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In This Guide

This Familiarization Guide presents step-by-step exercises to help you learn to
use the Quantitative Analysis program. You can do these exercises with batch
directories located in the VoaDemoBatches folder. See Step 2 on page 4.

1  “Set Up a New Method from Acquired Scan Data”

In this exercise, you set up a method using scan data that was previously
generated from a single quad instrument.

2  “Review Quantitation Results”

In this exercise, you inspect the sample and compound data in a batch file,
customize result layouts, and export your data to Microsoft Excel.

3  “Compounds at a Glance”

In this exercise, you inspect the Compounds at a Glance feature and learn how it
can help you save time with your reviews.

4  “Outliers and Quantitation Messages”

In this exercise, you review results for your batch using the Batch Table Outlier
indicators and Quantitation Message features.

5 “Generate Quantitation Reports”

In this exercise, you generate report methods using one or more report
templates, how to generate a report, and then review these reports in Microsoft
Excel.

MassHunter Quantitative Analysis for GC/MSD Familiarization Guide 3



Before You Begin These Exercises

1 Make sure the demo files are copied to your PC.

To complete these exercises, copy the following batch folders to your

MassHunter data directory on your PC.

+ VoaDemo

+ VoaSampleData

These two folders are found in the VoaDemoBatches folder. This folder is

installed on your PC by one of the following:

+ The MassHunter Supplemental disk installation program

+ The GC/MS Software Information and Manuals (G1701-60172)
installation program

These files may have been automatically copied to your PC during the
initial MassHunter software installation. Check your MassHunter default
directory (MassHunter/Data/QuantExamples/MS/VoaDemoBatches) to
see if the batch folders are located there.

If they are not already on your PC, use one of the two programs listed above
to install these files on your PC. Then copy the folders named VoaDemo
and VoaSampleData from their installed location to the MassHunter Data
directory, for example /MassHunter/GCMS/1/Data.

2 Review more information.

Accompanying your hardware and software is a comprehensive collection
of manuals, videos, user applications, and method development tools.
These are located on the:

MassHunter software installation disks
GC/MS Software Information USB (G1701-60172)

4 MassHunter Quantitative Analysis for GC/MSD Familiarization Guide



Before You Begin These Exercises

If you haven't already done so, take a look at what is included in these
libraries. They contain a vast amount of valuable information.

To Install Your Hardware Library
Insert the disk into your DVD drive and follow the prompts.

This can be installed by anyone who has authority to copy
information onto the receiving computer.

To Install Your Software Library

Insert the memory stick into a USB port and follow the prompts.

This can be installed by anyone who has authority to copy
information onto the receiving computer.
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Choosing Quantitative Analysis Desktop Icons

Choosing Quantitative Analysis Desktop
lcons

Quantitative Analysis B.09.00 offers desktop icons for the Classic user interface
and the Quant-My-Way user interface. The Classic user interface has a look and
feel similar to the user interface offered in Quantitative Analysis B.08.00, with
tools and options located in a menu bar. The Quant-My-Way user interface has a
modern ribbon, with tools and options located on tabs and ribbons instead of in a
menu bar. You can select to install the Classic user interface desktop icons, the
Quant-My-Way user interface desktop icons, or a mix of both.

This Familiarization Guide follows the Classic user interface. However, where the
Quant-My-Way user interface navigation differs, those steps are included and
highlighted in blue.

MassHunter Quantitative Analysis for GC/MSD Familiarization Guide 6
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1  Set Up a New Method from Acquired Scan Data

1 Set Up a New Method from
Acquired Scan Data

Task 1. Create a Batch of Calibration Samples 9

Task 2. Add Calibration Compounds to the Method 12

Task 3. Set Up the Compounds and Qualifiers in the Method Table 17
Task 4. Add a Calibration Curve 30

Task 5. Add a New Compound to a Method 37

Task 6. Convert a Scan Method to a SIM Method 42

Creating SIM Methods 44

In this exercise, you create a quantitation method using previously acquired scan
data. MassHunter analyzes a data file, identifies compound names, the target
ion, qualifier ions and ratios, and retention times using search ID parameters that
you specify, and, along with other default parameters, uses this information to fill
in initial values for the quantitation method. This greatly reduces the time
required for method creation.

Other methods exist for creating a quantitation method from scan data, but this
method demonstrates most features in the Method Editor that assist with
MassHunter familiarization. All of the method editor parameters discussed in
this chapter also apply to SIM guantitation methods. In fact, this scan method
can be easily turned into a SIM method as you will later see. This exercise ends
with a overview on creating SIM methods.
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1  Set Up a New Method from Acquired Scan Data
Task 1. Create a Batch of Calibration Samples

Task 1. Create a Batch of Calibration
Samples

While completing this task, you will set up a method using scan data that was
previously generated from a single quad instrument.

1 Start Quantitative Analysis.

a Use the MS Quantitative Analysis desktop icon to open MassHunter
Quantitative Analysis. This starts the program for MSD single quad data
analysis.

b Click Restore Default Layout, and unselect all icons in the Compound
Information toolbar except the Turn On/Off Auto Scale and Show/Hide
Chromatogram icons. Your screen should look similar to the one shown

Bol tatie Aol for GOME) - VoaDermo- oo s
i File Edit View Analyze Method Update Report Tools Help
i) & | Q3 GE AnalyzeBatch ~| @ i Layout: [ B B [ [&] B4 Restore Default Layout
Batch Table - X
¢ Semple: [] | Calibration 200ng/ul <@ | sampleTyped <all> - Compound: [&] /@ s B iwEre el
b A4 Level! Acq. Date-Time
, = oo
al L2 17251201,
3l 1251201
al 1257201
al 1257201
Turn On/0ff Auto Scale |
1 Show/Hide Chromatogram
L E— s -z
g3 R gag @d Mg GAANSDSAA DS G @) Type origin weight 15 [Qefiec]
= I_I
5
05-
0.85-
08
0.75-
07
0.65-
08
0.55:
05
0.45- F
04 o
0.35 -
03- -
0.25 -
02- -
0.15- -0.7-
01 -0.8-
0.05- 0.9
o ;
005 01 0.5 02 025 03 035 04 045 05 055 06 065 07 075 08 085 09 055 1 -90 80 -70 -60 50 40 -30 20 -10 O 10 20 30 4 50 6 70 80 90
e
Modified Calibration 200ng/ul 5 Samples (5 total)
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1  Set Up a New Method from Acquired Scan Data
Task 1. Create a Batch of Calibration Samples

2 Navigate to the batch containing the data files you wish to use.
a Select File > New Batch.

b Use the Look in drop-down list to navigate to the directory where the
batch data files are stored. In this case: C: > MassHunter > GCMS > 1 >
Data > VoaDemo.

3 Type the file name VoaDemoBatch for this batch, and click Open.

B New Batch (=]
Lock in: . VoaDemo - G ? 4 '
i Name ’ Date modified Type
kel | Cal 020D 1/28/2014 4:04 PM  File folder
RecentPlaces | ;1 psop 1/28/2014 404 PM File folder
- | Cal 100.D 1/28/2014 4:04 PM  File folder
| Cal 150.D 1/28/2014 404 PM  File folder
Desktop | Cal_200.D 1/28/2014 4:04 PM  File folder
Libraries
A
Computer
.__,.ﬂl 4 | m k
L o File namea: VoaDemaoBatch| - Open
Metwork
Files of type: [ Batch Files (* batch.bin) ~| [ Cancel |
Help
["| Enable Audit Trail
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1
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Set Up a New Method from Acquired Scan Data
Task 1. Create a Batch of Calibration Samples

4 Select the files for the batch. You may select individual sample data files or
accept the default and add all the files. For this example, because we will be
using all of these files to create a calibration curve, click OK to accept the
default and add all the selected samples to this batch.

Cal_020.D
Cal_050.0
Cal_100.D
Cal_150.0

4 1

[
Batch Folder C:\MassHunter\GCMS\IN...
File name Sample name

Calibration 20ng-

Calibration 50ngA
Calibration 100ng,
Calibration 150ng,
Calibration 200ng.

[ Browse to Copy Samples...

]

[ Trenslate MSWS Samples..

.

| Seletm | [ oK

) [Comes ]

5 Review the Batch Table. The Name, Data File, Type, Level, and Acq.
Date-Time are automatically included in the Batch Table.

: File Edit View Analyze Method Update Report Tools Help
|j (= E3 [;E Analyze Batch ~| @ Layout: ﬁ E E E @ Restore Defaul
BatchTable

Sample: 'E | v| E Sample Type:l <Al Al
Sample
@ | v Name DataFile | Type |Level|  Acq DateTime
Calibration 200ng/ul | 00101001.0 | Cal L1 | 1/252014 11.54 AM
Calibration 150ng/ul | 00201002.0 | Cal L2 [1/25/2014 11:55 AM
Calibration 100ng/ul | 00301003.0 | Cal L3 | 14252014 11:55 AM
Calibration 50ng/ul | 00401004.0 | Cal L4 [1/25/2014 11:56 AM
Calibration 20ng/ul | 00501005.0 | Cal L5 | 1/25/2014 11:56 AM
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1  Set Up a New Method from Acquired Scan Data
Task 2. Add Calibration Compounds to the Method

Task 2. Add Calibration Compounds to the

Method

The procedure we are using requires a library containing the compounds in your
calibration sample. If you do not have access to an extensive library such as
NIST or Wiley, use the alternate process New Method from Acquired Scan Data
that will follow the procedure here in general although it will not identify the
compound by name.

1 Select Method > New > New Method from Acquired Scan Data with Library

Search.

¢ File Edit View Analyze

Method | Update Report Tools Help

Agilent MassHunter Quantitative Analysis (for GCMS) - VoaDemo - VoaDemoBatch.batch.bin

P00 W 2 (Al New
Batch Table Opee
Sample: ﬂ Calibration 4 fpp=nd
= | Edit E10
Ef
) = Name | & | Validate
» Calibration 200 [E SN
Calibration 151 Save A
Calibration 10! =
Calibration 50r| F | Exit F11

Calibration 20n|

Method Setup Tasks

Manual Setup Tasks

Qutlier Setup Tasks

Advanced Tasks

Copy Calibration Levels To...

Average Calibration Replicates...
Create Levels from Calibration Samples
Import Calibration Levels from File...

Setup Reference Library...

Setup Reference Pattern Library...

3
3

»

r v v ¥

New Method from Acquired SIM Data...

New Methed from Acquired Scan Data..,

MNew Methed from Acquired Scan Data with Library Search...
New Method from Acquired Chromatographic Data...

New Methad using Manual Setup

New Methed from File..,

2 Browse to and select the library you want to use. Here we are using the

NISTOS library.

3 Browse to and select the sample data file you want to use, and click Open.

Here we are usi

ng CAL_200.

Remember, this should be a data file with high concentrations of the
calibration compounds and internal standards of interest.
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1  Set Up a New Method from Acquired Scan Data
Task 2. Add Calibration Compounds to the Method

4 Enter the maximum number of qualifiers to include for each compound. Here
we are specifying 2 qualifiers for each compound. If MassHunter cannot find
the maximum qualifiers, it will show whatever it does find.

5 Click Advanced to display the Scan Analysis Parameters dialog box.

Mew Methed from Acquired Scan Data with Library Search @

Library Path:

C:\Database \NIST05a.L
Sample Path:

C:\MassHunter\GCMS\1\Data\VoaDemo'\Cal_200.D

Mumber of Qualifiers to add:

2 =

[M\ranced...] [ 0K ] [ Cancel
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1  Set Up a New Method from Acquired Scan Data
Task 2. Add Calibration Compounds to the Method

6 Click Default to return parameters on all tabs to their default values.

7 Onthe Deconvolution tab, set the RT window size factor to 400.

The larger this number is, the fewer the number of compounds that will be
found by deconvolution. Since the peaks in this data were
chromatographically optimized, we want to reduce the number of
compounds found by deconvolution.

In this case, the defau

It RT window size factor of 100 would identify 74

compounds, which is too many for this method. Increasing this number to

400 will reduce the nu

mber of compounds identified to 38, which is closer

to the actual number of calibration compounds in the sample.

Scan Analysis Parameters @
Deconvolution | Library Search | Library RT Match | Compound Idertification |
Resolution:
RT window size factor: 400
Peak fitter:
Excluded m/z: 28
example: 28,971,145
SNR threshold: 0
BExtraction window:
Left m/z delta: 0.3
Right m/z delta: 07
m.z defta units: AMU -
Component shape:
[7] Use base peak shape
Sharpness threshold: 25 %
Reset || Defat || oKk || Cancel
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1  Set Up a New Method from Acquired Scan Data
Task 2. Add Calibration Compounds to the Method

8 On the Compound Identification tab, change the Min Match Factor to 70,
then click OK to close the Scan Analysis Parameters dialog.

Scan Analysis Parameters @
| Deconvolution I Library Search I Library RT Matchl Compound Identification L
Max compounds per component: 1
Min match factor: 70
Min ions in component spectrum: 4
Identical hit threshold: 3
Max relative score drop: 10 A
Target RT match tolerance: 01 min
| Resst || Defat || oKk || Cancel |

9 Click OK to close the New Method from Acquired Scan Data with Library
Search dialog box and return to the Method Editor.

Mew Method from Acquired Scan Data with Library Search @

Library Path:

C:\Databass\NISTD5a L
Sample Path:

C:\MassHunter\GCMS\1\Data\VoaDsmo'\Cal_200.D
Murmber of Qualfiers to add:

2 =

Advanced... ] l 0K l [ Cancel
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1  Set Up a New Method from Acquired Scan Data
Task 2. Add Calibration Compounds to the Method

10 Review the Method Table. MassHunter processes the calibration
compounds based on the scan analysis parameters you entered and
displays the calibration target compounds and ISTDs in the Method Editor
view of the Method Table, sorted by retention time (RT).

VoaDemoBatch.batch.bin = e <
B E R Restore Default Layout
- X
<All> + = | Compound: [$a] - [®] Reset Table View
—
| DetaFile | Type [ Levl [ Acq MethodFile | Aca. Date-Time E
| cal_ 200D | | | |E
s Sean Type Mz Ccast Match F RT
loro- 1| Scan Torget 50.1] 74873 0538
omo- 1] Scan Target 353 74-63.9 £ 1 1572
o 1| Sean Target £21] 75014 2,040
1] Sean Target 411] 75058 2678
de 1] Scan Target 64.1] 75-00-3 E 2772
Zhleri 1| Sean Target 839 75-03-2 9gk 4.585
7 1] Sean Target 5.1 5.225
fide 1] Scan Target 759 75150 £ 3 5985
dichl 1] Scan Target 61.0] 75354 E: 9 7.380 b
— - X
B, % | Max®of panes 2 <l alE o
200
X101
02
07
08
05
04
03
02
0.1
S S ot e s s s L 1 g, g g, P P s, s e, 0
34 5 &8 7 & § o 12 13 14 5 fe 17 18 19 20 21 22 33 24 b 2 27 B B N 3 B2

Acquisition Time (min)

L1 g E BIA]TE L&A

o1 ois 02 02 03 o03% 04 o0i 05 obs o0& o0f5 07 of5 o0z o0& 03 0¥

X 1852 Y 150989.337 38 Compounds (38 total) 2 1STD (2 totsl)

MassHunter Quantitative Analysis for GC/MSD Familiarization Guide 16



1  Set Up a New Method from Acquired Scan Data
Task 3. Set Up the Compounds and Qualifiers in the Method Table

Task 3. Set Up the Compounds and Qualifiers
in the Method Table

In this task, you will:

Review the list of compounds and their qualifiers identified by MassHunter
Edit the compound information if the compound or ISTD was misidentified
Revise the quantifiers and qualifiers

Check the retention time window then specify the ISTD for each calibration
compound

Assign quantifiers to an ISTD
Setup concentration levels.
Setup calibration curve.

Remove the Compound Information window and Sample Information
window from the display by clicking the Maximize Table icon. [£3

On the View tab, select Maximize Pane > Maximize Table.

This displays a view of the Method Table only. This view allows you to see
all the compounds in the table, if screen resolution permits. The NIST
library found 40 compounds including one not identified.

[ Agilent MassHunter Quantitative Analysis (for GCMS) - VoaDemo - VeaDemoEBatch.batch.bin

¢ File Edit View Analyze Method Update Report Tools Help
Restore Default Layout

i B | B | G Analyze Batch @ | Layout: 2] H Al
Method Table

i Time Segment: 4 | <All> ~| @ | Compound: [4] ~|[®]Reset Table View
Sample
Name | DetaFile | Type | Level | Aca. Method File | Acq. Date-Time
» | Cal_200.0 [ Cal_200.0 | | [ |
Quantifier
Name 13 Scan Type Mz Casz Match Factor RT

| Methane, chloro- 1| Scan Target 50.1|74-87-3 938 0.938
Methane, bromo- 1| Scan Target 959| 74-83-9 99.0 1572
Ethene, chloro- 1| Scan Target 621|75-01-4 98.8 2040
Acetonitrile 1| Scan Target 41.1| 75-05-8 999 2678
Ethyl Chloride 1| Scan Target 641) 75-00-3 98.1 2772
Methylene Chleri... 1| Scan Target 835|75-03-2 936 4535
Compound_7 1] Sean Target 581 5225

| Carbon disulfide 1| Scan Target 75.8| 75-15-0 99.5 5.995
Ethene, 1,1-dichl 1| Scan Target 61.0] 75-35-4 934 7.380

- | Methane, bromo. 1| Scan Target 127.9| 74-97-5 97.1 7.894

- | Ethane, 1.1-dichl.. 1| Scan Target 631]75-34-3 971 2636
Ethene, 1.2-dichl 1| Scan Target 61.0| 156-59-2 995 9479

| Trichloromethane 1| Scan Target 829|67-66-3 9.2 10.126,
Ethane, 1.2-dichl 1| Sean Target 62.1] 107-06-2 947 10.833

- | Ethane, 117+t 1| Scan Target 96.9| 71-55-6 98.3 12,024
Carben Tetrachl... 1| Scan Target 11659| 56-23-5 97.8 12388
2.3-Butanedions 1| Scan Target 431 431-03-8 979 12684
Methane. brome. 1| Scan Target 223|75-27-4 97.0 13.099)

2 Click Restore Default Layout to return to the previous view.
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1  Set Up a New Method from Acquired Scan Data
Task 3. Set Up the Compounds and Qualifiers in the Method Table

3 Review the default layout. Here you can see the Method Tasks area, Method
Table, Sample Information window, and Compound Information window.
ntitative Analysis (for GCMS) - VoaDemo - VoaDemoBatch batch.bin =]

Method Update Report Tools Hel
nalyze Batch ~| @ i Layout: f

[ [ Restore Default Layout
i e

< X |Method Table -
Bl TimeSegment: #= [<aii> - = | Compound: [&] [ ResetTable View
||| samele =
Name | DataFile | Type | Level [ Acq MethodFile | Acq. Date-Time | K
» [ Cal_200D [ cal2000 [ [ | [ | 3
. Quantifier
Name s Scan Type mz cass Match Factor
Miethane, chloro- n arget 787
Methane, brome- n arget 7483
Ethene, chloro- n orget -
i fAcstonitile |  AlSean | Tamget [ 4175088 0 ] 00 98¢
++__| Ethyl Chloride n orget
+_[Methylene Chiori n arget -
- [ Compound 7 n arget
+ [ Carbon disuffide n arget 75150 95
- [ Ethene, 1,1-sich. n arget 61.0] 75354 D -
Sample Information - x
@H 1@ & %! Max#ofpanes|2 RN [ i)
+TIC Scan (= -> ) Cal_200.0
2 .08 10
RV
3
12 0s
07
1 08
LH 05
08 04
0 o2
02
02 01

12 3 4 5 6 7 & § 1 10 1z 138 14 15 16 17 18 19 20 21 2 23 2¢ 25 2 27 B 23 N I R
Acquisition Time (min)

Compound Information

a]e t AW § &= [AJF0E &
-

X101

08
07
06
05
04
03
02
01

[

006 01 015 02 03 03 03 04 0% 05 055 06 085 07 075 08 035 09 085

38 Compounds (38 total) 21STD (2 total)
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1  Set Up a New Method from Acquired Scan Data
Task 3. Set Up the Compounds and Qualifiers in the Method Table

4 Click the Show/Hide Spectrum icon in the Compound Information
toolbar to display the Spectrum pane to the right of the Chromatogram pane.
The Method Editor views should now be identical to those here.

