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Quant Browser

for the
Agilent Technologies GCMS Chemstation

Main purposes of Quant Browser

e Improve productivity of the quantitation process.

Collect quantitation results of a complete sequence in a single sheet.

Give easy access to QEdit and update automatically after manual integration.

Export results to Excel and optional to a LIMS system.

Generate optional High Density Quant Reports to review and archive peak integration baselines.
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Supported Platform

Quant Browser is supported on the following GCMS Chemstation versions.

G1701BA B.00.01 Tested
G1701CA C.00.01 Tested
G1701DA D.00.00 Tested
G1701DA D.01.00 Tested
G1701DA D.02.00 Tested
G1701DA D.03.00 Tested
G1701EA E.01.00 Tested

Installation

Quant Browser is distributed as a single file installer program. The installer will check whether the supported
(GCMS) Chemstation is installed. However , the version of the Chemstation is not checked. After execution of the
installer, a dialog should appear with the new version number and the old version number of the eventual currently
installed program.

After installation, Quant Browser can be started by a icon on the desktop.

De-installation should be done with the same installer program. There is no entry in the Windows Add-Remove
Programs list.

After de-installation, certain methods might still contain the Method-Automation entry in the Custom Analysis
macro. This is only after one used the Method-Automation option button (page 8).



The Result Sheet
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The sheet contains
-sample information
-compound quantitation results

There are many columns available. Only selected columns are displayed.

Values are constantly imported from each data file when required.

Double click on a compound value opens the QEdit tab and displays the peak integration in Data Analysis
(picture). A manual integration can be performed in Data Analysis. Navigation to another value or row will save
the manual integration and update the sheet in real-time. Navigation can be done by double click in the sheet, the

red arrow buttons or the cursor keys on the keyboard.

Click on a data file (second column) will load the data file in DataAnalysis

Click on first row will select the column underneath
Click on the second row will perform sorting

Column width can be adjusted by dragging the line between the columns on the second row

The left pane and right pane can be re-sized or hidden by dragging or clicking the splitter bar that separates the

panes from the sheet.




Optional High Density Quant Report

File: C:\MSDChem‘\msdemo'\rfgdata'0002.D
Sample: Set A Mix 5
Miseo.: Inst: 5972 - In
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Exporting to Excel

¥4 Microsoft Excel - rfgdata.zLs

J File Edit Y%iew Insert Format Tools Data Window Help ;Iilﬂ
DS ESRY sB2RY |- @z AP0 -B. -A- 2
B3 M =| Set B Mix 1
A B | ¢ [ o [ e Jrlelw | 1+ [ J ] K I]|=
1 Sample benzene-d6 henzene
2 |File HName StateText Amount Height Width Points Tailing Asymmetry Amount Height W
3 |0001.0  |Set B Mix 1 !Nnt Reviewed 1 2441 0.05 7 056 0114 0901 305 1
4 |0006.D Set Amix 1 Mot Reviewed 1) 9784595 0.046 14) 1.032 1.074 1474 1E+IB O
5 |0003.D Set AMixd Mot Reviewed 1) 930112 0.045 14, 1.003 1.008 0.262 249472
6 |00D4.D Set AMix 3 Mot Reviewed 1) 924352 0.046 13] 0947 0839 0525 501568
7 |D002.D Set AMixs Mot Reviewed 1) 9214058 0.046 13] 0952 0.886 0052 50808
g |0005.D Set A Mix 2 Mot Reviewed 1) 957824 0.046 13] 1.051 1103 0764 758203
9 |0007.D QC Std 25 Mot Reviewed 1) 924573 0.041 6 0816 0623 0718 5459584
10 |0008.D RFG Sample Mot Reviewed 1) 1E+06 0.046 14| 1.086 112 0633 900416
11 |0009.D Set B Mix 5 Mot Reviewed a a 1] 1] 1] 1] 1] 164
12 |0010.D Set B Mox 4 Mot Reviewed a a 1] 1] 1] 1] 1] 1]
13 [0011.D Set B Mix 3 Mot Reviewed 1 152 0.006 0 0599 0.997  1.305 200
14 |0012.D Set B Mix 2 Mot Reviewed 1 175] 0.025 3 1.258 1633 0718 186
15 |0013.D Set B Mix 1 Mot Reviewed 1 2441 0.05 7056 0114 0901 305
16 |0014.D Set AMixs Mot Reviewed 1) 9214058 0.046 13] 0952 0.886 0052 50808
17 |0015.D Set A Mix 4 Mot Reviewed 1) 930112 0.045 14 1.003 1.008 0262 249472
18 |0016.D Set AMix 3 Mot Reviewed 1| B29583 0.033 6 0.841 0674 1.017 501568
19 |0017.D Set AMix 2 Mot Reviewed 1) 957524 0.046 13] 1.051 1103 0764 755203
20 (0018.D Set Amix 1 Mot Reviewed 1| 97845965 0.046 14, 1.032 1.074 1474 1EHIG
21 (0019.D QC Std 25 Mot Reviewed 1) 1E+08 0.047 14| 0.954 09 0389 545954
22 |0020.D RFG Sample Mot Reviewed 1) 1E+05 0.046 14| 1.056 112 0633 900416
23 (0021.D Set B Mix 5 Mot Reviewed a a 1] 1] 1] 1] 1] 164
24 |0022.D Set B Mox 4 Mot Reviewed a a 1] 1] 0 1] 0 o) ==
1 ¥ [hif\Sheet1 { Sheete { Sheets / T j|J

