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Introduction

This user guide demonstrates how to migrate an existing method and data set from Agilent MSD
ChemStation into Agilent MassHunter Acquisition (version 13 or later) and Quantitative Analysis
(version 12.1 or later).

The example data set for this workflow is located in the C:\EnvDemo\VOAdata directory of a
typical MSD ChemStation installation. The method used is VOAList.M, which has been duplicated
and renamed VOAList_demo.M to preserve the original parameters. The data set includes a
method blank, an internal-standard-based calibration curve, continuing calibration checks, sample
analyses, and tune evaluations.

The demo VOA data has already been processed in MSD ChemStation to generate an
internal-standard-referenced calibration curve using the Average of Response Factors curve-fit
option. However, the migration steps described in this guide apply to any supported calibration
approach.

Edit Compounds -- Compound #20 -- Bromodichloromethane X
Search by, = Ret Time " Name " Index ‘ Find Compound
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To begin, copy all methods and data files that require migration onto the computer running the
newer software version. This guide uses MassHunter Acquisition 13.1 to illustrate the latest
workflow for migrating existing data within the OpenlLab Shared Services environment. The
Openlab integration is new with this version of MassHunter and will be present in versions
moving forward.

Cancel | Help | Print Calibration Curve: | LCopy Calibration Curve |

Starting with version 13, MassHunter Acquisition uses a project-based file structure to improve
data organization and management. For more information on working with projects, refer to the
MassHunter Acquisition Help system and search for Project.
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Creation of GC/MS MassHunter Project Folder for

Migration

1 Launch the OpenLab Control Panel by clicking the desktop icon.

zontrol Fanel

2 Select the Projects tab at the bottom of the window.

3 Click Create a new project using the ribbon tool.

4 On the Properties tab, specify a name and note the path. To adjust path settings, select the

MassHunter Workstation tab.

& Projects - Control Panel

E=S .
4

.l I:EI IS:'

Quantitative Report GCMS Acquisition

Analysis » Builder » Toals »

MANAGEMENT

GC/MS Acquisition

Qualitative Analysis ‘Quantitative Analysis Report Builder

Projects and Groups

I Projects I

Current user: SYSTEM (SYSTEM)

Projects « || Create Project
& Projects
MassHunter Workstation
Name: GCMS ChemStation Migrations
Project folder path: | C:\Projects\GCMS ChemStation Migrations Browse
Include project groups in project path
Description: This project will be used to convert existing MSD ChemStation methods and data to useful GCMS
MassHunter formats for future use and reference.
Applications: MassHunter Workstation
Cancel
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Migration of Acquisition Parameters

1

In the top ribbon of the Control Panel window, select GCMS Acquisition Tools.

2 Launch the migration tool. For this demo, the MSD ChemStation method and data files were
copied to a local folder of the PC, but any accessible file path may be used.

e Project: GCMS ChemStation Migrations - Migrate and Import Acq Files - o x ]
@ -
Migrate and Import Migrate
File Type: Method .
Source Folder: CA\EmvDemo =]

Destination Project Location: | CA\Projects\GCMS ChemStation MigrationsiMethods

Migrate and Import

File Name Status Comment

VOAlist_demo.M  Succeeded  File is imported.

Migrate and Import Acq Files

‘.6.‘ Successfully imported 1" filefs).

=" It may take some time to reflect these files in other
applications, To view these files immediately, dick the refresh

icon in Open File dialog.

(Current User: SYSTEM (SYSTEM), Active Project: GCMS ChemStation Migrations

migration.

3 Click Migrate and Import. A success or failure message will indicate the status of the

4 Verify results by navigating to the Destination Project Location in Windows Explorer and
confirming that the migrated method appears in the Method folder.
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Migration of Data Files

Using the aforementioned steps, data can be migrated in the same manner.
1 Select Data File as the file type.

2 Select the appropriate source folder. In this case, a VOAdata folder was created inside the
local storage folder used for the method.

3 Browse to the desired output location within the project, then click Migrate and Import. A
status window will confirm when the migration is successful.

3 Project: GEMS ChemStation Migrations - Migrate and lrmport Acq Fies - o x
@ -

File Type: Dats File

Source Folder: CAEmDemo\VOAdata =

| Destination Project Location: | CiProjectsiGCMS CF " DatatVOAdata =

Migrate and Import

File Name  Status Comment
biwv002.d  Succe | File is imported.
clww@20d | Succe  File is imported

clww050.d  Succe  File is imparted. Migrate and Impart Acq Files X
clun100d | Sucee  File is imported

clw130d | Sucee | File is imported, N

clow200d  Succe  File is imported, I0\ Suceessfully imported 13" file(s).

diwv002.d | Succe | File is imported. = 1t may take some time to reflect these files in other

applications. To view these files immediately, click the refresh

mhwv014.d  Succe | File is imported. icon in Open File dialog

nlwv014.d | Succe | File is imparted
slww001.d  Succe | File is importad.

shwwl1dd | Succe | File is imparted,

thwv001.d | Succe  File is imparted.

&
SIS SIS SIS

thwv002.d | Succe  File is imparted.

Current User: SYSTEM (SYSTEM), Active Project: GCMS CI ion Migrations |

Following these steps will ensure that data and methods are stored in a known location that can
be easily found.

The files have not yet been translated into the GC/MS MassHunter format. They have only
been moved into the MassHunter folder structure.
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GC/MS MassHunter Quantitative Analysis

10

Targeted analysis using calibration workflows in the MassHunter software suite is performed in
MassHunter Quantitative Analysis (Quant). Quant is available in several specialized
configurations—such as EnviroQuant, DrugQuant, and Quant-My-Way—and can be tailored for a
range of detection platforms, including GC, GC/MS single quadrupole, GC/MS triple quadrupole,
and GC/Q-TOF systems.

Accessing the Quant program

After Quant has been installed on the PC, it must be launched from the OpenLab Control Panel by
selecting the appropriate project and choosing Quantitative Analysis from the menu. Once
selected, all available Quant configurations are displayed, and desktop shortcuts may be created
for easy access.

For this demonstration, Quant-My-Way (MS) is used. In some sections of this guide, screen
captures from Environmental Quant (MS) (Quant-My-Way) are shown to illustrate tasks
commonly performed by those working under EPA guidance.

& GCMS ChemsStation Migrations - Control Panel ?o- 0 X%

MANAGEMENT

+ 2 X O o Y

Create Edit Delete  Refresh i Report GCMS Acquisition
- Project  Project All Builder » Tools

Projects and Groups Qualitative Analysis ‘Quantitative Analysis Report Builder GC/MS Acquisition

Projects &« | GCMS ChemStation Migrations
4 @ Projects
O GCMS ChemStation M

Properties MassHunter Workstation
Name: GCMS ChemStation Migrations
Project folder path: | C:\Projects\GCMS ChemStation Migrations

Description: L ~
This project will be used & Start Quantitative Analysis X seful GEMS
MassHunter formats for ft

| Quantitative Analysis (MS) (Quant-My-Way) |“
Drug Quant (MS) {Quant-My-Way)
Environmental Quant (MS) (Quant-My-Way)
b Activity Log (last 7 days) Quantitative Analysis (QQQ) (Quant-My-Way)
Quantitative Analysis (GC) (Quant-My-Way)
Unknowns Analysis (Quant-My-Way)
Quantitative Analysis (M3)

b Details

Projects OK Cancel

Current user: SYSTEM (SYSTEM)

Quantitative Analysis must be initially launched from the Control Panel. Desktop icons can
also be created from this option.
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Translating MSD ChemStation data into GC/MS
MassHunter Quant data

Quant uses batch files for grouping processed data, so the first step in checking the performance
of the data analysis (DA) method is to create a batch.

1 In Quant, click New Batch on the Home tab and browse into the project/data folder to locate
the migrated MSD ChemStation data.

If the steps to create a batch with this data are started and the following error message is
shown, the data has not yet been translated.

Agilent MassHunter Quantitative Analysis (for GCMS and LCMS) - Data - Quant-My-Way_VOAbatch batct

@Q Op Library Search Results

‘Queue Viewer Library Search Reports +
Generate
Report  Edit Report Method Query

Report

~| compound: ¢ * > 15T = LB

Agilent MassHunter Quantitative Analysis X

| There were problems with adding one or more samples:
LS Invalid Mass Hunter data you may need to translate it
first: C\Projects\GCMS ChemStation
Migrations\Data'tlwv002.d

Invalid Mass Hunter data you may need to translate it
first C\Projects\GCMS ChemStation
Migrations\Data‘thwv001.d

Invalid Mass Hunter data you may need to translate it
first: C\Projects\GCMS ChemStation
Migrations\Data\shwv014.d

Invalid Mass Hunter data you may need to translate it
first C\Projects\GCMS ChemStation
Migrations\Data'shww001.d

Invalid Mass Hunter data you may need to translate it

first: C:\Projects\GCMS ChemStation
Jf panes: | 2 v Migrations\Data\nhww014.d
Invalid Mass Hunter data you may need to translate it
first: C\Projects\GCMS ChemStation
Migrations\Data\miwv014.d
Invalid Mass Hunter data you may need to translate it
first C:\Projects\GCMS ChemStation
Migrations\Data\dhwv002.d
Invalid Mass Hunter data you may need to translate it
first: C\Projects\GCMS ChemStation
Migrations\Data'\chwv200.d
Invalid Mass Hunter data you may need to translate it
first C\Projects\GCMS ChemStation
Migrations\Data'\chwv150.d
Invalid Mass Hunter data you may need to translate it
first: C:\Projects\GCMS ChemStation
T T T T Migrations\Data\chwv100.d | ———
'8 3 32 34 36 3 Invalid Mass Hunter data you may need to translate it B 64 66
first C\Projects\GCMS ChemStation
Migrations\Data\chww050.d
Invalid Mass Hunter data you may need to translate it
first: C:\Projects\GCMS ChemStation
o n { Migrations\Data\chav020.d
RUCANA AN ¥ | Invalid Mass Hunter data you may need to translate it Type:
_— first:C:\Projects\GCMS ChemStation
Migrations\Data'blwv002.d

= e
0

-02

-0.4

-06

2 To translate the data into a readable format, select Convert Samples in the first section of the
Tools tab. This step will launch the translator.

0K

Agilent MassHunter Quantitative Analysis (for GCMS and LCMS) -

View

Options | New method from library - GC New method from lib

Convert Samples Set ng od - GC -5 ening
_ Screening - Screening -
=3 Mumber Formats GC LC

Tools Screening - GC Screening - LC
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3 Select the files to translate and click Convert. The conversion will be confirmed by a pop-up
window.