Compound Information
fale t A W EEAJENE A

Chromatogram

38 Compounds (38 total) 2 ISTD (2 total)

5 Inthe Method Tasks area, select Method Setup Tasks > Qualifier Setup to
edit compound parameters that are misidentified.

Method Tasks - X
New /[ Open Method

Method Setup Tasks

Compound Setup
_,fK Retention Time Setup
22 ISTD Setup
74 Concentration Setup
[F qualifier Setup
# Calibration Curve Setup

|Setup Qualifien

5 Globals Setup
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1  Set Up a New Method from Acquired Scan Data
Task 3. Set Up the Compounds and Qualifiers in the Method Table

6 Notice that the sample Cal_200.D is selected. The shaded aqua entries are
the parameters that relate the qualifier to the target (quantifier) compound.

A filled triangle indicates that this sample is selected. The Sample
Information window displays the chromatogram for this sample. The
Compound Information window is blank since no compound in the Method
Table is selected.

slyze Batch - | @ | Layout: FE EE @ H [A Restore Default Layout
~ X |Method Table

Sample
Name Date File Type Level Acq. Method File | Acq. Date-Time
» | Cal_200.0 | Cal 2000 [ [ [ | |
| Name ) Scan I Type | Mz [ Uncertainyy
B | Methane, chioro- | 1] Scan | Target [ 50.1| Relative
:l Qualifier
MZ Rel. Resp. | Uncertainty | Area Sum
| 52.1| 337| 200 [ |
s
l Name TS Scan Type Mz Uncertainty
PR [T T— | 1] Sean | Target 95.9| Relative
L Sample Information
T %, %, | Max#of panes: 2 =l alf 2
+TIC Scan (~-> =) Cal_200D
2 x103
z 14
[&]
12
1
08
s
04
02
1 2 3 4 5 6 7 B 9 10 1 12 13 14 15 16 17 18 13 20 21 22 23 24 25 26 2
Compound Information |1
petbed | 1 1] ] (= [A] TRl 2 |
Chromatogram Spectrum
x107 x101
08 08
07 07
06 06
5 5
0.4, 04
03 03
02 02
a1 a1
0 r y T r r T ; T v 0 r y T r T
01 02 03 04 05 06 07 08 0% 01 02 03 04 05

7 Click in the methane, chloromethane quantifier name field.

A filled triangle indicates that this compound is selected. When this
compound is selected, its peak is highlighted in the Sample Information
Chromatogram pane and is also displayed in the Chromatogram and
Spectrum pane.
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1  Set Up a New Method from Acquired Scan Data
Task 3. Set Up the Compounds and Qualifiers in the Method Table

8 Look at the compound’s qualifiers. The compound's qualifiers are shown in
the Method Table directly below the Quantifier entry. For the quantifier we
are using, you can see that MassHunter selected only a single qualifier.

@ Layout i@

E Restore Default Layout
" Method Table
Time Segment: 48  <All> ~| = | Compound: [#8] Methane, chlor.. ~ [®] | ResetTable View
Sample
Name [ DamFile | Type | Level | Aca.MethodFile | Acq. Dale-Time
- [cal_2000 | Cal_200D |
Quantifier
Ty | Scan | Type ] MZ [ —
SN Methane. chior.. 0.938] 1| Sean | Target | 50.1| Relative
Qualifier
: mz | Rel.Resp. | Uncertainty | Area Sum
[ 52.1] 337| 2000 [
ler
Name [ rRr ] 15 ] Scan [ Type [ MZ | Uncertainty
El | Methane, brom.. | 1572 1| Sean | Target | 95.9| Relative

9 Add Retention Time to the Method Table. Since these are known
compounds that were added to the calibration sample, we need to verify
each name entry, the target ion, the qualifier ions, and the relative response of
each qualifier ion.

Click the Maximize Table icon E
On the View tab, select Maximize Pane > Maximize Table.

10 Right-click any quantifier entry and select Add Column > RT to add the
Retention Time (RT) column to the Method Table.

Time Segment: 48 | <All> | = | Compound: BhMec % Dev.
RI
Sample -
Name ‘ Data File | Type el Jate-Time:
[Cal_200D [ Cal_200D | RRT Max. % Dev.
Ginehaes RT Delta Units
Name RT_ [ 15 | s RT Units [ Uncerainty
CH Y Methane, o ooanl . RT Window 50.1] Relative
§ Add/Remaove Columns...
i Qualifier Ref. Path
] Add Column 3 . .
H Relative ISTD Multiplier
iy Remove Column L
c e Resolution Limit
estore Default Columns
o R ) Response Check Min.
uto Fit Columns trl+ 3
:|M:'J£ Retention Time Window CC 959| - Ehensin
= lethane, i elative
— ] Fill Down Right RT Delta
Qualifier Reset Sort Rx
| Arrange Compeunds By 3 Ry
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11 For this example, we know that the compounds Acetonitrile at RT 2.678,
Toluene-D8 at RT 21.71, and Chlorobenzene-d5 at RT 22.91 were not added
calibration compounds, so delete them by first selecting the compound and
then pressing the Delete key.

e || Add/Remove Col
emove Columns...
Hame AT s s 2| Uncersiny
SBTY Chlorcbenzene-d5 22317 1 Scan diColiny 1169 Relative
Gucliher Remove Column
MZ Rel. Resp. Uncertzinty | Arez Restore Default Columns
[ 815 731 200 Auto Fit Columns Cirl+=U
| e == 20 @ | Fill Down
Quantifier
Reset Sort
Hame [ RT [ TS El 7 [ Uncertainty
=~ | Benzene, chloro- | 23.039| 1| Sean enoeCompotnccby 4 112.1| Relative
Qualifier | New Compound
Mz Rel. Resp. Uncertainty | Area| 70 Mew Qualifier
[ 771 802 200 New Calibration Level
| 114.1 318 200
¥ Delete Del
Quantifier
N ‘ AT ‘ Is 3 Copy Calibration Levels To... iz ‘ e
= [Eth [ 24784 1| Sean Average Calibration Replicates... 91.1] Relative
Qualifier Group By Time Segment
Mz | RelResp | Uncertainty | Areal | ppand Al
| 106.2] 73] 200] Collapse All
ntifi
Clieniicy = | Print... Ctrl=P -
Name [ rr | 15 | E e iz | Uncerainty
=} | p-Bromofluorobenze _ | 26 554 1| Sean 13 | Print Preview... 174.1] Relative
HE |

12 Use the Library Search feature to try to identify the unknown compound.

MassHunter could not identify the compound it gave the placeholder name
Compound_7. We were expecting Acetone here from our calibration

sample.

a Select Compound_7.
b Click Restore Default Layout.

Agilent MassHunter Quantitative Analysis (for GCMS) - VoaDemo - VoaDemoBatch.batch.bin
i File Edit View Analyze Method Update Report Tools Help
0 v I | Gal = AnalyzeBatch -| @ | Layout: B EH BE B
Method Table
i TimeSegment: @  <All> ~| ® | Compound: [4] Compound7  ~ [m] | Reset Table View
Sample
Name | DamFile | Type | Level | Acq MethodFile | Acq DateTime
__[csl 200D | Cal_200.0 | | | |
Quantifier
Name [ [ s | Sean [ Type [ Mz Uncertainty
- | Methane, chlor.. | 0.938] 1 Scan | Target [ 50.1] Relative
| Qualifier |
i Area Sum
© Qualifier
i uz | RelResp. | Uncerinty | Area Sum
= 490| 1756/ 200 [
.| 853] 645] 200 [
Name RT TS Scan Type MZ Uncertzinty
[ Compound 7 5225 1] Sean Target 58.1| Relative
‘Carbon disulfide 5.935 1] Sean Target 75.8| Relative
| Ethene, 1.1-dic_| 7.280 1| Scan Target 61.0] Relative
a = ~am ~ 1
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¢ Right-click inside the Compound Information window Spectrum pane,

and select Search Library

g 10 11 12 13 14 15 16 17 18 19 20 21 2
| == AEWNE L
+Scan (5.045-5511 min, 1zsca
5238 min 2,103 21
g 8
Q -
64
54
44
a4
2 411
b 330' ‘
pd NN AN
843 5 515253 545556575859 6 61 3B 40 45

Acquisition Time (min)

e t 5 ER

4

B =

Qualifiers

Spectrum

ISTD

Auto Scale

X - Auto Scale

Y - Auto Scale

Fit to Peak

Fit to Peak Height

Fit to Lowest Calibration Level
Fit to Highest Calibration Level

Manual ¥ Scale...

Zero Peak Del
Clear Manual Integration Cerl+3
Show Wider RT Range Cerl+W

Reset RT Range
Integration Parameters...
Restore Integration Parameters

Search Library...

'
{DB
0
32

me (min)

833
T

.
b &
to-Charge (miz)

ISTD (2 total)

d When prompted, select your library. Here we are using the NIST05

library.
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e Click Open to display the Library Search Results window.

This compound was identified as Acetone, and we see that the acetone
spectrum (lower graph) has a target peak at 43 m/z and a qualifier peak
at 58 m/z. The upper graph shows the spectrum in our calibration

sample, and the center graph compares both showing a good match.

Fle Edit View
| @ |[Ca] & Create Compound |

(T

Manganese() ac. 8073 | 6156781
Acetone 78.79| 67641
Acetic acid, 2pro 77.83|591-87-7
Acetons 77.25| 67641
Acetone 77.00| 67641
Acetone 75.93| 67641
Acetic acid, 29r0 7449891877
2-Pertanone, 5. 74.26| 5691-21-4

R ]

Compound Name  Match Factor v CAS# + Sean (5.045-8511 min, 12 seans) Cal_200.0
m <103
8

1.1

a4
380 “
el B

430

58.1

Acetic acid, 2pro 73.07|591-877

A
12 14 16 186 20 22 24 26 28 30 32 32 36 33 40 42 44 46 48 50 52 54 56

58 60 62 64 65 63 70 72 74 76

X102
08
0§
04
02

02
D4
D&
08

—

P

12 14 16 18 20 22 24 26 28 30 32 34 36 33 4D 42 44 45 43 50 52 54 56 53 60 62 64 65 63 70 72 74 76

Lcetone
k102
08
08
07
06
05

03
02

P

15
2 42
| =12 73 [l

58

12 14 16 15 20 22 2e 26 28 3 32 32 36 33 40 42 44 46 43 50 52 54 55 55 €0 €2 €4 65 €8 70 72 T4 78

f Record the Match Factor value of 81.63, and CAS# of 67-64-1 for future

use.

g Close the Library Search Results window.
h Click Maximize Table [ .

On the View tab, select Maximize Pane > Maximize Table.

13 Change the Compound_7 Name parameter to Acetone, and change the
Acetone MZ to 43.1. The 58.1 identified as the quantifier is actually the

qualifier.
Quantifier
Name RT 15 Scan Type Mz
5225 1| Scan Target 43.1| Rel:
; Carbon disulfide 5995 1| Scan Target 75.9| Rel:
£t | Ethene, 1.1-dichl_ | 7.320 1| Scan Target 61.0] Rel:
. Qualifier
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14 Add Acetone as a qualifier by right-clicking Acetone and selecting New
Qualifier from the context menu. The qualifier is entered below the acetone
quantifier.

Qualifier Add/Remove Columns...

I Add Column Wrea Sum

Remowve Column ]

Restore Default Columns
Quantifier

-

Auto Fit Columns Crl+U
Name - Bean Type MZ
= | Methylene E Fill Down Target 839
Qualifier Reset Sort
M Arrange Compounds By » Area Sum
E ¢ Mew Compound E
: [ Mew Qualifier
Quentifier | Mew Calibration Level
Name ew Calibration Leve Sean Type nz
- p (VSN % | Delete Del Target 431
Carbon dis — Target 759
Copy Calibration Levels To...
= | Ethene, 1, /A EErE Target 51.0
] Average Calibration Replicates...
Qualifier
. Group By Time Segment P
Expand All

15 Enter 58.1 as the qualifier MZ and 24 as the Rel. Resp. (= 2.2/9 from the
samples 58.1 vs 43.1 ion response).

Quantifier
MName RT T5 Scan Type MZ u
2678 1| Scan Target 41.1| Relativ
= ] |EthyIChIDride 2772 1| Scan Target 64.1| Relativ
Qualifier
MZ Fel. Resp. Uncertainty | Area Sum
[ 661 323 2000 [
| 450 280 2000 [
Quantifier
Name | rm | 15 | Scan | Type | MZ | v
B | Methylene Chl.. | 4595 1] Sean | Target | 839/ Relativ
Qualifier
MZ Fel. Resp. Uncertainty | Area Sum
[ 490 1756 200 [
| O 1 )
| Quantifier
Name | rm | 15 | Scan | Type | MZ | v
[ Acetone | 5.225| 1] Scan | Trget | 431 Relativ
Qualifier
MZ | Rel.Resp. | Uncertainty | AreaSum
b 58.1] 24 200] [
Quantifier
MName RT T Scan Type MZ u
= | Carbon disulfid 5.995 1| Scan Target 75.9| Relativ
= | Fthene 1 1-die T ARD 11 Sean Tarnet R1 01 Relativ
Continue to review all compounds and their qualifiers identified in the

Method Table.
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16 Review the Retention Time.

a Click Restore Default Layout, then, from the Method Tasks area, select
Method Setup Tasks > Retention Time Setup.

b Click Maximize Table to view all compounds sorted by RT.

BB Agilent MassHunter Quantitative Analysis (for GCMS) - VaaDemo - VoaDemoBatch.batch.bin
¢ File Edit View Anslyze Method Update Report Tools Help

i & | By (Z AnalyzeBatch ~| @ { Layout: B B EH A Restore Default Layout
Method Table
i TimeSegment 4 | <All> ~ = | Compound: [8] Chlorobenzen... +|[sb]| Reset Table View
Sample
Name | DetaFie | Type | Levt | Aca. MethodFile | Acq. DateTime
- [cal 200D | cal_200.0 [ | [ |
Quantifier
Name TS Scan Type RT Left RT Delta | Right RT Delta RT Delta Units
| Methane. chiore- 1| Sean Target 0938 1.000 1.000| Minutes
Methane, broma- 1] Scan Target 1572 1.000 1.000] Minutes
| Ethene. chlore- 1| Sean Target 2.040 1.000 1.000| Minutes
Ethyl Chloride 1] Scan Target 2772 1.000 1.000] Minutes
[ Methylene Chloride 1| Sean Target 4535 1.000 1.000| Minutes
Acetone 1] Scan Target 5225 1.000 1.000] Minutes
| Carbon disulfide 1| Sean Target 5985 1.000 1.000| Minutes
Ethene, 1,1-dichloro- 1] Scan Target 7.380 1.000 1.000] Minutes
[ Methane. bromechlc 1| Sean Target 7.894 1.000 1.000| Minutes
Ethane, 1,1-dichloro- 1] Scan Target 8686 1.000 1.000] Minutes
| Ethene. 12-dichlore- 1| Sean Target 9479 1.000 1.000| Minutes
[ Trichloromethane 1| Scan Target 10.126] 1.000 1.000| Minutes
" [ Ethane. 12-dichlore- 1| Sean Target 10.833] 1.000 1.000| Minutes
| Ethane, 1,1, T-trichlor 1| Scan Target 12.024] 1.000 1.000| Minutes
Carbon Tetrachloride 1| Sean Target 12.398] 1.000 1.000| Minutes
—_[2.3-Butanedione 1| Scan Target 12.684] 1.000 1.000| Minutes
Methane, bromodichl 1] Sean Targel 13,088 1.000 1.000| Minutes
| Propane, 1.2-dichlaro- 1| Sean Target 14.321 1.000 1.000| Minutes
1-Fropene, 13-dichl 1] Sean Targel 14,627 1.000 1.000| Minutes
[ Trichloroethylene 1| Sean Target 15.169) 1.000 1.000| Minutes
Eenzene 1] Sean Targel 15.580) 1.000 1.000] Minutes
| Methane. dibromechl.. 1| Sean Target 15.863] 1.000 1.000| Minutes
Ethane, 1.1.2-trichlor 1] Scan Targel 15.345] 1.000 1.000| Minutes
| Benzene. 1.4-difluora- 1| Sean Target 18.148] 1.000 1.000| Minutes
Methane, tribromo- 1] Scan Targel 18.509] 1.000 1.000| Minutes
[ Methyl Isobutyl Keto.. 1| Sean Target 18.864] 1.000 1.000| Minutes
2-Hexanone 1] Scan Target 20.406 1.000 1.000] Minutes
[ Tetrachloroethylene 1| Sean Target 20722 1.000 1.000| Minutes
Ethane, 1,12.2-tetra 1] Scan Target 20778 1.000 1.000] Minutes
[ Toluene 1| Sean arget 21.900 1.000 1.000| Minutes
» | Chiorobenzene-d5 1] Scan araet - 22917 1.000 1.000] Minutes
| Benzene. chloro- 1| Sean arget 23.039 1.000 1.000| Minutes
Ethylbenzene 1] Scan arget 24784 1.000 1.000] Minutes
[ p-Bromoflucrobenze. 1| Sean Target 26.654 1.000 1.000| Minutes
Styrene 1] Scan Target 27607 1.000 1.000] Minutes
oXylene 1| Sean Target 27813 1.000 1.000| Minutes
p-Xylene 1| Scan Target 28.442 1.000 1.000| Minutes
Tricyclo[5.2.1.0(1.5] 1| Sean Target 28.453 1.000 1.000[ Minutes

By default, the Left RT delta and Right RT Delta create a window 2 minutes
wide centered around the RT specified here. Edit this window size and RT if
necessary.

17 ldentify the ISTDs added to the sample. No ISTDs are yet assigned to
compounds.

a The sample data file contains Bromochloromethane, 1-4
Difluorobenzene, and Chlorobenzene-d5 ISTDs.

Select Method > Method Setup Tasks > ISTD Setup to access the ISTD
Setup without exiting the Maximum Table view.
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b

For these three ISTDs, check the ISTD Flag, and note that checking this
sets the Type to ISTD. Clearing the check box requires manually setting

18

19

20

the Type to Target.

