ce ® .. .. ® o - Agilent MassHunter EnviroQuant (EPA) Mode
| Py Using Quantitative Analysis

o Workflow Guide

e A= Agilent Technologies



Notices

© Agilent Technologies, Inc. 2014
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In This Guide...

1 Before You Begin

2 Create the Data Acquisition
Method

3 Create a Quantitation Method

4 Run Samples for Quant Method
Creation

b Enter EnviroQuant Parameters
in the Method

This Workflow describes how to use MassHunter EnviroQuant to create a database
of compounds, qualifiers, their calibration curves, and specify quality control
parameters to comply with EPA regulations. The example used here is EPA Method
8270. A similar process would be use for other EPA methods.

More common operations, not directly associated with the EnviroQuant Workflow
mode, are briefly discussed here, but are covered in more detail in both online Help
and Familiarization Guides. Please refer to the online Help for more details on these
topics and for links to unabridged versions MassHunter Familiarization Guides
specific to your instrument.

A brief summary of chapter contents for this Workflow Guide follows.

Chapter 1 describes how to set up your MassHunter GCMS Acquisition and
MassHunter Quantitative Data Analysis programs for using the EnviroQuant (EPA)
Workflow Mode user interface (Ul).

Chapter 2 describes how to set up a method for data acquisition. A Data Acquisition
method must exist prior to the creation of a Quantitative Data Analysis method.

Chapter 3 describes how to create a basic MassHunter Quantitation method from a
ChemStation Quant database. Alternate instructions are included for creating a
quantitation method from a calibration sample data file if you are not interested in
converting ChemStation methods.

This chapter explains how to create a sequence, that when run, will generate a
batch containing the analyzed results of samples used to update the compound
calibration curves in the quantitation method. You will also use these samples to
create the Tune Evaluation Method (tunevaluation.xml), create the Reference
Library, and initialize the CC sample response.

Chapter 5 explains how to add outliers to a quantitative method that monitor
compound properties and instrument performance as specified by the EPA or your
laboratory requirements (for example EPA Method 8270).



6 Create Report Methods

7 Run Samples

Where to Find More Information =

T A

Chapter 6 explains how to create report methods that enable you to save report
parameters, including multiple report templates, to a file than can be applied to a
sample or group of samples. These methods can be used both interactively in
EnviroQuant or used to generate a report automatically when samples are run from
an automated sequence.

Chapter 7 describes a workflow for running initial calibrations and a workflow for
running daily fields samples.

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

+ Agilent GC and GC/MS Manuals and Tools DVD set

» Agilent GC/MS Software Information and Manuals memory stick

To Install Your Hardware Library
Insert Disk 1 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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1. Before You Begin

Configure MassHunter
GCMS Acquisition for
EnviroQuant (EPA)

1. Double-click the GCMS
Configuration desktop icon to
launch the Agilent GC/MS
Configuration program.

2. Select the instrument name that
you will be running to acquire the
data. Instrument 1 is selected in
this example.

3. Select the EnviroQuant (EPA)
Workflow Mode and click OK to
close the dialog.

4. Click Yes to confirm the
configuration and exit the Agilent
GC/MS Configuration program.

Configure MassHunter GCMS Acquisition for EnviroQuant (EPA)

Depending on your instrument, MassHunter GCMS Acquisition and MassHunter
Quantitative Analysis may be set up to run in several Workflow Modes, including:
* Enhanced

* Drug Quant

* EnviroQuant (EPA)

* Aromatics in Gasoline

Here we are going to be using the EnviroQuant (EPA) Workflow Mode. So, before
doing anything else, you must set up the MassHunter GCMS Acquisition program
and the MassHunter Quantitative Analysis program to run in the EnviroQuant
Workflow Mode.

To reconfigure an existing GC/MSD instrument to work in the EnviroQuant Mode:

% Agilent GC/MS Instrument Configuration

File Configure  Help

1234 %
= Execute
Current Agilent GCMS Instrument Conhigurabion
Harme e M5 M5 IP "“m"i’ <4 GCIP Worklkrm Mode Lsboralory 1D Nurmber
L] Kremt [/ 1592.168.1 201 TISOGC | 1521621203 Ervereiuare [EPA) an

L A =

Agilent GC/MS Instrument Configuration @

Instrument Name ~ Kemit
Laboratory ID Number 201
[T Cffline Instrument

Mass Spectrometer

Model DC Polarity

5977 = @ Posttive {+)
Lt ) Negative )
192.168.1.201

(Gas Chromatograph
Mode!

7890 GC -
Address
192.168.1.203

<nones

Enable Direct Communication between instruments

Workflow Mode [EnviroGuant EPA) -

QK Cancel Help
o]




1. Before You Begin

5. Double-click the Instrument icon
to launch MassHunter GCMS
Acquisition.

Configure MassHunter
Quant for Environmental
Analysis Mode

Check for the Startup icon

Add a startup icon

1. From the windows Start menu
select Agilent\MassHunter
Workstation\ Quant Tools\ Setup
Desktop Icons.

Check the Environmental Analysis
mode for your instrument(s).

Click OK to close the dialog and
add your newly selected startup
icon(s) to the desktop.

Configure MassHunter Quant for Environmental Analysis Mode

When MassHunter Quantitative Analysis is installed, a group of icons used for
starting Quantitative Analysis, is placed on the desktop.

To begin MassHunter Quantitative Analysis, double-click the applicable icon.

For example, to start a Quantitative Analysis session for single quadrupole data in
the EnviroQuant workflow mode you would click the desktop icon labeled
Environmental Quant (MS). The Quant program is then optimized for single
quadrupole data in the EnviroQuant workflow mode.

If you do not see a desktop icon labeled Environmental Quant (MS) for your instru-
ment, add it from the Setup Desktop Icons tool.

Choose lcons - Quantitative Analysis @
Please choose icons to appear on your desktop
Application
Standard Drug Analysis Environmental Analysis

MS (single quadnupole) ]

QQQ triple quadrupale) | 0 [

TOF fime-of ight) ] ] O

(Q-TOF {quadhupols time-offight) 0 (] ]

In this example, both the Standard and Environmental Analysis modes are selected
for the MS, single quadrupole instrument.



1. Before You Begin

Understand the Directory
Structure

1. Locate the instrument
directories.

2. Review the default data,
methods, and sequence
directories.

Understand the Directory Structure

You can configure and run up to four instruments with MassHunter GCMS
Acquisition.

For each instrument you configure, MassHunter GCMS Acquisition will create a
numbered directory corresponding to the instrument number;
drive:\MassHunter\GCMS\1 for example. Although drive C is shown here, Agilent
supplied PCs with MassHunter factory installed store an instrument’s data on the D
drive.

@l\:jcl <« Local Disk (C:) » MassHunter » GCMS »

Organize = Include in library « Share with « New folde

-

- MName
- Favorites

|
Bl Desktop I ‘ | 1

B Newmlaade

Under each instrument directory (1 shown here), you will see a default data,
methods, and sequence subdirectory, as shown in the next example.

These are the recommended and default locations for your data, methods, and
sequences. Your files can be located here or you can locate these files anywhere
that is accessible to the MassHunter programs.

@I\J-v [l < Local Disk (C5) » MassHunter » GCMS » 1 » - | +-_g>| Search 1
Organize * Include in library = Share with = MNew folder
- Eavorites - MName Date modified
B Desktop 5877 6,/6/2013 11:01 AM
& Downloads | ., 5977.0LD 6/3/2013 1:44 PM
il Recent Places | data 5/31/2013 5:04 PM
methods 6/3/2013 2:03 PM
4 Libraries Sequence 6/6,/2013 11:01 AM
= 1

+ The data directory contains the data files from each batch, stored in a user
named batch directory specified at the beginning of a run.

* The methods directory contains your master methods. Each method has a user
defined file name with a file extension of m. Master methods in the sequence get
updated when sample types such as CAL are included in the batch.

+ The sequence directory contains all of your sequence files. Each sequence has a
user defined file name with a file (.sequence.xml) extension.

10
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2. Create the Data Acquisition Method

Step 1: Load the data
acquisition method.

Double-click the Instrument icon
to launch MassHunter GCMS
Acquisition.

2. From the Instrument Control
view, select Method > Load
Method then navigate to and
select
¢:\MassHunter\GCMS\1\
Default.m.

Step 2: Select the parts of
the method to edit.

1. Select Method > Edit Entire
Method.

2. Check each item listed.

3. Click OK to display the Method
Information dialog.

Step 1: Load the data acquisition method.

The following describes how to create a data acquisition method to acquire sample
data for environmental analysis. Here we will be showing the acquisition
parameters in a demonstration method named bnalist.m. This method is located in
the Envdemo folder provided with the Agilent GC/MS Productivity ChemStation.

i

Enviro0dang

Instrument | Sequence  View  Abort  Checkout Window  Graphics F
Load Method...

