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QUANTBROWSER FOR AGILENT GCMS CHEMSTATION

Introduction

Concept
QuantBrowser is an integrated add-on to Agilent DataAnalysis.

DataAnalysis operates on single samples with functions like Quantitation, Calibration, Reporting and
QEdit.

QuantBrowser operates on a complete sequence. The results are displayed in a excel-like sheet, as shown in
an example below.

nhanced Data Analy: w =101 x|
File Msthod Reprocessing Chromatogram  Spectrum  Calbrate  Quantibste ExportReports Tools Options  View  Help
Sl [2] TIC: std data.ms

bundatc:

EO00000.

4000000

2000000

o

Tirne-->

Ready |
T
Method [ Crimsdchem\MSDemolrfadatalgasn+.m ] _
Eécr;\sd(hgm Calibrated Find compound | Sart fming & compound name _~| chromatograms
= MSDemo Data | Chromatograms | Log Column configuration | Ci\ProgrambatalQuantBrowseriDefadt..col = Eareetieans g
= rfgdata =T
2 gasod Sampls | Sampls [benzene-de _
oA File Acquired ‘ Calibrated ‘ Mame ‘ Type ‘ Level | Reject ‘ Comment ‘ CorrExpRT | RT | Response Final ExpConc | Q | MI ‘ o L_¥ 0 0 0 0
1| rfggc01 | 1996-03-20 11:10 2013-07-3001:59  QC Std 25 Sample D §.904 §.958 4164342 2000.000 2 [Data =
2| rfgsamp | 1996-03-15 21:15  2013-07-3001:59 RFG Sample Sample D §.904 §.951 4101679 2000.000 2 LR
3 std_at 1995-05-12 12:23  2013-07-3001:59  Set A mix 1 Keyword a1 D §.904 §.867 2839917 2000.000 Z2000.000 2 NG
4 std_az 1995-08-12 13:01  2013-07-3001:59  Set A Mix 2 Calibration az ZxRIC 8.904 §.593 2800353 2000.000 2000.000 2 Frink
5 std_a3 1995-03-12 13:40  2013-07-3001:59 Set A Mix 3 Sample a3 D 8,904 5.895 2696312 2000,000 2000000 2 Expart
6 std_a4 1995-05-12 14:19  2013-07-3001:59  Set A Mix 4 Calibration o D 8,904 5.895 2666580 2000,000 2000000 2 ~Datadnalysis - QEdit—
7 std_aS 1995-03-12 14:58  2013-07-3001:59 SetAMixS as D 8.904 5.599 2657674 2000,000 2000000 2 Focus (F&)
g std_bl 1995-05-12 15:37  2013-07-3001:59 Set BMix 1 Calibration Bl D 8,904 §.920 639 000,000 1 Use QEdit Window
9| stdb2 |1995-08-1216:16 2013-07-3001:5% SetBMix2 Calbraton B2 | [ 5,904 5.904 183 2000.000 1 Delate Integ
10| std b3 [ 19950512 16:54 201307300159 SetEMix3  Clear ez | O 2,904 8.904 58| 2000.000 1 < A [
11| std b4 [ 1995051217133 201307300159 SetBMox4 Calbraton B4 | [ 5.904 || . V. seve
12| std b5 [ 19950512 18:12 201307300159 SetEMix5 Calbraton B85 | [ 5.904 || CirltKeyboard Arron

—Cuant selected files—
Int and quant

Quartt orily

[~ Calibrate method

Zera
Replace

Average

Copy method from ... 4




QUANTBROWSER FOR AGILENT GCMS CHEMSTATION

Supported platform
The platforms that support QuantBrowser are Agilent GCMS ChemStation C.00-E.02

Installation

To install QuantBrowser, execute the QuantBrowserSetup.exe. Additional files that are stored in the same
folder are automatically installed by the setup program. The additional files are Column configuration files (.col)
and a license file (lic).