¢ For these three ISTDs, also check the Time Reference Flag. This
specifies that the actual-to-expected time of the ISTD is used as a
multiplier of the RT of all target compounds assigned to the ISTD.

Assign the Methane, Bromo-chloromethane ISTD to the calibration
compounds in the RT range of 0.9 to 10.2. To do this, right-click the ISTD

Compound Name for the first compound, and select Fill Down from to copy
this ISTD to all compounds below it. When you are using the Fill Down option,

you must change the ISTD Compound Name to <none> for overwritten
ISTDs.

Assign the 1-4 Difluorobenzene ISTD to the calibration compounds in the RT

range of 10.8 to 18.5.

Assign the Chlorobenzene-d5 ISTD to the calibration compounds in the RT

range of 18.8 to 29.

Your screen should now look like this.

Agilent MassHunter Quantitative Analysis (for GCMS) - Method - [C:\MassHunter\Methods\voaScan.m]
i File Edit View Analyze Method Update Report Tools Help
P & | Ba (= AnalyzeBatch -| @ | Layout i EY BH EH (Al Restore Default Layout
Method Table
i Time Segment: ¢ | <All> ~| = | Compound: @] Chlorobenzen... ~|[m] ~Reset Table View
Sample
Name | Demfile | Type [ Level | Acg Method File | Acq. Date-Time
| | | [ | |
Quantifier
Name s Scan Type 1STD Compound Name RT /| ISTDFlag | ISTDConc. | Time Reference Flag
Wethane. chloro- 1| Scan Target Methane. bromochlore- 0338 [ &
Methane. brome- an arget lethane. 572 (& (&
[ Ethene, ohloro- an arget ethane, 2040
[ Eshyl Chloride an arget ethane, 2772
Wethylene Chloride an arget ethane, 2535
Acetone an arget ethane, 25| [ O
Carbon disulfide an Target lethane, bromochlorc- 5995 [ 0
| Ethene. 1.1-dichloro- an Target lethane, bromochlorc- 7380 [ O
Methane, bromochioro- an 1STD <None> 784 @] 50.0000 ]
| Ethane. 1.1-dichloro- an Target ethane. bromochloro- 8686 [ &
Ethene. 1.2-dichloro-. (2)- an Target ethane. bromochloro- 5478 [ 0
Tr an arget ethane. 100 126 (& (&
" [Ethane. 1.2-dichloro- an arget Senzene. 1.4-difuore- 233,
[ Ethane, 1.1.T-trichioro- an arget Senzene, 1,2-difluoro- 024
Carbon Telrachioride an arget Senzene, 1,4-difluoro- 338
Wethane, bromodichloro- an arget Senzene, 1,2-difluoro- 08 [ &
Propane, 12-dichloro- 1] Sean Target Benzene, 1.4-difluoro- w2l [ &
1-Prapene, 1.2-dichlore-, (E)- an arget Senzene, 1.4-difluore- 4627 [ 0
Trichloraethylene an arget Senzene, 1.4-difluore- 169 [ O
Benzene an arget Senzene, 1.4-difluoro- 580 [ ]
Wethane, dibromochloro- an arget Senzene, 1.4-difluoro- 863 [ =]
Ethane. 1.1.2-trichloro- 1| Scan Target Benzene, 1.4-difluoro- 15885 [ &
Eenzene. 1.4-difluore- an ISTD <None> 128 [v] 500000 =
Wethane, iribromo- an arget Benzene, 1.4-difluoro- 503
Wethy! Isobutyl Ketone an arget E 5 264,
2-Hexanone an arget C & 408
Tetrachloroethylene an arget T IS 72 [ &
Ethane, 1,1.2.2-tetrachloro- an Target C d5 7 & 0
Teluene-DB an Target C &5 Rl & O
Toluene an Target Cl d5 50 ] ]
- » | Chlorobenzene-d5 an ISTD <None> 2517 ¥
Benzene. chloro- an Target C &5 s [ ]
Ethylbenzene an arget C 4784 [ 0
[ an arget C 6,654
Styrene an arget E 7807
Xylene an arget C 5.453)
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21 Select Method > Advanced Tasks > Integration Parameters Setup. By
default, the Integrator is set to Agile2. This is a parameter-less integrator that
is recommended for MS-MS data. Since we are integrating GC/MS single
quad data we will select a more suitable integrator.

In the Int. column for the first compound in the Method Table, click the
selection box. The Integration dialog box is displayed. Agile2 is shown as
the Integrator in our example.

Integration @

Integrator |Genem| I Universal I Spectrum Summation | Peak Filter

Integrator:
(Agie2 -

Parameters...

[ ok ][ Resst |[ pDefat |[ Gancel |[ Mooty |

22 Select General from the Integrator drop-down list. This integrator is similar to
the Genie ChemStation integrator optimized for GC/MS integration.

23 Click Parameters to open the General tab.
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24 Edit the settings to match the dialog below.

Integration
Irltegmtor| General | Universal I Spectrum Summation I Peak Flltar|
Detector
Data poirt sampling: 1 Start threshold: 0.2
Smocthing Stop threshold: | 0
Detection filtering: Peak location:
Baseline Allocation
Baseline reset {# points) > 5
If leading ortrailing edge = 100 kA
Baseline preference: | Drop else tangent skim -
[ ok ][ Resst |[ pDefat |[ Gancel |[ Mooty |

25 Click Apply to All and this integrator, with these parameter settings, is copied
to every compound in the table. Click OK to close the dialog box.
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Task 4. Add a Calibration Curve

1 Setup concentration levels for calibration compounds.

a Select Method > Method Setup Tasks > Concentration Setup.

b Select the first target compound in the table, then right-click and select
New Calibration Level. A Calibration table with a single level is created

below the Quantifier table.

¢ Add four more levels to this table.
d Inthe Level column, add the names L1, L2, L3, L4, and L5.

e Inthe Concentration column, add the numbers 200, 150, 100, 50, and 20.

Refer to the following figure.

Sample
Mame Diata File Type Level Acg. Method File | Acg. Date-Time
[ chwv200.d clwv200.d
GQuantifier
Name 5 Scan Type Units
B | Methane, chlore- Scan Target ng/ml
 Calibration
: Level /| Cone. R Enable
L1 200.0000 Fi
L2 150.0000 Edl
L3 100.0000 Fl
T |Le 50.0000 E
b Lb 20.0000 I

2 Right-click in the Calibration table, and select Copy Calibration Levels To.

Copy Calibration Levels To

Select Compounds:

L5l

Name
Methane, broma-
Ethene, chloro-
Ethyl Chloride
Methylene Chloride
Acetone

Carbon disuffide

MZ

ISTD Flag

]

EEEENE

»

-

oK |[ Cancel

].:E

3 Click Select All, and then click OK to copy the Calibration table to all target

compounds.
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4 Setup concentration levels for the three internal standards.

a Inthe Quantifier table, click the Type column header to sort the table.
The three ISTDs go to the top of the Method Table. Note that levels were
not added to the ISTDs.

b Add a Calibration table with five levels to the first ISTD. To do so, select
the ISTD, then right-click and select New Calibration Level. Repeat the
process four more times. Label the levels L1 through L5, as before, and
specify a concentration of 50 for all levels.

Quantifier

MName TS Scan Type Units
E | Methane, bromochlaro- | 1 | Scan | 15TD | ng/mil
Calibration
Level Conc. Response Enable

»| L1 sn_mm [¥]

L2 50.0000 ¥

[} 50.0000 ¥

L4 50.0000 Fl

L5 50.0000 VI

¢ Repeat this process to add an identical Calibration table to the other two
ISTDs.

5 Setup the calibration curve.
a Select Method > Method Setup Tasks > Calibration Curve Setup.
b Select the first compound in the table.

¢ From the CF drop-down list, select Average of Response Factors. This
works well for our data.

d Right-click on this last entry, and select Fill Down. The default curve fit
(CF) parameters displayed are

+ Ignore under the CF Origin column
+ None under the CF Weight factor column

Keep these settings for our example.
6 Select Method > Exit.
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7 Select Analyze to analyze the entire batch after applying this new method to

the batch.

Click Yes to begin analysis using this method. You will exit the Method Editor
view and enter the batch analysis view.

Apply Method =

J’{ Would you like to apply this method to the batch?
2

Yes [ No ] [ Cancel ]

Additional batch processing after applying the method

@ Analyze ) Quantitate ) Integrate ) MNone

Since the Data Acquisition sequence specified that the Response Factors
of the compounds in each calibration sample are to replace the response
factors in the quantitation method, this analysis of the batch will populate
the calibration tables with the compound responses.

Review the calibration curve.

a Select the first sample in the table and notice that the Calibration Curve
window shows the curve created by the 5 concentration levels.

b Right-click the Sample column header in the Batch Table, and select
Auto Fit Columns.
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10 Click the Maximize Calibration Curve icon.

On the View tab, select Maximize Pane > Maximize Calibration Curve.

The black line represents the curve fit (CF) that we previously applied to all
compounds in the method. Its parameters are in the upper left part of the
plot and are also in black. The first line of information identifies the
compound name, the number of levels and the points used in the CF
equation.

— Maximize Calibration Curve

il MS) - vosData - b [E=8Ech =]
¢ File Edit View Analyze Method Update Repor Help -
P 0 & i Gal GE AnalyzeBatch *| @ 3 tore Default Layout
Batch Table ‘3 - x
i sample: (7] | Calibration 200ng/ul ~|[®] | sampleType/ <All> + | Compound: [&] Methane, chioro- ~|® 5 Methane b |[F18 [@E ® (G o @ E
Sample Methare, Methane, chioro- Results ol
@ v Name DetaFile | Type |Lovel] Ao DaleTime  |Exp.Conc.|RT| Resp. |Mi|Calo. Conc.|Final Conc|Accuracy | R

Calibrafion 200ng/ul  clw200d Cal L1 111411991 10:27 AM
]

[L3 [1/14/19919:08 AM
[L4 11471991829 AM [
I [<Calibraion 2Ongial | clw204 | Cal [ts [naisstitosam |

500000| 0| 22832|[][ 497233 497233 994|
&376 [ ]| 202066] 202065 _101.0] 337

200000] 0|

Sample Information - x

e 3@ a Max # of panesi 2 i il 2

[+ TIC Scan (= -> ) chn200.d

1 X 3 4 5 6 7 8 5 10 n 12 3 14 15 1% 17 18 19 20 2 2 24 5 % 27 B B 0 AN 2
Acquisition Time (min)
Compound informaton <% [Calibation Garve —7
e t R §iO U BB ATME BEA RASAL S (e i (@] @] Type|Average of Res.. v| Origin/lg... ~| Weight/N.. ~| ISTD QC CC
[+ Scan (0.819-1.323 min, 13 scans) clwv200.d Methane, chic vels, 5 Levels Used, 5 Points, 5 Points Used, 0 QCs
2 x104 501 [
2z 28 2 iy 0
S 2 g5 Typethverage of Response Factors, Originignore, Weight None
26 lﬂ Avg. RF RSD = 1.500441
24. ] 6-
5 55
22 -
N s
18 LE
16 4
14- 35
12 520 3.
1 25
03 2.
06 15.
b 400 440 a0 !
02-
1= T LI *
34 36 38 40 42 44 45 48 52 54 5 58 60 62 64 66 63 70 72 74 76 75 80 82 84 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Mass-to-Charge (miz) Concentration (ng/mi)

Frocessed  Calibration 200nglul Methane, chloro- 5 Samples (5 total)

11 Click the right arrow icon in the Calibration Curve toolbar, several times, to

select the Ethyl Chloride compound.

The L5 level calibration point is not located on the curve. Let’s see if we can
assign a different CF that will allow all 5 points to be included on the curve.

12 Explore the Curve Fit Assistant.

a Right-click in the Calibration Curve window, and select Curve Fit
Assistant. This opens the Curve Fit table. The first line in the table
should be selected. The colored line represents the curve for the CF
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selected in the Curve Fit table. Its parameters are located below the
currently assigned CF and they are colored the same as the curve.

In the Curve Fit table, click the # of Disabled Points funnel icon, and set
the column filter to 0. All the selections remaining in the table pass
through all 5 points.

Sort on the R2 column so that the first CF in the table has the value
closest to 1.0. Select this line to see how the curve goes nicely through
all 5 points. This is a quadratic with weighting and we want to see if
something simpler will work.

Click the Type funnel icon, and set the column filter to Linear. We are
skipping the simple Average of Response Factors since it isn't a very
good fit at higher concentrations.

Select various rows, and observe the colored curve. A simple linear curve
with ignore origin and equal weighting is a good fit.

Select Ignore from the Origin drop-down list, and select None from the
Weight drop-down list.
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g With this line in the Curve Fit table selected (filled triangle icon),
right-click in the Calibration Curve window, and select Accept Assistant
Curve.

BB Agitent MassHunter Quantitative Analyss for GCMS) - VoaDerno 0125 - VoaDemo 125 batch.bin ==
i File Edit View Analyze Method Update Report Tools Help

D0 @ A Za GF Analyzesaich + @ ¢ Layout BR B BE E A Restore Default Layout

Calibration Curve - x
(2o & - BB Type|Avenge of Res.. -] Orginflgnore - | Weight/None -] IS0 Qc cC

Eihy| Chioride -5 Levels, 5 Levels Used, 5 Paints, 5 Paints Used, 0.QCs

rore, Weight None

5 1o 15 20 2 3 3% 4 45 50 55 60 6 70 75 80 & 0 9% 100 105 110 115 120 125 130 135 120 145 150 155 160 165 170 175 150 185 150 195 20 265 200 25
Concentration (ng/ml)

Curve Fit
Type ¥|  Oigin v]Wieight ¥|#of Disabled Poinis ¥| R2 | Standard Error 7| Max % Residual 7| Equation i
near lanore & 99730417 =0023728"x +0,022852
near clude 2 99730417 0.0 52y =0023728 " + 0022852
near lanore 2 95723080 y
near include 2 99722280 v
near lanore 99699476 y <
near include 99699476 y=0.023092 " + 0,064
near lanore 99698910 ¥=00231387x +0,06504
inear include 9969910 ¥=0023138 " +0,05504
near orce Z 99673630 ¥ =0024147"x
inear lenk offset 2 99672630 75y =0.02¢147 " x_+0.000000E-000
near include ne 996585% 32[y=0022733"x +0075764
near orce 2 996562685 72[y=0026074"x.
near fank offset 7z 99656286 72|y =0,026074x +0.000000E=000
near 99599457 5]y =0023667x
inear lznk offset 99593457 | 5.4y =0.023667 - x_+0.000000E+000
inear orce. 99598154 | 52|y= -
fank offset
> 2
near 021864~ x + 0211020
near orce lore 99369744 ¥=0023315"x
near fank offset lone 99363744 =0023315x +0000000E=000
near orce g 99018050 ¥=0023213"x
near fank offset g 99018050 =0023213"x +0000000E=000

X5376 Y2785 Processed  Calibration 200ngiul Ethyl Chlcride | 5 Samples (5 total)

h Click the Go to Next Compound arrow icon in the Calibration Curve
toolbar.

i Repeat this curve fit review process until you are satisfied with the curve
fit for all calibration compounds.

j Right-click and select Curve Fit Assistant to exit the assistant.
13 Review the curve fit changes in the Method Editor.
a Select Method > Edit to enter the Method Editor view.
b Select Method > Method Setup Tasks > Calibration Curve Setup.
¢ Right-click the Quantifier table label, and select Add/Remove Columns.

d Add the CF Formula column to view the CF equation (selected). The
Curve Fit Assistant replaced the Average of Response Factors originally
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specified by this method with the Linear CF parameters and CF Formula
highlighted below.

Sample
Name | DamFile | Type [ Level  [Acq. Method File | Acq. Date-Time
[ Calibration 200n.. | Cal_200.D [cal |1 | veaDema | 172502014 1:15..
Quantifier
Name TS| Scan Type CF CF Origin | CF Weight CF Formula
| Methane. chloro- Scan Target Average of Response Factors Ignare None y=1712715"x
| Methane, brome- Scan Target Average of Response Factors Ignore MNone y =1.536230 " x
Ethene, chloro- Scan Target Average of Response Factors Ignore MNone y =1.961206"x

Ethyl Chloride
Methylene Chloride

Scan

Target

Average of Response Faclors

Ignare

Nene

y =1.121169"x +0.129354
y =2.085273"x

1
1
1
1
1
1
1
1
1
1

Acetone Scan | Targel | Average of Response Faclors | lgnore Nene y = 04269167 x
Carbon disulfide Scan | Targel | Average of Response Factors | Include | None y = 5.948581 “x
Ethene, 1,I-dichloro- Scan | Targel | Average of Response Faclors | lgnore None y = 2768235 x
Wethane, bromochloro- Scan__| 151D Average of Response Factors

Ethane, 1 I-dichloro- Scan__| Target | Average of Response Factors___| Ignore None. y =4533045" x

e Select Method > Save As. Navigate to where you wish to save the

method. Give the method a name. We used Voa for our example.

g Save the batch and exit MassHunter.

f Select Method > Exit to enter the batch analysis view.

36



1  Set Up a New Method from Acquired Scan Data
Task 5. Add a New Compound to a Method

Task 5. Add a New Compound to a Method

Once your method contains calibration compound data, you must add new
compounds to the method by using an append function or by adding the
individual compound to the method manually. The method append functions are
similar to what we have covered in previous tasks and are covered in online help.
The following describes how to manually add a calibration compound to your
method in.

1 Access the method.

a Select File > Open Batch, and select the VOADemo.Batch.Bin file. This
batch data contains the new calibration compound in all calibration
samples.

b Inthe Batch Table, select the CAL_200 sample, and then select
Method > Edit to access the Method Editor.

2 Prepare the method data for this demonstration

a Select Method > Setup Tasks > Qualifier Setup, and select the
compound Trichloromethane. We will delete this compound from the
method and then add it back into the method manually to demonstrate
this task.

b Before you delete this compound, note the target and qualifier
parameters. Also note the compound at RT 10.125 minutes is
highlighted in the Sample Information and Compound Information
windows. This is the peak we will be using in this task.
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¢ Right-click the compound selected in the Quantifier table, and select

Delete.
[ [Method Tatle
i TimeSegment: 4 <All> ~ = | Compound: [@]|Trichlorometh.. ~|[®] Reset Table View
[ auantfier [
Name [ s Scan Type MZ I Uncertainty |
=8N Trichloromethane 1 Scan Target 829 Relative
. Qualifier
MZ Rel. Resp. L Area Sum
bl 89 %] 200 [0
| il | 470 333 200 [0
Quantifier
Name | 15 ‘ Scan | Type ‘ MZ ‘ Uncertainty
B+ | Ethane, 1.2-dichl_.| 1/ Scan | Target | 62.1] Relative
| Qualifier
Lo Mz | Rel.Resp. | Uncertainty | Area Sum
I 6a1] 325] 20( T
‘Sample Information
5@0 $+ @ B[ %K | Max#ofpanes|2 e [
+TIC Scan (= ->=) Cal_200.0
2 x10%
2 144
[&]
1.2
14
0.2
0.6
0.4
0.2
1 2 3 4 5 6 7 8 9 10 1 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28
‘Compound Information
el t Axid 0 BB [ATELE A
+EIC (82.8) Scan Cal_200.D
Jg x104 10.125 min.
3 18
16
14
12
1
08
06
04

3 Add the compound to the method.

a In the Sample Information window, zoom (right-click and drag) between
9 and 11 minutes.

b Click at the peak apex to display a line running through the apex.