Save Method As..,
Run Methed...

- [ —

GC/MS Methods created in MSD Productivity ChemStation can be opened directly
in MassHunter and used. It might be good practice to save as a new name to
maintain compatibility with older systems if you are not moving every instrument to
MassHunter.

You can load the bnalist.m from the Productivity ChemStation, if available, or
another similar method instead of using the default method as a starting point.

During this process we will cover the parts of a data acquisition method that are
related to environmental analysis.

Method | Instrument Sequence View  Abort  Checkout  Window  Graphics |
Load Methed...
Save Method
Save Method As..,
Run Method...
Print Method...

Y

Edit Method =5

Edit Entire Method... |
Additional Method Information...

Check Method Sections to Edit:

Method Information

InstrumentfAcquisition

12



2. Create the Data Acquisition Method Step 3: Describe the method and where it is saved.

Step 3: Describe the method
and where it is saved.

Method Information @

Provide a description of the

method in Method Comments. Retiud Eompns

Decide whether or not to save a
copy of this method with the data
file.

[ Save Copy of Method With Data

Method Sections to Run

3. Select Data Acquisition and Data [ Pre:fn Macros/Commands

Analysis for the run. Although T ZEE
the MassHunter Quantitative Data Analysis:
Analysis method does not yet

exist, you will want to run the Data Acquistion

data analysis portion of the
method when it is available.

Data Analysis

[] Post-Run Macros/Commands
4. Click OK to continue. Instrumert Cortirol:

Data Analysis: Browse...

oK l [ Cancel ] [ Help

Note — In MassHunter the data analysis method cannot be edited in the Data
Acquisition program. The data analysis method can only be created or edited in the
MassHunter Quantitative Analysis program. See Chapter 3, “Create a Quantitation
Method” for more details.

13



2. Create the Data Acquisition Method Step 4: Review what is coming next.

Step 4: Review what is During this process you will be presented with the following 5 Instrument
coming next. Acquisition parameter dialog boxes. Complete each one as shown in the examples
on the following pages and click OK to continue. Each time you click OK the next
dialog is opened automatically.

Note: These dialogs are completed in the exactly the same way for all Workflow
Modes (i.e., Enhanced, EnviroQuant (EPA), Gasoline, etc.), and are described in
detail the MassHunter Familiarization guide and in online Help. Please refer to that
documentation for more details.

Inlet and Injection Parameters dialog - Used f o
to select the sample type, inlet, and injection " Inlet and Injection Parameters
source.

Sample Ir

GC Edit Parameters dialog - Used to define L_

the settings for your GC. Here you will click ——— GiC Edit Parameters
each icon to display and complete the
corresponding window for each component.

E o)
Real-Time Plots dialog - Used to select

which signals you want displayed. Real-Time Plots for GC 7890

[] Display Signal 1

MS Method Editor dialog - Used to Ln‘_L

define the Tune File, SCAN, Real-Time ——a- Singl.e Quadrupule S WMethiod Edite
Plot, and Timed Events, settings, using
the single quadrupole or triple

) Tune File
quadrupole method editor.
I ATIINE |1
Monitors dialog - Used to define the o=l Select Monitors

MS monitors you wish to display.

Available Monitors

e ame am P 1

Step 5: Complete the Inlet Select the inlet, injection source, Use MS, inlet location, and MS Connected to.
and Injection Parameters :
. Inlet and Injection Parameters @
dialog.
Sample et [GC -]
Injection Source IG[‘. ALS v]
Use MS
Inlet Location
@ Front =) Rear ) Dual
M5 Connected to:
@ Front ) Rear

Click OK when you are finished, and the GC Edit Parameters dialog is displayed.

14



2. Create the Data Acquisition Method

Step 6: Complete the GC Edit
Parameters dialogs.

GC Configuration Settings

1. Click the Configuration icon,
then go to the Columns tab and

configure the column as shown

Step 6: Complete the GC Edit Parameters dialogs.

For this example we are going to complete five screens within the GC Edit
Parameters dialog: Configuration, Columns, Inlets, Oven, and Aux Heater. The
parameters entered are from the bnalist.m method previously noted.

Do NOT click OK until told to do so. Doing so will take you to the Real Time Plot
dialog (shown in Step 7), and you do not want to do that until all the GC Parameters
are set. Click OK only after completing all the GC Parameters; at the end of Step 6.

Under the Configuration icon, we will complete three tabs, the:
Columns, Modules, and ALS tabs.

here.
" GC Edit Parameters EI@
SRR o X |2 1
! 1k i .
\ =ﬁ s i ? '@ JJJ' Cdh 12... g
ALS Inlets Columns Oven Detectors  Aux Heaters Events Signafs Configuration Counters Readiness GC Calculators
Miscellaneoug Columns ]M du\es} ALS]
Column Outlet Pressure:
O psi
4\ Column Calibration Results  Inlet Outlet Heated By
Agilent 190915-433; 12345 - - -
HP-5M5 5% Phemyl Methyl 5 Uncalbrated Front Inlet |— MSD |— Cven |—
¢ -60 "C-325 °C (325 C): 3Dmx25mexD25pm
= e = pr— | o = =
2. Select the Modules tab and set
the Inlet to He.
7 GC Edit Parameters EI@
1 OB A I | s
W A o P e
- f 1521
ALS Inlets Columns OVen Detectors Aux Heaters E\rents Signals | Cenfiguration Counters  Readiness  GC Calculators
Miscellanenus]Cnlumn ALS] |
Front_Inlet
3. Select the ALS tab and set the
syringe size to 10 ML.
* 7 GC Edit Parameters E@
| O A e X | & i &
i i
'\ =ﬁ '@ J}J' e 12 (252
ALS Inlets Columns Oven Detectors Aux Heaters Events Signals Configuration Counters Readiness GC Calculators
Miscellaneousl Columns] Moduleg ALS ]
Front Injector Tray
G2613A Firmware rev: A10.07 G2614A Fimmware rev.: ADZ201
| Synnge Size:  10pL |

Do NOT click OK until you have finished all the GC Parameters; and you are told to
do so, on page 18.

15




2. Create the Data Acquisition Method

GC Method Parameters

1. Click the ALS icon and edit the
ALS parameters appropriate to

your method.

Step 6: Complete the GC Edit Parameters dialogs.

Next we will complete the settings for the ALS, Columns, Inlets, Oven, and Aux
Heater.

 GC Edit Parameters

N

ALS Inlets Columns

Injection
Syringe Size: 10 pL

Washes and Pumps

Solvent A Washes:
Solvent B Washes:
Sample Washes:

m| @ o o

Sample Pumps:

2. Click the Columns icon and edit
the Column parameters
appropriate to your method.

Front Injector ]Bad( Injecbor] Tray I|fCJther1

Injection Volume: | 1 L

Oven Detectors  Aux Heaters Events Signals Configuration Counters Readiness GC Calculators

Dwell Time
Pre-Injection: 0 min

Post-rjection: 0 min

x 1 - [l Plunger Speed
@ Fast () Slow () Variable
300 plsmin 3000 pL/min
300 plsmin 3000 pL/min
Postinj Volume (L)
0 6000 pL/min
0 Viscosity Delay: sec
Sample Depth

[ Enable |0 mm

< Tower Fan

Towerfan on

Because settings made in the Columns parameters dialog automatically modify
Pressure and Flow parameters in the Inlet Parameters tab, and vice versa, itis a
good idea to set the Columns settings before the Inlets settings. Therefore, we will
enter the column settings first and the Inlet settings next.

© GC Edit Parameters

Nl

ALS Inlets Columns

e 2 . X 2 W =

Detectors  AuxHeaters  Events  Signals  Configuration Counters  Readiness  GC Calculators

he

# Selection

Agilent 190915-433: 12345
HP-5MS 5%

In: Frant 55 Inlet He
Out: MSD

[ ] Back COC Inlet He
[ ] Axercanz
[ Jaxercsnz
[ Jaxercenz

Control Mode m
On Setpaint

Flow 1 mLsmin

Pressure 8.8085 psi

Average Velocity 36.756 cm/sec (Initial): 0 min
He @ 70 "C Oven

Holdup Time 1.3588 min Out: MSD
30 m x 250 pm x 0.25 pm

Constant Flow ']

Post Run:  0.57353 mL/min

16



2. Create the Data Acquisition Method

3. Click the Inlets icon and edit the
inlet parameters appropriate to
your method.

Step 6: Complete the GC Edit Parameters dialogs.