Ready | | | |

ML |

T 4

The native XLS file export ensures correct transfer of the decimal separator and date-time values, regardless of the

language or regional settings on the computer. The export is limited by Excel to 256 columns.
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Percent

LibSearch
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Cuztam Report
|dpdate CR Databaze

Post-Fun Macro

Paost-Sequence Macro

cantaing Sample Information and
[uantitation Results.

¢<methody TXT can be created in 3
Waps:

-Click on a row to load a data file
-Process re-Generate Sheet YWalues
Command MACRD "0B.MACY GO

The command can be installed az
part of the Method Fun [Seguence)
in Custormdinalysiz macro deuser.mac

Cuztomdnalysiz macra iz part of a
hethod Run. See picture.

|Jge the buttons to Install/Remaove
command MACRD "QE MAC" GO
in the Custorménalpziz Macro file
<methodyhdeuzer.mac

C:AMSDCHEMAMSDEMOVRFGDATANGAS D4 MADELSER MAC

Edit Macro Install

FHemove

Navigate to a new folder will load the result
for the current method. If the data files do not
have result for the current method, a dialog
will ask for automatic recalculations.

Quant Browser monitors the selected data
folder. New files and new values are detected
and displayed

Sheet values are stored in each data file. For
convenience they can already be generated
during a sequence.

Double click on a sheet value will load the
compound in Data Analysis and activates the
Data Analysis window

Successive navigation with keyboard cursor
keys will be possible when the Quant Browser
window stays activated

All compounds are accessible in the sheet and
therefore the Chemstation QEdit window is
not required

Statistics rows can be display temporarily at
the bottom of the sheet

Values like Height, Width, Asymmetry, Tail-
ing and Points will slow down navigation a

Method Automation is useful during
a acquisition sequence on the Instru-
ment PC, or when sequence reproc-
essing is used on an Offline PC.
This will pre-generate the sheet val-
ues in each data file. The method in
the sequence must have the same
name as the method used with
Quant Browser.

Refresh Done Caunt Add Statistics Rows
Peak Performance
little.
Method Automation
Sequence (uant Broveser reads results from
Pre-Sequence Macio <methods THT in every datafile. [t

The Method Automation will only
save little time. Typically Quant
Browser re-generates sheet values
within 1s per data file.

The Method Automation will still be
useful though. It stores sequence
information that would be lost oth-
erwise: see page 11.
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About I Export Repoart

Optianal repart modules at

Fieport Formats:

I O ptions |

ChemStation Method
[ Custam Analysiz only
[JHigh Denzity Quart Bepart

Fnldersl Filez | Optionz

Help Export Fepart

Optional export modules at
www walezon.eu
E xport modules:

[ 1Excel - Data File per Fow
[JExzel - Data File per Colurnn
[1Tab Separated Walues

[T Exzcel 2007 [ 256 colummns]

Report Modules

ChemStation Method

Custom Analysis only
High Density Quant Report

Optional Report Modules

The reports as specified in the Method. This in-
cludes the Custom Analysis macro.

Executes the <method>\user.mac macro

Optional. Useful for reviewing or archiving the
integrated baselines. Save printed pages.

Option Modules can be obtained from the vendor

Export Modules

Excel

Tab Separated Values

Optional Export Modules

The native XLS file export ensures correct trans-
fer of the decimal separator and date-time values,
regardless of the language or regional settings on
the computer. The export is limited by Excel to
256 columns.

Exports sheet values with unlimited selected num-
ber of columns. The decimal separator is the US
English dot like in the Chemstation.