¢ Right-click in the window, and select Extract Spectrum. Examine the
spectrum, and notice that the ion at 82.9 m/z is the target compound
and the qualifiers are 84.9 m/z and 47.0 m/z based on abundance.

d Click on the ion line at 82.9 m/z. A blue triangle at the top of this line
indicates the ion is selected. Right-click, and select New Compound. The
compound is added to the Quantifier table in RT order.
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e Add Trichloromethane to the blank Name cell of the Quantifier table.
Keep this compound selected in the Method Table while you add the

qualifiers in the next steps.

Max # of panes: 2 ol alf 2

/M\_/

T
07

108

scans) Cal_200.D

869

4000 4500 5000 5500 6000 6500 7000 7500 8000 8500 9000 951 ¢

i o @@ (AT A A

9.466 min. S

7 28 ) 3 a1 92 33 94 g5 96 97

AR e Ny

=
(&

Copy Ctrl+C
Auto Scale

X - Auto Scale

¥ - Auto Scale

Previous Zoom

Next Zoom

Mew Compound

Mew GQualifier

Search Library

Search Library Settings...
Clear Spectrum Panes
Print... Ctrl+P
Print Preview...

Properties...

Display the compound'’s spectrum and add its qualifiers.

a Toonce again display the spectrum for Trichloromethane, click at the
peak apex to display a line running through the apex.

b Right-click, and select Extract Spectrum.

¢ Select the ion at 84.9 m/z (blue triangle) in the spectrum pane, and
select New Qualifier from the context menu. The ion is added to the

Qualifier table.
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5 Add the second qualifier.
a Add the ion 47.0 m/z to the Qualifier table using the same procedure.

b Observe the Trichloromethane entry in the Method Table. The qualifiers
added have their relative response calculated and added to the table. A
default Relative Uncertainty of 20% was also added for you.

Queantifier
Name Uncertainty
[EEWY Trichloromethane 829 Relative
Qualifier
i Mz Rel. Resp. | Uncertainty | Area Sum
[ 843 648 200 [
[ 470 336 200 [
Quantifier
Name [ 15 ] Scan | Type | Mz | Uncertsinty
= | Ethane, 1.2-dichl_| 1| Scan | Target | 62.1] Relative
Qualifier
i Mz Rel. Resp. | Uncertainty | Area Sum
[ 64.1 25 20.0 ]

Sample Information

E]“ 4 %Q\' %% Max # of panes: 2 '_I.If.l.l.fl')

+TIC Scan (= -> =) Cal_200.D

£ / L/N
3
[&] 24

04

91 92 93 94 95 96 97 98 9% 10 11 102 103 104

+ 5Scan (10.122-10.122 min, 1 scans) Cal_200.D

8 %104 9
Z 159
3 49

1
869

&
0.5
n L [l |

3000 3500 4000 4500 5000 5500 6000 6500 7000 7500 8000 8500 9000 9500 1000

6 Review and update method parameters for this compound.

a In Method Setup Tasks, click on every task and notice where the
MassHunter default needs to be revised. For instance, the ISTD needs to
be assigned for this new compound.

b Select Method Setup Tasks > Concentration Setup.
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¢ Right-click an adjacent compound in the Method Table, and select Copy
Calibration Levels To.

d Select Trichloromethane, and then click OK.

Copy Calibration Levels To =
Select Compounds:

Name T5 RT MZ ISTD Flag *
Toluene 1| 21.500 911 ]
Benzene, chiono- 1| 23.039| 1121 (]
Ethylbenzene 1| 24.784 A [}

Styrene 1| 27607 1031 [}
Hylene 1| 28453| 1062 [} El
-
] il 3
o Lo

When this batch is analyzed, the copied compound'’s responses are
replaced with those from the Trichloromethane samples in the batch.
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Task 6. Convert a Scan Method to a SIM
Method

When using single quad data, you can create a SIM method from a scan method
by changing a single method parameter and making a sequence table calibration
run that replaces all Response Factors for target compounds and Qualifier
Ratios.

1 Edit the method.

a Select Method > Open > Open Method From Existing File, and select the
method to convert. Here we are using VoaDemo.M.

b In Method Setup Tasks, click Compound Setup.

¢ Inthe table’s first compound’s Scan column, select SIM from the
drop-down list.

d Right-click, and select Fill Down to copy SIM to all compounds in the

table.
| Method Setup Tasks [~ sampie
‘ Compound Setup | Name | DawFile Type | Level Acg. Method File | Acg. Date-1
A Retention Time Setup ‘ | ‘
2 1STD Setup i S N — |
5 Name TS| Sean | Type MZ | RT /| lonPolarity | Criteria
# Concentration Setup -y Methane, chloro- 1 <] Target 501| 0838 Posiive | Close AT
FE Qualifier Setup i [ Methane, broma- HED Target 959| 1572| Positive | Close RT
5 Ethene. chloro- 1] SiM Target 62.1| 2040[ Positive | Close RT
#7 Calitration Curve Setup - [ Ethyl Chioride [ sm Target 621 2.772| Positive | Close RT
& Globals Setup Methylene Chloride 1) SiM Target 83.9| 4595 Positive Close RT
Acelone HED Target 431| 5.205| Positive | Close RT

| save ] Exit i [Carbon disulfide HED Target 75.9| 5995 Positive | Close RT
& velidate Ethene. 1.1-dichloro- 1] SiM Target 61.0| 7.330( Positive | Close RT

+_[Methane, bromachlora- HED ISTD 1279| 7.894| Positive | Close RT
[ Save | Ethane. 1.1-dichlare- 11 5IM Taraet 6311 8.686/ Positive Close RT

S | Sample Information
i@ & 3@ &% | Max#ofpanes|2 =l ki 2

Ed Esit |
Manual Setup Tasks X104
‘Qutlier Setup Tasks 45
Aduancad Tacke 4

2 Select Method > Save As, and save this method to the same method location
that you are using for SIM data acquisition.

3 Create a sequence that replaces the method response factors and qualifier
ratios.

a Create a Sequence table that runs a SIM data acquisition for the
calibration level samples that are used by your quantitation method'’s
calibration curve.

b Set the method for the Sequence table to the SIM acquisition method
that also contains the quantitation method created here.
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c Set the Sequence table to replace the response factors for all target
compounds and qualifier ratios.

4 Review the calibration curves.

a In MassHunter Quantitative Analysis, open the batch and Analyze the

calibration data.
b Review the calibration curves using the curve fit assistant.

¢ When your review of the method parameters is complete, save the
quantitation method back to the SIM data acquisition file.

The method is now ready to process SIM data acquisition samples for

these compounds.
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Creating SIM Methods

Creating a SIM guantitation method is similar to creating a scan quantitation
method. An overview of the SIM method creation procedures follows.

From acquired SIM data

During the process of creating a quantitative analysis SIM method, you must run
the SIM calibration samples and acquire the response data needed to calculate
the calibration curves, as discussed in “Task 4. Add a Calibration Curve” on
page 30. This presents an opportunity for automating the process. In
MassHunter data acquisition, the SIM method created in the Single Quadrupole
MS Method Editor contains the time segments, ion m/z, and optional compound
name. MassHunter can use this data acquired for the calibration batch to
populate this compound information in the quantitation method when you select
Method > New Method > New Method from Acquired SIM Data. It can also use
all the calibration samples in the batch to create the method’s calibration tables
and calculate the calibration curves based on its default curve types. After that is
completed, the rest of the process involving setting the quantitation method
parameters is similar to tasks presented in this exercise for Scan method.

One compound at a time

The procedure for adding a single compound to a SIM method is similar to the
scan procedure covered in “Task 5. Add a New Compound to a Method” on
page 37.

From a SIM method

New compounds can be added to an existing SIM method. To do this you would
create an acquisition method and sequence containing only the new
compounds. This would create a Batch Table in Quantitative Analysis containing
the calibration data for the new compounds. You would then use the Method >
Append > Append Method from Acquired SIM Data to automate the process of
adding the new compounds to an existing quantitation method.
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From a Scan method

The procedure for converting a scan method to a SIM method was presented in
the previous task “Task 6. Convert a Scan Method to a SIM Method” on
page 42.

This concludes the exercise on creating a new method from acquired scan data.
Continue reading the next section for information on reviewing your quantitation
results.
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Review Quantitation Results

Task 1. Navigate the Batch Table Results 46

Task 2. Change the Main Window Layout 50

Task 3. Access Integration Parameters 57

Task 4. Configure the Settings in the Compound Information Window 59

Task 5. Export Results to Excel 65

The tasks in this exercise show you how to inspect the sample and compound
data in a batch file, customize result layouts, and export your data to Microsoft
Excel.

The VoaSampleData batch is used in this exercise. This data is located on the
Agilent GC/MS Software Information memory stick along with the 5973/5975
and 5977 GC/MS Instrument User Information.

Copy this data folder to the MassHunter\GCMS\1\data folder on your PC.
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Task 1. Navigate the Batch Table Results

This task shows you how to browse through your samples and compounds,
observing changes in the Batch Table and compound information data. It also
shows you how to display various sample types.

1

To start the Quantitative Analysis program, double-click the MS Quantitative
Analysis icon on your desktop.

Click Restore Default Layout on the toolbar.
On the Home tab, click Restore Default Layout.

Right-click the Sample column header in the Batch Table, and select Restore
Default Columns.

Click Open Batch Y on the toolbar.
On the Home tab, click Open Batch.

Navigate to the directory MassHunter\GCMS\1\data\VoaSampleData and
double-click VoaSampleData.batch.bin. The main view that appears should
look like the one below. This is the default layout and contains the default
column settings.

The default layout is set at the factory and cannot be changed. If you want
to create your own layout, see “Task 2. Change the Main Window
Layout” on page 50.
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6 In the Compound Information toolbar, select the Turn on/off Autoscale and
Show/Hide Chromatogram icons.

7 Inthe Calibration Curve toolbar, select the Turn on/off Autoscale icon.

B Hunter GCMS) - JeData - e | =5 EGH =<~
File Edit View Anslyze Method Update Report Tools Help
0 25 | B2l GE Analyze Batch +| @ | Layout: [ [ B [ [A] [ Restore Defauit Layout
Batch Table -x
Sample: [#] [Voa Sample 1 ~|[8] || sampleType:[ <Al> || Compoundt: [@][ Methane, chloro- <@l 15D Methane, br La r;] *® p (=X
Sample. Methare, Vethane, chloro- Results Qualifer.| Methane, bro_ | Quaifer.| Qualifer
@ (%] heme Data File Type |Levell Aca DateTime |Exp Cone.| RT | Resp. M| Cale. Conc. Final Conc, Accuracy| Ratio |MI| RT | Resp. | Ratio | Mi| Ratio | MI
» [ ¥ T Voa Sample T feDa07.0 [ Sample [ [TRRRGTEAEEN 0276 ] 64.1 Il
[@7% [ Voa Sample 2 | leData02 D | Sample | | 1282014 543AM |
[ @] ¥ | Voa Somple 3 | cData03.D | Sample | | 1282014 549AM | 128
[@ ¥ [Voa Sample 4 | leDaia04.D | Sample | | 1282014 550AM | 1333 W] EZE |

Compourfinformation ' - - X
gt R g @dARus PilsLhshs s 2 [ 3| Type Average of Res.. +| Orgin{Ig... ~| Weight{N. <] 151D Q¢ cc
+ EIC (5§1) Scan VoaSampleData01.D Sr Levels Used, 5 Points, 5 Points Used, 0 QCs
S 344 0278min
e espon Orgin rer, Weightons
i
3.
28.
26
24.
22.
2.
18
16
e
i
i
os
0s
0
0z
02
02 03 04 05 06 07 08 03 1 112 13 14 15 16 17 18 10 20 30 40 5 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
peauisiion Time rir) Concanpaton gl

Processed  Voa Sample 1 Methane, chioro- 4 Samples (4 toal)

8 Select View > Sample Information to display a chromatogram of the sample
currently selected in the Batch Table. The selected sample is noted by a filled
triangle in the far left column of the table.

On the View tab, select Panes > Sample Information.

9 Ensure that the Turn on/off Autoscale and Normalize Each are the only
icons selected in the Sample Information window.

10 Use the Next Sample icon £/ in the Batch Table standard toolbar to review
the chromatogram of each sample.

11 Review how compounds are simultaneously displayed in the Batch Table,
Sample Information window, and Compound Information window.

a Select the Voa Sample 3 sample in the Batch Table.

b Right-click in the Sample Information chromatogram, and select
Compound. This will highlight the compound peak in the chromatogram
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for the compound selected from the Batch Table or Compound
Information window.

¢ Use the Go to Next Compound icon in the Batch Table toolbar to move
through every calibration compound in the method while observing:

* the compound’s results columns in the Batch Table
+ the compound's highlighted location in the Sample Information window
+ the compound’s peak in the Compound Information window

d Use the Go to Next Compound icon in the Compound Information
toolbar to move through calibration compounds like done in the previous
step.

12 Display the results for all calibration compounds in the Batch Table.

a Click the Display Multiple Compounds/Samples in Batch Table View
icon [=] in the toolbar to display the quantitation results for all target
compounds. You can also click View > Batch Table Layout > Multiple
Compounds/Samples View.

On the View tab, select Batch Table Layout > Multiple
Compounds/Sample View.

b Note the difference in RT in the Compound Information window for each
compound.

BB Agitent MsssHunter Gams) - - batch b [E=3(EcR =]

File Edit View Analyze Method Update Report Tools Help
1) &= @ |5 | (2 AnslyzeBotch = @ | Layout: [ [ B [EH (A 7] Restore Defauit Layout
Batch Table - x

Sample: ] Vos Ssmple 3 <@ sampleType <All>

¢ Toreturn to the display of detailed quantitation results for the selected
target compound, click the Display Single Compound/Sample icon [Z]
in the toolbar.

On the View tab, select Batch Table Layout > Single Compound/Sample
View.

d If necessary, click the Compound drop-down list, and select Cocaine.

A different set of columns is displayed when you are in the Multiple
Compounds/Samples View mode versus the Single Compound View
mode. If you add a column to the table when you are in Multiple
Compounds/Samples View mode, that change is not automatically
made in the Single Compound/Sample View mode.
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13 Filter the samples displayed in the Batch Table by sample type.

a Click the Sample Type drop-down list. The Sample Type dialog box is

displayed.

b Clear the <All> check box, and then select the Sample, Blank, and CC

sample types.

Sample Type

B

[ <Aul=

Sample

Blank

[ cal

[ ac

cc

[ DoubleBlank
[T MatrixSpike

[ MatrixSpike Dup
[ MatrixBlank

[ TuneCheck

[T ResponseCheck
[ <Unassigned:

[ ok || cancel

|

¢ Click OK to close the dialog, and apply this sample filter.

The Batch Table now only displays the Sample, Blank, and CC sample
types. Other sample types included with the batch are hidden.
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Task 2. Change the Main Window Layout

This task shows you how to rearrange your main window using the toolbar
layout icons, add qualifier, spectrum, and ISTS panes to the Compound
Information window, save and retrieve custom layouts for the main window, and
export data from the batch table to Excel.

1

Use layout icons on the toolbar to position the Batch Table, Compound
Information window, and Calibration Curve window.

Use the Preset Layouts on the View tab to position the Batch Table,
Compound Information window, and Calibration Curve window.

The default layout is called Table Top because the Batch Table is at the top
of the main view. Change the layout to Table Left, then to Table Right, then
return to the Table Top layout.

a Click the Layout — Table Left icon in the toolbar 3.
b Click the Layout — Table Right icon in the toolbar EH.
¢ Click the Layout — Table Top icon in the toolbar B

Use layout icons on the toolbar to maximize each individual window.

Use the Maximum Pane option on the View tab to maximize each
individual window.

a Click the Maximize Table icon in the toolbar E.
b Click the Maximize Compound Information icon in the toolbar [A].
¢ Click the Maximize Calibration Curve icon on the toolbar.

d To return to the default layout, click Restore Default Layout on the
toolbar.

Add panes to the Compound Information window.
a Inthe Batch Table, select Voa Sample 3.

b Select Trichloroethylene from the Compound drop-down list in the
Batch Table header.

¢ Inthe Compound Information toolbar, click the Show/Hide Qualifiers

icon ﬁ .

d Click the Show/Hide Spectrum icon il .
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e
e Click the Show/Hide ISTD icon == . The layout and results look like
those in the following figure.
& G - S

i File Edit View Analyze Method Update Report Tools Help
P 0 43 GE AnalyzeBatch - @ @ Layout [ Y BB EH [ Restore Default Layout
Batch Table
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+ EIC (131.9) Scan VoaSampleData03.. | 1319, 132 Scan (14.628-15.792 min, 31 scans). Trichloroethylene - 5 Levels, 5 Levels Used. 5 Points, 5 Points Used, 0 QCs.
2 xi0% F % 2 4104 751 g 1y z00oeies
3 3 g 2 g T BBSDJSMR Fi O g eight:Ne
S H 8 H ‘yee2versge o Fesporac Factors, rignignor, Waghtlane
05 £ 2 g |8 120 & 14 a% RF ROD - 3030707
2 1 < 12
o H
145 15 185 16 1“5 15 195 16 50 75 100 125 150 |3 1
Acauisiion Time (min) Acquisiion Time (min) Crarge(mz) £
+ EIC (114.1) Scan VoaSampleDatal3. . 3. + Scan (17.575-18. min, 32 scans).
2 5102 157,min et 0s.
1 s &1 02
04 WLl ey Lo
175 18 185 19 175 18 185 19 4 60 80 100 120 10 20 30 40 50 60 70 8 90 100 110 120 130 140 150 160 170 180 190 200 210
Acquisition Time (min) Acquisition Time (min) Mass-to-Charge (miz) Concentration (ng/ml)

Frocessed  Voa Sample3 Trichloroethylene 4 Samples (4 total)

Save the default layout without the calibration curve.
a Close the Calibration Curve window.
b Click View > Window Layout > Save Layout.
On the View tab, select Load/Save Layout > Save Layout.

¢ Name the layout file Batch Table plus Compound Information, and click
Save.
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5 Load the newly created layout.
a Click Restore Default Layout on the toolbar.

On the Home tab, click Restore Default Layout.

b Click View > Window Layout > Load Layout.

On the View tab, select Load/Save Layout > Load Layout.