MassHunter Quantitative Analysis Convert Samples. X
J MassHunter MS, QQQ, ChemStation | MassHunter TOF/Q-TOF  Openlab  Varian MSWS
Batch folder:
C\Projects\GCMS ChemStation Migrations\Data\VOAdatal,
Browse
Select samples to convert:
File name Sample name Samplegroup  Acg. Date Time ‘ChemStation data Indexed converted fad
blwv002 d Method Blank #1 1/16/1991 8:44:00 AM
clwvD20.d Calibration 20ng/ul 1/14/1991 11:06:00 AM
clwv050.d Calibration 50ng/ul 1/14/1991 8:29:00 AM
clwv100.d Calibration 100ng/ful 1/14/1991 9:08:00 AM
clwvl150.d Calibration 150ng/ul 1/14/1991 9:48:00 AM
Clwv200.d Calibration 200ng/ful 1/14/1991 10:27-:00 AM
diwv002.d Daily Calibration #1 1/16/1991 7:40:00 AM
miwv014.d Sample 14 M5 1/21/1991 1:20:00 PM
niwv014.d Sample 14 MSD 1/21/1991 1:59:00 PM
slwv001.d Sample 1 1/16/1991 9:34:00 AM
shwvlid d Sample 14 1/21/1991 12:41:00 PM
thev001.d Tune Evaluation #1 1/14/1991 7:58:00 AM
thwv002.d Tune Evaluation #2 1/16/1991 7:14:00 AM h
| selecan |
Convert:

|:| Always convert even if data is already converted

MassHunter Quantitative Analysis Convert Samples

Converting blwv002.d___complete
Converting clwv020.. omplete
Converting clwv050.d...complete
Converting clwv100.d...complete
Converting clwv150.:
Converting clwv200.
Converting diwv002.
Converting miwv014.d...complete

Converting niwv014.d__complete

Converting shwv001.d...complete

Converting shwvD14.d._complete

Converting thwv001.d.._complete

Converting thwv002.d...complete

Conversion complete

Conversion: Planned=13, Converted=13, Skipped=0, Error=0

MassHunter Quantitative Analysis Convert Samples X

@ Conversion: Planned=13, Converted=13, Skipped=0, Error=0

[ Bk [ mer | [ o
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Installing and using the GCMS Translator program

In some cases, the GC/MS ChemStation data may be too old for the embedded conversion
feature in Quant, or the installed Quant version may predate this capability. If this occurs, a
standalone translator tool is available. This translator can be found on the GC/MS Acquisition
software media, located in the Supplemental folder.

. GCMS Translator X +
& T (6] [J > DVDDrive (F) M5890-10002 >
Ne i8] = M sort + = view -
_ CompoundDE Name - Date modified
CompoundDB - Data

>

>

> Supplemental smp

>

. G1701 MSD ChemStation
Documentatio

Manuals
| GC
© MHOLCPPlug|
] ox0d11
o ] ox419
OpenLabServe B
~ PartsFinder [ 1033.mst
 redist [ 1041.mst
_ ReportViewer [ 1049.mst
[ 2052.mst
SDMSPlugln
\j Agilen~1
SoftwareVerific

Pl Agilent MassHunter GCMS Translator

Supplemental

7/8/202512:01

PM

© Support L] Setup

6730,

:05 PM

= o X
> GCMS Translator > Search GCMS Translator Q
(B Details
Type Size
File folder
File folder
File folder
Configuration sett... 22K8
Configuration sett... 15KE
Configuration sett... 23KB
Configuration sett... 11K8
MST File 20KB
MST File 04 KB
MST File 6 KB
MST File 128 KB
Cabinet File 16,501 KB
Windows Installer ... 6,415KB
Application 69,250 K|
Configuration sett... 6KB

Once installed, an icon should be present on the desktop for easy access.

1

1 ey

To use the translator, browse to the appropriate input and output locations, and click Start
Translation. Each file will be marked with a check mark once the conversion is complete.

port MSD ChemStation Data Files

T x
Folder containing Data Files to Import
< \EnwDemo Browse...
] Inplace Translation (] Translate as Profile Data
Output Folder
C\Projects"GCMS ChemStation Migrations'Data* Translated Data Browse...
Successful Data File Name Comment
CAENVDEMONWOADATANBLWWD02.D oK

[ ] CAENVDEMONVOADATANCLWVD20.D oK

a CAENVDEMOWOADATANCLWWYDS0.D OK

a CAHENVDEMOWOADATANCLWYI00.D OK

[ -] CAHENVDEMOWOADATANCLWY150.D OK

a CAENVDEMOYWOADATANCLWY200.D OK

a CAENVDEMOWOADATANDLWVDD2.D OK

a CAENVDEMOYWOADATAMLWYD14.D OK

a CHENVDEMOWOADATANNLWYDA.D OK

Start Translation Close

MassHunter GCMS Translator 13.1.58 30-Jun-2025 Copyright € 1989-2025 Agilent Technologies, Inc. ‘ Translation session complete.
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In addition to translating data files, the standalone translator can also convert the MSD
ChemStation quant database including the compound list, internal standard assignments, and
calibration details into a MassHunter compatible format. This greatly minimizes the time required
to rebuild the Quant method from a new file.

2 Browse in the method file that contains the MSD ChemStation calibration information and
note the output location.

Export M5D ChemStation Quant Database ? X
Options
Input MSD ChemStation Method Containing Guant Database

C:\EnvDemotVOAlist_demo M Choose Folder.

Input Quant Database File:

C:\EnvDemo WVOAlist_demo.Mqdb mth

Output MassHunter Quantitation Method

C:\EnvDemo\VO Alist_demo.M\DAMethod\Quant \quantitative xml

[#- Bromochloromethane {Intemal Standard #1)
(= 1,4-Diflusrobenzens (Intermal Standard #2)
- 1.4-Difluorobenzene
- 2-Butanone
-1.1,1-Trichloroethane
Carbon Tetrachloride
Vinyl Acetate
Bromodichloromethane
1.2-Dichloropropane
cis-1,3-Dichloropropene
Trichloroethene
Benzene
Dibromachloromethane:
trans-1,3-Dichloropropene
1.1 2-Trichloroethane
Bromofom
Chlorobenzene-d5 (Intemal Standard #3)

Export to MassHunter Quantitation Method |

Close

MassHunter GCMS Translator 13.1.58 30-Jun-2025 Copyright © 1989-2025 Agilent Technologies, Inc. | Translation was successful.
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Upload Files tool

method will generate a hash checksum error.

1 Launch the Upload Files tool located in the MassHunter\Shortcuts\Quant\Tools folder.

For MassHunter Quant 12.1 Update 2 and newer, an extra step is required to create a method
that can be successfully applied to the batch. If this step is skipped, applying the translated

Depending on how Quant was installed, this folder may be located on either the C: or D: drive.

Windows (C:) > MassHunter > Shortcuts

Tl sort = View

o

> Quant

Name Date modified

'ﬁ Cuant-My-Way Flavors Setup

==]

o

8 Repair Quantitative Analysis Reporting

& Report Task Queue

=]

£ Report Task

=]

%] Restore User Settings

=]

" RT Calibration

==]

7] Setup Desktop lcons

o

35; Setup ECM Server

=]

'] Upload Files

=]

el
£

rd
L

/2025 432 PM

5/2025 4:44 PM
5/2025 4:44 PM
5/2025 4:44 PM

/2025 4:44 PM

2 Select the project used in the migration process.

>

Tools

Type

Shortcut
Shortcut
Shortcut
Shortcut
Shortcut
Shortcut
Shortcut
Shortcut

Shortcut

Click Add Folders and select the appropriate method folder.

Search To

4 Click Browse to specify where the translated method should be stored. Using the
Project/Project Name/Methods folder is recommended.

Agilent GC/MS MassHunter Software Migration User Guide
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5 Enable check boxes for: Ignore checksum, Overwrite, and Continue even if error detected.

&= MassHunter Quantitative Analysis - Upload Files ? - 0 x

Upload from:

C:\EnvDema'\WVOAlist_demo.M

Add Report Templates Add Files Add Felders Remove

Destination:

C:\Projects\GCMS ChemStation Migrations\Methods Browse

Options

Ignore checksum: check to upload files even if checksum error is detected

Overwrite: check to upload files even if the destination file exists

D Recursive: chack to upload sub folders recursively

Continue even if error detectad |

[ check only: check to validate the source files

Progress:

Type Message ~
Info Save method file C\Projects\GCMS ChemStation Migrations\Methods\WOAlist_demo M\ DaMethod\Quant\quantitative xml

Error: O

Import Close

6 Verify a successful translation, by checking the folder specified in the destination and looking
for the method file.

At this point, all the data and methods are in a format to be processed in GC/MS MassHunter.

Creating a batch

1 In Quantitative Analysis, select the Home tab, and New Batch.

2 Navigate to the folder containing the translated data files, provide a name for the batch and
select Create Batch.

3 Inthe Add Samples window, choose the files required for batch processing.
At this point, the sample table will be viewable, but no method has been applied.
4 \Verify the sample type is selected for Calibration, QC, Blank, and Sample injections.

5 For sample types with known amounts (such as Cal, QC, CC, etc.), enter the values in the Level
column.
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In the Environmental configuration of Quant, additional sample types such as Method Blank
and Spike Duplicate are available for EPA compliance.

Agilent MassHunter Quantitative Analysis
File Home
ﬁ @ O Quantitate + Clear Results
Calibration +
New Open Quantitate
Batch Batch Batchw  Integrate v
Batch Analyze
Batch Table
Sample: # | Calibration 50ng/ul v % Sample Type: <All> | Compoun
Sample
O | L | Name Data File Type | Level | Acqg. Date-Time
| Tune Evaluation #1  thwv007.d  TuneCheck 1/14/1991 7:58 AM
L ¥  Calibration 50ngjul chwv050.d Cal 50 1/14/1991 8:25 AM
| ¥ Calibration 100ng/ul  clwv100d  Cal 100 1/14/1991 5:08 AM
¥ Calibration 150ng/ul  clwv150.d  Cal 150 1/14/1991 9:48 AM
| ¥ Calibration 200ng/ul  clwv200.d  Cal 200 1/14/1991 10:27 AM
| @ ¥ Calibration 20ng/ul chwv020d Cal 20 1/14/1991 11:06 AM
] Tune Evaluation #2  thwv002.d  TuneCheck 1/16/1991 7:14 AM
| ¥ Daily Calibration #1  dwv002.d CC cC 1/16/1991 7:40 AM
| ¥ Method Blank #1 blwv002.d  Method Blank 1/16/1991 8:44 AM
@ ¥ Sample1 slwv001.d  Sample 1/16/1991 9:34 AM
| @ ¥ Sample14 slwv014.d  Sample 1211991 12241 PM
| @ ¥ Sample14MS mhwv014.d  Sample 1/21/1991 1:20 PM
@ ¥ Sample 14MSD nwv014.d  Sample 1/21/1391 1:58 PM

The Level identifier in the method must match the batch table to avoid errors.

If the Level value is unknown, click the Method tab at the top of the screen and select Open > Open
Method from Existing File. Select the VOAlist_demo method. This will open the parameter section
of the method. Selecting Concentration Setup will show the method levels that migrated in from
the MSD ChemStation method.