Option Modules can be obtained from the vendor



Right Click Sheet Menu

L= )| =) L= TOCTTIETT TS T

[ Copy ChrH-C Copy

| Select Al Chrl+a Select All
Refresh F5

i Expott... Refresh

| Calculate (re-integrate) Export

| Report

| Generate Sheet Yalues Calculate
Freeze Diaka Stake

| un-Freeze Diaka Stake Report
Load Datafile

T Generate Sheet Values
QEdit

- Explore Chrl+E

Freeze Data State

Un-Freeze Data State

Load Data file

QEdit

Explore

Copy selected cells to Clipboard

Select all cells

Clears the sheet and read all the values again
Export by using the selected Export Module

Re-Integrated and quantitate all not-Frozen data
files

Report by using the selected Report Module

Load each selected data file and save the sheet
values in each data file. Quant Browser will
automatically read all new generated values.

The integration baselines of a Frozen data file
can not be overwritten by the used method. Dif-
ferent methods can be used to integrate a data
file. Each method has it own integration result
file stored in the data file. Each can be frozen
independently.

The data file can be re-integrated again.

Just load the data file. The same can be achieved
by a click on a cell in the file name column.

Opens QEdit for manual integration on the se-
lected compound. The same can be achieved by
clicking on any cell in a compound column.

Open the data file folder in Windows Explorer
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Cols | @Edt | Proc | Calb |

Headers | Compounds | Values |

[] Path -
1 File —
M arne

[T Irfa
1%l

[ AcqTime
[] CalibTirme
[[1 CalcTime
[ SaveTime

StateT ext
[ &cglnst |
[ Direchary
[] Sequence
[] SampleType
[ CalibLewvel
[ Acgtethod ;I

laur o Acod

vl

Cols | QEdt | Proc | Caib |
Headerz Compounds | Ualuesl

benzene-dE -
benzene —
ethylbenzene-d10

Taluere

ethylbenzene

mip ylene

o-sylere
1-methylethylbenzene
n-propylbenzens -
1-methyl-3-ethylbernzene
1-methyl-d-ethylbenzens

1,3 5timethylbenzens
1-methyl-2-ethylbenzens

1

1

2 A-timethylbenzene
2. 3 tnmethylbenzene

idan ;I

KREEEE

bk o nom

2

Header Columns

Path

File

Name

Info

Vial
Multiplier
Amount
AcqTime
CalibTime
CalcTime
SaveTime
StateText
Acqlnst
Directory
AcgMethod
CalcMethod
SaveMethod
ActBarcode
ExpBarcode
Operator

Path where the data file can be found
The .D file name

Sample Name (14 characters)
Sample Info (14 characters)

Vial number

Sample Multiplier (not for ISTD)
Sample Amount (not for ISTD)
Acquisition Time

Calibration Time of the method
Integration and Quantitation Time
Saving of sheet values Time
Not-Reviewed or Frozen
Acquisition Instrument

Directory where the data file can be found

Acquisition Method (19 characters)
Calculation Method

Save of sheet values Method
Actual Barcode

Expeced Barcode

Operator

Only when Method Automation was used during Acquisition:

Sequence
SampleType
CalibLevel
Seqlndex
Replicate
SegMethod

Sequence File

Blank, Sample, Calibration
Calibration Level

Sequence Line

Injection per Vial

Sequence Method (>19 characters)

Compound Columns
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Cos | QEdt | Proc | Calts |

Headers I Compounds  Yalues

Amount “
[ Units

[] Response
[ 31Responze
[ 2R esponze
[[] Q3Rezponze
[] RespType
Height
Width

Paints

T ailing
Azprmetry
[ leMl

[ 1:0Del
[IRT

L] ExpRT hd
-

IMgthed—zasnd o

Values Columns

Name
Amount
Units
AmountRaw
ExpAmount

Accuracy
Response

RespRatio
Q1Response
Q2Response
Q3Response
RespType
Height

Width

Points
Tailing

Asymmetry

IsMI
IsQDel
RT
ExpRT
QValue
QValueMl
lon

Index
IsFound

IsTimeRef
Islstd
IstdAmount
IstdResponse
IsUADbs
Q1PM

Q1P

Q1UM

Q1U

Q2PM

Q2P

Q2UM

Q2uU

Q3PM

Q3P

Q3UM

Q3U

Compound Name

Amount

Amount Units

Amount without Sample Amount and Multiplier
Expected compound Amount. Useful for control samples.
Extracted for each non-ISTD from the SampeName. The
values should be between dashes ‘-’ and separated by
pipes ‘.

Example: Sample A -1.1|2.2|3.3-
100-(ExpAmount-MultAmount)/ExpAmount*100
Response as Area or Height depending on the selection
in the Calibration table.