#,; | Concentration.col 8/28/2013 5:46 PM COL File

% | Default.col §/28/20135:25 PM COL File

ﬁ-‘] QuantBrowserSetup.exe 8/28/2013 6:03 PM Application

# . RetentionTime. col 8/28/2013 5:45 PM COL File
Launch

To launch QuantBrowser, double-click the desktop shortcut or click the integrated toolbutton (#1)
in Agilent DataAnalysis.

s XX

License

Install the license file to unlock demo mode. A license file can be obtained through www.waleson.eu.

=10 x|
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QUANTBROWSER FOR AGILENT GCMS CHEMSTATION CI I

Quick Start

Prepare a dataset

1. Navigate to the data 2. Copy a method to 3. Load the method in
folder the data folder DataAnalysis,
A QuantBrowser - C.01.05 double-click on the
= c: [disk1] -] method
= Copy methad From ... X. QuantBrowser - C.01.05
(== msdcherm o .
= MSDemo = c: [diski] |
= rfgdata (=
i Al [= msdchem
[=r MSDemoD
= rfgdata
@ gasD4
g Al
4. Find the loaded method name in DataAnalysis title 5. List the samples

and results, double

I Eél Enhanced Data Analysis - GAS04.M / RFGOCO1.D

= click on All
4 QuantBrowser - C.01.05 - DEMO - Leoson BY _
&= c: [diski] | method |'::II,ITISdEhEmll,MSDEmDII,FFI;IIjatEIII,I;Ia5|:|4.IT £y QuantBroxeERSE e
, = c: [disk1] |
(= Ci Calibrated | | Fir
(== msdchem (=i
[£= M5Demo | Data | Chromatagrams | Log | Calurnn ¢ (= msdchem
= rfgdata (= M5Demo
@ gasD4 Sample = rfgdata
& Al & gas0d
: g Al




QUANTBROWSER FOR AGILENT GCMS CHEMSTATION

6. Find the

samples and results in the table

Sample Sample benzene-dé
File Acquired | Calibrated | ame | Type | Level | Reject | Comment | Response | Final | ExpConc | Accuracy | Q | ML | n}
1| rfgqc01 | 1996-03-20 11:10 2013-07-30 01:59 | QC 5bd 25 D 4104342 2000.000 Z
2| rfgsamp | 1996-03-18 21:15 | 2013-07-30 01:59 | RFG Sample D 4101679 2000.000 Z
3| std_al | 1995-08-12 12:23 | 2013-07-30 01:59 | Set 4 mix 1 D 2839917 2000.000 2
4| std_a2 | 1995-08-12 13:01 | 2013-07-30 01:59 | Set 4 Mix 2 D 2800353 2000.000 2
5| std_a3 | 1995-08-12 13:40  2013-07-30 01:59 | Set A Mix 3 D 2696312 2000.000 2
6| std_a4 | 1995-08-12 14:19  2013-07-30 01:59 | Set A Mix ¢ D 2666580 2000.000 2
7| std_as | 1995-08-12 14158  2013-07-30 01:59 | Set A Mix 5 D 2657674 Z000.000 Z
8| std_bl |1995-08-12 15:37  2013-07-30 01:52 | Set B Mix 1 D 6359 2000.000 1
9| std_bZ | 1995-08-12 16:16  2013-07-30 01:52 | Set B Mix 2 D 159 2000.000 1
10| std_b3 | 1995-08-12 16:54 | 2013-07-30 01:59 | Set B Mix 3 D 55 2000.000 1
11| std_b4 |1995-08-12 17:33  2013-07-30 01:59 | Set B Mox 4 D
12| std_bS | 1995-03-12 18:12  2013-07-30 01:59  SetB Mix S D




QUANTBROWSER FOR AGILENT GCMS CHEMSTATION

Calibrate
1. Edit sample type and level

Refresh (F5)
Prink
Expork

2. Set calibration levels, right click in level column
Load data file

Copy Chel4+C

Windows explorer Ckrl+E

Integrate and quantitate selected datafiles
Quantitate selected datafiles

Batch editar ...
Add to bakch ...
Femove from Batch
Sample Delete batch ...