4. Click the Oven icon and edit the
oven parameters appropriate to
your method.

" GC Edit Parameters
110 P # B o X
[ i ?/ L #f
ALS Inlets Columns  Owven Detectors  AuxHeaters  Events  Signals  Cenfiguration
SEL -Front lcoc = Ea:k]
Split-Splitless Inlet
3 Gas Saver:
Etpoint
g COn
Heater: 250°C
20 mLsmin
Pressure: 8.8085 psi
54 mL/min
Septum Purge Fow: ImL/min
Septum Purge Flow Mode: Standard -
Made: Purge Flow to Split Vert:
Splitless ~ 50 mL/min a 2min

Counters Readiness

After:  2min

GC Calculators

* 7 GCEdit Parameters
o ] )
N1 OO0 9 X O W H
ALS  Inlets  Columns | Oven | AuxHeaters Events  Signals  Configuration  Backflush  Readiness  GC Calculators
Rate Value Hold Time Run Time
(Qven Temp On “C/min T min min
70°C b (Initial) _ i 2 2
4 il 5 7
Equilibration Time il
#*
0.5 min
Maximum Oven Temperature
35T
[7] Overide Calumn Max: 325 °C
Post Run: 70°C
Post Run Time: O min

17




2. Create the Data Acquisition Method Step 7: Skip the Real Time Plot displays.

Click the Aux Heaters icon and
edit the Aux Heaters parameters
appropriate to your method, then
click OK.

The MS Transfer line temperature is set via the GC.

* GC Edit Parameters

NT O Al 9 . X 2 i @

ALS Inlets Columns Oven Detectors | Aux Heaters Events Signals Configuration Counters Readiness GC Calculators

Thermal Aux 2 (MSD Transfer Line)

COn
280 C]
When you click 0K, the Real Time Plot dialog displays.
Step 7: Skip the Real Time For this example, leave these entries blank, and click OK to continue.

Plot displays.

Real-Time Plots for GC (=3

[”] Display Signal 1
[ Display Signal 2
[ Display Signal 3

[T] Display Signal 4

oK ] ’ e ] ’ Help

Step 8: Edit the MS Method | When done, click 0K to continue.
parameters.

gl Single Quadrupole MS Method Editor
Tune File Real-Time Plot | Timed Events
ATUNEU D 10.00| min
Tune Type A Solvert Delay 300 min Total lon Chromatogram
Tune EMV 1200 Detector Setting Spectrum
______ [] Trace lon Detection ] Base Fesk Chromatogam
...... o Ewse
Actual  Setpoint Gain Factor 1.000
M3 Source Offling 230
: [ oy o
M3 Quad Offling 150
Extracted lon Chromatogram Display
Acquistion T Sum Limit 18 {Defaut) Label Mass or Mass Range
uisition Type -
e (G b st msom
Scan Time Segments *
Fi Cycle Ti Step Si
Time Start Mass | End Mass | Threshold Scan Speed (u/s) {srsgrhl:fl;;?;:} (’T"':]E me: {"5.2} ize
v BEE] o] s 150 1562 (N=2] | - | 23 34263 0.1

18



2. Create the Data Acquisition Method Step 9: Select the monitors.

Step 9: Select the monitors. In the Monitors dialog, select the monitors you want to see and click OK to

continue.
a5 Select Monitors EI@
Available Monitors Selected Monitars
GLC APC-14 Pressure " GC Owven Temperature
GC APC-1B Pressure GC  Inlet-F Temperature
BC APCAC Pressure S GC Columne1 Flow Cak.
GC APC-24 Pressure G Aux-2 Temperature
GC APC-ZE Pressure M5 M5 Source
GC APC-2C Pressure S MS MS Quad
Gl APC-34 Pressure

Step 10: Save the method. Save the method as C:\MassHunter\GCMS\1\METHODS\bnalist.m and click OK
to continue. Although drive C is shown here, Agilent supplied PCs with MassHunter
factory installed store an instrument’s data on the D drive.

Save Method As (2
Method Path:
C\MassHurter\GCMS1\METHODS| Browse
Method File:
bnalist. M
ok | [ Caed | [ Heb

This completes the Edit Entire Method process. Your method is now saved.

You are now ready to continue by creating a EnviroQuant Data Analysis method.

Step 11: Create the basic See Chapter 3, “Create a Quantitation Method".
quantitation method.
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3. Create a Quantitation Method

Introduction

Step 1: Convert an MSD
ChemStation method.

1. Start the GC MSD ChemStation
Translator tool.

2. Select Translate Quantitation
Databases.

Introduction

In step 1 of this chapter you will learn how to create a basic MassHunter
Quantitation method from an MSD ChemStation quant database.

An alternative would be to create a quantitation method from an existing scan data
file. This is documented in the MassHunter Quantitative Analysis for GC/MSD
Familiarization Guide G3335-90200 provided with your MassHunter software
documentation for the 5977 MSD and available for download from the Agilent
website.

Once you have a Quantitation database developed, using either of the above
procedures, you can complete the quantitation method as described in Chapter 5,
“Enter EnviroQuant Parameters in the Method". In that chapter you will see how to
edit the method’s parameters with EPA specific outliers, add a Tune Check method,
and initialize a compound’s continuing calibration concentration to monitor
compliance with EPA Method 8270.

This step describes how to convert an existing MSD ChemStation method to a
MassHunter Quantitative Analysis method using the GC MSD Translator tool.

For this example we are using a sample SCAN method bnalist.m. This is an
environmental demonstration method installed in C:\envdemo\bnalist.m. during a
ChemStation installation.

The quantitation database in this demo method was set up for EPA method 8270.
This is a good starting point for creating a Quantitative method for your analysis.

Select Translation Task

Please choose a GC/MS Translator Option

MSD ChemStation

‘ Translate Data Files

‘ Translate Quantitation Databases
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3. Create a Quantitation Method Step 1: Convert an MSD ChemStation method.

3. Select the bnalist.m method.

Export M5D Chemb5tation Quant Database @I
Options

Input MSD ChemStation Method Containing Quart Database

Cenvdemobnalist m Choose Folder.

4. Click Export to MassHunter The method is converted in place. When the process is complete, you will see

Quantitation Method. Translation was successful at the bottom of the screen. The tool shows the
assigned ISTDs which can be expanded to see the list of compounds assigned to an
ISTD.

Export M5D ChemStation Quant Database @

Options

Input MSD ChemStation Method Containing Quant Database

Cenvdemo®bnalist m Choose Folder.

Input Quant Database File:

C:envdemo’bnalist m\gdb mth

Output MassHunter Quantitation Method
C:\envdema“bnalist m\DAMethodQuant \quantitative xml

#)- 1 4-Dichlorobenzene-d4 (Intemal Standard #1)
i - Naphthalene-d8 (Intemal Standard #2)

- Acenaphthene-d 10 (Intemal Standard #3)

+)- Phenanthrene-d 10 {Intemal Standard #4)
-Chrysene-d12 (Intemal Standard #5)

; - Perylene-d12 (Intemal Standard #6)

Export to MassHunter Quantitation Method l

Close l
MassHunter GC/MS Translator B.07.02 1848 09-May-2014 | Translation was successful.
5. Copy the converted method to Here we are using instrument 1's method directory as our master method directory.
your master method directory.
@CJ“' % MassHunter » GCMS » 1 » rethods » v|4¢|| fearch metho
Organize ~ = Open Includein library Share with + Mew folder
0 Favorites ‘Al farme
Bl Desktop [ . BFB.m
& Downloads . bralist.m
& OneDrive J checkout

5l Recent Places ) CheckTunem
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3. Create a Quantitation Method Step 2: Examine the method.

Step 2: Examine the method

The converted method contains the quantitation database with all compounds,
qualifiers, and calibration curves but the ChemStation’s EPA monitoring parameters
are not converted. In later steps we will enter the EPA monitoring parameters.

In MassHunter Quantitative

AnalySiS' SeIeCt MethOd > open @Agi!ent MassHunter Quantitative Analysis
Method from Existing File. : File Edit View Analyze [Method | Update Report Tools Help
PN H Bl GE A New v [A] Restore Default Layout
Batch Table | Cpen » |55 Open Method from Existing File...
Sample: ] Append » Open Method from Existing Batch...
o = | Edit F10 Open and Apply from Existing File...
@ [ v [Name|Dataril & Voldie
i | Gaue

2. Select the
C:\MassHunter\GCMS\1\
METHODS \bnalist.m file that
you converted in the last section
and click OK.

The EnviroQuant Method Editor opens with the converted method loaded. Although
drive C is shown here, Agilent supplied PCs with MassHunter factory installed store
an instrument’s data on the D drive.

E Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS) - Method - [C:\MassHunter\GCMS\1\metho
: File Edit View Analyze Method Update Report Tools Help

REEN™ e Quantitate Batch o @ Layout fiE EH B B Al Restore Default Layout
Method Tasks + X | Method Table
New [ Open Method i TimeSegment: 4  <All> | = Compound: [4a]
Method Setup Tasks Sample
Compound Setup MName Diata File Type L
_,ff{ Retention Time Setup v | |
2 I1STD Setup Quantifier
s . MName TS5 Scan Typt
+/ Concentration Setup o [ 1.4 Dichloroben.. | 1] Scan [1sTD
F Qualifier Setup T
;42' Calibration Curve Setup MZ Rel. Resp. Uncertainty
& Globals Setup [ 115.0] 60.8| 20.0]
. Calibration
| save / Exit
- Level Conc. Fesponse
& Validate 20 40.0000 42783
& 50 40.0000 41354
Save 80 40.0000 45589
Save &s... 120 40.0000 42866
160 40.0000 34284
B3 Exit CcC 40.0000 54833
| Manual Setup Tasks Quantifier
. | mpoun .
3. Select Compound Setup —
| Compound Setup
_,fr(t Retention Time Setup
P ISTD Setup
:f Concentration Setup
ﬁ Qualifier Setup
;ﬁ.’ Calibration Curve Setup
" Globals Setup
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3. Create a Quantitation Method Step 2: Examine the method.

4. Review the newly imported list of The compound parameters are displayed and may be edited. When first opened, the
compounds. list is sorted by retention time. Notice that the converted method’s compound Type,
mz, RT, and identity Criteria are correctly converted.

B Agilent MassHunter Quantitative Analysis (Envi tal Analysis for GCMS) - Method - <C:\MassHunte\ GEMS.. [ = | = ||z
¢ File Edit View Analyze Method Update Report Tocls Help
O | G Quantitate Batch e i Layout BF EH EH EH [A] Restore Default Layout
Method Table -
Time Segment: 4a | <All> | = Compound: Benzo[g,h,ilper... | (=] | Reset Table View
Sample
Name  |DataFile| Type |Level| Aca Method File|  Acq. Date-Time
[c Cal [ccd [cc [cC | bnalist | 813720714 6:45 PM
Quantifier
Name TS Scan Type MZ RT ‘| lon Polarity Criteria
2-Flugrophenel 1| Scan Target 112.0{ 8255( Positive Close RT with Qualif..
bis{2-Chloroethyl)ether 1| Scan Target 53.0| 10.579| Positive Close RT with Qualif..
Phencl-d5 1| Scan Target 59.0| 11.013] Positive Close RT with Qualif..
Fhenol 1| Scan Target 54.0| 11.040| Positive Close RT with Qualif..
2-Chlerophencl 1| Scan Target 128.0( 11.080( Positive Close RT with Qualif..
1,3-Dichlorobenzene 1| Scan Target 146.0( 11.386( Positive Close RT with Qualif..
1.4-Dichlorobenzene-d4 1] Scan ISTD 152.0| 11.487| Positive Greatest R
1,4-Dichlorobenzene 1| Scan Target 146.0( 11.548( Positive Close RT with Qualif..
1,2-Dichlorobenzene 1| Scan Target 146.0 12.077( Positive Close RT with Qualif..
Benzyl alcohol 1| Scan Target 108.0{ 12.179( Positive Close RT with Qualif..
bis{2-chlorcisopropyl)ether 1| Scan Target 45.0| 12.565| Positive Close RT with Qualif..
2-Methylphencl 1| Scan Target 108.0 12.687( Positive Close RT with Qualif..
Hexachloroethane 1| Scan Target 117.0 12.952| Positive Close RT with Qualif..
N-Nitroso-di-n-propylamine 1| Scan Target 70.0| 13.053| Positive Close RT with Qualif..
4-Methylphencl 1| Scan Target 108.0{ 13.155( Positive Close RT with Qualif..
Nitrobenzene-d5 1| Scan Target 82.0| 13.257| Positive Close RT with Qualif..
Nitrobenzene 1| Scan Target 77.0| 13.318| Positive Close RT with Qualif..
Isopherone 1| Scan Target 82.0| 14.090| Positive Close RT with Qualif..
2-Nitrophenel 1| Scan Target 133.0 14.273( Positive Close RT with Qualif..
2.4-Dimethylphencl 1| Scan Target 107.0{ 14.680| Positive Close RT with Qualif..
bis{2-Chlorosthoxy)metha... 1| Scan Target 53.0| 14.863| Positive Close RT with Qualif..
2.4-Dichlorophencl 1| Scan Target 162.0{ 15107 Positive Close RT with Qualif..
1.2.4-Trichlercbenzene 1| Scan Target 180.0( 15.249( Positive Close RT with Qualif..
Naphthalene-d8 1| Scan ISTD 136.0 15.331( Positive Greatest R
Naphthal 1| Scan Target 128.0 15.352( Positive Close RT with Qualif..
4-Chloroaniline 1| Scan Target 127.0{ 15.717( Positive Close RT with Qualif..
Hexachlorok i 1| Scan Target 225.0| 16.023| Positive Close RT with Qualif..
4-Chlore-3-methylphencl 1| Scan Target 107.0{ 17.465( Positive Close RT with Qualif..
Methylnaphthal 1| Scan Target 142.0 17.526( Positive Close RT with Qualif..
Hexachlorocyclopentadiene 1| Scan Target 237.0| 18.258| Positive Close RT with Qualif..
2.4,6-Trichlerophenel 1| Scan Target 196.0 18.624( Positive Close RT with Qualif..
2.4,5-Trichlerophenol 1| Scan Target 196.0 18.787( Positive Close RT with Qualif..
2-Flucrcbiphenyl 1| Scan Target 172.0 18.828( Positive Close RT with Qualif..
2-Chl hthal 1| Scan Target 162.0( 19.032( Positive Close RT with Qualif..
2-Nitroanilineg 1| Scan Target 65.0| 19.580| Positive Close RT with Qualif..
Dimethylphthal 1| Scan Target 163.0{ 20.312( Positive Close RT with Qualif..
Acenaphthylene 1| Scan Target 152.0( 20.333( Positive Close RT with Qualif..
2,6-Dini | 1| Scan Target 165.0( 20.455( Positive Close RT with Qualif..
naphthene-d10 1| Scan ISTD 164.0 20.821( Positive Greatest R
3-Nitroaniline 1| Scan Target 138.0 20.902( Positive Close RT with Qualif..
Acenaphthene 1| Scan Target 153.0( 20.943( Positive Close RT with Qualif..
2.4-Dinitrophencl 1| Scan Target 184.0 21.228( Positive Close RT with Qualif..
Dibenzofuran 1| Scan Target 168.0 21.431( Positive Close RT with Qualif..
2.4-Dini | 1| Scan Target 165.0( 21.656( Positive Close RT with Qualif..
4-Nitrophenel 1| Scan Target 109.0{ 21.777( Positive Close RT with Qualif..
Fluorene 1| Scan Target 166.0 22.529( Positive Close RT with Qualif..
4-Chlorophenyl-phenylether 1| Scan Target 204.0)| 22.550| Positive Close RT with Qualif..
Diiethylphthal 1| Scan Target 143.0( 22.611( Positive Close RT with Qualif..
4-Nitroaniling 1| Scan Target 138.0( 22.916( Positive Close RT with Qualif..
4,6-Dinitro-2-methylphencl 1| Scan Target 198.0 23.038( Positive Close RT with Qualif..
n-Nitrosodiphenylamine 1| Scan Target 169.0 23.059( Positive Close RT with Qualif..
2.4,6-Tribromophenel 1| Scan Target 330.0| 23.364| Positive Close RT with Qualif..
4-Bromophenyl-phenylether 1| Scan Target 248.0| 24.096| Positive Close RT with Qualif..
Hexachlorobenzens 1| Scan Target 284.0| 24.503| Positive Close RT with Qualif..
Pentachlorophenal 1| Scan Target 266.0| 25.174| Positive Close RT with Qualif .
Phenanthrene-d10 1| Scan ISTD 188.0| 25.438| Positive Greatest R
Phenanthrene 1| Scan Target 178.0| 25.520| Positive Close RT with Qualif .
Anthracene 1| Scan Target 178.0| 25.662| Positive Close RT with Qualif .
Dii-n-butylphthal 1| Scan Target 149.0 27.655( Positive Close RT with Qualif..
Fluoranthene 1| Scan Target 202.0| 29.261| Positive Close RT with Qualif..
Pyrene 1| Scan Target 202.0| 29.933| Positive Close RT with Qualif..
Terphenyl-d14 1| Scan Target 244.0| 30.605| Positive Close RT with Qualif..
Butylbenzylphthal 1| Scan Target 145.0 32.335( Positive Close RT with Qualif..
Benzo[ajanthracene 1| Scan Target 228.0| 33.739| Positive Close RT with Qualif..
Chrysene-d12 1| Scan ISTD 240.0| 33.841| Positive Greatest R
3,3-Dichlorebenzidine 1| Scan Target 252.0| 33.841| Positive Close RT with Qualif..
Chrysene 11 Scan Target 2280] 33.522| Positive Close RT with Qualif..
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3. Create a Quantitation Method

Step 3: Review the
Retention Times.