Agilent MassHunter Quantitative Analysis (Environmental Analysis 1

Open Method from Existing File Method Setup Tasks
Batch Table Open Method from Existing Batch
Sample: # | Tune Eval Open and Apply from Existing File <All> *| Compound: (

|— Open and Apply from Existing Batch I
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Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS and LCMS) - Method - [C:\Projects\GCMS Chy

Home
Append v r;, Method Report Method Setup Tasks v Advanced Tasks ¥ Duplicare
EI Save +/ Validate Manual Setup Tasks v Update +
Edit New Open
v v Save As ﬂ: Exit Outlier 5etup Tasks *  Calibration Curve v
Method Method Setup Tasks
Method Tasks - 1% Method Table
P New/ Open Method Time Segment: ( <All= v ) Compound < A4 ) Reset Table View
b workflow Quantifier
4 Method Setup Tasks Name | 5 | Sean | Type bnits
£ Chloromethane 1 Scan Target ugfl
Compound Setup Calibration
Retention Time Setup : Level ‘ Conc. ‘ Response | Enable
ISTD Setup L 200 200.0000 83223 a
I Concentration Setup I (R 150 150.0000 62673 a
qualifier Setup L 100 100.0000 42583 [ ]
50 50.0000 22832 ]
Calibration Curve Setup - 20 20.0000 2376 -]
[ Globals Setup W cc 50.0000 2697 @

Applying the method to the batch

The method editor has a Validate option that checks for errors before processing a batch. Error
context is displayed at the bottom of the screen.

Once the errors are addressed, the method can be applied to the batch by clicking Exit and
choosing the type of processing. For general Quant-My-Way users, either Analyze or Quantitate is
recommended. For Environmental Quant-My-Way users, the Analyze option is disabled, so for
calibration cannot be achieved using the Quantitate option in Environmental Quant. Since the
Analyze option is disabled, as a result, calibration updates cannot be performed during batch
processing. Calibration must be updated using the menu highlighted in the firstimage on

page 21and by running integration first. Once the calibration has been replaced or updated, the
batch should be processed using the Quantitate option.

If the Level fields have not yet been populated, they can be entered after returning to the batch
table. Attempting to proceed directly with Exit --> Quantify will result in an error because the
calibration has not yet been updated. To proceed, select Exit --> Integrate, replace the calibration,
and then select Quantify. This workflow updates both the calibration and the results fields.

Agilent GC/MS MassHunter Software Migration User Guide



EPA tune checks

For users following EPA guidelines, the Environmental configuration of Quant provides a
dedicated tool that simplifies reviewing BFB tune checks for EPA 8260 and DFTPP tune checks for
EPA 8270. In Environmental Quant, the Tools menu includes a Tune Evaluation option in the first
panel. Selecting this option opens a set of controls that evaluate BFB, DFTPP, or other
customizable method criteria against any injection loaded into the batch, with clear pass/fail
results displayed for each check. The tune checks can be exported as a report.

Choosing “Auto” will enable all possible combinations of spectrum extraction and background
subtraction to try and pass tune check criteria. If one of them passes, it shows that result.
However, this does not comply with EPA regulations for tune checks. It is important you select
“Manual” and set it to the method requirements in order to comply with EPA regulations.

Tune Evaluation Method X

|[Tune Evaluation | GC Performance Evaluation

@ Tune Evaluation Criteria
Method Title DFTPP BaseMZ 198 Mtemate Base MZ 0
Spectral Evaluation Mass Rel. To MZ % Low % High A, Base OK
» 198 N &0 [m]
“Autn 68 69 0 2 (]
7 &9 0 2 =]
Manual Options 127 198 40 60 O
P 197 138 0 1 o
T 198 198 100 100 0
199 198 5 9 0
Background Subtraction 275 198 10 30 ]
izl v 35 198 1 100 =]
441 443 1E1D 100 =]
Wi - (20 | Scre - (20 ] 42 138 ) 100 [}
443 442 17 2 0
. 0

Refer to specific EPA method on how to evaluate correctly.

Apply Cancel Help
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Calibration curves

When migrating to a new software platform, generating comparable data is critical to acceptance.
Because MSD ChemStation and MassHunter Quantitative Analysis use different integration
algorithms, some differences in raw peak areas and resulting calibration curves should be
expected. The following steps detail how to review MassHunter generated results from
ChemStation translated data.

Open the batch containing the translated data and apply the translated method.

i Agilent Analysis Analysis for GCMS and LCMS) - VOAdata - VOA_Batch.batch.bin ? - B %
v (3 Methadreport | S R I— T2 wirary Metnoa
Method Seup Tasks
Batch Table v 31X
Sample: A |Calibration 150ng/ul v v SampleType: <All> ~| Compound: ¢ | 12-Dichioropropane =/ > 15T: | L4-Diftuorobenzene BB B [l ol = o =
Sample 1.2Dichl.. | 1.2 Dichloropropane Results [Qualiier (65..[1.4-Difluorobe..|
@ [*] Name Data File Type |Level| Acq DoleTime  |Exp.Conc.| RT | Resp. |MI]Calc Conc |Final Conc. [Accuracy|Ratio] MI | RT [Resp. |
I Tune Evaluation #1  tw001d  TuneCheck 17141991 758 AM a] 0
I Calibration S0ngful  chwv0S0.d  Cal 50 1/14/1991829AM 500000 14380 41896 (] 400620 400629 993 298 () 18190 70129
I Calibration 100ng/ul  chwv100.d  Cal 100 1/14/19919.08 AM 100.0000 14351 79980 ) 988312 983312 988 306 () 18152 67679
D Calibration 150ng/ul  chn150.d  Cal 150 1/14/1991 9:48 AM 150.0000 14313 119880 () 1496416 1496416 998 301 () 18153 66398
[ Calibration 200ng/ul  chw200.d  Cal 200 1141991 10:27 AM 2000000 14313 156973 ) 1978173 1978173 989 202 (J 18153 66364
e Calibration 20ngful ~ chw020.d  Cal 20 1/14/1991 1108 AM 200000 14315 16605 () 209855 209855 1049 300 (O 18153 66176
= TuneEvaluation #2  thw002d  TuneCheck 1/16/1991 7:14 AM u] @]
I Daily Calibration #1  dwv002d  CC €C  1/16/1991 740 AM 50.0000 14350 38472 (] 484326 484326 969 301 () 18189 66432
= Method Blank #1  biwv002.d  Method Blank 1/16/1991 8:44 AM 0 O 1819 6209
[ O v Sample1 shw001.d  Sample 1/16/1991 9:34 AM (@] O | 18187 61525
[ © v Sampleis shwdi4d  Sample 1/21/1991 1241 PM (@] 0 | 18154 7283
[ @ v sampetams miwv014d  Sample 11211991 1:20 PM (@] O | 18157 73033
[ © v SampleldMSD  nwv0l4d  Sample 1/21{1991 1:59 PM 0 0 | 18160 72384
Compound Information X Calibration Curve X
et AL AV ECIRAANLSE @ . 2 et T i &> Type|Mverage. | Origin: [1gnore v Weight: None v| ISTD @C CC
B T.2-Dichloropropane~ 6 Levels, 6 Levels Used. & Foints, 6 Paints Used, DQCs.
ER 14313 min g 7852 % /
3 Z 24 2088
© os g 31
g 22 of Response Factors, Origin-lgnore, Weight None. /
08 - Avg_RF RSD =Nall
07 e
o8 = s
g5 14 1.2-Dichlor
04 12 Q
3 i 2 24
02 08 2 _
06 g 22 age of Response Factors, Origin:Ignore, \Weight:None
2 04 A SD = NaN
: o n
02 //
H7 e s 1 W1 M2 W3z s Ws de M7 s s A R R E TR,
3 < 4 4 . 4 3 02 04 06 08 1 12 14 16 18 2 22 24 26 28 3 32 34 35 38 4 42
Acaisition Time (min) Relafive Concentrafion
Processed | Calibration 158ng/ul 1,2-Dichloropropane | 13 Samples (13 total] | SYSTEM

In this example, the MSD ChemStation method was calibrated using the Average of Response
Factors (Avg RF) algorithm. Although the MassHunter calibration curve window displays a linear
regression, the Avg RF RSD field shows NaN (not a number) instead of a percent RSD. In addition,
calculated concentration and accuracy values are missing, and no error message is provided.

This behavior can occur when migrating calibration data from other software platforms, but the
fix is straightforward. The calibration curve must be cleared, and the data reprocessed so
MassHunter can rebuild the curve correctly.

The steps to do this are nearly identical in both the standard Quant-My-Way and Environmental
Quant interfaces; however, the screen captures shown are taken from the Environmental
configuration.
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Clearing and rebuilding the calibration curve

1 Under the Home tab, find the Calibration drop-down under the Analyze section and select
Clear Calibration.

Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS and LCMS) - VOAdata - VOA_Batch.batch.bin
e Quantiate v Gicar Results ope Folder Ubrary Search Resuls
Catration QueueViewsr  Library Search Reports
Ada Quanate L Generate
samples Batchv | ;] Replsce Calbration | Report  Ect Report Method Query
SES Average Calibration Report
Batch Table Add Calibration - Ex
[TEPY r—— o v sampie e [<a remove it D S — B Epr-—e— ZE® EEEERE
Ciear Caibration
Sample hlgropropane Method 1.2 Dichloropropane Results ‘Quahﬂer (65 .‘1.4'leluumbe. ‘
@ [¥] Name | DataFie [ o rtion MI] Calc. Con. | Final Cone. [Accuracy |Ratio] MI_| RT | Resp. |
Tune Evaluation #1 _ w001d  TuneCheck | clear the calbration curve of the S O O
— Calibrtion 50ngjul  chnv050.d  Cal selected compounds and selectzd | 500000 ,&’ Replace Calibration O 499620 49929 999 298 O 18190 70129
i Calibrafion 100ng/ul  chwv100.d  Cal ik 100.0000 O 988312 9e8312 988 306 [ 18152 67679
[ Calibration 150ng/ul  clwv150.d  Cal 50 /I99T9ABAM | 150.0000 Average Calibration O 1496416 1496416 998 301 (O 18153 66398
i Calibration 200ng/ul  chwv200.d  Cal 200 11471991 10:27AM | 200.0000 O 1978173 1978173 989 292 [0 | 18153 66364
[ @  Colibration20ngiul  chw020d  Cal 20 U419911106AM | 20.0000 Add Calibration O 209855 20985 1049 300 [ | 18153 66176
Hi Tune Evaluotion #2  thw002.d  TuneCheck BN TAM | o] o
[l Daily Calibration#1  dwv002d  €C CC 1N6/1%91740AM | 50.0000 Remove Calibration O 484326 484326 99 301 O | 16189 6632
Hi Method Blank #1  blwv002d  Method Blank TGN B4 AN | o O 1819 620%
9 v Somplel shv001d  Sample MEN9T8AM | : O O 18187 615%
[0 v Sompeid sv014d  Sample 21191 1241PM | Clear Calibration @) O 18154 72834
[ @ v Sampe14ms miw04.d  Sample CAEETRE | O O 18157 73033
| © v Somplel4MSD  nv0l4d  Somple 1211991 159PM | 0.0000 NN O O 18160 7234
Compound Information - X Calibration Curve v 2 X
B tALT AV EOIAALE S AA D Ay B 4 2 & 3 - i¢ > Type | Average.. | Origin|lgnere ~| Weight: |[None  ~ I15TD QC €€
+ EIC (63.0) Scan clw150.d = e
2 104 14313 min. L § Points Used. 0QCs
S o0 £ 0. 31
08 § 22 Type Average of Response Factors, Originlgnore. WeightNone:
% 2 RF RSD =NalN
07 2
- IS
i = 5%
05 14
04 12
03: 1
02 L12iF
01 .
- /
0
02
S e O e S e e e
187138 139 M 141 142 M3 M4 s 16 147 MBS I EEEEEREEEE R ED
Acquisition Time (min) Concentration (ug/l)
Processed | Calibration 150ng/ul 1,2-Dichloropropane, 13 Samples (13 total) SYSTEM
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A dialogue box will appear to choose which compounds to clear. In this case, only one compound
is selected, 1,2-dichloropropane. The second tab allows the user to choose which levels of the
calibration to clear. In this case, all levels are selected.