Calibration | Al

| Type ||_E"||'E|

Conkrol

Clear
Calbration A2 a1

Calibration = A3 Az

Calibration = A4 A3
A
Calbration A5 a5
Calibration Bl Bl
EZ

Calibration = B2

Calibr ation

Calibration

Calibration




QUANTBROWSER FOR AGILENT GCMS CHEMSTATION

3. Set sample type, right click in type column

| Type | Level | Reject | Cornrmenkt

Conkrol D
Sample D

:Calibrat | gad data file

Calibrak
sibra Copy Chel+C

Calibrat
Windows explorer Ckr[+E

Calibrat

calibrat Inteqrate and quantitate selected datafiles
Quantitate selected dakafiles

Calibrak

calibrat Batch editar ...
add ta bakeh ...

Calibrak

Remowve from bateh
Calibrat Delete bakch .

Calit¥at  jear

Sample
Blank:,
Zalibrakion
MNegative
Zontrol
Keyword
EFE
DFTPP

4. Select all samples, click in upper left corner

| Daka | Chromatograms | Log |

Sample Sample

File Acquired |

—_

tfgge0l | 1996-03-20 11:10 20

2| rfgsamp | 1995-03-18 21:15 20




QUANTBROWSER FOR AGILENT GCMS CHEMSTATION

5. Integrate and quantitate selected samples

6. Zero all responses in
the calibration table,
click on Zero

Calibrate method

£Ero
Replace

Average

Sample Sample
File Acquired alibrated Mame | Type | Le
1 ngql:I:Il 1996_03_2!’\ 14140 2O AT on Nt LN P Tl = = W] = ey S |
Load data file
2| rfgsamp | 1996-03-1
3 stdat |1995-08-1  COP¥ i
4| std a? |1995-05-1  Windows explarer CErl+E
I IR RS [ntegrate and quantitate selected datafiles
& std a4 | 1995-05-1  Quantitate selected datafiles
7| std_aS | 1995-08-1  Batch editor ...
g std bl |1oo5gsg  Addtobatch ..
b Remove ftom bateh
9] std bz [199508-1 v hach ..,

7. Select the

| Type |Level|

Conkral

Calibration | &1

Calibration A2

Calibration A3
Calibration A4
Calibration A5
Calibration Bl
Calibration B2
Calibration B3
Calibration B4
Calibration  BS

calibration samples

8. Replace the
responses in the
calibration table, click
on Replace

Calibrate method

Zero
Replace

Average




QUANTBROWSER FOR AGILENT GCMS CHEMSTATION

8. Note that samples were calculated with an older version of the calibration table

Methaod |C:'l,msdn:hem'l,MSDemn'l,ngdata'l,gasD4.m

Calibrated _ Firnd com
| Dats | Chromatograms | log | Column configy
Sample Sample
File Acquired

1| rfggcOl | 1996-03-2011:10
2| rFgsamp | 1996-03-18 21:15 _
3| stkd_al | 1995-08-12 12123 _
4| skd_a2 | 1995-08-1Z2 13:01 _
5| std_a3 | 1995-08-12 13:40 _
6| std a4 |1995-06-12 14:19 | 2013-08-28.20:48
7| stda5 |1995-06-12 14:50 | 2013-08-28.20:48
g std_bl | 1995-03-12 15:37 _
al skd b2 | 1995-08-12 16:16 _
10| std_b3 | 1995-08-12 16:54 _
11| std b4 | 1995-08-12 17:33 | 2013-08-28 20148
12| std b5 | 1995-08-12 16:12 | 2013-08-28 20148




QUANTBROWSER FOR AGILENT GCMS CHEMSTATION

Quantitate
1. Select all samples 2. Requantitate all samples, click on
| Data | Chromaktograms | Liog | Quant Only