Select Retention Time Setup.

2. Review the converted retention
times.

| Method Setup Tasks

Compound Setup

[ m

Time Setup

The compound parameters are displayed and may be edited. Notice that the
converted method’s Left RT Delta, Right RT Delta, and RT Delta Units are correctly

22 ISTD Setup
% Concentration Semp
F Qualifier Setup

&% Calibration Curve Setup

Retention Time Setup|

5 Globals Setup

Step 3: Review the Retention Times.

converted.

Method Table

i TimeSegment: 4  <All> ~ = | Compound: [@] v [®] | Reset Table View

Sample
Name |  DawmFie | Type il Level | Aca. Method File | Aca. Date-Time
i l l \ l [
Quantifier
Name TS| Scan Type RT | Left RT Deltz | Right RT Delta | RT Delts Units

1.4-Dichlorot 44 1] Scan ISTD 11.487 0.500 0.500| Minutes
Naphthalene-d8 1] Scan ISTD 15.331 0.500 0.500| Minutes
Acenaphthene-d10 1| Scan ISTD 20.821 0.500 0.500| Minutes
Phenanthrene-d10 1] Scan ISTD 25438 0.500 0.500 | Minutes
Chrysene-d12 1| Scan ISTD 33.841 0.500 0.500| Minutes
Perylene-d12 1| Scan ISTD 37.983 0.500 0.500| Minutes
2-Fluorophenol 1| Scan Target 8.255 0.500 0.500| Minutes
bis{2-Chloroethyl)ether 1| Scan Target 10.979 0.500 0.500| Minutes
Phenal-d5 1| Scan Target 11.019 0.500 0.500| Minutes
Phenal 1| Scan Target 11.040 0.500 0.500| Minutes
2-Chlorophencl 1| Scan Target 11.080 0.500 0.500| Minutes
1.3-Dichlorot 1] Scan Target 11.386 0.500 0.500| Minutes
1.4-Dichlorot 1] Scan Target 11.548 0.500 0.500| Minutes
1.2-Dichlorot 1] Scan Target 12.077 0.500 0.500| Minutes
Benzyl alcohel 1| Scan Target 12179 0.500 0.500| Minutes
bis({2-chlorcisopropyl)ether 1| Scan Target 12.565 0.500 0.500| Minutes
2-Methylphenol 1| Scan Target 12.687 0.500 0.500| Minutes
Hexachloroethane 1| Scan Target 12.952 0.500 0.500| Minutes
N-Nitroso-di-n-propylamine 1| Scan Target 13.063 0.500 0.500| Minutes
4-Methylphenol 1| Scan Target 13.155 0.500 0.500| Minutes
Nitrobenzene-d5 1] Scan Target 13.257 0.500 0.500| Minutes
Nitrobenzene 1] Scan Target 13.318 0.500 0.500| Minutes
|sopharone 1| Scan Target 14.050 0.500 0.500| Minutes
2-Nitrophenol 1| Scan Target 14.273 0.500 0.500| Minutes
2. 4-Dimethylphencl 1| Scan Target 14.680 0.500 0.500| Minutes
bis{2-Chlorosthoxy)methane | 1| Scan Target 14.863 0.500 0.500| Minutes
2.4-Dichlorophencl 1| Scan Target 15.107 0.500 0.500| Minutes
1.2.4-Trichlorot 1] Scan Target 15.243 0.500 0.500| Minutes
Naphthal 1] Scan Target 15.392 0.500 0.500| Minutes
4-Chlorcaniline 1| Scan Target 15717 0.500 0.500| Minutes
Hexachlorobutadi 1] Scan Target 16.023 0.500 0.500| Minutes
4-Chlore-3-methylphenol 1| Scan Target 17.465 0.500 0.500| Minutes
2-Methylnaphthal 1] Scan Target 17.526 0.500 0.500| Minutes
Hexachlorocycl i 1] Scan Target 18.258 0.500 0.500| Minutes
2.4,6-Trichlorophenal 1| Scan Target 18.624 0.500 0.500| Minutes
2.4,5-Trichlerophenal 1| Scan Target 18.787 0.500 0.500| Minutes
-Fluorobiphenyl 1] Scan Target 18.828 0.500 0.500| Minutes
2-Chl hthal 1] Scan Target 19.032 0.500 0.500| Minutes
2-Nitroaniline 1| Scan Target 19.580 0.500 0.500| Minutes
Acenaphthylene 1| Scan Target 20.333 0.500 0.500| Minutes
Mimathndnhthalote Y Tomeast ERETE) A RAN ARAN | Minates
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3. Create a Quantitation Method Step 4: Review the ISTDs.

Step 4: Review the ISTDs.

1. Select ISTD Setup.

| Method Setup Tasks |

Compound Setup
_,fTﬁ Retention Time Setup

[ 15TD Setwp |
:2 Caoncentration Setup
F Qualifier Setup _

2 Calibration Curve Setup

& Globals Setup

2. Review the converted ISTDs. The compound parameters are displayed and may be edited. Notice that the
conversion correctly identified the ISTD, the ISTD concentration, the Time

Reference Flag. and the ISTD internal assignment to all target compounds.

The original ChemStation method assigned Surrogates and Matrix Spike
compounds as subcategories of Target compounds. MassHunter assigns these as
compound Types. This Type subcategory can’t be directly converted so we will
manually assign these EPA compound Types in Chapter 5, “Enter EnviroQuant
Parameters in the Method”.

[Method Table
|{  TimeSegment: 4= <All» ~| ® | Compound: [@] - Reset Table View
Sample
Mame | Data File Type © |Level Acq Method File| Acq. Date-Time
rE | l L. l
Quantifier
Name TS| Scan Type ISTD Compound Name ISTD Flag| ISTD Conc. | Time Reference Flz
1,4 Dichlorobenzens-d4 1| Scan ISTD <None> Fd 400000 E
MNaphthalene-dg 1] Sean ISTD <None> I 40,0000 7]
Acenaphthene-d10 1| Scan ISTD <Nene> ¥ 40.0000 ]
Phenanthrens-d10 1| Scan ISTD <Nene> ¥ 40.0000 ]
Chrysene-d12 1| Scan ISTD <Nene> ¥ 40.0000 ]
Perylene-d12 1| Scan ISTD <Nene> ¥ 40.0000 ||
2-Flucrophenal 1| Scan Target 14-Dichlerchenzene-d4 [l -1.0000 [
bis(2-Chlorosthyl)ether 1| Scan Target 14-Dichlerchenzene-d4 [l -1.0000 [l
Phencl-d5 1| Scan Target 1.4-Dichlorobenzene-dd [l -1.0000 [
Phencl 1| Scan Target 14-Dichlerchenzene-d4 @ -1.0000 [
2-Chlorophenal 1| Scan Target 1.4-Dichlorobenzene-dd [l -1.0000 [
1,3-Dichlorobenzene 1| Scan Target 1.4-Dichlorobenzene-dd [l -1.0000 [
1,4-Dichlorobenzens 1| Scan Target 14-Dichlerchenzene-d4 [l -1.0000 [l
1,2-Dichlorobenzens 1| Scan Target 1.4-Dichlorobenzene-dd [l -1.0000 [
Benzyl alcohol 1| Scan Target 1.4-Dichlorobenzene-dd [l -1.0000 [
bis(2-chloroisopropyl)ether 1| Scan Target 14-Dichlerchenzene-d4 [l -1.0000 [l
2-Methylphenal 1| Scan Target 14-Dichlorcbenzene-d4 [ -1.0000 [
Hexachlorosthane 1| Scan Target 14-Dichlerchenzene-d4 [l -1.0000 [l
N-Nitrose-di-n-propylamine 1| Scan Target 14-Dichlerchenzene-d4 [l -1.0000 [l
4A-Methylphenal 1| Scan Target 14-Dichlerchenzene-d4 @ -1.0000 [
Nitrobenzene-d5 1| Scan Target Naphthalene-d8 [l -1.0000 1T
Nitrobenzene 1| Scan Target Naphthalene-d8 [l -1.0000 1T
|sophorone 1| Scan Target Naphthalene-d2 [ -1.0000 1T
2-Mitrophencl 1| Scan Target Naphthalene-d2 [ -1.0000 1T
2 4-Dimethylphenol 1| Scan Target Naphthalene-d2 [ -1.0000 1T
bis(2-Chloroethoxyimethane | 1| Scan Target Naphthalene-d2 [ -1.0000 1T
2 4-Dichlorophencl 1| Scan Target Naphthalene-d2 [ -1.0000 1T
1.2 4-Trichlorobenzene 1| Scan Target Naphthalene-d8 [l -1.0000 1T
Naphthal 1| Scan Target Naphthalene-d8 [l -1.0000 [T
4-Chleroaniline 1| Scan Target I d8 @ -1.0000 [
H hlorobutadi 1| Scan Target N d8 [l -1.0000 1T
4-Chlorg-3-methylphencl 1| Scan Target I; 48 [ -1.0000 1T
2-Methylnaphthal 1| Scan Target N d8 [l -1.0000 1T
H yel 1| Scan Target z d10 [l -1.0000 T
2.4 E-Trichlorophencl 1| Scan Target & di0 [ -1.0000 1T
2,4 5-Trichlorophenal 1| Scan Target L d10 [l -1.0000 [l
2-Flucrobiphemy! 1| Scan Target L d10 [l -1.0000 [l
2-Chi hthal 1| Scan Target 4 d10 [l -1.0000 1T
2-Nitroaniling 1| Scan Target Z d10 [ -1.0000 [
A hylen 1| Scan Target Z hth d10 [ -1.0000 [
Diimethylphthalate 1| Scan Target Acenaphthene-d10 [l -1.0000 [l
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3. Create a Quantitation Method Step 5: Review the Concentrations.