. Replace Calibration *
Select Compounds | Select Samples |
MName T5 RT « ISTDFag Cmpd. Group
2-Butanone 1| 10.822 O T
1,2-Dichloroethane 1| 10,500 O T
1.1.1-Trichloroethane 1| 12.063 (] T
Carbon Tetrachloride 1) 12451 O T
Vinyl Acetate 1| 12722 (] T
Bromodichloromethane 1| 13.148 O T
1.2-Dichloropropane 1| 14.350 a T
cis-1,3-Dichloropropene 1| 14661 O T
Trichloroethene 1| 15242 (] M
Select All oK Cancel
. Clear Calibration * .

Select Compounds |

Select All OK Cancel

2 Click OK to clear the levels.

The table will be cleared of all retention time and integrated results for the compound(s) selected.
In this view, the results for 1,2-dichloropropane are cleared, but the internal standard remains
unaltered.

Batch Table
isampie: A |Comramon song/t 7] v | sarcle e [ sy s [T FEEin RERERRE
Sample 1.2-Dichloropropane Results | Qualifie. [ 1.4-Diflvorobnz..| 1.4 Diflucrobenzene (1STD) Resuts |
[CHEE] | DataFile [ Type [Level| Acq DoteTime Resp. |MI[Calc Conc [FinelConc | Accuracy | Ratio|MI| RRFMax %Dev. | RT | Resp.
i justion#1__ TLWVO01D _ TuneChe 7141991 7.58AM 0 a 200
G o i TCUAVOSD TCal T TR0 TS E0AM ] (8] 20 1810
- ul Cal 100 1/14/18919.08AM O a 200 18182
i} Calibration 150ng/ul  CLWV1S0D  Cal 180 114718819 48AM ) o 200 18.153
I Calibration 200ng/ul  CLWVZ00D  Cal 200 1141991 1027 A 0 o w0 18163
[_ @  Coibmion20ngl  CLYWO20D  Cal 20 1141991 1106AM 0 o 200 18183
] Tune Evolulion#2  TLWV002D _ TuneChe. 11161991 7.14AM 0 a 00
I} Daiy Calibotion 1 DLVV02D. CC 50 1161991 7.40AM 0 a 20 1w
Method Blank #1  BLVWV0G2D  Method B, 1/16/1891 8 44AM (=] o 20 18.195
[C@  Sompler SLWVO0ID  Semple 17161991 9,34 AN 0 o 200 18187
o Semple 14 SLWV0I4D  Semple 1/21/1991 1241 PM [u] [=] 200 18.154
[ @  sempetsms MUWVOT4D  Sample 112171991 1:20PM (8] o 200 18,157
[T @  Sampel4MSD  NLWVOI4D  Sample 1/Z1/1991 1:59PM (=] (=] 200 18,160
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3 To re-establish the calibration curve, select the Calibration drop-down from the Analyze
section of the ribbon and choose Replace Calibration. This rebuilds the calibration curve from
the current file instead of results from the legacy method.

Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS and LCMS) - VOAdata - VOA_Batch.batch.bin
Fie
l—\__T] Quantitate v Clear Resuits 2, Library Search Res
| Quee Viewer  Library Search Reports
New  Open L Generate
Batch  Baich /| Reploce Calloration | Report it Report Method Query
Batch Average Cailbration Report
Batch Table Add Calibration S
 sample: A | Calibration S0ng/ul <] v | sample Type: [<an> Remove Caibrarion | PRRSHAR— <] > 1510: |14 Difuorobenzene EREN] EEERERE
Sample r — hioropropane Method 1.2 Dichloropropane Results ‘Qua\rﬂer (65,‘1_4—Dmuumbe ‘
@ [¥] Name | DataFile T e e MI] Cale. Conc. | Final Conc. [ Accuracy [Ratio] MI_| RT | Resp. |
Tune Evaluation #1  tw001d  TuneCheck | puid calibration curve with the ) ] O
I Calibration 50ng/ul  chw050.d  Cal current colbration samples 50.0000 ;& Replace Calibration O 181%0 70129
(5 Calibration 100ng/ul  chw100.d  Cal w0 T AW 1000000 — O 18152 67679
[ Calibration 150ng/ul  chw150d  Cal 150 1/14/1991 9:48 AM | 1s0.0000 Average Calibration O 18153 66998
(5 Calibration 200ng/ul  chw200.d  Cal 200 114199110:27AM | 200.0000 O 18153 66364
|0 o Calibration 20ng/ul ~ chwv020.d  Cal 20 114199111.06AM | 20,0000 Add Calibration O 18153 66176
(i Tune Evaluation#2  thw002d  TuneCheck 1/16/19917:14 AM | o
[ Daily Calibration #1  dwv002d CC  1/16/19917:40 AM | s0.0000 Remove Calibration O 18189 66432
(5 Method Blank #1  blwv002.d  Method Blank 61991644 AM | O 13195 62005
[ ©  sampet sw001d  Sample 61991934 AM | Clear Calibration O 18187 61525
[ ©  Ssampeis s014d  Sample 12119911241PM | O 18154 7283
[ @  sampeisms miw014d  Sample 1211991120PM | O 18157 73033
[ O  SampleldMSD  nbw014d  Sample 1U211991159PM | O 18160 7234
Compound Information - x x || calibration curve - Ex
2o TALT AV EORAAILE & 9 a &b 2 e 8 - ¢ > Tye|mermge. | ongin[ignore v weignt[None ~| 15D ac ‘c
‘V_E‘C“’f? O5iSEan sl 1,2-Dichloropropane - O Levels, 0 Levels Used. 0 Points, 0 Points Used. 0 GCs
2 xi0¢ g xi02
S 225 5 o8
2 g
275 5
25 5 oa
225 td
2 02
1.75
i 0 . . . . .
125 02
1
075 Eyt
05 i
025
o 08
0.5
= 3% 95 W A WS s BE s e W3 e By D e e g P S P PR
Wi oasE WS W T W2 us Bk Cus Tuel g B @9 s T 2 % % 0 6 7 8 % 1o 10 120 1o 1o W0 W0 170 180 1 20 20
Acauisttion Time {min) Conceriration (ug/)
Modited 1 sysTEm

The same dialogue boxes will appear to select the compounds and levels needed to rebuild the
calibration curve. Now, a value exists in the calibration curve for the Avg RF RSD, but that
calibration curve has not yet been applied to the samples, so no accuracies are observed.

4 Select Quantitate Batch to apply the calibration curve to the batch and observe the results.

7= &R

Batch Table

Sample; A Dely Gatbraton 81

< v sampeTie | compound: € 124

|3 10 14 Dusconensens

EEem FRERFEEE

&
Mass.

$18-18.461 min 15scane) DL

'«

Calibration Param

Avg RF RSD

Linear Term

Agilent GC/MS MassHunter Sof

2677%
0.5979
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Somple 1.20eh. | 12 Dichiropropans Results [Qualfi|1-4-Diflworoberz_|  14-Dcrcbenzen (STD) Resalts_|
@ [F]_ e DenFie | Type [Lwal|  Acgomerwe |Bpomc| AT Resp_ [W[Cak Cone [ FisiCone | Accuscy _|Ravo[ M| FRFMax %0y | T | Fop
Tune Evaloetion#1  TLWVOTD  TuneChe 41991758 AM 5] 8] 20
Calbraton SOngil  CLWVO50D  Col S0 1141991829 AM 500000 14389 46 0 497287 40787 %5 2 20 18180 70129
Cabvation 1000g/ul CLWVI00D sl 00 114/1991908AM 1000000 14351 00 %38 938 584 20 8 152 %579
Cabraton 150ng/ul  CLWV1SOD  Cal 10 171401991 S48 AM 0000 14313 TS0 0 MBS 1489903 %93 20 w3 66958
Calibaton 200ngful  CLWV2000  Cal 20 Y419911027AM | 2000000 16313 16973 0 1968904 1968904 584 20 1813 66364
Colbration 20ngiul  CLWVO20D sl B 1991 1106 AM 2000 14315 w6050 287 208N 1044 20 w1 17
Tune Evaluotion#2_ TLWV002D_ TuneChe 116715917.14 AM o [ 200
Dl Caibaiion# & & RE/T95T 740 AM 60060, 14350 EZ N v 1 BT %0 [
Wethod Blank #1 ieod B. 1651644 Al 5] [8] 0 18185 62055
Somple 1 semple 1991934 A o o 20 ww 61525
Semple 14 Somple 1211991 1241 P o 5] 20 w1 28
Somple 14MS 014D Somple 12171991 120PM a 5] 20 18157 720
Semple 14MSD  NLWNOT4D  Sample 1211991 1:59PM o o 20 1w 721
Compound Information f Calibration Curve s
AHTAL CAVKOIRALER S D63 MU > e awase < orgn o o e [None <] i g o
(ENGTE 0 5 Lovls Used. 5 i, 5 Pt Used 00Cs
D i, 5 Lol Used. i, 5 P Used 0.0C =
f e
2] Response Facors Origngor, g Hore —~
15 e fy A
1 e
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Customizing Quant method with outliers

In many labs, there are different types of QC that have specific pass/fail requirements. These can
be added to the Quant method under the Outlier Setup Tasks.

1 To access the outliers panel from the batch, select Method/Edit, and scroll down until the
Outliers section is visible.

2 Scroll to the appropriate sample type, in this case, Surrogates, enter the limits into the table for
the associated compounds.

Method Tasks - X Method Table
Sy Time segment £ <l « 5 compount: ¢ |1117He. v 3 ResetTavevView
7% CC Average Response Factor

Quantifier

CC ISTD Response Ratio

Name [1s ] Scan | Tye  A[ Sunogote % Recovery Min | Sumogate % Recovery Max_| Sumogate Conc | ISTD Conc

Chiorobenzene-d5 T Scan ISTD 50.0000
[ 1.1Dichloroethene 1 Scan Matrix Spike 50.0000
| Tiichloroethene 1 Scan Matrix Spike 50.0000
[ Benzene 1 Scan Matrix Spike 50,0000

CC Relative Response Factor
CC Response Ratio
CC Retention Time

A Matrix spike

Miatix Sk Parcent o Toluene 1 Scan Matrix Spike 50.0000
At Spike percent briterence Chiorobenzene 1 Scan Matrix Spike 50.0000

Matrix Spike Percent Recovery 1.2-Dichloroethan 1 Scan Surrogate 76.0 114.0 50.0000) 50.0000
Matrix Spike Group Recovery | Toluene-d8 1 Scan Surrogate 880 110.0 50.0000) 50.0000
| Bromofluorobenze 1 Scan Surrogate 6.0 115.0 50.0000) 50.0000

C T Scan Target 50.0000
7 1 Scan Target 50,0000
Response Check [ Vinyl Chloride 1 Scan Target 50.0000

A\ surrogate
| surrogate percent Recovery |

Building these limits into the Quant method allows for a reviewer to catch nonconformities in the
data both in the batch table and the resulting report. The outliers are configured and set in the
Quant method, but only the applicable outliers will be pulled into the included reports. In many
cases, outlier limits and boundaries may be added to the batch table for easy export into other
software not using the Quant reports.