Quant selected files
Samnple Sample

Int and quankt
File Acquired | il

Quankt only

—

tfgge0l | 1996-03-20 11:10 20

2| rfgsamp | 1996-03-18 21:15 20

3. Note that the samples were quantitated with the current calibration table

Methaod |C:'l.msdchem'l,MSDemn'l,ngdata'l,gasD4.m

Calibrated | 2013-08-26 20:53 | Find com

| Data | Chromatograms | Log | Column confige

Sample Sample

File Acquired | Calibrated
rfgqcOl | 1996-03-20 11:10 ;2013-08-28 253

(=

I

tfgsamp | 1996-03-15 21:15  2013-08-28 20:53




QUANTBROWSER FOR AGILENT GCMS CHEMSTATION

Review integration

1. Review integration, click on the 2. Select the signals and resize the plots
Chromatogram tab R —_.
Data | Chromatograms | Log Target signal ¥
File ben: |:IEI'|2I|E|:|‘|';.-'||TD|LIE| Qv oz e
tgacor | | | L | e

2| rfgsamp

L
AR
AN
L

3. Select multiple compounds, left click while pressing the control key

3| std_al

inu:lar| alkeyl | naph | 1,4-|:| n-I:uut| 1,2-|:|

L

| 1—mn| 1-me| iboEi 1-me| 1,2,4| i, 2E

N AL

4. Delete false peaks

l—mn| 1-me| 1,3,/ 1-me | 1,2,4| 1,2,E| indar|alk',.fl |naph | 1,4-n:|n-|:|ut| 1,2-n:|

h
LJ QEdit selected compound

Copy CErlHiC

Inteqrate and quantitate selected compounds  Chrl4T |,

0l selecked compounds T

Inteqrate and quantitate selected datafiles
Quantitate selected datafies

Batch editar ...
add to bakch ...
Remove From batch
Delete batch ...

bl

10



QUANTBROWSER FOR AGILENT GCMS CHEMSTATION

QEdit

1. Note the Response and MI value for o-xylene of std_al

o-xylens

Respunse| Final | ExpiConc | Accuracy |Q| MI |D
2155357 2327.603 £

2073636 2111.687 Z

{ §871.171 A000.000 97,85 2

1816025 3215.328  35000.000 107,28 2

2. Start QEdit
a. QEdit from Chromatogram tab, right click menu, or double click on a plot

I O T N T T (L A N

_ Copy Chel4+C

Intearate and quantitate selected compounds  Chrl4I
QDel selected compounds Chrl4Dr

Integrate and quantitate selected datafiles
Quantitate selecked datafiles

Batch editor ...
Add to bakch ...
Remove ftom batch
Delete bakch ...

b. QEdit from Data tab, right click menu, or double click on a compound cell

132 QEdit selected compound |

18160
Copy Chel+C o . .
280 c. QEdit with navigation arrow
5y5g  [nkegrate and quantitate selected compounds  Chrl+I Datafnalysis - QEdit—
QDel selected compounds Chrl+D
623 Focus (F6)
103 Inteqrate and quantitate selected datafiles Use QEdit Window

Quantitate selected datafiles
54 Delete Integ
Batch editar ... A

1 dd to batch ... < >

18 Bemove from batch Quit v Save
Delete batch .. Ctrl+Kevboard Arrow

11



QUANTBROWSER FOR AGILENT GCMS CHEMSTATION

3. Perform a manual integration on o-xylene of std_al in DataAnalysis, using the right
mouse-button

lon 106,00 [105.70 ta 1068 70]: std_al.dYdata.ms
138148

|
1980

1980 o000

4. Save QEdit in DataAnalysis, or click on navigation buttons or Save button in
QuantBrowser

—Datafnalysis - QEdiE—
Focus (F&)

Ilze QEit ‘Window

Delete ﬁ Inkeq

<] >
ik v Save

Ckrl+Kevboard Arrow

5. Note the new values for o-xylene of std_al.

o-xvlene

Respunse| Final | ExpConc | Accuracy |Q| MI |D

2155357 2327.003 Z
2073636 2111.687 Z
1738070 3023.957 6000.000 s0.4001 1
1816025 3215.328  35000.000 107,28 2

12
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Column configuration

1. New column configurations can be created

(ot Wy et T (M=l o M : ' P ogr amnDat & QuantBrowser Concentration, col
Qpen .