Step 5: Review the
Concentrations.

Select Concentration Setup.

‘ Method Setup Tasks

Compound Setup
jr{ Retention Time Setup
2 ISTD Setup
F Qualifier Setup Setup Concentrations

o7 Calibration Curve Setup

5 Globals Setup
2. Review the converted The Conc and Level parameters are displayed and may be edited. Notice that the
concentrations and levels. converted method’s Level, Conc. and Response were converted correctly. We will
be updating these responses with new sample data in the next chapter.
[Method Table
l; =
| Time Segment: 4 | <All> - | = Compound: [4s] v [ | Resetl
Sample ) |
_ Name | Data File| Type © | Level| Acq. Method File | Acg. Date-Time |
] | | [ ] | |
Quantifier
| MName !TSI Sc:aE | T‘,'pt_a_
5 |1.4-Dichlorobenzene-dd | 1[Scan | ISTD
Qualifier
Mz | Rel.Resp. | Uncertsinty
[ 115.0] 60.8 200
Calibration
Level £ Conc. Response
20 40.0000 42788
] 40.0000 41334
20 40.0000 45588
120 40.0000 42866
160 40.0000 32284
cC 40.0000 54232
Quantifier
MName iTSi Scan | '[\:'pe
£ | Naphthalene-d8 | 1[Scan  [15TD
Qualifier
B Mz | Rel.Resp. | Uncertainty
[ 62.0| 77| 200
Calibration |
Level i | Conc. Response
20 40.0000 164712
50 40.0000 160913
B0 40.0000 177488
120 40.0000 165448
160 40.0000 132660
cC 40.0000 210879
Quantifier
Name | TS| Scan | Type
2| hthene-d10 | 1[Scan [1sTD
Qualifier
MZ Rel. Resp. Uncertainty
[ 162.0 105.4 200
| 160.0 440 200
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3. Create a Quantitation Method Step 6: Review the Qualifiers.

Step 6: Review the
Qualifiers.

Select Qualifier Setup.

‘ Method Setup Tasks

Compound Setup
_,fK Retention Time Setup

P ISTD Setup
.% Caoncentration Setup
|7 qualifier Setup
&7 Calibration
[ Globals Setup
2. Review the converted qualifiers. The compound parameters are displayed and may be edited. Notice that the
converted method’'s mz, Rel Resp, Uncertainty, and Area Sum state were converted
correctly.
[Method Table
i TimeSegment 4 | <All> - | = Compound: [#] x Reset Table Vie
Sample
Name | Data File| Type  |Level | Acg Method File| Acq. Date-Time
b | | [— l
: Quantifier
: Name [75| sScan | Type #| MZ | Uncertainty
B 14-Di zenedd | 1[Scan  [ISTD | 152.0] Absolute
Qualifier
: Mz | Rel Resp. | Uncertainty | Area Sum
: | 115.0] 603 200 ©
: Quantifier
: Name |TS| Scan | Type /| MZ | Uncertainty
£l [ Naphthalene-dg | 1[Secan  |15TD | 136.0] fbsolute
: Qualifier
Mz | Rel.Resp. | Uncertainty | Area Sum
: [ 68.0] 77| 200 [
Quantifier
: Name |TS| Scan | Type /| MZ | Uncertainty
B[ Acenaphthene-d10 | 1]Sean | 15TD | 164.0] Absolute
ifier
MZ Rel. Resp. Uncertainty | Area Sum
[ 162.0 1054 2000 [0
[ 160.0 440 2000 [0
Guantifier
Name |TS| Scan | Type /| MZ | Uncertsinty
£l | Phenanthrene-d10 | 1[Scan  |I1sTD | 188.0] Absolute
Qualifier
Lo Mz | Rel Resp. | Uncertainty | Area Sum
: [ 940 127] 2000 O
{ Quantifier
Mame |TS| Scan | Type /| MZ | Uncertainty
B | Chrysened12 | 1]5can | 15TD | 240.0] Absolute
i Qualifier
: MZ Rel. Resp. Uncertainty | Area Sum
= [ 120.0 156 20.0 [
[ 2360 223 200 [}
Quantifier
: Name |Ts| Scan | Type /| MZ | Uncertainty
B[ Perylene-d12 | 1| Scan |15TD | 7640] sbsolute
1 Qualifier
: Mz Rel. Resp. | Uncertainty | Area Sum
[ 260.0 205 200 [
[ 265.0 192 200 [
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3. Create a Quantitation Method

Step 7: Review the
Calibration Curve Settings.

Select Calibration Curve Setup.

2. Review the converted Calibration
curve.

Step 7: Review the Calibration Curve Settings.

| Method Setup Tasks

Compound Setup
j}f Retention Time Setup
22 157D Setup
% Concentration Setup
T Qualifier Setup

&7 Calibration Curve Setup

[ Globals Senf 5efup Calibration Curve|

The compound parameters are displayed and may be edited. Notice that the Curve
Fit (CF), CF Origin, and CF Weight were correctly converted.

Method Table
Time Segment: 4= | <All> -| = | Compound: [$] = Reset Table View
Sample
Name | Data File| Type | Level| Acq. Method File | Acg. Date-Time
3 | l — l
Quantifier
MName TS| Scan | Type GE CF Origin | cr weight
1,4-Dichlorcbenzene-d4 1| Scan ISTD Lwerage of R Factors lgnore MNone
Maphthalene-dB 1| Scan ISTD Lwverage of R Factors lgnore MNone
A phtt d10 1| Scan ISTD Lwverage of R Factors lgnore MNone
Phenanthrene-d10 1| Scan ISTD Lwverage of R Factors lgnore MNone
Chrysene-d12 1| Scan ISTD Lwverage of R Factors lgnore MNone
Perylene-d12 1| Scan ISTD Lwverage of R Factors lgnore MNone
2-Flucrophenal 1| Scan Target Lwverage of R Factors lgnore MNone
bis(2-Chloroethyl)ether 1| Scan Target Lwverage of R Factors lgnore MNone
Phencl-d5 1| Scan Target Lwverage of R Factors lgnore MNone
Phencl 1| Scan Target Lwverage of R Factors lgnore MNone
2-Chlorophenol 1| Scan Target Lwverage of R Factors lgnore MNone
1,3-Dichlorot 1| Scan Target Lwverage of R Factors lgnore MNone
1,4-Dichlorot 1| Scan Target Lwverage of R Factors lgnore MNone
1,2-Dichlorct 1| Scan Target Lwverage of R Factors lgnore MNone
Benzyl alcohol 1| Scan Target Lwverage of R Factors lgnore MNone
bis(2-chloroisopropyl)ether 1| Scan Target Lwverage of R Factors lgnore MNone
2-Methylphenol 1| Scan Target Lwverage of R Factors lgnore MNone
H hi t 1| Scan Target Lwverage of R Factors lgnore MNone
M-Mitroso-di-n-propylamine 1| Scan Target Lwverage of R Factors lgnore MNone
A-Methylphenol 1| Scan Target Lwverage of R Factors lgnore MNone
Mitrot -d5 1| Scan Target Lwverage of R Factors lgnore MNone
Mitrot 1| Scan Target Lwverage of R Factors lgnore MNone
|sophorone 1| Scan Target Lwverage of R Factors lgnore MNone
2-Mitrophencl 1| Scan Target Lwverage of R Factors lgnore MNone
2 4-Dimethylphencl 1| Scan Target Lwverage of R Factors lgnore MNone
bis(2-Chl thooy ) meth 1| Scan Target Lwverage of R Factors lgnore MNone
2 4-Dichlorophencl 1| Scan Target Lwverage of R Factors lgnore MNone
1,2 4-Trichlorot 1| Scan Target Lwverage of R Factors lgnore MNone
Maphthal 1| Scan Target Lwverage of R Factors lgnore MNone
4-Chl ili 1| Scan Target Lwverage of R Factors lgnore MNone
H hlorat i 1| Scan Target Lwverage of R Factors lgnore MNone
4-Chloro-3-methylphencl 1| Scan Target Lwverage of R Factors lgnore MNone
2-Methylnaphthal 1| Scan Target Lwverage of R Factors lgnore MNone
H hi yclop i 1| Scan Target Lwverage of R Factors lgnore MNone
2.4 6-Trichlorophenol 1| Scan Target Lwverage of R Factors lgnore MNone
2.4 5-Trichlorophenol 1| Scan Target Lwverage of R Factors lgnore MNone
2-Fl biphenyl 1| Scan Target Lwverage of R Factors lgnore MNone
2-Chl hthal 1| Scan Target Lwverage of R Factors lgnore MNone
i ili 1| Scan Target Lwverage of R Factors lgnore MNone