3 Inthe batch table, right-click and select Add/Remove Columns to add the fields.
Table 1 includes commonly applied outliers for environmental workflows, but outliers can be
customized for all laboratory operations:

Table1 Common outliers for environmental workflows.

Report Type Common Outliers

Calibrations (iCal, ConCal) Curve fit type % RSD Avg RF
Matrix Spike % Recovery min % Recovery max % Dev
QA Check Surrogate recovery Time since tune ISTD precision

Most result-based outlier settings are configured in the Outliers Setup section of the Quant
Method Editor. However, some criteria, particularly those based on information outside the data
file itself, are found under Globals Setup.

For example, a laboratory may require frequent instrument tuning as part of its QA or regulatory
procedures. In this case, a time limit (in hours) is specified in the CC Maximum Elapsed Time in
Hours field to have the QA Check Report flag any samples run outside that window.

In the example shown, the QA report fails because the migrated data is significantly older than the
most recent tune, triggering the elapsed-time criterion.
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Sample
Name Data File Type Level Acqg. Method File ‘ Acq. Date-Time
Calibration 50ng.. CLWVO050.D Cal 50 DANNY 1714118971 8:29 A

Globals |

Apply Multiplier to ISTD

Apply Multiplier to Matrix Spike
Apply Multiplier to Surrogate
Apply Multiplier to Target

(<< N ]

Bracketing Type None

CC Maximum Elapsed Time In Hours & 24.000
Correlation Window 0.100
Dynamic Background Subtraction
Ignore Peaks Not Found

Library Method

Non Reference Window 70.000
Non Reference Window Type Percent

oo

Reference Library
Reference Pattern Library
Reference Window 80.000
Reference Window Type Percent

Relative ISTD
Standard Addition

oo

Another commonly used report in environmental labs is the Initial Calibration (iCal) report. While
the report itself will generate calculations based on the data files, applying outliers can improve
the review process and provide visual cues that a result needs attention.

To demonstrate how outliers affect the appearance of a report, two iCal reports are generated:
one with outliers configured in the Quant method and one without.

The outlier parameter configured is %RSD maximum of 7.5 for curve fits of Avg RF.

Method Tasks - X Method Table

4 Manual Setup Tasks A Time Segment: <Al v » Compound: £ Bromogic. | » ResetTable View
New Compound Quantifier ‘
New Qualifier Name [ s ] Scan \ Type A Max Avg RFRSD_|
New Calibration Level L Methylene Chlor.. 1 Scan Target 7.500000
x | Acetone 1 Scan Target 7.500000
{_ Carbon Disulfide 1 Scan Target 7.500000
4 Outlier Setup Tasks | 1.7-Dichloroetha 1 Scan Target 7.500000
1 1.2-Dichlaroethe. 1 Scan Target 7.500000
L Retention Time | Chlorofom 1 Scan Target 7.500000
Relative Retention Time L 1.2-Dichloroetha 1 Scan Target 7.500000
Peak Resolution {_ 2-Butancne 1 Scan Target 7.500000
A Peak Symmetr 1 1.1.1-Trichloroet... 1 Scan Target 7.500000
il ¥ [ Carbon Tetrachi 1 Scan Target 7.500000
Peak Full Width Half Maximum | Vinyl Acatate 1 Scan Target 7.500000
Peak Purity S8l Eromodichlorom.. 1 Scan Target 7.500000
Plates 1 1.2-Dichloroprop 1 Scan Target 7.500000
3 | cis-1.3-Dichloro 1 Scan Target 7.500000
Capacity Factor [ Dibromochiorom 1 Sean Target 7.500000
My Signal-to-Noise Ratio - trans-1.3Dichlor.. 1 Scan Target 7.500000
zz= Limit Of Detection 1 1.1,2-Trichloroet. 1 Scan Target 7.500000
Limit OF Quantitation | Bromoform 1 Scan Target 7.500000
Method Detection Limit L 4-Methyl-2-Pent .. 1 Scan Target 7.500000
Ethod Detection Limf 1 2-Hexanone 1 Scan Target 7.500000
FE Qualifier Ratio Tetrachloroethe 1 Scan Target 7.500000
QValue L 1.1.2.2-Tetrachl 1 Scan Target 7.500000
Coelution Score | Ethylbenzene 1 Scan Target 7.500000
3 1 Styrene 1 Scan Target 7.500000
# of Verified lons [ Xylene (iotal) 1 Scan Target 7.500000

2 ISTD Response
ISTD Response Percent Deviation Sample Information

Sample Amount X
Compound Information

2ot AL EAV COBRAWMR S ER 4 AR AN L S
+EIC (83.0) Scan CLW\V020.D

Sample RSD

Blank Concentration

Blank Response B 103 13.118 min
ERR T
Accuracy ] 1
Average Response Factor 05
0

1
Ay R Factor RSD T T T T T T T T T T T T T T T T T
‘ LUl s e ‘ 127 1275 128 1285 129 1285 13 1306 131 1315 132 13256 133 13356 134 13

B Curve Fit R2 A

While the steps required to generate the iCal report will be demonstrated in the next section, two
versions of the iCal report are shown below, the first one without applying the outlier and the
second with the outlier boundary applied.
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Initial Calibration Report

Method Path
Method File
Batch Name C:\Projects\GCMS ChemStation Migrations\Data\Translated Data\Q) igration.batch.bin
Last Calib Update 1/26/2026 6:54:31 PM
Level Name Calibration Files Acq. Date-Time Level Last Update Time
50 C:\Projects\GCMS ChemStation Migrations\Data\Translated 1/14/1991 B:29:00 AM 1/26/2026 6:54:31 PM
Data\CLWWV050.D
100 S;‘Q‘%Eﬁ\ﬁﬂ%mg ChemStation Migrations\Data\Translated 1/14/1991 5:08:00 AM 1/26/2026 6:54:31 PM
150 C:\Projects\GCMS ChemStation Migrations)\Data\Translated 1/14/1991 9:48:00 AM 1/26/2026 6:54:31 PM
Data\CLWV150.D
200 C:\Projects\GCMS ChemStation Migrations\Data\Translated 1/14/1991 10:27:00 AM 1/26/2026 6:54:31 PM
Data\CLWWVZ00.D
20 &\E’\ﬂdﬁﬁ?ﬁmg ChemStation Migrations\Data\Translated 1/14/1991 11:06:00 AM 1/26/2026 6:54:31 PM
Compound CuveFit 50 100 150 200 20 AvgRF  %RSD
1 Bromochloromethane IsTD
T Chioromethane Avg RF 1.7014 17309 17137 1.6659 17171 1.7066 1.352
T Bromomethane Avg RF 1.6952 1.7564 1.6896 1.6301 1.7241 1.6591 275
T Vinyl Chloride Avg RF 1.5800 1.9850 1.5301 1.8735 20216 1.9588 2957
T Chioroethane Avg RF 1.2478 1.2370 1.1994 1.1230 1.2245 1.2063 4.140
T Methylene Chloride Avg RF 2.0595 2.0653 2.0150 1.9002 2.2853 2.0650 6.772
T Acetone Avg RF 0.4013 04177 0.3903 0.3626 04680 0.4080 9.589
T Carben Disulfide Avg RF 57513 6.0709 6.1170 5.8675 5.6749 5.8963 3.285
M 1,1-Dichloroethene Avg RF 1.7508 1.863% 1.8524 17948 1.8833 1.8290 2995
T 1,1-Dichloroethane Avg RF 4.3652 4.6340 4.4800 4.2949 4.7421 4.5032 4.112
T 1,2-Dichlcroethene (total) Avg RF 4.0625 4.0883 4.0469 3.7002 4.1515 4.0099 4.430
T Chlorofarm Avg RF 4.3954 44683 4.5517 4.2700 47024 44776 3.635
5 1,2-Dichloroethane-d4 Avg RF 21090 24354 2.6373 2.6377 2.3070 24261 9.316
T 1,2-Dichicroethane Avg RF 2.8443 29551 3.0495 2.9641 3.1256 2.9877 3.550
1 1,4-Difluorobenzene IsTD
T 2-Butanone Avg RF 0.1628 0.1522 0.1614 0.1591 0.1915 0.1654 9.151
T 1,1,1-Trichloroethane Avg RF 0.6845 0.6686 0.6643 0.6445 0.6654 0.6655 2.140
T Carbon Tetrachloride Avg RF 0.5483 0.5374 0.5723 0.4821 0.5030 0.5286 6.814
T Vinyl Acetate Avg RF 1.1500 L1571 1.1306 1.2032 1.2170 11716 3142
T Bromodichloromethane Avg RF 0.7935 0.7838 0.7993 0.7960 0.7677 0.7880 1619
T 1,2-Dichloropropane Avg RF 0.5974 0.5509 0.5964 05913 0.6273 0.6007 2.527
T cis-1,3-Dichloropropene Avg RF 0.8791 0.8267 0.849% 0.8561 0.8298& 0.8483 2.514
M Trichloroethene Avg RF 0.4420 0.4118 0.4154 0.4008 0.4382 0.4216 4.212
M Benzene Avg RF 1.1643 1.1825 1.1376 1.1648 1.2764 1.1851 4.512
T Dibromochloromethane Avg RF 0.5023 0.4932 0.5145 0.5005 0.4857 0.4592 2157
T trans-1,3-Dichloropropene Avg RF 0.3609 0.3672 0.3641 0.3702 0.3898 0.3705 3.059
T 1,1,2-Trichloroethane Avg RF 0.3613 0.3553 0.3365 0.3438 0.4115 03617 B.150
T Bromoform Avg RF 0.3071 0.2953 0.3088 03222 0.2606 0.2588 7828
1 Chiorobenzene-d5 IsTD
T 4-Methyi-2-Pentanone Avg RF 0.5036 0.5246 0.5437 0.5573 0.5674 05393 4.746
T 2-Hexanone Avg RF 0.3198 0.3197 0.330% 0.3449 0.3529 0.3337 4466
T Tetrachloroethene Avg RF 0.4270 03974 0.3888 0.4061 0.4283 0.4095 4.309
T 1,1,2,2-Tetrachloroethane Avg RF 0.6792 0.6851 0.6559 0.6768 0.7468 0.6888 4.970
5 Toluene-d8 Avg RF 1.0561 1.0825 1.0724 1.1020 1.0841 1.0794 1.558
M Toluene Avg RF 0.8551 08610 0.8190 0.8153 0.8740 0.8449 3.106
M Chiorobenzene Avg RF 1.0602 10726 1.0444 1.0557 1.1150 1.0696 2.553
T Ethylbenzene Avg RF 0.5059 0.5253 04916 0.5075 0.5406 0.5142 3.697
5 Bromofluorobenzene Avg RF 1.0702 1.1191 1.1457 1.1467 1.1123 1.1188 2794
T Styrene Avg RF 1.0616 1.0852 1.0481 1.0661 11272 1.0776 2.850
T Xylene (total) Avg RF 1.1928 1.1803 1.0658 10670 1.2713 1.1555 7.656

