method file
or execute realtime batch, the system configuration information currently saved in the method files must be
matched to the current instrument configuration.

To match the system configuration information currently saved in the method files to the current instrument
configuration, click [OK].

Clicking [Cancel] cancels loading of method files and start of realtime batch.

When the system configuration information has been matched to the current instrument configuration, be
sure to check the various parameters since defaults are entered to units in a different configuration.

Windows Does Not Start Up

If an error message is displayed when Windows does not start up normally after the PC is turned ON,
check the instruction manual provided with the PC.
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Output

Appendi)B[ I Before PDF

The GCMSsolution provides the capability to output a report in the PDF (Portable Document Format) when
it is used with AdobeRr AcrobatRr, a tool for creation, management, and editing of PDF documents.

B.1 Before PDF Output

To use this function, the following product must be set up beforehand:

Adobe Acrobat (Version 9.2 or later)

For details on how to install this product, perform "Standard Setup" by following the on-screen instructions
that are automatically launched when the Acrobat product CD-ROM is inserted into the CD-ROM drive.

@ note

Adobe Acrobat is not included in this software package. It must be purchased separately.

Adobe Acrobat Reader that is provided on the GCMSsolution installation disk only allows PDF electronic
documents to be viewed and does not provide a function for creating PDF files.

B.2 Installing the Postscript Printer Driver

1 Click [Devices and Printers] on the Windows [Start] menu.

For Windows 10, click the Start button on the taskbar, and click [Settings]. Click [Devices] in the displayed
sub-window, and then click [Devices and printers] in [Related settings] of the sub-window that is
displayed.

2 Click [Add a printer].

The [What type of printer do you want to install?] window opens.

ontrol Panel » Hardware and Sound » Devices and Printers b H Search Devices and Printers

Add a device Add a printer = - @
Windows can display enhanced d| Start the Add Printer Wizard, which finternet. Click to change... x
helps you install a printer
4 Devices (4)
<oz
=t =
- n
Dell USE Entry EABL05 RDT233WLM USE Optical
Keyboard Mouse

4 Printers and Faxes (3)

WA |
Microsoft XPS PDFCreator
Document Writer

. /‘ 7 items
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I B Before PDF Output

3 Click [Add a local printer].

For Windows 10, this windows is not displayed. Click [The printer that | want isn't listed] in the [Add a
device] sub-window. Then, select [Add a local printer or network printer with manual settings] in the sub-
window that is displayed.

ol -

@ @ Add Printer

What type of printer do you want to install?

'@ Add a local printer
| Use this optien only if you don't have a USB printer. (Windows automatically installs USE printers
when you plug them in.}

i 2 Add a network, wireless or Bluetooth printer
Make sure that your computer is connected to the network, or that your Bluetooth or wireless
printer is turned on.

e ]

The [Choose a printer port] window opens.

4 Select [Use an existing port] and [FILE: Print to File] for the port.

Choose a printer port

A printer port is a type of connection that allows your computer to exchange information with a printer,

LPTL (Printer Port) -
LPT1: (Printer Port)

) Use an existing port:

() Create a new port: LPT2: (Printer Port)
LPT3: (Printer Port)
Type of port: COML: (Serial Port)

COM2: (Serial Port)
COM3: (Serial Port)

= TR
e = O R v o e

T5001 (Inactive TS Port)

T5002 (Inactive TS Port)

T5003 (Inactive TS Port)

T5004 (Inactive TS Port)

T5005 (Inactive TS Port)

T5006 (Inactive TS Port)

T5007 (Inactive TS Port)

TS008 (Inactive TS Port) ]
T5009 (Inactive TS Port)

The [Install the printer driver] window opens.
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B.2 Installing the Postscript Printer Driver

5 Click [Have Disk].

Install the printer driver

, ; Choose your printer from the list. Click Windows Update to see more models.

To install the driver from an installation CD, click Have Disk.

Manufacturer || Printers |~
Brother L (5 Brother DCP-116C B
Canen (53l Brother DCP-117C
Epson (=) Brother DCP-128C
Fuji Xerox il [ Brother DCP-129C 3
e [ LRV P

(5] This driver is digitally signed. i Windows Update i [ Have Disk... ]

Tell me why driver signing is important

The [Install From Disk] window opens.