B Load Layout

==

—
() [1 « Report Templates » Quant » en-US » Letter » Outliers b AccurateMassMetrics

Organize *  New folder
7t Favorites g MNeme

~ [ 4 ||| Search AccurateMassMetrics

Date modified

= A @

Type Size

| Batch Table plus Compound Information.quantlayoutaml

1/29/2014 6:32 PM

XML Document 14 KB|

P Desktop
& Downloads

% Recent Places
& SkyDrive

4 Libraries
%) Documents
& Music
[ Pictures
BE videos

File name: Batch Table plus Compound Information.quantlayout.xml

+ |Layout Files (*.quantlayoutxml

2|
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¢ Select Batch Table plus Compound Information, and click Open. The
main window layout without the Calibration Curve window is displayed.

 somple 7] [Voa Sample 3

<] || sample Types/Blank, CC, Sample

~ | Compound: [&] Trchlorosthylene

i} 4 Ms) - [E=3 BB ==
© File Edit View Anal Method  Upd: Tools Help

P00 Ga GF Ansyzegsch - @ ¢ Layous [ [ B [ A B Restore Defauit Layout

Batch Table

- x
- s serene 14 (B @B w [ el

[OR4 Name

Sample

Data File
1eData01.0 | Sample.

Type  [Level|  Acq DateTime
12872014 548 AM

Trichloro.

Trichloroethylene Resuits

(]
|_1s17][]]

32014 5:49 AN
1/28/2014 549 AM

15210 33099 W
(]

Qualifie. | Qualifier. | Benzene, 1.4-_ | Qualifie. | Qualifie.
Exp Cone.| RT | Resp. | Mi| Cale. Cone.| Final Conc. Accuracy| Rafio| MI| Ratio |MI| RT | Resp. |Ratio| Mi| Ratio| MI
[

(] O] 18387]
3.2083] 3203  MEEN| 1258(01] 18154

319 @ 1173 W 18157
(]

‘Sample Iformation

e 3@ a R

M

202
£ 08
S oz
o7
06
05
0e.
03
02
01

TIC Scan (- > ) VoaSampleDaia03 D

4626 min.

5362 min

o

_ 0942 min
12067 min

.

¢

) ;;7373 i
079,084 min,

Compound Information

2o s AZ 0 EE MEFRE PV W aE-.

+ Scan (14.626-15.792 min, 31 scan

44 16 148 15 152 154 156 158 16
Acquisiti

ion Time (min)

44 46 148 15 152 154 156 158

Acquisition Time (i)

+ EIC (131.9) Scan VoaSampleData02.D Smooth 13191339 31 scans) VoaSampleData03.D
2 w10 15 2:0min S0z 2 20 71
3 3 ) 2 3
*] 1 2 < 2. 949
05 3 / A & 1 521 ‘ ‘2‘95
e I
40 50 60 70 80 90 100 110 120 130 140 150 160

+ Scan (17.575-18.777 min, 32 scans) VoaSampleDatal3.D

+EIC (114.1) Scan VoaSampleDa@03. Smooth
P 18.152.qin. Fysin s
3 g 2

2 61 g1

1
0

-/ I L
B 4 s e M 0 % 0 10 130

Mass-to-Charge (mz)

751

174 176 178 18 182 184 186 182 19

Acquisition Time (min)

17

76 178 18 182 184 136 188 18
Acquisition Time (min)

Mass-to-Charge (mz)

Processed

Voa Sample 3 Trichloroethylene. 4 Samples (4 total)

6 Create a custom window layout.

a Click Restore Default Layout on the main window toolbar.

On the Home tab, click Restore Default Layout.

b To disconnect Calibration Curve window from the main window,
double-click the title bar, or click the down arrow next to the pane’s close
icon, and select Floating.

¢ Todisconnect the Compound Information window from the main
window, double-click the title bar, or click the down arrow next to the
pane’s close icon, and select Floating.

d Drag the Compound Information window by its title bar to the right side
of the main window. Position the cursor over the right side anchor

button, and when the anchor button turns blue and the outline of the
main window appear as shown below, release the mouse button. The
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Compound Information window is now anchored to the right side of the
main window.

1alysis {for GCMS) - VoaSampleData - VoaSampleData.batch.bin [E=@]=]
Update Report Tools Help
h-l@ Ly EEEER Restore Default Layout

— ]
~ & Sample Type: Blank, CC Sample | Compe|i |®] TrichloroetHiene +|[®] STD: Benzene, 1.4 Lﬁ PR P ¢

Sample Trichloro. Trichlorosthylene fEbsults | Qualifie| Qualifier_ | Benzene, 1.4-_ | Qualifie..| Qualifie.

afile | Type |Level] Acg DateTime |Exp.Conc.| RT | Resp.|Mi|Calc. Conc. fiinal Conc.| Accuracy| Ratio| M| Ratio [MI| RT | Resp. | Ratio| Mi| Ratio MI

leData0l.D | Sample | [1/28r2014 5:48 AM [E1] 18.187] s148s] 23.0[[E] 316]]

eDaia02.0 | Sample 172812014 5:49 Al 15.208] 1917|6 32083 (]| 125.8] (7| 18.154] 72067| 28] 0] 327]0

eDsta03D  Sample 3 0 015 3 5 375

leData04.D | Sample 112812014 5:50 Ab 15214 32044|F)]  544701[§ 544701 31.9| [ 12645 18.160] 72310] 240]F] 321 [F

Processed  Voa Sample 3 Trichloroethylene 4 Samples (4 fotal)

e Drag the Calibration Curve window by its title bar to the right side of the
main window. Position the cursor over the center-bottom anchor button,
and when the anchor button turns blue and the outline of the window
appears as shown below, release the mouse button. The Calibration
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Curve window is now anchored to the lower-right side of the main
window.

ialysis (for GEMS) - VoaSampleData - VoaSampleData.batch.bin
Update Report Tools Help

h - @ : E A Restore Default Layout
« % |Compaund Information
Type:/Bl... v|| Compound: [@] T.. ~|[=®] ISTD: 'jé(;|.{]'t) G @ui 2 g = FEa e
Sample Trichlere. T + EIC (131.9) Scan VosSample.. | 1319, 1333, 943 - Scan (14.626-15.752 min, 31
aFie | Type |Levd| Ace DateTime |Exp.Conc| RT | Resp.|MilCalo.Corc | E X105 E <02 e ey
Da01D | Sample | | 17282014 548 AM il 8 15 15210 min, 8 12 i S & 781
=Dat=02.0 | Sample 112812014 5:49 AM 15208 1917| L] = 3 32
Daia(3.0 Sample 5 0 33099 e Eon 25
Dats04D | Ssmple 112812014 5:50 AM 15214 apu|]|  saemi| . 5 34
15 £ 2
14 z 09 3
13 0. 28
12 26
11 07 24
1 i 22
03 2
0g 05 18 s
07 e
04 1239
a5 14
g m i
o o 1] st
i 08
o1 e
01
4.1) Scan VoaSample
x103 102 ra s 2 10+
44] 12157 min g, |faRTeM0n) 13 g, 1141
42 5 5
& £
g : z
:
34 2 26
3§ = 0% 24
35 LE 22
26 " 2
& o7
5 i 18
2 16
18 05
e 14
14 04 12
2 o . &1
LH 08 881
02 .
0§
04 01 069 441
02 N 04 "
i Ll
= 4 01 . AL
75 18 185 75 16 185 40 €0 50 160
10 E ARARRR R i R

Processed Voa Sample 3 Trichloroethylene 4 Samples (4 total)
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The custom view is shown in the layout below.

lysis (for GEMS) - VoaSampleData - VoaSampleData.batch.bin
Jpdate Report Tools Help

- @ ¢ Layout [

Restore Default Layout

Compound Information

[2)e + 2@ 0 =FEwE]

ype: Bl.. ~|| Compound: [&] T.. ~|[] ISTD:

= -
‘Sample Trichioro. i + EIC (131.9) Scan VoaSample. 13191339945 + Scan (14.626-15.792 min, 31.
Fie | Twe |Levd| Aca DsteTime |Exp.Conc. RT | Resp. | Mi|Calo. Cono | £ /0% 15210 min & 02 Relo-nssizn), 204
atio = 117 %) z
Data01.D [Sample | | 1282014 548 AM | 8 'Zi g § 35
Datal2D | Sample 1/28/2014 5:29 AM 15208 1917|[] K] 3
Pata03.0  Sampl 0 33099 o1d 12? E 08 25
Data04.D | Sample 1/28/2014 5:50 AM 15.214] 3244][]] 544701 T 06 2 e
075 2 o4 15 1289
05 2 1] 821
035 2 o0z
04 0 03
{5 15 155 16 {5 15 185 16 50 100 150
Acquisition Time (min) Acquisition Time (min) Mass-to-Charge (miz)
+ EIC (114.1) Scan VoaSample [T16.1 831 631 + Scan (17575-18.777 min, 32
2 %103 18.157 min. & x102 ] Ratio=243(107.1%) | 2 x10# 1141
g 4 3 Ratio-327(1040%) | 8 3
S s s ! T
B T o8
2 2 s :
2 E 15
1? i 1 ST
05 = 02 o] 41
o 0 . 751
o
175 18 185 175 18 185 4 €0 8 100
Acquisition Time (mir) Acqisition Time (min) Mass-to-Charge (mz)
Calibration Curve - x

@a 4 J:[@ = Type A ~| OriginL. ~| Weight N.. ~| 1TD QC
=

Trichlorosthylens - 5 Levels, 5 Levels Used, 5 Poinis, 5 Paints Used, 0 QCs

¥ = 0008186 * x

15 Fr2 03803851

Type:hverage of Response Factors. Originilgnore, Weight None .
1.5 Avg. RF RSD = 3.938707

Relalive Responses

20 40 60 20 100 120 140 160

180 200
Concentration (ng/mi)

Processed  Voa Sample3  Trichloroethylene 4 Samples (£ total)

f Click Restore Default Layout on the main window toolbar.
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Task 3. Access Integration Parameters

This task shows you how to access the Integration Parameters from the
Compound Information window.

1 Select File > Open Batch, and load VoaSampleData.batch.bin.

2 Set up the Compound Information window for this exercise.
a Click Restore Default Layout.
b Select the Voa Sample 3 sample in the Batch Table.
¢ Select the Trichloroethylene compound in the Batch Table.
d

Right-click in the Compound Information window, select Properties, and
then click Default in the Properties window.

On the Compound Information (2) tab, click Default, and then click OK.

f Position your cursor over the border between the Compound
Information window and Calibration Curve window, and drag the border
to the right until all icons are displayed in the Compound Information
window as shown below.

(¢’]

‘Compound Information E]
et AT ERATLS AL A B2 dhApisl
E;;{";;j o oindid 15.171 min.

=
8 26
244
224

24
18-
16
144
124

14
0.8
06
0.4
02

0
024

143 144 145 145 147 143 143 15 151 152 153 154 155 156 157 158 158 15 161
Acquisition Time (min)
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3 Access the Integration Parameter settings for the displayed compound.

a Right-click in the Compound Information window, select Integration

Parameters.

b Click the General tab to display the parameters for the General

integrator.

¢ The General integrator was set for all compounds when we created this
method. Use this dialog to change the integrator settings for the selected

compound.

Integration

| Irlteglﬁtor| General | Universal | Spectrum Summation | Peak Fitter

(-2l

Detector
Data poirt sampling: 1 Start threshold: 0.2

Smocthing Stop threshold: 0

Detection filtering:
Baseline Allocation

Baseline reset {# points) > 5

If leading ortrailing edge = 100

Peak location:

Baseline preference: | Drop else tangent skim

Apply |

d Click OK to close the dialog box.
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Task 4. Configure the Settings in the
Compound Information Window

This task shows you how to set up the Compound Information window for
reviewing integration results. It assumes that the defaults were set up in the

previous task.

1 Right-click in the Compound Information window, and select Properties.

Notice that Baselines is a selected default parameter. This displays the
baseline for the peak in the Compound Information window.

Properties @
| Compound Irfomation | Compound Information (2)|

General: Retention time:
Background color: [Jautomatic - Reference RT: No display E]
Foreground color: Il 2utomatic - Recognition window: Mo display E]
Gridlines color: Ne display *  Pesk purity:
Time segment boundary: Mo display - [ Show peak purity

Chromatogram:
Baselines
[T Baseline calculation points
[ Nomalize quartifisr
[ Criginal baselines after manual integration
Peak fil: [175% Transparent -

[ Defauit  |[ ok [ cancel ][ oy

2 Select the Original baselines after manual integration and click OK.

3 Inthe Compound Information toolbar, select the Start/End Manual
Integration icon. Observe that the icons to the right of this icon are now
enabled. Mouse over these icons to view their names.
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4 Drag the baseline endpoints down a bit and note the dotted red line. This is
the path of the original baseline that we enabled above.

Start/End Manual Integration

o T ey ﬁ
jeloe tRTiM & @ﬁmilfiiﬂ\ BhshApisl
+ . an \VoaSampleDatal3. A —
EELS][{)‘I;_‘IB]& \oaSampleData03.D '\1._' TR !
E 2.6
2.4
2.2

24
18-
16
1.4
124

14
0.8
06
041
02

0

-0.24 i l

0.4

143 144 145 146 147 143 143 15 151 152 153 154 155 156 157 158 158 16 181
Acquisition Time (min)

5 Click the Clear manual Integration icon. Observe the change made to the end
points is removed.

6 Click the Zero Peak icon. Observe the baseline is a single vertical line with no
area, effectively deleting the peak. Here again the dotted red line shows
where the baseline was originally located.

7 Click the Clear manual Integration icon and the Start/End Manual
Integration icon to restore the original peak.
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8 Label the chromatogram.

a Mouse over the peak to display the peak information as shown below.
You may want some or all of this information to be displayed
permanently as described below.

Compound Information =
faje s Raidd MBATLE Liflr &2 shdpisl
+EIC (131.5) Scan VoaSampleData03.0
2 102 15,171 min.
2
3 264
244
224 -
5 i) Compound: Trich
1 Area: 33100
1.84 Height: 2778
RT: 15,171
164 Int. Start: 14.900
Int. End: 15.520
144 Int. Metric Flag:
1.24
14
0.8
06
0.4
0.24
0
-0.24
143 144 145 14g 147 148 145 15 151 152 153 154 155 156 157 158 159 16 161
Acquisition Time (min)

b Right-click in the Compound Information window, and select Properties.
¢ Inthe Peak fill area, click Peak Labels. Labels selected here will appear

above the peak.

d Select every label and option in this dialog, and click OK.

Peak Labels

RT

Name

[¥] Cale. Conc.
[¥] Final Conc.
[¥] Height

[7] Area

Delta RT
SIN

Display Label Names (ex. RT=2.452)

Digplay Units for Conc., RT and Delta RT

=l

[ ok [ cancel
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e Inthe Peak fill areg, click Titles. The title selected here will appear in the
upper right part of the chromatogram.

f Select Custom title, and select every label in this window.
Title (23]
() Default title

@ Custom title

[¥] lon polarity

[#] Scantype

[¥] Calision energy
[¥] Transition

[¥] File name

[#] Compound name
[¥] Sample name

[ ok ][ Cancel |

g Click OK, and then click Apply. Observe the revised title and new peak
labels applied.

‘Compound Information x|
ot AT By EE[ATFhe i A BB SAAA SA
+ EIC (131.9) Scan VoaSampleDatal3.0 Trichloroethylene Voa Sample 3
2 %103 RT=15.171 min.
3 T Mame=Trichloroethylens
o 364 Calc. Conc.=55.3884 ng/ml
3.44 Final Conc.=55.3884 ng/ml
) Height=2778
32 Area=33100
34 Delta RT=0.002 min
28 SiM=Infinity
264
2.4
2.2
24
1.84
164
1.4
124
14

143 144 145 146 147 148 149 15 151 152 153 154 155 156 157 158 159 16 161
Acguisition Time (min)

h Click Default to return your settings to the default view, and then click
oK.
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9 Set up the display of qualifier peaks.

a Click Show/Hide Qualifiers to display the qualifiers peak to the right of
the target peak.

‘Compound Information E
faje s Rxidg WAL Lif s S shspislh
+EIC (131.9) Scan VoaSampleData03.D 1319 1335 949
2 %103 15171 min. 5 x102 | Ratio =32.0 (34.2 %)
g ] Ratio = 117.9 (962 %)
261 ERRE
2.44 e
a2 14
224 <
= 4
5 £ 08
£ o8
1.84 <1
164 074
1.44 0.6
124 054
i 0.4
0.84
0.34
0.6
0.44 021
024 0.14
0 0
-0.24 -0.14
144 145 143 15 152 154 156 158 15 144 145 143 15 152 154 156 158 15
Acquisition Time (min) Acquisition Time (min)

Right-click in the Compound Information window, and select Properties.

¢ Click the Compound Information (2) tab. Under Qualifiers, clear the

Normalize qualifiers check box.

Click Apply and observe the two qualifier peaks. The blue colored
qualifier peak and its annotation is at 133.9 m/z. The green colored
qualifier peak and its annotation is at 94.9 m/z. To see how these colors
were set click Qualifier Colors and see the order of blue, green, then
brown for the qualifier colors.

Click Cancel to close this Qualifiers Colors dialog box.
Select a dashed line from the Uncertainty band drop-down list.

Observe that the green colored qualifier has the green colored
uncertainty band showing a near centered 96.2% of expected ratio.
Likewise the blue colored qualifier shows a near centered 94.2% of
expected ratio. This is the default Response and ratio label setting of
Ratio and percent of expected ratio.
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Also note that the default qualifier setting for Fill peaks is to Fill out of
limits qualifier peaks.

Compound Information x|
e s Rxid g AlEME LI L Bashhpisl
+EIC (131.9) Scan VoaSampleData03.D 13191339 949
2 %102 15.171 min. 2 %103 Ratio=320(94.2 %) __ ____ _______________
2 2 4{Ratio=1178(3%62 %)
O 28 S agld
2.4 361
344
224 3.2
24 3
228
1.84 26
164 244
22
144 24
124 1.8
154
iy 144
0.8 124
0.6 1
: 0.2
0.4 0.5
0.4
0.2 02
0 0
-024 o
144 146 143 15 152 154 156 158 16 " 144 145 148 15 152 154 156 158 16
Acquisition Time (min) Acquisition Time (min)

g Click OK to accept these settings for the Compound Information

window.
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Task 5. Export Results to Excel

1 To make the Batch Table window active, click the title bar of the Batch Table
window.

2 Click File > Export > Export Table.
Right-click in the Batch Table, and select Export Table.

3 Select Documents as the destination directory and Excel Files (*.xIsx) as the
Save as type.

4 Type VoaSampleDataBatch as the export file name.

Click Save. The Excel file opens.