Acenaphthylene 1| Scan Target Lwverage of R Factors lgnore MNone
Dimethylphthal 1| Scan Target Lwverage of R Factors lgnore MNone
2, 6-Dini | 1| Scan Target Lwverage of R Factors lgnore MNone
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3. Create a Quantitation Method Step 8: Set up the Integrator.

Step 8: Set up the Integrator

In the Advanced Tasks area,

select Integration Parameters | Advanced Tasks |
Setup. | Integration Parameters Setup |
Signal to Moise Setup
Smeoothing Setup

1l Mass Extraction Setup
Spectrum Extraction Setup

Izotopic Dilution Setup

During the ChemStation method conversion the MassHunter parameterless Agile
integrator was substituted for the ChemStation specified integrator.

Review the integrator used.

3. To change to the type of All quantifiers now use the General integrator originally used in the ChemStation
integrator used in the method.
ChemStation method, select
General for the first quantifier

q Method Table
then select Fill Down from the 2
i TimeSegment: 4m | <All> - | = Compound: [$] 1,4-Dichlorobe... = [=] | Reset Table View
context menu. l— e _ - -
mple

Name |Data File| Type 7 | Level| Aca. Method File | Acq. Date-Time |

Quantifier - ] o =
MName | TS| Scan T_y_pe RT ] Int. Parms.
B » | 14Dichlorobenzene-d4 | 1|Scan  |ISTD | 11.447}
Qualifier ) ) )
] MZ e Rel. Res_p_. l UnDertaint_','__ Int. Parms.
| 115.0] 60.8| 200] . |
Quantifier ) ) ) ) )
N ame TS| Scan T‘,fpe | RT I|_'|t. I_nt. Parms
= | Naphthalene-d8 | 1Scan [15TD | 15.331] Agile
Qualiﬁer — - - — — - — -
MZ Rel. Resp. ) Unoertain_tx.I Int. Parms.
| 620 77| 200] ..
Quantifier - ) ) ) )
] MName ] TS_: Scan ] Type RT I Int. Int. Parms.
£ | Acenaphthene-d1D | 1[scan  |IsTD | 20.821] Agile = |
4. Select Int. Parms. in the Method By default, the qualifiers are assigned the same integration parameters as the
Table for the first quantifier and quantifier but this can be overridden by selecting the Int Params for the qualifiers.
edit the integration parameters to
suit your method then select Fill L (5l
DOW“ from the context menu. Inlegralur| General |Uni\rersa| Spectrum Summation | Peak Filter
Detector
Data poirt sampling: 1 Start threshold: 0.2
|| Smoothing Stop threshold: 0

Detection filtering Peak location:
Baseline Allocation
Baseline reset (# poirts) > 5

Fleading ortraling edge < 100

Baseline preference: | Tangent skim else drop -
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3. Create a Quantitation Method

1,

4,

Step 9: Save the method.

In the Save/Exit area, select
Validate.

Select Save As.

Navigate to the
MassHunter\GCMS\1\methods
\ directory and double-click the
bnalist.m. This is then added to
the bnalist unified method where
the data acquisition method was
saved.

Exit [F11] the method editor.

Step 10: Run Samples.

Step 9: Save the method.

There should be no errors. If there is an error, click on the error and you will be
directed to where you can change the settings.

| Save [ Exit | Agilent MassHunter Quantitative Analysis @
[ valigate |
g save Validate Method

Savels..

(X =
:

:] Method validated. Mo errors or warnings found.

| save / Exit |
& Validate

|78 Save

[ savess. |

Ed Evit Save MethodAs|

Although drive C is shown here, Agilent supplied PCs with MassHunter factory
installed store an instrument’s data on the D drive.

B save Method As
P
UU | < Local Disk (C:) » MassHunter » GCMS » 1 » methods » - | ¢?| | Search methods
Organize * MNew folder 4=
m MName ‘ Date modified
&l Libraries BFB.m 6/30/2014 11:2
f E;‘::”e"ts _| [} bralistm 8/14/2014 1131
. . checkout 5/1/2014 4:16 P
§' ::;t::s ~ )l CheckTune.m 8/7/2004 2:26 P
. default 5/1/2014 4:16 P
/8 Computer . default.m 8/5/2014 2:52 P
= . DFTPP.m 6/30/2014 11:2¢

£, Local Disk (C)
9 Agilent_GC (WTWISES) (K:) ~ | it

File name:

Save as type: |Methods (*.m)

“ Hide Folders

Com [

You are returned to Batch table view where the batch table is empty.

This completes the creation of the basic quantitation method portion of the
workflow.

Before you can complete the EPA portion of the Quantitation method you must run
required samples as described in Chapter 4, “Run Samples for Quant Method
Creation”.
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4. Run Samples for Quant Method Creation Introduction

Introduction

Step 1: Create a batch.

1. Double-click the Instrumenticon
to launch MassHunter GCMS
Acquisition.

2. Load a default sequence.

3. Select Sequence > Edit
Sequence, complete the entries
similar to those shown here, then
click OK.

4.  Select Sequence > Save
Sequence As... and save the
sequence as QuantSetup.

This chapter explains how to create a sequence, that when run, will generate a
batch containing the analyzed results of samples used to update the compound
calibration curves in the quantitation method. You will also use these samples to
create the Tune Evaluation Method (tunevaluation.xml), create the Reference
Library, and initialize the CC sample response.

i

Enviro0oant

The first sample in this sequence should contain compounds that are
representative of what will be analyzed (e.g., Pentachlorophenol, DFTPP, Benzidine,
and DDT for EPA method 8270).

The next 5 sample are calibration samples that will be used to create the calibration
curves for all compounds in the method.

The last column, Update Response Factor, is specifying that the current response
factors in the method should be replaced with the response factors from these 5
CAL samples.

Also, one of these samples will be used to create a Reference Library.

The Continuing Cal sample’s compound responses will be manually entered into the
method to initialize future CC's.

Sequence Table @
Mew Sample(s) » , | ‘ Tools =
Name Vial Type Level Data File Method File Update Response Factor
1| Tune Evaluation 01 | 10 [TuneCheck |+ TuneChked [bnalistm [, | -
2| Calbration 20 na/ul 11 [Cal ~|20  |20NGd  |bnalistm [:][Replace -
3 |Cabbration 50ngid | 12 |cal »|5 [sonGd  |onalitm [ |Replace ~
4| Calbration 80 na/ul 13 |cal ~|80  |80NGd  |bnalistm [ |Replace -
5 |Cabration 120ng/ul | 14 [Cal ~|120 [120NGd |bnalistm [, | Replace -
€ |Calbration 160ng/i | 15 |Cal ~[160  [160NGd |bnalistm [:][Replace -
7 | Continuing Call 16 [cc vlcc  ccd brigistm [ | No Update v
oK | Cancel |[ Hep |
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4. Run Samples for Quant Method Creation Step 2: Complete the Tune Evaluation criteria.

5.

Select Sequence > Run
Sequence, and complete the
dialog as shown here.

Start Sequence QuantSetup.sequencexml Last Modified: Fri Aug 08 14:54:33 2014 @

Seguence Barcode Optionz
" Disable barcode for this sequence.
@ On mismatch, inject anyway.
_) On mismatch, dont inject; continue the sequence.

_) On mismatch, dont inject; stop the sequence.

Overwnite Existing Data Files

Sequence Comment:

Operator Mame: jmt
Data File Directory: C:\MassHurterGCMS\ 1 data"Quant Setup'.
Pre-Sequence Macros/Commands
Acquistion: Browse...

vt

Post-Sequence Macros/Commands
ot

Inject anyway, do not generate an emor or stop the sequence

Bun Sequence [ OK l l Cancel ] l Help ]

6. Click Run Sequence when
finished.

Step 2: Complete the Tune
Evaluation criteria.