Response/ISTD Response

Qualifier 1 Response

Qualifier 2 Response

Qualifier 3 Response

Keyword: Area or Height

Target Peak Height

Target Peak Width

Target Peak width in Data Points (At 5% Height)
Target Peak Tailing according to USP: (TEnd-TStart)/2/
(RT-TStart) at 5% height

Target Peak Asymmetry according to IUPAC and ASTM:
(TEnd-RT)/(RT-TStart) at 10% height

Is any of the compound peaks manual integrated

Is the compound ‘deleted’

Retention Time in minutes

Expected Retention Time in minutes

QValue by normal Chemstation Quantitation

QValue after Manual Integration

Target lon

Calibration Table Compound Index

Compound Found. 0=No Peak, 1=Matched RT,
2=Matched RT and Matched Qualifiers.

Is Compound a Time Reference

Is Compound an Internal Standard

Internal Standard Amount

Internal Standard Response

Qualifier Uncertainty. O=Relative, 1=Absolute

Qualifier 1 Percentage Measured

Qualifier 1 Percentage Expected

Qualifier 1 Uncertainty Measured

Qualifier 1 Uncertainty Allowed

Qualifier 2 Percentage Measured

Qualifier 2 Percentage Expected

Qualifier 2 Uncertainty Measured

Qualifier 2 Uncertainty Allowed

Qualifier 3 Percentage Measured

Qualifier 3 Percentage Expected

Qualifier 3 Uncertainty Measured

Qualifier 3 Uncertainty Allowed

12



Selection Statistics

Report | | Shest | Cois | GEd
B oine ethylbenzene-d10 || | Sheet
# File | amourt | Height [width| Points | Te— Sl
I | 1 0001.0 1 232320 0061 18 1 Eiefre
2 0002.0 19 € Exp
3 0003.0 L —
dwmo| tol 1 e
5 0oos. o 1 18 1 Calculate [
5 0006.D 1 19 €
" | 7 0007.D 1 37332 0080 18 C Be
5 0008.D 1 397120 00D 19 C re-Generate
E'E'te? | E 0003, 0 1229383 0061 19 Freze D
10 00100 1 2a7ese 005 18 el | —————
4 J _,l_l un-Freeze
WWWW@

Selecting a group of cells will calculate Count, Sum, Mean and RSD% in the status bar.

Selection Sorting

unt | Height [widt
232320 0.06]

SNV T 1 U S T T A I T

7331 0 0OR

Sorting can be performed by a mouse click on the second row. If cells on only a few rows are selected, only those
rows will be sorted.
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Process Buttons

Columns | QEdit  Process Select All Select all cells
Sheet
Select Al Refresh Clears the sheet and read all the values again
Befrezh [F5]
Export Export Export by using the selected Export Module
DataAnalyszis Cal .
Selected B of 1172 files alculate (re-Integrate) (Ij?e-lr;_tlegrated and quantitate all not-Frozen
ata files

Calculate [re-integrate]

— Report Report by using the selected Report Module
Hepor

reGenerate Sheet Values re-Generate Sheet Values Load each selected data file and save the sheet

Freeze Data State values in each data file. Quant Browser will
automatically read all new generated values.

un-Freeze Data State

Freeze Data State The integration baselines of a Frozen data file
Ihpcrbod macos o can not be overwritten by the used method.
Different methods can be used to integrate a
data file. Each method has it own integration
result file stored in the data file. Each can be
frozen independently.

un-Freeze Data State The data file can be re-integrated again.

Statistics Rows

sbout | Expot | Report | ShEEtI
Folders | Files Optionz | | Erade

[ Auto Fefresh # Fie | Paints | Ta
| 108 sdbld 7 O

103 zhd b d 31
~KeepFocusom————— 110 ztd b3.d oo

Autamate Method...

:: M=DA 111 ztd_bd.d 1]
= b 112 «d.b5d| O
[T Use QEdit \window Count] 112

Add Statistics Fows Sum )

tean| 8.652( 0.4

—Calculate [slower Mavigatel— FoDz| eoanl 4

v Peak Performance

40

f- Dofrach Dinng li—cuirk [y

Add Statistics Rows will add four rows at the bottom of the sheet: Count, Sum, Mean, RSD%
Only numeric values will be considered in the statistics calculations.

14



[ e
Cols | QEdt | Proe  Calib |
Calibrate Method with Data
Line=3 File=0003.0

Update Lewvel..

M ethod
GA504

Zer Level ..