6 Click [Browse].

r
Install From Disk

u Insert the manufacturer's installation disk, and then
ey Make sure that the comect dive is selected below.

Cancel

i

Copy manufacturers files from

] - Browse...

The [Locate File] window opens.
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I B Before PDF Output

7 Select "PDF_Setup.inf" from the "\PDFOutput\English" folder in the GCMS installation

disk, and click [Open].

For Windows 10 or Windows 7 (64 bit version), select “PDF_Setup.inf’ from the “\PDFOutput\English\x64”

folder in the GCMS installation disk.

Lockin: || Engish - 0F > E
T= Name . Nate modified Tune
el ' PDF Setup.inf 5/14/20081:49 AM  Setup Infi
Recent Places
|
—
Desktop
=
Libraries
A
Computer
@l 4 m 3
MNetwork
File name: PDF_Setup.inf - l Open I
Fiesoftype: | Setup Infomation () <] [ Cancal ]|
— =

8 In the [Install From Disk] window, check that the path to "PDF_Setup.inf" is correctly

selected, and click [OK].

Insert the manufacturer's installation disk, and then
;,y make sure that the comect drive is selected below

Copy manufacturer’s files from:

E%
&

DAPDFOutput®English

9 In the [Install the printer driver] window, select "LabSolutions PDF Printer," and click

[Next].

Install the printer driver

, ; Choose your printer from the list. Click Windows Update to see more models.

To install the driver from an installation CD, click Have Disk.

Printers

= P

53 LabSolutions PDF Printer

|3] This driver has an Authenticode(tm) signature.

Tell me why driver signing is important

Windows Update ][ Have Disk.. ]

= Do)
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B.2 Installing the Postscript Printer Driver

1 0 In the [Type a printer name] window, check the printer name selected in Step 9 is
correctly entered, and click [Next].
If the printer needs to be renamed, rename it at this step.

Type a printer name

Printer name: LabSolutions PDF Printer

This printer will be installed with the LabSelutions PDF Printer driver,

Cancel

When the [User Account Control] window opens, enter the password of the administrator account, and
click [Yes].

@ User Account Control @

Do you want to allow the following program to make

changes to this computer?

./ Program name  Printer driver software installation
= Verified publisher: Microsoft Windows
File origin: Hard drive on this computer

To continue, type an administrator password, and then click Yes.

[ ]| eaeios
| ﬂpasswnrd ]]

"i’_" Show details Yes No

When the [Would you like to install this device software?] window is displayed, click [Install].

Windows Security ‘ ﬂ

Would you like to install this device software?

Name: Shimadzu
Publisher: Shimadzu Corporation

Don't Install

[T]  Always trust software from "Shimadzu
Corporation”.

@ You should only install driver software frem publishers you trust. How canldecide
which device software is safe to install?

e T

This starts installation of the driver.
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1 1 Click [Finish].

1

You've successfully added LabSolutions PDF Printer

To check if your printer is working properly, or to see troubleshooting information for the printer, print a
test page.

Cancel
———————~

When installation is completed, load the data file to the [Data Analysis] window in the
[GCMS Postrun Analysis] program, and click [Save Data File As] on the [File] menu.
The [Save Data File As] sub-window opens.

g Save Data File As E

Savein: || Poject] - @ I:, E [
@= Mame = Date modified Type
".’} Mo iterns match your search,

Recent Places

|

Desktop

Libraties

Computer

< I | 3

File narne: StandardSamplel_MethodMol_CE100.ggd - | Save I

Save as type: i i Hi iiii Ei iiﬂ v' Cancel

PDF File (* polf)

Check whether or not PDF output is set to enabled. If "PDF File (*.pdf)" is selected and [Save] is clicked,
the data report will be saved in PDF format.

@ noTe

If a data file not set with a data report format is converted and saved as a PDF file, a PDF containing
a white sheet without any data will be generated.
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B.3 Setting PDF Output

B.3 Setting PDF Output

This section describes how to set output to PDF file when outputting a report from GCMSsolution.