(RedFont and #) = Outlier Fiag; (1) = Intenal Standard; (T) = Target; (S) = Surrogate; (M) = Matrix Spike
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Initial Calibration Report

Method Path
Method File
Batch Name C:\Projects\GCMS ChemStation Migrations\Data\Translated Data\(y ion.batch. bin
Last Calib Update 1/26/2026 6:54:31 PM
Level Name Calibration Files Acq. Date-Time Level Last Update Time
50 C:\Prajects|GCMS ChemStation Migrations\Data\Translated 1/14/1991 B:29:00 AM 1/26/2026 6:54:31 PM
Data\CLWVD50.D
100 C:\Pmé'er.‘ls GCMS ChemStation Migrations\Data\Translated 1/14/1991 5:08:00 AM 1/26/2026 6:54:31 PM
Data\CLWV100.D
150 C:\Projects\GCMS ChemStation Migrations\Data\Translated 1/14/1951 9:48:00 AM 1/26/2026 6:54:31 PM
Data\CLWV150.D
200 C:\Projects\GCMS ChemStation Migrations\Data\Translated 1/14/1991 10:27:00 AM 1/26/2026 6:54:31 PM
Data\CLWV200.D
20 C:\Pr%'eds\GCMS ChemiStation Migrations\Data\Translated 1/14/15951 11:06:00 AM 1/26/2026 6:54:31 PM
Data\CLWVDZ20.D
Compound CuveFit 50 100 150 200 20 AvgRF  %RSD
I Bromochloromethane ISTD
T Chioromethane Hvg RF 1.7014 1.730% 1.7137 1.6659 17171 1.7066 1.352
T Bromomethane Avg RF 1.6952 17564 1.6896 16301 17241 1.6991 2.756
T Vinyl Chioride Avg RF 1.5800 1.9850 1.8301 18735 20216 1.9588 2957
T Chioroethane Avg RF 1.2478 1.2370 1.1994 1.1230 1.2245 1.2063 4.140
T Methylene Chiloride Avg RF 2.0595 2.0653 2,0150 1.9002 2.2853 2.0650 6.772
T Acetone Avg RF 0.4013 04177 0.3903 0.3626 0.4680 0.4080 9.589 #
T Carbon Disulfide Avg RF 5.7513 6.070% 6.1170 5.8675 5.6749 5.8563 3.285
M 1,1-Dichloroethene #vg RF 1.7508 1.863% 1.8524 1.7948 1.8833 1.8290 2995
T 1,1-Dichicroethane Avg RF 4.3652 4.6340 4.4800 4.2549 4.7421 4.5032 4.112
T 1,2-Dichieroethene (total) Avg RF 4.0625 4.0883 4.0469 3.7002 4.1515 4.0099 4.430
T Chioraform Avg RF 4.3954 4.4683 4.5517 4.2700 4.7024 44776 3.635
5 1,2-Dichloroethane-d4 Avg RF 2.1090 24394 26373 2.6377 2.3070 24261 9.316 #
T 1,2-Dichieroethane Avg RF 2.8443 2.9551 3.0495 2.9641 3.1256 2.9877 3.550
1 1,4-Difluorobenzeng ISTD
T 2-Butanone Avg RF 0.1628 0.1522 0.1614 0.1591 0.1915 0.1654 9,151 #
T 1,1,1-Trichloroethane Avg RF 0.6845 0.6686 0.6643 0.6445 0.6654 0.6655 2.140
T Carbon Tetrachloride Avg RF 0.5483 0.5374 0.5723 0.4821 0.5030 0.5286 6.814
T Vinyl Acetate Avg RF 1.1500 L1571 1.1308 1.2032 12170 1.1716 3.142
T Bromodichloromethane Avg RF 0.7935 0.7838 0.7993 0.7960 0.7677 0.7880 1.619
T 1,2-Dichloropropane Avg RF 0.5974 0.550% 0.5964 0.5913 0.6273 0.6007 2.527
T cis-1,3-Dichloropropene Avg RF 0.8791 0.8267 0.8499 0.8561 0.8298 0.8483 2514
M Trichloroethene Avg RF 0.4420 0.4118 0.4154 0.4008 0.4382 0.4216 4.212
M Benzene Avg RF 1.1643 1.1825 1.1376 1.1648 1.2764 1.1851 4.512
T Dibromaochloromethane Avg RF 0.5023 0.4932 0.5145 0.5005 0.4857 0.4592 2157
T trans-1,3-Dichloropropene Avg RF 0.3609 0.3672 0.3641 0.3702 0.3898 0.3705 3.059
T 1,1,2-Trichloroethane Avg RF 0.3613 0.3553 0.3365 0.3438 0.4115 0.3617 B.150 #
T Bromoform Avg RF 0.3071 0.2653 0.3088 0.3222 0.2606 0.2588 7.828 #
I Chiorobenzene-ds ISTD
T 4-Methyl-2-Pentanone Avg RF 0.5036 0.5246 0.5437 0.5573 0.5674 0.5393 4.746
T 2-Hexanone Avg RF 0.3198 0.3197 0.3309 0.3499 0.3529 03337 4.466
T Tetrachloroethene Avg RF 0.4270 0.3974 0.3888 0.4061 0.4283 0.4095 4.309
T 1,1,2,2-Tetrachloraethane Avg RF 0.6792 0.6851 0.6558 0.6768 0.7468 0.6888 4.970
S Toluene-d8 Avg RF 1.0561 1.0825 1.0724 1.1020 1.0841 1.0794 1.558
M Toluene Avg RF 0.8551 0.8610 0.8190 0.8153 0.8740 0.844% 3.106
M Chilcrobenzene Avg RF 1.0602 10726 1.0444 1.0557 1.1150 1.0696 2.553
T Ethylbenzene Avg RF 0.5058 0.5253 0.4916 0.5075 0.5406 0.5142 3.697
S Bromofluorcbenzene Avg RF 10702 L1191 1.1457 1.1467 11123 1.1188 2794
T Styrene Avg RF 1.0616 1.0852 1.0481 1.0661 1.1272 1.0776 2,850
T Kylene (total) Avg RF 1.1928 1.1803 1.0658 1.0670 1.2713 1.1555 7.656 #

(RedFont and #) = Outlier Flag; (I) = Internal Standard; (T) = Target; (S) = Surrogate; (M) = Matrix Spike

All compounds with an Avg RF RSD result exceeding 7.5 are shown with red text and also
denoted with a hash mark for more attention.
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Reporting

Once the calibration curve meets the lab criteria, and the tune check has passed for labs following
EPA guidelines, a comparison of sample data is warranted. This batch contains a method blank
and four different samples for comparison.

For this example, sample 14 will be used for comparison. In MSD ChemStation, using the EPA
template associated with the method, the following results are obtained.

LK
Compound R.T. QIon Response Conc Units Deu({HMin)
Internal Standards
1) Bromochloromethane 7.921 128 12701 58.88 ug/l #-8.083
15) 1,4-Difluorobenzene 18.157 114 73801 508.00 ug/l -8.83
29) Chlorobenzene-d% 22.926 117 64313 58.88 ug/l -8.83
System Monitoring Compounds
13) 1,2-Dichloroethane-d4 18.751 65 32686 53.87 ug/l -8.83
Spiked Amount 58.888 Range 76 - 114 Recovery = 186.14%
34) Toluene-d8 21.724 o8 67281 48 .44 ug/l -8.87
Spiked Amount 50.068 Range 88 - 118 Recovery = 96.88%
38) Bromofluorobenzene 26.649 95 72049 58.87 ug/l -8.87
Spiked Amount 58.888 Range 86 - 115 Recovery = 188.14%
Target Compounds Qualue
2) Chloromethane 8.942 58 185 8.24 ug/l # 42
3) Bromomethane a.a68 a H.D.
4) Uinyl Chloride 2.867 62 W7 8.89 ug/l # 22
%) Chloroethane a.a68 a H.D.
6) Methylene Chloride 4. 587 8y 1656 3.16 ug/l # 88
7) Acetone 5.246 43 34y 3.14 ug/1 # 51
8) Carbon Disulfide a.088a a H.D.
2) 1,1-Dichloroethene 7.378 96 28466 61.28 ug/l 99
18) 1,1-Dichloroethane a.a68 a H.D.
11) 1,2-Dichloroethene {to... 9.588 96 49 8.85 ug/l # 1
12) Chloroform 18.131 83 63 8.85 ug/l 92
143 1,2-Dichloroethane 8.088 a N.D.
16) 2-Butanone 18.798 43 2047 8.44 ug/l 50
17) 1,1,1-Trichloroethane a.a68 a H.D.
18) Carbon Tetrachloride a.a68 a H.D.
19) Vinyl Acetate 12.698 43 47 8.683 ug/l 188
28) Bromodichloromethane a.a68 a H.D.
21) 1,2-Dichloropropane a.a68 a H.D.
22) cis-1,3-Dichloropropene a.a0a a H.D.
23) Trichloroethene 15.171 138 33931 55.88 ug/l o4
24) Benzene 15.598 78 08492 51.43 ug/1 168
25) Dibromochloromethane a.a68 a H.D.
26) trans-1,3-Dichloropropene 15.598 75 1438 2.62 ug/l # 1
27) 1,1,2-Trichloroethane 15 .637 97 4y 8.88 ug/l # 22
28) Bromoform 8.888 i} H.D.
38) 4-Hethyl-2-Pentanone 19.818 43 67 8.18 ug/l # 46
31) 2-Hexanone 28.367 43 o8 8.22 ug/l # 45
32) Tetrachloroethene 28.716 164 2331 4.42 ug/l 80
33) 1,1,2,2-Tetrachloroethane 28.871 83 35 8.84 ug/l # 28
35) Toluene 21.918 92 55697 51.25 ug/1 92
36) Chlorobenzene 23.843 112 67848 49.12 ug/1 168
37) Ethylbenzene a.a68 a H.D.
39) Styrene a.a68 a H.D.
48) ¥ylene (total) 28.355 186 35 8.82 ug/l # 1

While the core requirements of loading report templates and creating a report method are very
similar across all configurations of MassHunter Quant, the Environmental option will be used in
the screen captures.
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Copying report templates to the project folder

The environmental report templates are in the MassHunter/Report
Templates/Quant/PDF-Reporting folder. Copy the entire contents of this folder to the
Project/Report Templates folder. Additional templates are available one level up in the Quant
folder, such as the PDF Report Builder Templates. This folder is shown because the template

equivalent to the MSD ChemStation report is located here.