[ =| B WWoaSampleData s - Excel 2 @ - O %X
HOME INSERT PAGE LAYOUT FORMULAS DATA REVIEW VIEW ADD-INS ACROBAT John Tate -

AL - fe | sample -
A B C D E F G H 1 J K L M N o P Q R S T U v, w X [+

1 ‘Sample lroethylene: Resuts Pr (133.9) Hier (94.9) Ry 1 4-dflucre- (1STxer (88.1) Rjer (63.1)

2 Name Data File Type Level Acq. Date-Time. Bxp. Conc. RT | Resp. | MI| Cals. Cone. | Final Cong. | Accuracy | Ratio | MI| Ratio |[MI| RT | Resp. | Ratio | MI| Ratio [MI

3 Voa Sample 1 [VoaSampleData0i.D  [Sample 1/28/2014 5:48 AM | = #7| 18187| 61486 23[##| 31.6[#]

a Voa Sample 2 [VoaSampleData0ZD  |Sample 1/28/2014 5:43 AM 15208 1917|##| 3.20925057| 3.2092506] 269|5#| 1258[#8| 18154 72967| 22.8[#H| 327(#%

5 Voa Sample 3 [VoaSampleData03.D  [Sample 1/28/2014 5:43 AM 1521] 33089(##| 554013397 55.40154] 315|&#| 11739[#8] 18157| 72579| 243[#H| 327|#%

6 Voa Sample 4 [VoaSampleData0d D [Sample 1/28/2014 5:50 AM 15.214] 32244[ 3| 54 4701482| 54 470148 319|&8| 1264[#8] 1816[ 72310 24#H| 321(#%

7

8 -

Sheetl ® < ¥
READY ] M -—————+ 100%
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3 Compounds at a Glance

Task 1. Review the Compounds at a Glance Window 64

Task 2. Display Properties for the Compounds at a Glance Window 74
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Task 1. Review the Compounds at a Glance

Window

In the Compounds at a Glance window, you can review all or selected compound
chromatograms in a batch by compound name or by sample. The compound
peak can be overlaid with qualifiers, ISTDs, a matrix spike, all compounds or
compound groups, and all samples or sample groups. All compounds can be
manually integrated from this window. Configured outlier results can also be
identified on each compound peak.

1 Select File > Open Batch, and load VoaSampleData.batch.bin.

2 Select View > Compounds at a Glance. The window layout is defaulted to its
last configured settings.

G ataGlance - Data - Data3.batch.bin

: File Edit View Layout Help

i3 G - = | Panes:|4x4 MR WA N W -
Vioa Sample 1 [Methane. chloro] Voz Sample 1 [Methane, bromo-] Voa Sample 1 [Ethene. chioro-] Vo Sample 1 [Ethyl Chlc
101 [50.11260.2405 0276 33 x101]958 10 1{62.1 400.0844 2021 17 «10 7641
6-52)1 212 0.276 62 168.3 93 154641 66.1
02 1 084290
& 07 2 07
4 06 05
05 L 05
3 0z o8 0.4
2 03 06 03
g 02 04 02
01 02 01
o 0
04 06 08 1 12 14 16 18 08 1 12 14 16 18 2 22 24 12 14 16 18 2 22 24 26 28 2 22 2
Vioa Sample 2 [Methane. chioro] oz Samle 2 [Methane, bromo-] Voa Sample 2 [Ethene. chioro] Voa Sample 2 [Ethyl Chic
X101 [50.1 2 0.1707 0,841 31 x101]952 x101 [62.1 10 1]64.1 42 0.0000 34
3452148028129344 919 641 66.1512569221
08 16 21430352879 15¢
2 07 14 15
! 18
2] 06 12 14
05 1 12
1.5 04 08 I
1 03 06 gg
02 04 04-
0.5
01 02 02
o 0 P 0
04 06 08 1 12 14 16 18 1 2z 3 4 5 6 7 8 9 12 14 16 18 2 22 24 26 28 3 2 22 24
Vioz Sample 3 [Methane. chioro] Voz Sample 2 [Methane, bromo-] Voa Sample 3 [Ethene, chioro-] Voa Sample 3 [Ethyl Chic
101 [50.1 5024130942 45 x101{95.2 10 1621 47 0.0343 2.067 20 %10 164.1 35,0000 2
521 a9 641352067 15745 66.1
16 18 14
4] 200
25 4 18 12
3 12 1; 1
1 E
25| E 08
24 02
08 06
15 086
05 04
14 04 04
054 02 02 02;
P 0 o o
02 06 08 1 12 14 16 18 08 1 12 14 16 18 2 22 24 12 14 16 18 2 22 24 26 28 3 3 22 2
Voz Sample 4 [Methane. chioro-] oz Samle 4 [Methane, brome-] Voa Sample 4 [Ethene, chloro-] Voa Sample 4 [Ethyl Chic
x10 17501 7201640 0.403 31 x101]e58 10 1/62.1 560,114 1.877 24 10 1{64.1 400.0000 3.4
454521 149 0.364 45 2069 98 59564144 1256 19 78.6 164661
4] 08 230
ar o 2 14
1 ! 175 12
34 08 B :
254 05 1.25
2| 04 1 08
154 03 075 08
1 02 05 04
05| 01 025 02
04 06 08 1 12 14 15 18 08 1 12 14 16 18 2 22 24 12 14 16 18 2 22 24 26 28 3 2 22 2

4 Samples (4
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3 Compounds at a Glance
Task 1. Review the Compounds at a Glance Window

3 Click the Setup Layout icon 4 to display the Setup Graphics window
Samples tab.

Samples | Compounds | Orgarize | Outler |
Samples:

Name Data File Type Level Sample Group GMatrix Spike

Sample Group GMatrix Spike
Voa Sample 2 Sample
VoaSampleDatal... | Sample
VoaSampleDatal... | Sample

Voa Sample 3

Voa Sample 4

] T

[ <Bsck | [ New> ]

(o] (o] (el ]

4 Arrange the desktop so that the Compounds at a Glance and Setup Graphics
windows are both visible.
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5 Inthe lower pane of the Setup Graphics window, select samples to remove
from the Compounds at a Glance window and click Remove. In our example,

we are using all four samples, so do not remove samples from the lower

pane.

Samples | Compounds | Organize ‘ Qutlier |

Compounds:

< L

Name: Type Transtion RT 4 Cmpd. Group

User Defined

sad> || agda: [ <Remove ] [ <<Removedl
Compounds shown in this onder.
MName Type Transition RT
a Target 80,

Methane, bromo- | Target 559 1572

Ethene, chloro- Target 621 2.040

Ethyl Chloride Target B4.1 2772

Methylene Chloride | Target 835 4555

Acetone Target 431 5.225

Carbon disuffide Target 759 5995

=
?h‘ﬁ'ﬁ = — — LU} — [
Cocgeek [ dee> | [ ey [ ok ] Cancd

Click Next to display the Compounds tab.

7 Inthe lower pane of the Setup Graphics window, select compounds to

remove from the Compounds at a Glance window, and click Remove. In our

example, we are reviewing all compounds, so do not remove compounds

from the lower pane.

8 Click Next to display the Organize tab.
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3 Compounds at a Glance
Task 1. Review the Compounds at a Glance Window

9 Inthe Organize Rows by area, select Compounds. Click Apply to see the
changes in the Compounds at a Glance window.

Each column now displays a single sample and the single row displays the
selected compound found in all four samples.

10 In the Review Mode area, select Compound by Compound. Click Apply to
see the changes in the Compounds at a Glance window.

Setup Graphics @

Samples Compounds Organize Qutlier

Organize Rows by: Review Mode

@ Compounds @) Mone

) Samples ) Sample by Sample
Overay @ Compound by Compound
©) Nane -target arly Fane Dimension

@ Qualifiers

Display Opti
© 15TD i
[] Wrap Rows

) Matrix Spike

- P Baselines

@ G d G

- empaundERLpe [C] Fill Peaks

(©) Sample Groups

- u = [] Nomalize

) Compounds

- P [7] Uncertainty Band

() Samples

[ <Back |[ Mew> | [ aeoy ][ ok ][ Cancel |

The reviewer mode in the toolbar of the Compounds at a Glance window is
now enabled. In this review mode, since Organize Rows by Samples was
previously selected, a single named compound is displayed in a column
and each row in the column displays that compound result in the included
sample.

11 In the Pane Dimension area, select the drop-down, and mouse over the
squares until the pane displays 4X1. Click Apply.
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3 Compounds at a Glance

Task 1. Review the Compounds at a Glance Window

The window now displays the results of the selected compound in all 4

samples containing a single compound.

Setup Graphics

Samples Compounds
Organize Rows by:
@ Compounds

) Samples

Owerlay:
() None -target only

@ Qualifiers

7 ISTD

() Matrix Spike

() Compound Groups
") Sample Groups
() Compounds

) Samples

71 None -target and qualifiers

Organize | Outlier

Review Mode

) None

) Sample by Sample

@ Compound by Compound

Fane Dimension

Display Options

[] Wrap Rows
Baselines

[T Fill Peaks

7] Nomalize

[7] Uncertainty Band

Peak annotations

==l

[ <Back |[ Mew> | (

Apply

J

OK

] [ Cancel

)

12 Inthe Display Options area, select Baselines. Click Apply to see the changes

in the Compounds at a Glance window.

13 In the Display Options area, click Peak annotations. Click Apply to see the

changes in the Compounds at a Glance window.

Peak Annotations

51

Area

Final Conc.
RT

Height
Ratio

Calc. Conc.
[] Detta RT

[ s/N

Display annotation names (ex. RT=2.452)
[ Display units for Conc., RT and Delta RT

[

oKk | [ cancel |
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3 Compounds at a Glance
Task 1. Review the Compounds at a Glance Window

14 Click Next to display the Outlier tab.

15 Make the selections shown in this example:
+ Peak Result - Retention Time and Relative Retention Time
+ Qualifier- Qualifier Peak Not Found and Qualifier Ratio
+ Calibration - Calibration Range

Setup Graphics @
Samples Compounds Organize Outlier
[T Peak Resutt -

-] Peak Mot Found
.| Peak Resolution Front
[ Peak Resolution Rear
--[¥/] Retertion Time
[ Relative Retention Time
[[integration Metric
-] Symmetry
[ Full Width Half Maoimum
[ Purity
[ Signal To Noise Ratio
...[E7 Limit Of Detection
[ Limit Of Quantitation
--[[]Method Detection Limit
=[O Qualifier
[¥]Qualifier Peak Not Found
[ Qualifier Peak Resolution Front
...[T] Qualifier Peak Resolution Rear
[ Qualifier Signal To Noise Ratio
-[¥] Qualifier Ratio
.| Qualifier Integration Metric
[[]Qualfier Peak Symmetry
[ Qualifier Peak Full Width Half Maximum
-ENISTD
[E15ample
-[F] Blank
=-[C]Calibration
[ Average Response Factor RSD -

m

Filter:
@ Show all panes

(7) Show panes without outliers

() Show panes with outliers

[ ooy ][ ok ][ cancel |

16 Click OK to close the Setup Graphics window, and notice the highlighted
pane in the Compounds at a Glance window.

See “Task 1. Review the Outliers” on page 78 for details on these settings.

17 In the Compounds at a Glance window, from the Review drop-down, select

the compound Trichloroethylene.
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3 Compounds at a Glance
Task 1. Review the Compounds at a Glance Window

18 Mouse over the salmon highlighted pane in the Compounds at a Glance
window to see outlier messages for the analyzed results.

Here we see that the calculated concentration is outside the calibration
range and the qualifier ratio is also outside its allowable range.

Compounds at a Glance - 2 3.batch.bin
¢ File Edit View Lay
P00 (4 & CEalHg < Trichloroethyle.. | = [Panesi4x1 R TR A . N R
oz Sample 1 [Trichl Japel Sample 2 [Tr \oa Sample 3 [Trichloroethylene]
%10 11318 Area= Final Conc = RT=Height= Calc. Conc = | 51021319 Area=1319 Final Conc.=32123 RT=15208He_ x103 1319 Area=33100 Final Conc=553884 R
0191329 Area= RT= Height= Ratic= 241338 Area=514 RT=15.168 Height=31 Ratio=26.5 133.9 Area=10577 RT=15.171 Height=35 R
949 Area= RT= Height= Ratio= 5 5[349 Area=2410 RT=15 208 feight=242 Ratio=125 6 323’9 RT=16.1] Height=1364
0.2 1 :
B 24 2754
074 18 254
0.6 1.6 2254
| 2
054 i 178
124 71
044 ol 154
1.254
0.2 03 1
024 084 075
04
014 05
02 02
n n o
1425 1450 1475 1500 1525 1550 1575 1600 |§ Quthers . 15
25 14 ’ a2 tichloroethylene: Calculated concentration = 32123 is outside the calibrated range [200000, 200.0000] | 1%
Trichloroethylene: Qualifier ratio = 26.8 is outside the allowed range [27.1, 40.7] for MZ = 133.9

19 See how Link All X-Axis works.
a Right-click in any pane, and select Link All X-Axis.

b To see how the Link All X-Axis function works, left-click and drag the RT
scale, and observe the peaks move in all panes. Zoom in on a region in
one chromatogram and the same area is zoomed in the other
chromatograms.

20 Double-click the pane for Voa Sample 3 to open a Manual Integrate window
with three panes. The first pane contains the target pane and the other two
panes contain its qualifiers.

Manual Integrate o=
EAE R W3 W9 NN (3 Close
Voz Sample 3 [Trichloroethylenc] Voz Sample 3 [Trichloroethylene] Vo Sampl yiene]
1031319 Area=33100 Finel Conc.=553884 RT=15.171 Height-2778 Calc. C.. 103 |132.9 Area=10577 RT=T15.171 Height=365 Rafio=31.5 Ixto2 et 15171 Height=3354 Rafio=116.2
275 0 225

25 3
225 08 275

2 07 25

b 225

175, 06 2

15 05 1.75-

125, 15

1 o 125

N 1

075 0 075

05 05

025 01 P
025] ol 025

e 146 14z 15 182 184 B6 188 16 e 146 1z 15 182 184 186 183 16 e 146 s 15 182 184 186 188 16

21 Close the Manual Integrate window and review the remaining compounds by
clicking the Next or Previous arrow icon on the Review parameter shown the
compound name currently being reviewed.

22 When finished you can print the Compounds at a Glance window. Use Page
Setup to set the page properties.
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3 Compounds at a Glance
Task 1. Review the Compounds at a Glance Window

23 Synchronize sample and compounds in the Batch Table with the
Compounds at a Glance window.

a Use the Compounds at a Glance window from the previous steps for this
procedure.

b Size the Compounds at a Glance window and the Quantitative Analysis
window to the same width, and place them vertically as shown below.

C ata Glance - - batch.bin

¢ File Edit View Layout Help

IO (3 3 Zalgf| 4 Trichlorocthyle... = ® | Panes: 4x1 BN WA W W e
\oa Sample 1 [Trichlorosthylene] Voa Sample 2 [Trichlorosthylene] Voa Sample 3 [Trichlorcethylene]
(1071319 Avea= Final Conc.= RT= Height= Calc. Conc.= | x1027121.9 Area=1919 Final Cone.=3.2123 RT=15208H.. 101313 Area=22100 Final Conc.=55.3884 R1
0.9 1338 Area= RT=Height= Ratio= 24132.9 Area=514 RT=15.169 Keight=31 Ratio=26.5 325|133 Area=10577 RT=15{71 Heighi=35 |
94.9 Area= RT= Height= Ratio= 29] 94.9 Area=2410 RT=15.208 [ieight=242 Ratio=1256 N 94.9 Area=39025 RT=15.jA1 Height=3354 |
0.2 b
B 24 2754
07 18 254
064 164 2254
j 24
0.5 14 175
124 3
0.44 1] 154
1.25
034 08 1
0.2 06+ 0754
044 054
0.1 024 025
0 0
" 144145 148 15 182 154 156 158 16 " 144 146 148 15 152 154 156 158 16 144 145 148 15 152 154 156 1

[ Agilent MassHunter Quantitative Analysis (for GEMS) - VoaSampleData - VoaSampleData3.batch.bin
i File Edit View Analyze Method Update Report Tools Help

PN = | 23 GE AnalyzeBaich ~| @ | Layout B ER EE E [Al Restore Default Layout
Baich Table

: Sample: @ VoaSample 1 - 8] | Sample Type: <All> ~ | Compound: [@] Trichloroethylene - T
[ Trichloro.. |

Sample
Data File
* VoaSample 1 VoaSampleData01.D Sample

Trichloroethylene Results | Qualifier

¥ | Voa Sample2 | VoaSampleDatal2.D | Sample ]
| | ¥ [Voa Sample 3 | VoaSampleData03.D | Sample | 17282014 5:43 AM | 151331 [[F]] 553884
¥ | Voa Sample 4 | VoaSampleDatz04D | Sample | 172812014 5:50 AM | 151 322 || 544716] 54.4716] | 3139]

¢ Right-click in the Compounds at a Glance window, and select Properties.
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the dialog box.

Baselines
[] Nomalize
[C] Uncertainty band

Chromatogram colors.
Peak annotations.

Reference RT:

Recogrition window

Properties E

Compounds-at-a-Glance

General:
Background color: [ewtomatic -
Foreground color: Il 2 tomatic -
Gridlines color: Mo display -
Outlier color: [ . -
Peak fill: No fill -
Manual integration (] -

Mo display [I]
No display [:]

Manual

Show baseline start/end boxes

igal

Synchronize Navigation

[ Defautt ] [

OK

]I Cancel ] Apply

d Under Navigation, select Synchronize Navigation, and click OK to close
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3 Compounds at a Glance
Task 1. Review the Compounds at a Glance Window

e Select a compound in the Batch Table and the same compound is
selected in the Compounds at a Glance window. Selecting the
compound in the Compounds at a Glance window changes the selection
in the Batch Table.

Comp ata Glance - batch.bin
i File Edit View Layout Help
P[0 (& S/ Ea 2| @ Trichloroethyle.. | = | Panes: 4x1 R T R - . R A
oz Sample 1 [Trichloroethylenc] Vioa Sample 2 [Trichloroethylene] Voa Sample 3 [Trichloroethylene]
(1011319 Area= Final Conc.= RT= Height= Cale. Conc.= | 10241319 Area=1319 Final Conc.=3.2123 RT=15208H.. 1051319 Area=22100 Final Conc.=55.3884 R
0.9133.9 Area= RT= Height= Ratio= 241339 Area=514 RT=15.169 ieight=01 Ratio=26.8 3.95.|138:9 Area=1077 RT=15471 Height-365
949 Area= RT= Height= Ratio= 33249 Area=2410 RT=15 208 fleight-242 Ratio-125.6 3 |349 Area=39025 RT=I5 T Heioht=3354
024 b
24 275
074 184 254
064 164 225
14 24
054
.| 1.754
044 o 154
125
03 08+ 1
024 U 0754
044 054
014 024 0.25
0 0 0
" 144 145 148 15 182 154 156 158 16 " 144 146148 15 182 154 186 158 16 144 145 148 15 152 154 186 1

[ Agilent MassHunter Quantitative Analysis (for GCMS) - VoaSampleData - VeaSampleData3.batch.bin
i File Edit View Analyze Method Update Report Tools Help

PN & || 53 (E AnalyzeBaich ~| @ | Layout BR BB BB B Restore Default Layout
Batch Table

Sample: (] | Voa Sample 1 ~ 8] | Sample Type: <All> ~ || Compound: [#] Trichloroethylene - 1

Sample | Trichioro.. T Results | Qualifier
RT |Resp. M| Calc. Conc. | Final Conc.| Accuracy | Ratio

¥ | Voa Sample 2 | VoaSampleDatal2.D | Sample 0
| | ¥ [VoaSample3 | Data03D | Sample [ 17282014 5:43 AM | 151 331_[[C]| 553884
¥ | Voa Sample ¢ | VoaSampleDatz04.D | Sample [1282m4550aM | | 151 322 |C]]  544716] 54.4716|
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Task 2. Display Properties for the Compounds at a Glance Window

Task 2. Display Properties for the
Compounds at a Glance Window

This task shows you how to setup the labels and colors for the Compounds at a

Glance window for reviewing results. It assumes that the window was
configured in the previous task.