1 Click [Option] on the [Tools] menu.

|C§. GCMS Postrun Analysis (&dmin) - Data - [Data Analysis]
i3 File Compound Table View Qualitative Quantitative Layout | Tools | Window Help

= @y PE= ? Save Batch Table in Data File &..
==l |Data Explarer - Data &l [T Check the Program Files... i
Project in : i
! @ Check Raw Data... -
[CAGCMSsolution'Sample -
L Set Default Library...
File Name Modified Date H

Optian..
EFIA8RT 24m.aod 12042010 4:32 PM 0

On the [PDF Export] tab page, select the [Redirect Report to PDF file] checkbox, and
select [Normal Speed Mode (Acrobat Distiller)].

Setting Options @
File Mew I Chromatogram I Select Baze Line | Auto Copy
Application | AlAANDI) Conversion | PDF Export | Compatible
(@ )

(@ Nomal Speed Mode [Acrobat Distiller(R 1) )
() High 5 peed Mode [Acrobat PDF writer[Th])

[ Prirnt report during PDF expart
[] Export PDF file when saving data file from <D ata Analpsisy

Security Pazgword...

u] ] [ Cancel ] [ Help

=3 Reference
For details about parameters, refer to Help.

3 Click [OK].
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e o Exporting Files

With GCMSsolution, chromatograms, spectra, data analysis results, and other information can be exported
to other file formats.

Windov;:)SV\L’lb-Win- File Type Convertible File Format (Extender)

[Data Analysis] Data files ASCII files (*.txt)

window AlA files (*.cdf)

[Data Explorer] Data files ASCII files (*.txt)

window AlA files (*.cdf)
JCAMP files (*.jdx)(Note1)
mzData files (*.mzData)
mzXML files (*.mzXML)

[Library Editor] Library files Text files (*.txt)

window JCAMP files (*.jdx)

[Batch table] Batch files ASCII files (*.txt)

window

(Note1) GC/MS/MS data files cannot be converted to this format.

C.1 Exporting from the [Data Explorer] Sub-Window

In the [Data Explorer] sub-window, data files can be converted to files of various formats.

ll/ NOTE
GC/MS/MS data files can be converted to ASCII format , AIA format, mzData format, and mzXML format.

1 Select the data files (multiples files can be selected) in the [Data Explorer] sub-window,
and select the file format on the [File Convert] sub-menu on the right-click menu.
The [To *** File] sub-window is displayed.

ll/ NOTE C

" stands for the file format selected in the sub-menu.
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I C Exporting Files

2 Select the folder as the save directory, and click [OK].

Convert GCMSsolution Data File to ASCI Format File

Selected to convert ... Create into . CAGCMS solution’D ata

pest_std_001.qgd
pest_std_002.qgd
pest_std_003.qgd

..... | Apps -
, backup
o dell

[0 B O

. Drivers
, GEMSsalution

i

}

i

]

-l
i
i

m

M

e . Library
H- 1 log

----- . Manual
----- . Program
..... || Regist
[ o Sample
[ System

=
T Lok,

[ ak. ] [ Cancel ” Output ltems...

@ note

To cancel file conversion, click [Terminate] in the progress sub-window.

Convert GCM3solution Data File to ASCT Format File

Convert C:A\GCM Ssolution\S amplepest_std_003.qgd to
CAGCMS zolution’S ample'ypest_std 00307 tat

When converting to ASCII format, select the items to export in the [Output ltems] sub-window that
opens by clicking [Output Items].