Z:\ProgramDatal QuantBrowser Concentr ation. col
C:\ProgramDatal QuantBrowserDefault, caol
C:\ProgramDatat QuantBrowseriRetention Time, col

2. Column can be selected and re-order by drag and drop.
Sample columns are green, compound columns are red.

olumn set editor

Column configuration | C:\ProgrambiatalQuantBrovwserConcentration, col

K|

Column Title |F0rmat | Fixed columns | Data columns | Chrom columns | Export columns |
DataFile File: {o%s O O
AcqTime Acquired wyy-mm-dd hhinn D D D
AcQSequence Sequence s D D D D
Acqethod Acghethod | s O O O O
Falder Falder %5 O O O O
Multiplier Multiplier | %.4F O a a a
SampleAmount Amount %o, 4f D D D D
QuantMethod QrkMethod | %es O O O O
Calibrated Calibrated yyyy-mm-dd hhinn D D D
SampleMame Marne s O O
SampleInfo Info s O O O O
Sampleiial Wial %ad O O O O
SampleType Type %o D D D
CalibLewvel Lewel %5 O O O
SampleReject Reject %d O O O
SampleCaomment Cararnent Yo D D D
Compoundiarne Compound | %s D
ExpRetentionTime ExpRT %3 O O
CorrExpRetentionTime CorrExpRT %%, 3F D D
RetentionTime RT %3 O O
PercentDeltaRetentionTime | %:Delta RT | 9%,3f O O
AccuracyRetentionTime fccuracy RT %, 3 D D
RelativeRetentionTime RRT %, 4F O O
Inde Inde %d O O
Islstd Isltsd %d O O
Istd Istd %d O O
Response Response %a,0F D
IstdResponse IResp %o, OF D D
RelativeResponse RR . 6f O O
Drag and Grae rows fo re-ordar Open ... Sy 5 . Close

13
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Column information

1. Rest the mouse above a column header

1-methyletbyvlbenzens

r | ) | MI |D Response | Final | ExpiZonc | !

Z Inkeqgrakion
> OBy method
1: Manually

0i 1 Z: Corresponding ISTD was manual integrated
""" 3: Both this and ISTD manual inkegrated
b 0.0 |

14



QUANTBROWSER FOR AGILENT GCMS CHEMSTATION

Sample batch
1. Select sample for the batch, right click on the samples and Add to batch

3| std_al £744:  pEdit selected compound
4| std_aZ 3702 Copy ChlC
5| skd_a3 1301:
Integrate and quantitate selected compounds  Chrl+-I
6| skd_ad B0z
QDel selecked compounds Chrel+D
7| std_as 130¢
Inteqrate and quantitate selected datafiles
8| std bl e Quantitate selected datafiles
9| skd_bZ 2
= Batch editar ...
10] std_h3 add to batch ...
11| std_h4 Remawve from bateh
1z std bS Delete batch . ..

2. Specify the batch name

Add to batch x|

Mew or exizting batch

k. Cancel

3. Find the samples in the new batch

.-f-. QuantBrowser - C.01.05 - DEMO - Leoson BY

|IEI : [disk1] ;I Methiod |C:'I,ms-:ll:hem'l,MSDemu'l,ngdata'l,gasM.m
=i Calbrated [2015-08-28 20:53 | Find compound [51:
[=r msdchem
[=r MSDemo | Data | Chromatograms | Log | Zolumn configuration E
= rfgdata
@,}‘"gasm Sample  |Sample
g Al File: fcquired | Calibrated | Marne |
td
g sda 1| skd_al |1995-03-12 12,23 | 2013-08-25 20:53 | Set A mix 1

skd_aZ | 1995-03-12 13:01 | 2013-08-28 20:53 | Set A Mix 2

skd_a3 | 1995-03-12 13:40 | 2013-08-28 20:53 | Set 4 Mix 3

skd_a4 | 1995-03-12 14:19 | 2013-03-25 20:53 | Set 4 Mix 4

[, [ O S P T O

std_a5 | 1995-05-12 14:55  2013-08-28 20:53 | Set & Mix 5

15
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4. Samples can be removed from the batch

Load data file
Copy Chel+C
Windaws explarer Ckrl+-E

Integrate and quantitate selected datafiles
Cuantitate selected datafiles

Batch editor ...
Add to bakch ...