1 Right-click in the Compounds at a Glance window, and select Properties.

2 Click Default to return the properties settings to their defaults.

Properties @
General:

Background color: [ &utomatic hd
Foreground colar: 2 utomatic hd
Gridlines color: Mo display -
Outlier colar: [ -
Peak fill: Mo fill A
Manual integration: (| -
[ Baselines

[ Nomalize

[T Uncertainty band

Reference RT: Mo display B
Recognition window: Mo display D

Manual integration:

MNavigation:

Show baseline start/end boxes

[ Synchronize Navigation

[ Defaut

J

QK

J [ Cancel ]

Notice that under Manual integration, Show baseline start/end boxes is
selected. This is only shown when manual integration is enabled.

The default outlier color is salmon. If an outlier exists for a sample’s
compound, that chromatogram has a salmon background.

3 Under General, select Uncertainty band.
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3 Compounds at a Glance
Task 2. Display Properties for the Compounds at a Glance Window

4 Click Chromatogram colors, and observe the default order of black, blue,
green, etc.

5 With black selected at the top, click Move Down to make this order blue,
green, red as shown below.

Chromatogram Colors IEI
[ Defait  |[ ok [ Cancel |

These settings will make the target compound peak and labels blue, the
first qualifier peak, labels and uncertainty band green, and the second
qualifier peak, labels and uncertainty band red. Click OK.

6 Click Peak annotations and select RT and Ratio as shown below. Click OK.

Peak Annotations @

RT

Ratio

[] Calc. Conc.
[ Final Conce.
[ Height

[] Area

[7] Detta RT
[ SN

Display annotation names (ex. RT=2 452)
[ Display units for Conc., RT and Delta RT

[ ok ][ cance
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3 Compounds at a Glance
Task 2. Display Properties for the Compounds at a Glance Window

7 Click OK to close the Properties, and observe the edits to the display.

‘oz Sample £ [Trichloroethylene]
x1021131.9RT=15.175
4411339 RT=15.214 Ratio=31.9
""" 4.2 T YRI5 274 Hatio=126 4
4
384

244
224

2
1.8
1.6
144

36
344
2.2+
34
.
...... 1.2 J/

i |

264
------ 0.2 \

0.6
0.4+
0.2
= D T T T T
148 15 18,

144 148 2 184 156 158 16

4 Samples (4 total) | 34 Compounds (34 total)

Observe that the target peak and peak label is blue as specified.

The green colored qualifier has the green colored uncertainty band with a
ratio of 31.9 just making it inside the band.

The red colored qualifier shows a ratio of 126.4 nicely centered in the band.

The labels specified for RT and Ratio are color-coded to the peaks.
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Outliers and Quantitation Messages

Outliers and Quantitation
Messages

Task 1. Review the Outliers 78
Task 2. Review Quantitation Messages 83

Task 3. Set Up Outliers 85

In this exercise, you will learn how to review results for your batch using the
Batch Table Outliers indicators and Quantitation Message features. You will
also review outliers settings for the Compounds at a Glance window.

Outliers allow you to setup ranges of parameters that represent acceptable
results. Results outside these acceptable parameters are considered outliers.
MassHunter monitors the outliers found in compounds present in every sample.
It then presents these color-coded results graphically in tables.
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Task 1. Review the Outliers

Task 1. Review the QOutliers

This task shows how outliers are displayed for a compound in the Batch Table
and how you can filter results with outliers flags. In this example, we set this filter
to only display the outliers MassHunter sets up by default.

1 Initialize the default outliers.

a Select File > Open Batch, then navigate to and open the VoaSampleData
batch file.

b Click Select Outliers w to bring up the Outliers dialog. In the Outliers
dialog, select only the default outliers, those shown in bold, in the Peak
Result, Qualifier, and Calibration groups.

Filter settings here apply only to the Batch Table and are not valid for the
Compounds at a Glance window.

- |[®] 15TD: Methane br | [Z4] 13 e e e

| Quaifier. | Methz s
cy| Ratio| MI| RT| Outliers [~ B |[mE3al
164.1 || ICE =W Pl Result -
94.4 || R - [¥] Peak Mot Found N
| L] 7.92 [T Peak Resolution Front E
191.0 ] R~ ... Peak Resolution Rear

[ Retention Time

..[/| Relative Retention Time

..[¥] Intearation Metric

D Symmetry

.. Full Width Half Madmum

D Purity

..[[] Signal To Noise Ratio

.| Limit Of Detection

... Limit OF Guartitation =
Ll F—— K

[ Show Outlier Columns

[ ok J[ cancel |

¢ Click OK to enable the display of default outliers.

2 Review the outliers displayed in the Batch Table.

a Click Analyze Batch in the main window toolbar. The outliers for the
batch are found and displayed.

On the Home tab, click Analyze Batch. i
b If not selected, click Turn off outliers filter ¥ 1o display all samples.
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Task 1. Review the Outliers

¢ Select chloromethane in the Batch Table, and note there are outliers
denoted by red and blue highlighted cells.

d Click Display rows that have no outliers \ . All of the samples will be
hidden because chloromethane had outliers in all 4 samples.

e Click Display rows that have High/Low outliers v to display all 4
samples once again.

f Click Next Compound [=] in the Batch Table toolbar to review the
results for bromomethane. The salmon shading in the this target
compound’'s Method and Results area indicates that no target
compound was found. All four samples indicate an outliers in the target'’s
Resp. column.

g Mouse over the blue cell to display the outliers message.

- || Compound: [@] Methane, bromo- - | [=] ISTD: Methane, br lm E] g (Lc? (’-_—,- ;
Methane, Methane, bromo- Results Qualifier . | Methane, bro_| Qualifier .| Qualifier

Exp. Conc.| RT |Resp.|MI Calc. Conc. |Final Conc.| Accuracy| Ratie | M| RT | Resp. | Ratio | MI| Ratio | MI

| 7.914| 10863] 131.2|[1] 3423[0
¥ Outlier(s) W 7520 12311 1337 W 3492 M|
Methane, bromo-: Peak not found

T T T [E1] 7.925] 1280 JEEREY 1] 34250

For the compound selected for Voa Sample 2, there are multiple outliers,
one blue shaded cell in the targets Result area and one red shaded cell in
the second qualifier's Ratio column.

View the outliers message in this sample's red shaded cell. The cell is
shaded red because the ratio detected value of 138.7 is greater than the
maximum value of 133.7 allowed in this range. If its value were lower
than the lowest value of 88.7 allowed in this range it would be shaded
blue.

h Mouse over the Outliers Summary icon (red filled flag) to display the
outliers messages. Note from the previous step, there were two outliers
in two different cells. They are summarized here.

Sample: i.| Voa Sample 2 - ﬂ Sample Type: | <All= ~|| Compound:

Sample Methane, . I

@ % Mame Data File Type Level Acg. Date-Time Exp.Conc.| RT |Resp.|!

| D | ¥ |VoaSample 1 | VosSampleData01.0 | Sample | [ 1282014 548 AM | | [

»| O Voa Sample 2 | VoaSampleData02.D | Sample | [128n014 545 M | | [

D | {¥ Outlier(s) [

) | § Methane, bromochlore-: Qualifier ratio = 138.7 is outside the allowed range [88.7, 133.1] for MZ =125.9 [
Methane hromao-- Peak nat foond
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Task 1. Review the Outliers

Click Select Outliers ﬁ }
4 Under Peak Result, clear the Peak not found check box.

The Batch Table contains only two samples now that Peak Not Found is no
longer an outlier. This is because our outlier filter is set to only show
samples with outliers for the current compound. These outliers have no
merit since a qualifier to target ratio cannot exist without a target
compound.

5 Click Turn off outlier filtter ¥ to display all samples.

6 Click Next Compound (=] | repeatedly, in the Batch Table toolbar to review
the results for each calibration compound in all four samples.

¢ File Edit View Analyze Method Update Report Tools Help
P = || 2 (E AnalyzeBatch ~| @ | Layour: B B BH B Al Restore Default Layout
Batch Table
i Sample: & |Voa Sample 1 - '&] | Sample Type: <All> = | Compound: [@] Methane, chloro-
Sample Methane, . Methane, chloro- Results
O+ Name Data File Type |levell Acq DateTime |Exp Cone.| RT |Resp|Mi|Calc. Conc | Final Cone | Accurac
v [ ¥ | VoaSemple 1 | VoaSampleDats01.D | Samele 1282014548 AN 4 ( (¥
& | ¥ | VoaSample 2 | VoaSampleDatal2.D | Sample 1/28/2014 5:45 AM 0.94 72|[]
& | ¥ | VoaSample 3 | VoaSampleData03.0 | Sample 1/28/2014 5:45 AM 0942| 158|[]
& | ¥ | Voa Sample 4 | VoaSampleDatal4.D | Sample 1/28/2014 5:50 AM 100|[]
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Task 1. Review the Outliers

7 Set up the outliers display in the Compounds at a Glance window.

a Inthe main window, select View > Compounds at a Glance.

b Select Layout > Setup Layout.

On the Home table, click Setup Layout.

¢ Click the Outlier tab to display the Setup Graphics Dialog tab used to

adjust the Outlier settings. Outliers displayed in the Compounds at a
Glance window are set up in the Setup Graphics dialog box Outlier tab.

Setup Graphics

Samples Compounds Crganize Outlier

X5

=[] Peak Result

-[¥f] Peak Not Found

.. Peak Resolution Front
..[[]Peak Resolution Rear

[ Retention Time

..[f| Relative Retention Time

[ Integration Metric

D Symmetry

..[C] Full Width Half Maximum

D Purity

-.[[ Signal To Moise Ratio

[ Limit Of Detection

-..[7] Limit OF Quantitation
..[[Method Detection Limit

-] Qualifier

[ Qualfier Peak Not Found
..[[]Qualfier Peak Resolution Front
..[[]Qualfier Peak Resolution Rear
..[[Qualfier Sianal To Noise Ratio
[ Qualfier Ratio

[ | Qualfier Integration Metric
[ Qualfier Peak Symmetry
...[[]Qualfier Peak Full Width Half Maximum
&-CISTD

@[] Sample

EJ--D Blank

=[] Calibration

i..[C]] Average Response Factor RSD

»

m

Filter:
@ Show all panes
() Show panes without outliers

(7) Show panes with outliers

[

Mooty | [ ok ][ Cancel |

d As done previously with the Batch Table outliers settings, select the

defaults indicated in bold, but clear the Peak Not Found check box. Also
clear the Integration Metric and Qualifier Integration Metric check
boxes, as they do not function with the General integrator.

e Under Filter, select Show all panes.
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f Click OK to apply these settings to the view. The salmon-colored
chromatograms represent a compound in a sample where an outlier
exists.

g Mouse over the chromatogram to display an Outlier Summary for that
sample’s compound.

Compounds at s Glance - VoaSampleDsts - VosSampleDats.batch.bin
: File Edit View Lsyout Help
N = | Panes{axa LR BB ARA RIS A
\ioa Sample 1 [Methane, chioro] Vica Sample 1 [Methane. brome-] Vo Sample 1 [Ethene, chloro-]
107|501 142028150276 33 1071953 76214000338 2021 3
6-{52 7 2330276 62 1601 Ju39 3641
02
59 074 254
44 084 2]
054
3 0] 154
2 02 1
1 02 05
0.1 1
o 0 o
04 06 08 1 12 14 15 18 08 1 12 14 16 18 3 22 24 12 14 16 18 3 22 24 26 28
¥ Outliers
Methane, chloro-: Calculated concentration = 0.3815 is outside the calibrated range [20.0000, 200.0000] V"E,Sas'g"fz [Ethens. chloro-]
Methane chloro-: Retention time = 0.776 is outside the allowed range [0.891, 0.985] o
Methane, chioro-: Qualifier ratio = 164.1 is outside the allowed range (27.0, 40.5] for MZ = 521 6]
pvicE T 14
]é' 064 124
15 054 1]
125 04 08
o 032 06
oE 02 04
) /\/\ o1 02
0 T T T T T T T T T D-I T T T T T T T T T 0 T T T T T T T T T
04 06 08 1 12 14 16 18 i3 3 1 5 E 7 & 3§ T2 14 16 18 3 22 24 76 28
Vo Sample 3 [Methane, chioro] Vo Sample 3 [Methane, bromo-] Vo Sample 3 [Ethene, chloro-]
5|50 {1158 3627 D 942 9 <101{958 162142 00842 2 067 4
HE 1gle=e 23564135 20673833
7 14 B
5 124 25l
54 M 24
4 02
2 054 154
2 04d i
1 f(k 02 05
. 0 .
04 06 08 1 12 14 16 18 U8 1 12 14 16 18 3 22 24 T2 14 16 18 2 22 24 26 28
Vioa Sample 4 [Methane, chioro] Vica Sample 4 [Methane. broma-] Vioa Sample 4 [Ethene, chioro-]
1017501 100 02278 0.403 31 1071953 5219201154 18775
454521 191 0.364 46 191D Ju39 48760 1/d1372186
+ 02 4
354 07 35
2 05 2
25 054 25
2 04 24
154 02 151
ik 02 1
PER 01 05
o 0 o
04 06 08 1 12 14 16 18 U8 1 12 14 16 18 2 22 74 12 14 16 18 2 22 24 26 28
« i
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Task 2. Review Quantitation Messages

Quantitation messages are informational but not necessarily to identify an out of
an acceptable range of values condition. A good example of a quantitation
message is not finding a peak defined in your quantitative method in an unknown
sample. We will examine how to suppress the peak not found message.

1 View quantitation messages for a single sample in the Batch Table.

For the Voa Sample 2, mouse-over the Quantitation Message Summary
icon (exclamation point inside a filled red circle) to display the Quantitation
Messages. The messages in our example are all due to calibration
compounds not found in the sample.

Sample: ﬂ Voa Sample 2 - £| Sample Type: <All> - || Compound: [&
Sample Methane, .. Methi
@ | 4 | Name ’| Data File | Type |Leve|| Acg. Date-Time Exp. Conc.
D | ¥ | VoaSample 1 | VoaSampleData01.D | Sample 1/28/2014 5:48 AM
» ple oaSampleData02.D ample 0 9 A

) Quantitation Message(s)

& 2-Hexanone: No primary pesk found by guantitation engine

Benzene, chlore-: Mo primary peak found by guantitation engine

Benzene: Qualifier M/Z = 50.1: Integrator did not find any peaks

Carbon Tetrachloride: No primary pesk found by guantitation engine

Ethane, 1,1,1-trichloro-: Mo primary peak found by guantitation engine

Ethane, 1.1,2 2-tetrachlore-: No primary peak found by guantitation engine

Ethane, 1,1,2-trichlore-: Qualifier M/Z = 82.9: Integrator did not find any peaks

Ethane, 1,1,2-trichlore-: Qualifier M/Z = 84.9: Integrator did not find any peaks
1.1
1.1

Ethane, dichlore-: Qualifier M/Z = 65.1: Qualifier peak not found or does not match quantitation criteria
Ethene, dichlore-: Qualifier W/Z =95.9: Integrator did not find any peaks

Ethene, 1,1-dichlore-: Qualifier MiZ = 97.9: Integrater did not find any peaks

Ethene, 1,2-dichlore-, (Z)-: Qualifier M/Z = 95.9: Integrator did not find any peaks

Ethene, 1,2-dichlore-, (Z)-: Qualifier MIZ = 57.59: Integrator did not find any pezks

Ethene, chlore-: Mo primary peak found by guantitation engine

Ethylbenzene: Mo primary pesk found by guantitation engine

Methane, bromo-: Mo primary peak found by guantitation engine

Methane, bromodichloro-: Mo primary peak found by guantitation engine
Methane, dibromochloro-: Mo primary peak found by guantitation engine
Methane, tribromo-: No primary peak found by guantitation engine
Methyl lsobutyl Ketone: Mo primary peak found by guantitation engine
Propane, 1,2-dichlore-: No primary peak found by guantitation engine
Styrene: No primary peak found by quantitation engine
Tetrachloroethylene: Mo primary pesk found by guantitation engine
Trichloromethane: Qualifier M/Z = 84.9: Integrator did not find any peaks
Xylene: No primary peak found by guantitation engine
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2 Suppress quantitation messages in the Batch Table that involve missing

peaks.

a Select Method > Edit.

b Select Globals Setup from the Method Tasks area, and then select
Ignore Peaks Not Found in the Method Table.

Agilent MassHunter Quantitative Analysis (for GCMS) - Method - < C:\MassHunter\GCMS\1\data\!

Data\Q Data.batch.bil
i File Edit View Analyze Method Update Report Tools Help
i 0 B | Ba | (= AnalyzeBatch -| @ : Layout BE EF BB B (A Restore Default Layout
Method Tasks ~ X | Method Table
New [ Open Method Time Segment: 4 | <All> + % | Compound: [@& - Reset Tabl
Method Setup Tasks Sample
Compound Setup Name Data File Type Level Acq. Method File 7| 2
JT'C Retention Time Setup Bl A ‘/oa Sample 4 VoaSampleData.. Sample VoaDemo 1
Globals
¥ ISTD Setup Apply Mulbipher to Matrix Spike =] s
2% Concentration Setup Apply Multiplier to Surrogate
F Qualifier Setup Apply Multiplier to Target -
. Bracketing Type Mane ‘E
%+ Calibration C Set - =
37 Calibration Curve Setup CC Maximum Elapsed Time In Hours 0.000
|@’ Globals Setup | Correlation WWindow 2.000
- Dynamic Background Subtraction [}
Sa Exit
| el | Ignore Peaks Mot Found 2
B Validate Mon Reference Window 200000 | ~
] 3
G save
Sample Information
Save As... = = :
ae ¢ @ @ [B Maxsoipanes|2 i I i 2
E3 Exit

| Manual Setup Tasks

+TIC Scan (= > =) VioaSampleDatal4 D
a xm'J
g

E

¢ Select Method > Exit. This displays the Apply Method dialog.
d Select Analyze, and click Yes. This runs the analysis with the revised

method settings.

e Notice the absence of Quantitation Message Summary icons. Compare
this to the previous messages in the Quantitation Message Summary
icons for Voa Sample 2 before Ignore Peaks Not Found was added to

our method.
i Sample: @] VoaSample2 ~| 8] | Sample Type: <All> ~ | Compound: Methane, brome-
Sample Methane, . Methane, bromo- Results
@ 7| % | MName [  DamFile | Type |level Acq DateTime | Exp. Conc |RT|Resp.Mi|Cale. Conc.|Final Conc.[Ace
¥ | Voa Sample 1 | YoaSampleDatal1.0 | Sample 1/28/2014 5:48 AM
» oa Sample oaSampleData02.D ample 0 9 A
¥ | Voa Sample 3 | VozSampleDatz02.0 | Sample 1/28/2014 5:43 AM (=]
|| % | Vos Sample 4 | VoeSampleDatz04.0 | Sample | [1282014550am | | =]

f Save the method as VoaSampleData2.batch.bin.
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Task 3. Set Up Qutliers

Previous tasks in this exercise discussed setting up outliers views using the
MassHunter default outliers setups. This task looks at where the default outliers
settings can be edited and reviews the setup of non-default outliers.

1

Select File > Open Batch, and load the VoaSampleData2.batch.bin file.