Output Items @

Dutput Items:
[] Data File Propertie -

i|Compound Gua
[ Compound Search Result

[] Qualitative Peak T able =
[T Calurnn Perfarmance Table

[7]Spectrum Process Table

[ Spectum Search Result

[| Chromatagrarn [TIC/MIC)

[ Chrarnatograrn (M2 2

Delimiter: Tab -

[ ak. ] [ Cancel

C.2 Exporting Data to AIA Files from the [Data Analysis]
Window

Data files opened in the [Data Analysis] window can be converted to AlA files.
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C.3 Exporting Data by Batch Processing

1 Load data to the [Data Analysis] window.
2 Click [Save Data File As] on the [File] menu.

3 Select [AIA (Andi) File (*.cdf)] at [Save as type] in the [Save Data File As] sub-window.

@. Save Data File As @1
Save in: ) Sample - @ F o

I MName - Date modified Type =
i J Sarnple2010 1/12/2012 130 PM File fol
Recent Places | TQa030 Y11/2012 G1LAM  File fol
! EF|ALRT_24m.qad 1/29/2010 4:33 PM - GC/ME
Ef]A8RT_30m.qod 1/29/2010 433 P GC/ME

Desktop Ejalkane_24rm.qqd 172072000 434 PM GCAMY S
= @alkanejﬂm.qu 12952010 435 PM GC/MY
ui=all @DEMO_SC.QGD 1/28/2010 4:35 PA G
Libraries EfIDEMO_SILOGD 1/29/2010 4:36 PM - GC/ME
EfIDEMO_SI2.0GD 1/29/2010 436 Ph - GC/ME
k EFassT.qed 1272772011 10:10 .. GC/ME
Computer @pest_std_ﬂﬂl.qu 11242012 10:02 A GC/ML
- Efpest_std_002.qqd 1/12/2012 1002 8M  GC/M:

(_k ‘Eﬂnest std 003.aad - 1/12/2012 10:02 &b GCH\PHE i

Metwrork
File name: pest_std_001.qgd -
Save as type: GCS Data File (*.ggd) v] [ Cancel ]
GhAS P =ts Fila 1% nadl

4 Specify the AlA file name at [File name], and click [Save].

C.3 Exporting Data by Batch Processing

Analysis results can be exported to a file each time that processing of one row of the Batch Table ends or
when all batch processing ends.

1 Open the [Batch Table] window, and load the batch file.

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

The [Settings] sub-window is displayed.

GCMSsolution Instruction Manual 191



I C Exporting Files

3 On the [ASCII Convert] tab page, select the [Output ASCII File(s)] checkbox.

Settings

| Start Row | Type | Falder | ASCI Corwert | Ga/M00 | Option ltems | File: Convertl

@ Output per batch
Output File:
ASCHD ata bt

() Dutput per analysis

¥

@ Over write () Autorincrement
Output [tems:

Data File Properties

[ Compound Quantitative Result

[ Compound Search Result

[] Qualitative Peak Table

[ Calumn Performance T able
[T]5pectrum Process Table

[C]5pectium Search Result
[T|Chromatagram(TIC)

| »

m

Delimiter: Tab -

[ Ok ][ Cancel H Help

@ note

When converting to AlA format, specify the appropriate settings on the [File Convert] tab page.

4 Set the parameters, and click [OK].

I Reference
For details about parameters, refer to Help.

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

Batch processing is started, and data is converted to the ASCII file format after it is analyzed.

C.4 Exporting from the [Library Editor] Window

Compound information can be exported from the [Library Editor] window.

Library spectra can be converted to JCAMP format only in the case of private libraries.

1 Start up the [GCMS Postrun Analysis] program, and click the (Library Editor) icon
on the [Postrun] assistant bar.

The [Library Editor] window is displayed.

192 GCMSsolution Instruction Manual



C.4 Exporting from the [Library Editor] Window
2 Click [Open Library] on the [File] menu.
3 In the [Open Library File] sub-window, specify the library file, and click [Open].