Fen am bako
Delete bakch ...

5. The batch editor helps to add or remove samples, click on the column header to sort the

samples
X Batch editor x|

Mew or exizting batch j
Available Selected
Fil=Mame | AgcTime MethadMame | SampleMame FileMarne |chTime |MethodName |SampIeName
skd_bS.d  1995-05-12 18:12  gasot Sek B Mix 5 std_aS.d  1995-08-12 14:58  gasod Set & Mix 5
skd_b4.d | 1995-08-12 17:33  gasod Set B Mox 4 std_ad.d | 1995-05-12 14:19  gasod Set & Mix 4
skd_b3.d | 1995-08-12 16:54  gasod Set B Mix 3 std_a3.d | 1995-08-12 13:40  gasod Seb & Mix 3
skd_bz.d | 1995-08-12 16:16 | gasod Set B Mix 2 5% std_az.d | 1995-058-12 13:01 | gasod Set & Mix 2
std_bl.d | 1995-08-12 15:37 gasod Set B Mix 1 . std_al.d | 1995-08-12 12:23  gasod Set & mix 1
tfgsamp.d | 1996-03-18 21:15  gaso4 RFiG Sample P
tfgge0l.d | 1996-03-20 11:10  gaso4 QZstd 25

ak Cancel

16
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Copy to clipboard

1. Select table cells and copy to clipboard. Use the right click menu in the table.

17
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Export data

1. Open the export dialog, click on export button
—Data
Edit (F2)

Refresh (F5)
Prink
Expork

2. Specify the folder for the export file and the columns to be exported

| Calibrated | Marne | Type | Level | Reject | Comment | Response | Fimal | ExpConc |
i 2013-03-258 20:53 Set A mix 1 Calbration = Al D 2839917 2000000 2000000

Rl B [ e i T ) e} CeF A& R T =l = ki il I_I o LT | e Lo L] rlnininuinlnl rlnlnininlnlnl

A Export data -0 x|

Save ko

| CimsdchemMsDema'rfgdatalrfadata_std a_20130828_215346 |

Save acopy to folder |
| D:\LIMS GATE |
Calumn configuration
| Z:\Programbatal QuantBrowseriDefault, ool j|
Expark
o ™ J Exclude zero concentration W
Exclude qualifier out of range
Exclude rejected samples o
Expork Close

3. Open the results in Notepad
x

I@I Export saved, Open in Mokepad?
k.

CimsdchemiMsDemolrfodatatrfogdata_std a_201305828_215346, kxt

Yes Mo

18
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4. View the results

,. rfgdata_std a_20130828_215346.txk - Notepad

File Edit Format Wiew Help

[Hame Compound Final

Set A mix 1 benzene-da 2000, 000

set A mix 1 benzene 2947.35§

Sset A mix 1 ethylhenzene-dlo 2000, 000
Set A mix 1 Toluene 13917.123

set A mix 1 ethylhenzensa 4804, 068

Sset A mix 1 1-methylethylhenzene 12.7a5
set A mix 1 1-methyl-3-ethylhenzene 3.829
Set A Mix 2 benzene-dé& 2000, 000

Set A Mix 2 benzene 1527.785

Set A Mix 2 ethylhenzene—dlo 2000, 000
Set A Mix 2 Toluene 10753.207

Set A Mix 2 ethylbenzene 2660.650

Set A Mix 2 o-xylene 3218.3528

Set A Mix 2 1-methylethylbenzene 6,276
Set A Mix 2 1-methyl-3-ethylbenzene 2.008
Set A Mix 3 benzene-dé 2000, 000

Set A Mix 3 benzene 1050, 842

Set A Mix 3 ethylhenzene-dlo 2000, 000
Set A Mix 3 Toluene &135.020

Sot oA MW 2 ot bl hanzana T ]
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