2 Edit the acceptable range for the RT outlier.

MassHunter Quantitative Analysis for GC/MSD Familiarization Guidel

a Select Ethene, 1,2-dichloro from the Compound drop-down list in the
Batch Table toolbar.

b Select the Voa Sample 2 sample in the table.

Note the red shaded RT cell for the selected sample’'s compound.

BB Agilent MassHunter Quantitative Analysis (for GCMS) - VoaSampleData - VoaSampleData2. batch.bin

: File Edit View Analyze Method Update Report Tools Help
P = | Ea | GE AnalyzeBatch -| @ i Layout B EE BB B [A Restore Default Layout

Batch Table
i Sample: ﬂ Voa Sample 2 - ﬂ Sample Type: | <All> ~|| Compound: [@] Ethene, 1,2-dichloro-, (Z)-
Sample Ethene, 1.. Ethene, 1.2-dichlore-, (Z)- Resulis
@ = Name Data File Type Level Acg. Date-Time Exp. Conc.| RT | Resp.| M| Calc. Conc. | Final Conc. | Accurac
Voa Sample 1 | VoaSampleDatal1.0 | Sample /2872014 5:48 AM |
3 ¥ | Voa Sample 2 | VoaSampleData02.0_| Sample 12872014 5:49 AM 9.974 D) I 0.0227)
\oa Sample 3 | VoaSampleData03.0 | Sample /2872014 5:49 AM [
Voa Sample 4 | VoaSampleData04 D | Sample 1/28/2014 5:50 AM | [ [[=l| [

¢ Click Method > Edit to switch to method editing mode.
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d In the Method Tasks window, click Outlier Setup Tasks > Retention
Time. In the Quantifier table, note that the compound selected is the

same compound selected in the Batch Table.

e Set the RT Window value to 12.
f Select Method > Exit.

g Select Analyze, and click Yes. This runs the analysis with the revised
method that increases the acceptable range for the Retention Time. You

are returned to the Batch Table.

L] P I S P IR S AL S | AT PRSI SE T Y T '
: File Edit View Analyze Method Update Report Tools Help
0 & | B3| G AnelyzeBaich -| @ i Layout: fE B3 B EE A Restore Default Layout
Method Tasks ~ X |Method Table
New / Open Method = Time Segment: 4 | <All> - = | Compound: [ Ethene 12-dic.. ~ Reset Tab
Method Setup Tasks Quantifier
Compound Setup Name T8 Scan Type RT Window
Carbon disulfide 1| Scan Target 10.000| Perce
I Retention Time Setup Ethene, 1.1-dichl 7| Sean Target 10.000| Perce
@ ISTD Setup Methane, bromo 1| Scan ISTD 10.000| Perce
% Concentration Setup Ethane, 1,1-dichl 1| Sean Target 10.000| Perce
[ 3 Ethene, 1.2-dichl. 1 Scan Target 12000 Percq
F Qualifier Setup Trichloromethane 1] Sean Target 10.000] Perce
;;_7 Calibration Curve Setup Ethane, 1,2-dichl... 1| Scan Target 10.000| Perce
Ethane, 1,1 1-tri. 1| Scan Target 10.000| Perce
& Globals Setup Carbon Tetrachl... 1| Scan Target 10.000| Perce
= Methane, bromo... 1| Scan Target 10.000| Perce
‘ Save / Exit Propane, 1.2-dic. 1| Scan Target 10.000| Perce
& validate = 1-Propene. 1.3-d.. 1| Scan Target 10.000| Perce
Trichloroethylene 1| Scan Target 10.000| Perce
58 save - = = e
Sample Information
Save As... = =
e tla a M # of panes: 2 <l 2
E it +TIC Scan [~ ->*) VoaSampleDatal2.D
‘ Manual Setup Tasks ‘ 2 x18;
‘ Outlier Setup Tasks ‘ 8 0e
[ h. Retention Time | 07

The outlier that was noted by the red shaded RT cell is now gone. This
indicates that the change you made to the acceptable RT range now

includes this result.

@ Agilent MassHunter Quantitative Analysis (for GCMS) - VoaSampleData - VoaSampleDataZ.batch.bin
¢ File Edit View Analyze Method Update Report Tools Help
P & | Ba | (E AnalyzeBatch ~| @ :

Layout: B B B Al Restore Default Layout

Batch Table
Sample: ﬂ Voa Sample 2 - £| Sample Type:| <All> ~| Compound: Ethene, 1,2-dichloro-, (Z)-
Sample Ethene, 1. Ethene, 1,2-dichloro-, (Z)- Results
@ b Name Data File Type Level Acq. Date-Time Exp. Conc.| RT |Resp. M\‘Ca\c. Conc.lFmaIConc Accurac)

oz Sample 1 | VoaSampleDatal1.0 | Sample 1/28/2014 5:48 AM [

.4 ¥ | Vor Sample 2 | VoaSampleData02 D | Sample 1128/2014 5:49 AM 9974] 40 0.0227
oz Sample 3 | VoaSampleDatz03.0 | Sample 1/28/2014 5:45 AM [&
Voa Sample 4 | VoaSampleData04.D | Sample 1/28/2014 5:50 AM ]| |

3 Allow a new outlier to be displayed in the Batch Table.

a Click Select Outliers Ao to bring up the Outliers dialog box.
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b In the Peak Result group, select the Symmetry outlier.

Outliers
=[] Peak Resutt o~
-] Peak Not Found F
[ Peak Resolution Front E
[ Peak Resolution Rear

-.[¥] Retertion Time

/| Relative Retention Time

-] Integration Metric

Symmetry

[T Full Width Half Maximum

D Purity

[T Signal To Noise Ratio

[ Limit Of Detection

.. Limit Of Quantitation i

< I 3

Show Outlier Columns

[ ok ][ cance |

¢ Select Show Outlier Columns to add the Symmetry column to the target
compound results area in the Batch Table.

d Click OK to enable the display of Symmetry outliers.

e If not selected, click Turn off outlier filter L to display all samples.

Setup a new outlier in the method.
a Select Method > Edit to switch to method editing mode.

b In the Method Tasks window, click Outlier Setup Tasks > Peak
Symmetry.

@ Agilent MassHunter Quantitative Analysis (for GCMS) - Method - <C:\MassHunter\GCMS\1\ Data\Q Data2.batch.|
3 &z | By [E AnalyzeBatch - @ | Layout: [ B3 BB B [Al Restore Default Layout
: File Edit View Analyze Method Update Report Tools Help
Method Tasks + X |Method Table
New / Open Method A+ 11i Time Segment: d4a | <All> v = | Compound: [4a] Methane, chlor.. v =] | ResetTab
Method Setup Tasks Sample
Save [ Exit Name | DamFile | Type | Levl  |Acq MethodFile ™| .
&7 valicate | Vioz Sample 1 | VoaSampleData... | Sample | VoaDemo [
Quantifier
B Save Name TS| Scan Type | Symmetry Limit Low ¥ | Symmetry Limit Hig
Save As... - b | Methane, chlore- 1| Scan Target 0.80
. Methane, bromeo- 1| Scan Target 0.80 4
E3 Edt - | Ethene. chloro- 1| Scan Target 0.80 1.
‘ Manual Setup Tasks | Ethyl Chloride 1] Scan Target 0.80 1
Methylene Chloride 1| Scan Target 0.80 1
\ Outlier Setup Tasks | Acetone 1[Scan | Target 0.80 iH
Carbon disulfide 1| Scan Target 0.80 1.
U Reterion Time Ethene, 1,1-dichlarc- 1[Scan | Target 0.80 T
Relative Retention Time Methane, bromochlora- 1| Scan ISTD 0.20 1.
[ 1l ean — non T
Pezk Resclution

¢ Set the Symmetry Limit Low value to 0.80.
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d Set the Symmetry Limit High value to 1.20.
e Select Method > Exit. This displays the Apply Method dialog.

f Select Analyze, and click Yes. This runs the analysis with the revised
method and adds the Symmetry outlier to the method.

o] <All> | compound: [&] Methane. chioro- - ISTD: Methane, br 1m i = P <
i Methane, chloro- Results ‘ Qualifier... Methane, bromochloro- (ISTD) Results
RT | Resp.| MI|Calc. Conc. | Final Conc. | Accuracy RRT RT | Resp. Accuracy Calc. Conc. RRT
0.3815 03815 0,035 7.914| 10863 1.000
72| 0 01707 0118 7.820| 12311 1.000
0.3627 0119 7921 12712 1.000
02278 0.051 7.925| 12810 1.000

Methane, chlore-: Peak symmetry = 2.67 is outside the allowed range [0.80, 1.20]

The new Symmetry outlier is detecting peak trailing of the
chloromethane compound in two samples as noted by the red-shaded
cells in the Symmetry column.
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5 Generate Quantitation Reports

Task 1. Develop a Report Method 90

Task 2. Generate a report 95

This exercise helps you learn how to do these tasks:

+  Generate report methods using one or more report templates
* Generate a report

The VoaSamples batch is used in this exercise.

The report method you develop determines the report you create in MassHunter.
Report methods are made of one or more report templates combined and edited
to meet your reporting requirements. When developing a report method, you can
use either Excel or PDF templates. PDF templates can generate reports 20 times
faster than Excel templates. In addition, they have more options for scalability
and performance.
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Task 1. Develop a Report Method

In this exercise, you will develop a report method using PDF templates.

1

To start the Quantitative Analysis program, click the MS Quantitative
Analysis icon on your desktop. You can also access the program by clicking
Windows Start > All Programs > Agilent > MassHunter Workstation > MS
Quantitative Analysis.

If the default layout is not present, click Restore Default Layout on the
toolbar. On the Home tab, click Restore Default Layout.

{8 Agilent MassHunter Quantitative Analysis (for GCMS) - VoaSampleData - VoaSampleData.batch.bin

i File Edit View Analyze Method Update Report Tools Help

P & |2 GE AnalyzeBatch | @ | Loyout: [ B BB EH (Al Restore Default Layout

Batch Table

i Sample: ] Voa Sample 2 ~| &) | Sample Type: <All> ~|| Compound: [@a] Trichloroethylene /(=] ISTD: Benzene, 14 Lm |E
Sample Trichloro Trichl e Results Qualifier (133.9) Re.. | Qu

¥ Name Data File Tyee |Level| Acq DaeTime |Exp.Conc.| RT |Resp.|MI|Calc. Conc.|Final Cone. Accuracy| Int Metiic| RRT | Ratio | MI| Int. Metric| Rz
leDatz01.D | Semple | | 1282014 548 am |
12872014 5:49 Al

1/28/2014 5:43 AM
/2872014 5:50 AM

Click Open Batch Y on the toolbar.
On the Home tab, click Open.
Navigate to the directory containing the VoaSamples batch.

With the Batch Table open, click Analyze Batch on the toolbar to generate
results.

On the Home tab, click Analyze Batch.
If the batch is already quantitated, skip to step 5.

Click File > Save Batch to save the batch. Quantitative reports contain
sample information generated during the batch. The reporting function will
not work until sample results have been quantitated and saved.
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6

Create a PDF report method.
a Select Report > Generate.

On the Home tab, click Generate Report.

Generate Report
Batch file:
Batch folder: C:\MassHunter\GCMS5'1\data"\Voa SampleData'\VoaSample
Batch file: oaSample Data batch bin Browse
Report folder:

ata*\VoaSampleData'\VoaSample Data\Guant Reports'\Voa SampleDats Browse...

Report method:
C:\MassHurter'Report TemplatesQuart'POF-ReportingVoa Sample DataReports m

[ Choose. .. ][ New._.. ][ Edit... ]

Samples/Compounds:

(@ Generate reports now

() Queue report task

[ ok ][ concel |

b Accept the default Report Folder directory for this report.
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¢ Under the Report Method field, click New to create a new report method.

File  Edit
DEd|kRa[9e|a

Templates |Heauls | G’ahcssamgs‘

Template Report mode Destination file Publish format Language Page §
_ T e Ol | Single Sample | EnviQuant_Re English (Uit | Letter

4 mn 13

[ AddTemplate.. | [ Remove Template | Edit Post Processes. .

d Click Add Template in the Report Method Edit dialog box to open the
browser.

e Navigate to the MassHunter/Report Templates/Quant/PDF-Reporting
directory, select a template, and click Open. The program adds the
template to the Template field in the Report Method Edit dialog box.

f Repeat steps d and e to add a second template.

You may change the destination directory for saving the report in the
Report Folder field.

The Report Method Edit feature of the software allows you to combine
existing templates into a report method for developing an Excel or PDF
report, or both.

The software defaults to the last report method used for the last report
generated. Rather than generate a new report method, you can use the
default method if appropriate, or select a different existing method.

To select an existing report method, click Choose under the Report
Method field, and navigate to the folder to select your method.

7 Edit the report method to create single sample and batch PDF reports.
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The Report Method Edit dialog box allows you to edit certain features of
the templates you choose to include in the report method.

The PDF reporting option allows you to create English, Chinese, Japanese,
or Russian reports. Excel reports are provided in English only so this option
will be grayed out.

In Excel reports, there are limits on your paper size. PDF reports provides a
choice.

You can also select your Publish Format. In PDF reports, there is only one
publish format; therefore, this field is grayed out for this example.

a Inthe Report Method Edit dialog box, on the first template line, in the
Report Mode column, select Single Sample from the drop-down list.

b On the second template line, select Batch from the drop-down list in the
Report Mode column.

¢ In the Language column, select your language from the drop-down list.
d Inthe Paper Size field, select a paper size from the drop-down list.

8 Select the way the system handles your report results.
a On the Results tab, select GCMS from the Instrument Type drop-down

list.

% Report Method Edit - VoaSampleDataReports.m EI@
File  Edit

D& H| B9

‘ Templates ‘ Resutts ‘Gmphim seﬂingsl

Instrument type:

GCMS -
Generate report results (report results xml):
@ Auto

Generate results file only when Bxcel report templates are sslected

) Yes
Always generate results file

@ No

Mever generate results file

[ savetBa ] [ Eat

b Under Generate report results, select Auto.
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Use Auto in most cases. This limits the generation of an Excel file with
the report to only those cases in which an Excel report is selected. PDF
reports are quick and efficient when the generation of an Excel file is not

necessary.

9 Set the graphic setting options for the method.

a On the Graphic Settings tab, select Generate graphic files to add

graphics to your report.

ﬁ Report Method Edit - VoaSampleDataReports.m EI@
File  Edit
D= d| B9 o |a
Templates | Resufts | Graphics settings ‘
General: Peak chromatograms
Generate graphics files { emf files) [ Graphics settings I
V| Delet hics files aft it rati
I Qrapnics Ties sfler rEport genersion Quantifier/Qualifier overlay chromatograms
Fixed range graphics:
[ Graphics settings... ]
[ Fixed range graphics settings... ]
Spectra:
Sample chromatograms:
[ (Graphics ssttings... ]
[ Graphics settings ]
Calibration curves
[ Graphics settings. .. ]
[ sawetba ] [ Ext

b Leave the default settings for the rest of the graphic setting fields.

The Graphic Settings tab allows you to specify the appearance of the
graphics in your report by editing the Quantifier/Qualifier Overlay
chromatogram, Spectra, Sample chromatogram, Calibration Curves,
and Fixed range graphic settings. If you do not change the settings, the
software will provide default settings appropriate for your data.

10 Click Save & in the Report Method Edit window.

11 Name the report method VoaSamples.m.

12 Click Save & Exit to close the Report Method Edit dialog box and return to the

Generate Report dialog box.
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Task 2. Generate a report

1 Verify that the method you just created is in the Report Method field.

2 Inthe Samples/Compounds field, click Choose Samples to open the Choose

Samples dialog box.

Acg.
Name Data File Type Level Date-Time
Voa Sample 1 oaSampleDatal... | Sample 1/28/2014 5:48 ..
Voa Sample 2 VoaSampleDatal... | Sample 1/28/2014 549 ...

3 ample 3 ample 1 014

Voa Sample 4 |VoaSampleDataD... Sample | |1/28/2014550.. |

L] LI 3

[ Selectal | [ Select by Growp... | [ ok J[ Cance

3 Select the samples to include in the report, and click OK.

4 Click All Compounds, select the compounds to include in the report, and click

oK.
[crooseompours &=
Name RT Transition Cmpd. Group
Ethene, 1,2-dichl... 9473 |61.0
Trichloromethane 10126 | 82.5
Ethane, 1,2-dichl... 10.833 621
Bthane, 1,1, 14ric... 12024 565
Carbon Tetrachlo... 12.358 | 1169
Methane, bromod... 13.099 | 829
Propane, 1.2-dic... 14321 631
1-Propene, 1,34di...
_ Trit
[ Selectall | [ SelectbyGroup.. | [ ok ][ Cancd
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5 Select Generate reports now, and click OK to generate the report.

Progress

Generating reportis). Please wait...

You can choose to show all the samples and all the compounds in the
batch, or select specific samples or compounds in the batch table to show
in your report.

PDF reports generate quickly, so Generate the report now is the best option
to obtain the report right away. If you are generating an Excel file along with
the report, you can select Queue report task to view the progress of the
report it is generating.

All reports generated are accessed by selecting Report > Open Report
Folder. Reports are viewed or printed from the Excel or the PDF file you
have created.

isk (C:) » MassHunter » GCMS » 1 » data » VoaSampleData » VoaSampleData b QuantReports » VoaSampleData -
Sharewith »  Bum  New folder
“  Name Date modified Type Size
=| [TH EnviroQuant_Results_withGraphics 002_V... 1/28/2014 11:23 AM  Adobe Acrobat Document 619 KB|
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6 Double-click on a file to open and display the report. Alternatively, you may
open the report by selecting the file in Windows Explorer.

5 EnviroQuant Resuls withGraphic 002_VoaSsmpleDatal3 pf - Adobe Acrobat Pro ==
Fie Edt_View Window Help x
Bowe:  DESORH| 00ZREBG cosomize - | ]
V[N |@®[=]]|EB Tools | Sign | Comment
—
Quantitation Results Report ik AgilontTochnologies
Data File i VoaSampleData03.D
Operator : HP Chemist
Acq. Method : VoaDemo
Acg. Date-Time 1 1/28/2014 5:49:02 AM
Sample Name: : Voa Sample 3
Vial t 3 =
Sample Info :
DA Method File : VoaDemo.M
Tune File :
Tune Date :
Batch Name : VoaSampleData.batch.bin
Last Calib Update : 1/26/2014 1:54:39 PM
Compound RT Qlon Resp. Conc. Units Dev(Min) W
Internal Standards
System Monitoring Compounds
Target Compounds QUalue
Trichloroethylene 15.210 1319 33099 55.4019 ng/ml 9%
() = Qualfer Out of Range; (m) = Manual Integration; (+) = Area Summed; (¥) = Surrogate Percent Recovery Out of Range; (d):
el
= Resuls <002 t=T=]
Fle Edt_View Window Help
Boee- B O RPEH | 802BRD astomize + | |
»e2n NG| =@ =] HB Tools | Sign | Comm:
(L]
Quantitation Results Report i Aailent Technologies
Compound Conc. RT Dev(Min) Resp. Qlon QRatio Lower Upper
Trichloroethylene 55.4019  15.21 0.04 33099 %4.9 117.9 9.1 147.1
- 133.9 319 27.1 40.7
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