p

4

This PC

> Windows (C) >

T osort + =

MassHunter >

Report Templates

> Quant > PDF-Reporting

¥

Search PDF-Reporting

flew ~ ae
Name - Date modified Type ze
Codes File folder
InstrumentCheckout File folder
Unknowns File folder
* ° AuditTrailreport Microsoft Edge HTML Document 1KB
» e BeforeAfterMl.report Microsoft Edge HTML Document 1KB
» e DrugAnalysis.report Microsoft Edge HTML Document TKB
» e DrugAnalysis_DopingScreening report 10/18/2023 6:48 PM Microsoft Edge HTML Document 1KB
» e Env_CC_Avg.report 10/18/2023 6:43 PM Microsoft Edge HTML Document 1KB
. e Env_CC_Avg_RTDiff.report 10/18/2023 6:49 PM Microsoft Edge HTML Document 1KB
e Env_CC_MidPoint.report 10/18/2023 6:43 PM Microsoft Edge HTML Document 1KB
* e Env_CC_MidPoint_RTDiff.report 10/18/2023 6:49 PM Microsoft Edge HTML Document 1KB
* e Env_CC_Previous.report 10/18/2023 6:49 PM Microsoft Edge HTML Document 1KB
e Env_CC_Previous_RTDiff.report 10/18/2023 6:49 PM Microsoft Edge HTML Document 1KB
e Env_DualGCResults.report 10/18/2023 6:48 PM Microsoft Edge HTML Document 1KB
:l ° Env_DualGCResults_TIC.report 10/18/2023 6:43 PM Microsoft Edge HTML Document 1KB
e Env_InitialCal.report 10/18/2023 6:49 PM Microsoft Edge HTML Document 1KB
e Env_LCS5pike.report 10/18/2023 6:49 PM Microsoft Edge HTML Document 1KB
e Env_MSD.report 10/18/2023 6:48 PM Microsoft Edge HTML Document 1KB
e Env_OA_Checkreport 10/18/2023 6:49 PM Microsoft Edge HTML Document 1KB
e Env_Results.report 10/18/2023 6:49 PM Microsoft Edge HTML Document 1KB
e Env_Results withGraphics.report 10/18/2023 6:48 PM Microsoft Edge HTML Document 1KB
° Env_TPH_Validation.report 10/18/2023 6:43 PM Microsoft Edge HTML Document 1KB
e FastScreeningCombined.report 10/18/2023 &:49 PM Microsoft Edge HTML Document 2KB
e Gen_ByCompound.report 1 /2023 6:49 PM Microsoft Edge HTML Document 1KB
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Creating a report method

To select a specific report template, a report method must be created to associate the report with
the method.

1 In the Batch Table view, under the Home tab, Report segment, select Edit Report Method. The
following box will appear.

Report Methad Edit (Quantitative Analysis) - O e
File Edit Tools Help

Dod|y @9 |a

Templates  Resuts Graphics settings

Template

Report mode Destination file Publish farmiat Language Pag

I Add Template... I Remove Template Edit Template Edit Post Processes...

Save & Exit Exit

2 Click Add Template and browse to the template needed, in this case, the
ENV_Results.report.xml. Click Open.

|
A~ | C:\Projects\GCMS Ch ion Migrations\Report
4 T C\Projects Name Date modified Size -~
4 7 GCMS ChemStation Migrations [ ] Env_cC_Previous RTD..  10/18/2023 6:49:22 PM 356
0 Data || Env_DuslGCResults re... 10/18/2023 6:49:22 PM 362
I T Libraries and Databases |_'] Env_DualGCResults_Tl... 10/18/2023 6:49:22 PM 366
b 20 Methods | Em_initialCal.reportxml  10/18/2023 6:49:22 PM 352
I T Report Templates || Env_LCSSpike.reportx... 10/18/2023 6:49:22 PM 343
b T Resuits_VOA_guantm [} Emv_misD.report.xmi 10/18/2023 6:49:22 PM 338
b T Sequences | ] Emv_QA Checkreport..  10/18/2023 6:49:22 PM 347
b £ voalistm || Emv_Resuits.reportxml 10/18/2023 6:49:22 PM 369
v [ VoAUISTdemo.M ] Env_Results_witnGrap_.  10/18/2023 6:49:22 PM 382
I = VOA_Outliers.m i
o || Env_TPH_validation.re..  10/18/2023 6:45:22 PM 349
-
<« >
File name: | Env_Results.reportxml | |Ternplalie files (*.xlt;* xlte* xitm;* rep... Y|

[ow | [ G |

Multiple report templates can be created to process data if the workflow requires more than one
type of output. For example, a process may include verifying both aniCal report, a QA report, and a
quantitative report. The Quant method must include all outlier set points required for each report
type before the reports are generated.
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A\ | C\Projects\GCMS ChemStation Migrations\Report Templates

4 C:\Projects Name Date modified Size Revision Che ~
4 GCMS ChemStation Migrations Env_CC_Avg.report.xmil 10/18/2023 5:49:22 PM 342
L
[ 3reportsm | Env_cC_ave_RTDiffreport xmi 10/18/2023 6:49:22 PM 348
I Data | Env_CC_MidPoint.report.xmi 10/18/2023 5:49:22 PM 347
I iCal_vVOC.m || Env_cc_MigPoint_RTDiftreport.xml 10/18/2023 6:49:22 PM 354
I Libraries and Databases ) Env_cc_Previous repart.xmi 10/18/2023 6:49:22 PM 349
L Methods |} Env_CC_Previous_RTDiftreport.xmi 10/18/2023 6:49:22 PM 356
L QA_VOCs.m ] Env_DualGCResuits.report.xmi 10/18/2023 6:48:22 PM 362
! Repart Templates ] Env_DualGCResults_TiC.report.xml 10/18/2023 6:49:22 PM 366
I Results_VOA t
Ssults_VOA_ouzntm ] Env_InitiaiCal.reportxmi 10/18/2023 6:49:22 PM 352
I Sequences
a | Env_LCSSpike-report xmi 10/18/2023 6:49:22 PM 343
I voalistm
[ Env_msD.report xmi 10/18/2023 6:49:22 PM 338
[ VOALISTdemo.M
|_] Env_0A_checi report xml 10/18,/2023 6:49:22 PM 347
I VOA_iCalrept.m
Env_Results.report.xml 10/18/2023 6:49:22 PM 369
I VOA_Dutliers.m =
. Env_Results_withGraphics_report xmil 10/18/2023 6:49:22 PM 382
[ VOA_Outliers_quantrep.m =
| | Env_TPH_Validation.report.xmi 10/18/2023 6:49:22 PM 345 v
< >
ile name: | Enw_QA_Check report.xml Template files (*.xIt;* kit * xitm;* rep.. ~

The next window will display a prompt to save the Report Method. This is different than the data
analysis method, so the recommendation is to save the method as a similar name with a modifier.

3 Add the modifier to the method name, in this case, the extension _quantrep was added at the
end to indicate which report is associated with the method.

——— S —

Save Method As o
i

M | C:\Projects\GCMS ChemStation Migrations\Methods
|

4 C:\Projects Name
F] GCMS ChemStation Migrations VOAlist_demo.M
[ Data
[ Libraries and Databases
[ Methods
[ Report Templates

[ Sequences

File name: | WOA_Outliers_guantrep Method files (*.m;* quantreportmeth._.

| | Save | | Cancel | |

4 Once the correct template is selected, and the other selections are confirmed, click Save.
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Generating a quantitation report

1 Using the method created in the previous steps, select Generate Report.
2 Verify the paths are correct.

In this example, only one sample requires a report to compare against the GC/MS ChemStation
report, so the specific sample 14 MS file was chosen. Selecting All Samples would create an
individual quantitation report for each sample in the batch.

3 Check Open report folder after reports generated for quick access to the report file.

Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS and LCMS) - VOAdata - VOA_Batch.batch.bin

o ‘Quantitate ¥ Clear Results O Library Search Results
Calibration v Jueue Viewer Library Search Reports v
Open Quantitate Generate
Batch Batchw  Integrate v Report | Edit Report Method Query
Batch Analyze Report
Batch Table
sample: #  Sample 14 VIS v a# Sample Type: <Al ~| Compound: <« |Chloromethane v % ISTD: | Bromochloromethane
Compound Method Sample 14 MS Qualifier... | Qualifier ISTD Method ISTD Results [ISTD Qu..|ISTD Qu.
Name RT | Resp. ‘M\ | Calc. Canc. | Final Conc. | Accuracy | Ratio |MI Ratio ‘MI Name RT ‘ Resp. | Ratio |MI | Ratia |MI
L Chloromethane 0942 105 @ 02375 0.2375 | Generate Report X
|  Bromemethane (]
| Vinyl Chlaride (] Batch file
| Chloroethane 8] Batch folder. C:\Projects\GCMS ChemStation Migrations\Data\VDAdata"
Methylene Chlaride 4587 1856 O 3.1567 3.1567 183.3|
[ VOA
| Acetone 5324 568 0| 50625 50635 Batchfie VOA_Batch batch bin
Carbon Disulfide O Report folder
| 1.1Dichloroethene 7378 28470 0 612760 61.2780 2048 C:\Projects\GCMS ChemStation Migrations\Data\VOAdata\QuantRep | Browse
1.1-Dichloroethane O
1.2-Dichloroethene (total) (] Report method
|  Chloroform O C:\Projects\GCMS ChemStation Migrations\Methods\VOA_Outliers_quantrep.m
1.2-Dichloroethane-d4 10.751 32687 [ 536483 53.6483 196 = < =
1,2-Dichloroethane O 08e. - . =
|  2-Butanone 10,790 2043 O 8.4995 8.4995 | Samples/C:
1.1.1-Trichlorosthane ] | I ) All samples Choose samples. I i
Compound Information @ Al compounds Choose compounds.
Fe AL AV DR AE S A I A # Generate i
+EIC (50.0) Scan mlwv014.d + Scan (0.787-1.020 min, 7 scans) mlwv014/ © Generate reports now
2 ipt 0.542 H
5 x104 085 min 5 x102 r. Open report folder after reparts generated I
2 = 441
(5] S 45 -
3 i
e 400 e
2 15
' ; ‘ il o Cance
o ; i ] ss 50.0 .
T T T T T — T ol ) ' I/“‘I— —
02 04 06 08 1 12 14 16 % 40 45 B0 55 60 €5 M 15 0 20 0 40 5 & 70 2 9% 1
Acquisition Time (min) Mass-to-Charge (miz)

Processed Sample 14 M5
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Comparison of Results

Two comparable reports have been generated using the same calibration data set and sample
files. As noted earlier, the two software platforms apply different integration algorithms. MSD
ChemStation uses the RTE integrator, while MassHunter Quant uses the Agile parameterless
integrator. The integrators can be changed if wanted. These differences explain the slight

variations observed in the quantitative results; however, the discrepancies are minor, typically less
than 2% within the calibrated range.