4 Set the criteria in the Library Search Parameters Table.

¢4 GEMS Postrun Analysis (Admin) - [Library Editar - NIST107.LIB (107,888 Spectrumj] =0 Eoh =
1 File View Hitlist TargetInfo. CompoundInfo, IndexSearch Tools Window Help - =[x
DEE SR % @ERD ¢ | 2 BB P
[ g
et Index Parameter Upper/Lower | # of Hif ~
S erial Mumber 50 oneedlosel | 107886
m o Selting o nesd o os L
0 Setting 0 need to sef 3
Qualitative o 5etting o heed to sl
o Sefting 0 need to sel
0 Selting 0 need (o se!
. | S eting I need bo sel i
Create
Compound Hitit Cmpd Name Mol Wt Formula B
Table 1 Hy g2 z
2 bsthane §3 Marsh gas § Methyl hydide §8 16 CHd
o 3 Ammaria $% Ammenia gas $ Niro-Si §8 Spit 17 HaN
= 4 Water $3 Distiled water 3§ loe $5 Water vapo 18 H20
Quartitative: 5 Acetylene $% Ethyne §3 Ethine $3 Narcylen § 26 =
6 Hychogen cyanide £ Hydrocyanic acid §3.4e 27 CHN
7 Diborane & Diborancs) $6 Boron hydide (82 28 B2HE
8 Catbon monckide §3 Carbon owide (C0 65 Ca 28 o
Calibration g Ethene §3 Acetene 3§ Bicabunetied hydioge 23 C2H4
Curve 10 Nirogen 3% Nittogen gas §3 Nitogen-14 $5 N 28 N2 -

%

Flydiagen % oHydiogen 3% p-Hydiogen $4 Molecular hydrogen 3% HZ 3§ UN 1043 5 UN 1966 83

Batch = Inten (10,000
Frocessing 1.004

@g 075 H—H

Data
Comparison

%
Report 0. 1
i T T T T T T T T T T
oimat 10 11 12 13 14 15 16 17 18 18 20 mz
@E CAS#:  1333-74-0  Mowt 2 Serialt: 1

5 Croped Name Hydrogen $§ oHycrogen 56 prHyciogen 8 Moleculer hycrogen §3 H2 63 LIN 1043 35 UN 1966 3§
Library Cripd Fom: H2 Class Flag o Class Flags.

0504

[ol')

5 Click [Start] on the [Index Search] menu.

The compounds in the library are filtered using the search parameters.

Index Search | Tools  Window He

Start

Shop
Export Search Results

6 Click [Export Search Results] on the [Index Search] menu.

The [Export Index Search results] sub-window opens.

Index Search | Tools  Window He

Start

Stop
[ Export Search Results ]
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I C Exporting Files

7 Specify the text file name at [File name], and click [Save].

Cﬁ_ Export Index Search results
Savein: || Public - @ _? 7 '
= Marne : Date modified Type
"'} Mo iterns match your search,

Recent Places
Desktop

Libraries

Computer

| »
| N ([ ))

Save as type: [Text File [*.kxt) v] I Cancel I

The compound information is converted to a text file.

lll NOTE
To convert spectra to JCAMP format, select [JCAMP File(*.jdx)] at [Save as type].

C.5 Exporting Batch Files from the [Batch Table]
Window

The content of Batch Tables can be converted to a text file.
1 Load the batch file in the [Batch Table] window.

2 Click [Save Batch File As] on the [File] menu.

Edit Miew Batch Tools “Window Help
Mew Batch File

Open Batch File... Ctrl+0
Close Batch File

Caee Bateh Fila

Save Batch File &s.. ]

The [Save Batch File As] sub-window opens.
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C.5 Exporting Batch Files from the [Batch Table] Window

3 Select [Text File (*.txt)] at [Save as type].

Cﬁ. Save Batch File &5 @
Save in: | Sample - G ? ? [~
= Marme ‘ Date modified Type
= | Sample2010 1/12/2012 130 PM File folder
Recent Places | T8030 11172012 $1LAM  File folder
- @pest.ng 92172000 12:08 PM GC/MS Bz
Desktop
Libraries
A
Cormnputer
"‘_‘I.-\.
u 4 | i 2
Metwark
File name: -
Save as type: [GCMS Batch File [*.qab] v] [ Cancel ]
S TP P Ry

Specify the text file name at [File name], and click [Save].
The Batch Table is converted to a text file.
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Appendi I Specifications

D.1 Workstation

PC CPU Intel® Core™ i5-7500 (3.4 GHz) equivalent or greater
Internal memory |8 GB or more
Hard Disk 500 GB or more
(O} Windows 10 Pro 64-bit version

Display 21.5" wide color LCD, number of pixels 1920 x 1080 dpi

Printer Laser printer, A4 or larger
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