Save Method

Curve Beport

Calibrate Buttons

Update Level

Zero Level

Save Method

Curve Report

Show dialog to update a single level of the
calibration table with the current data file re-
sponses

Show a dialog to clear the responses of one or
more levels in the calibration table

Save the method

Produce the graphical curve fit report

Update Calibration Level dialog

X update Calibration Level

Qualifier ratio values are un-

File=0003.0 changed
Level

A1
E A2 Reszponze BT
a3 " MaoChange | | £ MaChange
" Average " Average
C1E1 * Feplace * Feplace
B2
Flbs _ Updwe |
CIES

Cancel

Zero Calibration Level dialog

X Zero Calibration Level

Lewvel

| 41
] 42
] 43
] i
W] 45
| B1
W B2
| B2
| B4
| E5

LEMm

Cancel

Zero calibration sets all target response values to zero
for the selected levels. This will ensure that during
update, only response values from the new data are set
in the method. If a compound is not found, the re-
sponse will stay zero.

15



Method Calibration Table Report 1

Metheod: GAS04.M

CalUpdate: Mon Apr 17 15:37:26 2006
Inst: 5972 - In

Date: Mon Apr 17 16:48:14 2006

LvID Datafile
Al STD_Al1.D

A2 STD_A2.D
A3  STD_A3.D
A4  STD_A4.D
A5  0002.D

Bl  STD_B1.D
B2 STD B2.D
B3  STD_B3.D
B4 STD _B4.D
B5 STD_B5.D

LvID Amount Response N benzene-dé

Al 2000.0 2839917 1 ISTD has no curve.
A2 2000.0 2800383 1

A3 2000.0 2696312 1

A4 2000.0 2666580 1

Ab 2000.0 2657674 1

LvID Amount Response N
Al 3000.0 4258969 1 benzene
A2 1500.0 2176907 1 Response Ratio
A3 1000.0 1441676 1 N 0
A4 200.0 711291 1
Ab 100.0 141234 1
1_
B
J D
0
O !—‘ T T T | T
0 1

Amount Ratio

Resp Ratio = 1.02e+000 * Amt
Coef of Det (r"~2) = 0.988 Curve Fit:




Method Calibration Table Report 2

LvID Amount

Al
A2
A3
A4
A5

LvID
Al
A2
A3
A4
Ab

LvID
Bl
B2
B3
B4
B5

12000.0
6000.0
.0
0
0

2000

1000.
200.

Amount

6000.
3000.
1000.
500.
100.

[=eNeNoNe]

Amount

1500

500

250.
50.

0
.0
0
0

.0
750.

Response
6744337
3702302
1301284

650319
130439

Response
3374554
1816025

628074
315853
62825

Response
1218600
644864
437043
228307
44889

RRRRRZ

R RRRZ

RRRRRZ

m&p xXylene
Response Ratio

Amount Ratio

Resp Ratio =

1.30e+000 * Amt

Coef of Det (r*2) = 0.997 Curve Fit:
o-Xylene
Response Ratio
O

2+ 0
| 0

O m D T T | T T
0 2

Amount Ratio

Resp Ratio =

Coef of Det (r*2) = 0.998

1.2%9e+000 * Amt

Curve Fit:

l1-methylethylbenzene
Response Ratio

o]

o] O T T |

0 1
Amount Ratio

Resp Ratio =

Coef of Det (r"2) = 0.998

9.35e-001 * Amt

Curve Fit:
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Exporting

Save As
5 awe i I (& Deskiop j = ER-

m Mame = | Size | Type | Drake Moc
L < DM‘;.# Documents Sysker Faolder

b B 1t j My Computer System Folder
Documents & My Nebwork Places Systern Folder
)a0216 File Folder 3j24/200
@rfgdata.xLS 435 KB Microsaft Excel War,,,  3/25/200

4| | 0

File name: Irfgdata j Save I
- Cancel |
J P

+ |gratg

Save as type: I Excel files [ xlz]

E dit 4/ indov 2 - T Separae Yalues files [*.tab)

0007.0] T 3732 00ed 18] T |

Beport

-1

Chobinh | P I

The default export format is the one that is selected under Options. With the ‘Save as type’ selection the default
can be overruled.

Platform for LIMS submission

Quant Browser can be extended to submit the results in to a LIMS system. That will reduce operator handling and
ensure data traceability and data integrity.

A LIMS Export Module can be custom made that:

1. Submits the results directly to a database by an SQL statement

2. Posts data in to web-based LIMS connector

3. Writes the data in a file and eventually executes a LIMS client program.

Data for LIMS can be encrypted or appended by a CRC string to ensure data integrity.

Please ask your vendor for a quote.
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