The two reports are shown, followed by a summary comparing the results from both software

platforms.
I}
Compound R.T. QIon Response Gonc Units Deu(Hin)
Internal Standards
1) Bromochloromethane 7.921 128 127 50.88 ug/1l #-08.83
15} 1,4-Difluorobenzene 18.157 114 Faam 50.80 ug/1 -0.83
29) Chlorobenzene-d5 22.926 117 64313 58.88 ug/l -8.83
System HMonitoring Compounds
13) 1,2-Dichloroethane-du 18.751 65 32686 53.87 ug/1 -8.83
Spiked Amount 508.888 Range 76 - 114 Recovery = 186.14%
34) Toluene-d8 21.724 98 67281 48 44 ug/l -8.07
Spiked Amount 58.888 Range 88 - 118 Recovery =  96.88%
38) Bromofluorobenzene 26.649 95 72049 58.87 ug/1 -8.97
Spiked Amount 50.088 Range 86 - 115 Recovery = 188.14%
Target Compounds Qualue
2) Chloromethane 0.942 58 185 8.24 ug/1 # u2
3) Bromomethane 0.0080 a H.D.
4y vinyl Chloride 2.867 62 47 6.89 ug/l1 # 22
£) Chloroethane 8.880 a H.D.
6) Hethylene Chloride 4.587 8n 1656 3.16 ug/1 # :15)
7) Acetone 5.246 43 344 3.14 ug/1 # 51
8) CGarbon Disulfide 0.000 a N.D.
9) 1,1-Dichloroethene 7.378 96 28466 61.28 ug/l 99
18) 1,1-Dichloroethane 0.0888 [:] H.D.
11) 1,2-Dichloroethene {to... 0.588 26 49 8.85 ug/1 # 1
12) Chloroform 18.131 83 63 6.85 ug/l1 92
14) 1,2-Dichloroethane 8.880 a H.D.
16) 2-Butanone 18.798 43 2047 8.484 ugsl 59
17) 1,1,1-Trichloroethane 0.000 ] N.D.
18) CGarbon Tetrachloride 0.0080 a H.D.
19) vinyl Acetate 12.690 43 u7 6.83 ug/l 108
28) Bromodichloromethane 0.0888 [:] H.D.
21) 1,2-Dichloropropane 0.0080 a H.D.
22) cis-1,3-Dichloropropene 0.000 [¢] H.D.
23) Trichloroethene 15.171 138 33931 G5.88 ug/1 o4
24) Benzene 15.598 78 90492 51.43 ug/s1l 188
25) Dibromochloromethane 0.0008 ] H.D.
26) trans-1,3-Dichloropropene 15.598 75 1438 2.62 ug/l # 1
27) 1,1,2-Trichloroethane 15.637 97 4y 0.88 ug/l # 22
28) Bromoform 0.0888 [:] H.D.
30) 4-Hethyl-2-Pentanone 19.010 43 67 8.10 ug/1 # hé
31) 2-Hexanone 20.367 43 98 0.22 ug/l1 # u5
32) Tetrachloroethene 28.716 164 2331 4.4%2 ug/1 89
33) 1,1,2,2-Tetrachloroethane 28.871 83 35 0.84 ugsl # 28
35) Toluene 21.918 92 55697 51.25 ug/1 92
36) Chlorobenzene 23.0843 112 67848 49.12 ug/1 180
37) Ethylbenzene 0.008 [:] H.D.
39) Styrene 0.088 [:] H.D.
408) Xylene (total) 28.355 106 35 8.82 ug/1 # 1

Agilent GC/MS MassHunter Software Migration User Guide

33



Quantitation Results Report (Not Reviewed)

Data File MLWWD14.D Operatar HP Chemist

Acq. Method DANNY A, Date-Time  1/21/1991 1:20:00 PM

Sample Name  Sample 14 MS Wial o

Multiplier 1 sample Info

DA Method File Tune File

Tune Date Batch Mame migration. batch.bin
_Compound RT Qlon Resp.  Conc. Units Dev(Min)
Internal Standards

1) Bromachloromethane 7.921 12605 50.0000 ug/l # 0.004
15) 1,4-Difluerobenzene 18.157 73033 50.0000 ugfl 0.004
29) Chlorobenzene-d5 22926 54338 50.0000 ug/l 0.004
System Monitoring Compounds

13} 1,3-Dichloroethane-d4 10.751 32687 53.4414 ugfl 0.043
Spiked Amount: 50,000 Range: 76.0 - 114.0% Recovery = 106.88%

34) Toluene-d8 21724 67304 4B.4555 ug/l 0.004
Spiked Amount: 50,000 Range: 86.0 - 110.0% Recovery = 96.91%

38) Bromoflucrobenzens 26,649 71997 50.0117 ugdl -0.035
Spiked Amount: 50,000 Range: 86.0 - 115.0% Recovery = 100.02%

Target Compounds QValue
2} Chloremethane 0.942 105 0.2433 ug/l m a1
3) Bromomethane 0,000 o M.D.

4) Vinyl Chloride 2.067 a7 0.0042 ugf! m a1
5) Chloroethane 0,000 o M.D.

6) Methylene Chloride 4.587 1656 3.1815 ugfl 96
7) Acetone 5.246 300 29174 ug/l m 55
&) Carbon Disulfide 0.000 o M.D.

49) 1,1-Dichloroethene 7.378 28470 61.7434 gyl 95
10} 1,1-Dichloreethane 0.000 o N.D.

11) 1,2-Dichloroethene (total) 0,000 o M.D.

12) Chiaraform 10.131 B3 0.0557 ugyl m 19
16) 2-Butanone 10.790 2048 8.4759 ugfl 75
14) 1,2-Dichlorosthane 0.000 o M.D.

17) 1,1,1-Trichlareethane 0.000 o M.D.

18) Carbon Tetrachloride 0.000 o N.D.

19) Vinyl Acetate 12,650 a7 0.0272 ugyl m 100
20) Bromadichloromethane 0.000 o MO,

21) 1,2-Dichloropropane 0.000 1] M.D.

22) cis-1,3-Dichloropropene 0.000 o M.D.

23) Trichloroethene 15.171 33939 55.1070 ug/l 96
24) Banzene 15.538 90501 52.2805 gyl 100
25) Dibramochloremethane 0.000 o M.D.

26) trans-1,3-Dichloropropens 15.598 1792 33113 ugyl # 1
27) 1,1,2-Trichloroethane 0.000 1] M.D.

28) Bromoform 0,000 o M.D.

30) 4-Methyl-2-Pentancne 0.000 [} M.D.

31) 2-Hexanone 20367 98 0.2275 gyl ai
32) Tetrachloroethene 20716 2262 4,2921 ug/l o5
33) 1,1,2,2-Tetrachloroethane 0.000 o M.D.

35) Taluene 21918 55620 51.1608 ug/l a7
36) Chlorobenzene 23.043 66103 48,0304 ug/l =]
37) Ethylbenzene 0.000 1] M.D.

39) Styrene 0.000 o N.D.

40) Mylene (total) 28.432 a7 0.0313 ugfl m 4

MSD ChemStation GC/MS MassHunter

Compound Name Result Quant Result Difference
1,2-Dichlorethane-d4 53.07 53.44 0.70%
Toluene-d8 48.44 48.46 0.04%
Bromofluorobenzene 50.07 50.01 -0.12%
1,1-Dichloroethene 61.28 61.74 0.75%
Trichloroethene 55.08 55.11 0.05%
Benzene 51.43 52.28 1.65%
Toluene 51.25 51.16 -0.18%
Chlorobenzene 4912 48.03 -2.22%
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Generating an iCal Report

Generating an iCal report follows the same steps already outlined. Verify that the outliers have
been entered in the Quant method and save the batch.

1 Inthe batch view, Home tab, select Create Report Method, and select the InitialCal report
template.

Report Method Edit (Quantitative Analysis) — [m] X
File Edit Tools
IR
Templates Results Graphics settings.

Template Report mode

Destination file Publish format Language Pag

Add Template. Remove Template Edit Template Edit Post Processes.

Save & Exit Exit
*
A\ | C\Projects\GCMS ChemStation Migrations\Report Templates
1 0 C\Projects Name Date modified Size Revision Che &
- '__ GCMS ChemStation Migrations u Emv_CC_Avg.report.xml 10/18/2023 £:49:22 PM 342
b T 3reportsm || Env_CC_Avg_RTDiff report.xmi 10/18/2023 6:49:22 PM 349
v 1 Dem [ Env_€C_MidPaint.report.xm 10/18/2023 6:49:22 PM 347
T ical_voC.m || Env_CC_MidPoint_RTDff.report.xml 10/18/2023 6:49:22 PM 354
v T Libraries and Databases [ Env_cC_Previous report xmi 10/18/2023 6:49:22 PM 342
b Methads | Env_CC_Previous_RTDiff report.xml 10/18/2023 6:49:22 PM 356
b Bl 0A_VOCsm ] Env_DualGCResults report.xmi 10/18/2023 6:49:22 PM 362
-
P & Report Templates ] Env_DualGCResults_TIC.report.xml 10/18/2023 6:49:22 PM 366
B
I+ Results_VOA_quant.m ] Env_initiaiCal.report xmi 10/18/2023 6:49:22 PM 352
I 7 Sequences
oo ] Env_LCSSpike.report.xml 10/18/2023 6:49:22 PM 343
I 0 voalistm
|| Env_MsD.report.xmi 10/18/2023 6:49:22 PM 338
b T voaLISTdemo.M
| Env_0A_Check report xmi 10/18/2023 6:49:22 PM 347
I T VOA_iCalrept.m
Env_Resuits.report.xml 10/18/2023 6:49:22 PM 369
I 7 VOA_Outliers.m b
Env_Results_withGraphics report xml 10/18/2023 6:49:22 PM 382
b T VOA_Outliers_guantrep.m 0 s - phicsrep /
[ | Env_TPH_Validation.report.xml 10/18/2023 6:49:22 PM 349 v
[, s >
le name: | Env_initiaiCal report xmi [ Template files (=it~ xing+ itm;=rep_ v

2 Save this method with something that ties the Quant method to the report template. In this
case, the report method is called VOA_iCalrept.m.
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36

Open Method
#\ | C\Projects\GCMS ChemStation Migrations
4 T C\Projects
4 T GCMS Chemstation Migrations
b Jreporsm
v Data
I iCal_VOC.m
(i | Libraries and Databases
I | Methods
v QA_NVOCsm
¥ | Report Templates
I Resadts_WOA_guantm
b L Sequences
b voalist.m
v VOALISTdema.M
L} VOA_iCalreprm
¢ 53 VOA_Outliers.m
I VOA_Dutliers_guanirep.m

File name: | VOA_iCalraptm

Name

3 3reports.m
= Data
iCal_vOC.m
Libraries and Databases
© Methods
0A_VOCsm
| Report Templates
J Results_VOA_guantm
| Sequences
voslist.m
§ VOALISTema M
VOA_iCalrept.m
0 WOA_Cutliers.m

1 VOR_OQusfiers_quanire,

Mathod files (=.m;" quantrepormeth

(| ==

-

3 Click Generate Report, and select the method just created to apply to the batch and view the

iCal report.
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Conclusion

This user guide outlines the steps required to migrate acquisition methods, data files, and data
analysis workflows from MSD ChemStation to GC/MS MassHunter, and demonstrates that both
platforms can produce highly comparable results. The updated tools built into the MassHunter
architecture along with additional utilities located in supporting folders help ensure that
migrations are performed correctly and provide users with immediate confirmation when
translations are successful.

The guide also highlights useful tips for configuring outlier checks in the various GC/MS
MassHunter Quantitative Analysis environments, enabling faster identification of nonconformities
and improving overall review efficiency in high throughput laboratory operations.
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