MassHunter Data Acquisition will automatically create a batch containing these
data files and save it in the MassHunter folder specified in the Sequence table. In
this case: C:\MassHunter\GCMS\1\data\ QuantSetup.

The method's response factors for the 5 CAL samples are automatically updated.

The Tune Evaluation Tool in MassHunter EnviroQuant makes it easy to enter EPA
required analyzer tune and GC performance criteria. Once the criteria are entered
and saved (as tunevaluation.xml), they become part of the unified method.

In practice, the tune evaluation sample is processed as the first sample in the batch.
During processing, if the tune evaluation sample fails to comply with the criteria
specified in the Tune Evaluation method (which is one part of the unified method),
the sequence will automatically stop to prevent the remaining samples from
running on an instrument that requires tuning.

The following describes how to build the tune evaluation method
(tunevaluation.xml). The example shown here includes the criteria for

EPA method 8270. Entries for other EPA methods are entered in a similar manner.
The last step in the process describes how to set up a Reference Library.
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4. Run Samples for Quant Method Creation Step 2: Complete the Tune Evaluation criteria.

The compounds that will be included are:

» Pentachlorophenol

+ DFTPP
* Benzidine
+ DDT

Start MassHunter EnviroQuant.

2. Select File > Open Batch, and Navigate to the C:\MassHunter\GCMS\1\data\ QuantSetup folder.
open the timestamped bnalist.bin
batch that was just created. B Open Batch
Look in: . QuantSetup - & ? » '
= Name ° Analysis File Data Version Size Date Analyzed
= | 20NG.d 52/ 2014 Aug 13 1742 bralist.batch.bin | 53 1,457KB 8/13/2014 5:4
Recent Places | 50NG.d

7 . 8B0NG.d

3. Highlight the Tune Evaluation 01

data file [ Agilent MassHunter Quantitative Analysis (Envi I Analysis for GCMS) - QuantSetup - 2014 Aug 13 1742 bnalist.batch bin
’ : File Edit View Analyze Method Update Report Tools Help

PN = B Quantitate Batch  ~| @ | Layout: 2] A Restore Default Layout

Batch Table
Sample: |  Tune Evaluation 01 - ﬂ Sample Type: | <All> -| Compound: [$&] 2-Fluor
Sample 2-Flucrophencl Results bis(2-Chla
@ [Diata File Type Aeg. Date-Time RT |Final Conc. | Accuracy
Tune Evaluation 01  TuneChlkd TuneCheck B813/2014 6:42 PM
¥ | Calbration 20 ng/ul | 20NG d Cal 20 |813/2014 6:43 PM
¥ | Calbration 50 ng/ul | 5ONG d Cal 50 |8132014 6:43 PM .
¥ | Calbration 80 ng/ul | 80NG d Cal 80 |8132014 6:43PM 10458] 11.044]
¥ | Calbration 120 ng/ul | 120NGd | Cal 120 |813/2014 6:44 PM 100.4| 11.058]
¥ | Calbration 160 ng/ul | 160NG.d | Cal 160 |8/13/2014 6:44 PM 50.3| 11.082
@ | ¥ [ Continuing Cal CCd cC CC [813/2014 6:45 PM 103.7] 10.988
4. Select Tools > Tune Evaluation.
@ Agilent MassHunter Quantitative Analysis (Envil tal Analysis for GCMS) - QuantSetup - 2014 Aug 13 1742 bnalist.batch.bi
: File Edit View Analyze Method Update Report |Tools | Help
=™ NE= Quantitate Batch = i@ © Actions » Restore Default Layout
Batch Table B AuditTril.
Sample: || Tune Evaluation 01 ~ g Tune Evaluation ~| Compound: 4] 2-F
Sample Options... 2-Flucrophencl Results bis(z
63} Typ| Number Formats... ime RT |Final Conc.|Accuracy| R1
Tune Evaluation 01 Add-Ins...
¥ | Calbration 20 ng/ul | 20NG.d Cal o rOCTEOTE O LT
¥ | Calbration 50 ng/ul | 50NG d Cal |50 [13/08/2014 6:43 pm
W | Calhenbine QNnnhd | G0N A ral Ton [12nemnia 647 n e

| The Tune Evaluation dialog opens.
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4. Run Samples for Quant Method Creation

Step 2: Complete the Tune Evaluation criteria.

A Ture Balustion

cnfalS

Fle Method FEvaluste Repott  Help

[oFTPPETIC

0
jocce-

35 4 45 5 55 & 65 7

75 8 B5 9% 35 10 05 M M5 12 125 13 135 W W5 15 155 16 w5 177 175

W
5]
o

os 1 15 3 25

3 s 4 45 5 55 13 €5 15 ] 85 9 45

Tune Eval Rends | Crecmatogram Eval Rty

Torget Mass ReltoMass LowerLmt % Upperlmt %  Rel An% Rarw Ao Pass/Fal
5. Select Method > Edit Method. 1 Tone Evalustion
File | Method | Evaluate Report Help
TuneCH| Edit Method
5000 Load Method...
Save
Save Method As...
5000
6. Complete the Tune Evaluation. For EPA method 8270 you would complete this screen similar to the one shown
here.

i

= 3 sthod
Tune Evaluation E. ormance Evaluation

- Criteria
Tune Evaluation BaseMZ 138 Aemate Base MZ 0
Method Title DFTPP Mass Rel. To MZ % Low % High Alt. Base OK
» 198 30 80 [
Spectral Evaluation ] 69 0 2 I}
) ) 70 69 0 2 ]
) Manual @ Auto 127 198 a0 &0 B
197 198 0 1 I}
192 198 100 100 B
Spectrum Ex 199 198 5 9 ]
Apex 275 198 10 30 [&]
365 198 1 100 I}
Backg 441 443 1E10 100 ]
e 442 198 0 100 m
— — 443 442 17 23 ]
= = * ]
a 1 ] »

When you select Auto,

as shown in this example, the system will use all of the

criteria specified here to try and find the best fit.
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4. Run Samples for Quant Method Creation Step 3: Complete the GC Performance Evaluation criteria.

Step 3: Complete the GC
Performance Evaluation
criteria.

For EPA method 8270, we will enter degradation of DDT, DDD, and DDE, and tailing
for Pentachlorophenol and Benzidine. Notice that here we are finding the
compounds by mass, however, the evaluation is done on the total ion
chromatogram for the method.

Click the GC Performance
Evaluation tab, select
Breakdown to enable the test
and enter the Breakdown
parameters.

Enter the parameters for the degradation of DDT, DDD, and DDE as shown here.

Tune Evaluation Method

Tune Evaluation | GC Performance Evaluation
| Breakdnwnl

Compound rent Breakdown

Name Expected RT Delta RT Parent Compound EzmpoundName Quant lon Qual lons Limit
3 15 02 44-DDT 235 165,237 15
44-DDD 145 0.2 & 44-0D0T 235 237,165 15
4 4-DDE 14 D2 &= 44007 246 248176 15
* 0
2. Select Tailing Factor to enable Enter tailing factor parameters for Pentachlorophenol and Benzidine.
the test and enter the Tailing
Factor parameters.
Tailing Factor
(rilg:-lngnund ExpectedRT Delta RT Quant lon Qual lons Eili‘lng facioy
> 92 05 265 264,268 5
Benzidine 133 05 184 52,185 3
*
3. Apply the criteria. Click Apply. when ready, and the results are displayed online. See “Step 4: Review
the tune evaluation results.” on page 39.
4. Select Method > Save Method MassHunter saves this as the tunevaluation.xml method in the DAMethod\Quant\
As, and save this to: sub-directory of the bnalist.m method.
MassHunter\GCMS\1
\MethodS\bnalist.m. J3 Save a Tune Evaluation Method File
@n\:/nv| .+ Computer » Local Disk (C:) » MassHunter » GCMS » 1 » methods » v|¢f|| Search metho
Organize ~ Mew folder
| Recent Places o Mame ’ Date modified
. . BFB.m 6/30/2014 11:2.
= Libraries = -
S L . bnalist.m 8/14/2014 5:40
j Documents 3 - -
rherlnut SA/IMLAARE
5. Reply Yes when asked to Once the criteria are entered and saved, they become part of the bnalist method
overwrite the existing method. which now contains method parameters for data acquisition, quantitative analysis,
and Tune Evaluation.
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4. Run Samples for Quant Method Creation

Step 4: Review the tun
evaluation results.

Online Results

Tune evaluation results can be viewed interactively in the Tune Evaluation Tool,

Step 4: Review the tune evaluation results.

shown below, or they can be generated as one of the printed reports for the batch.

File

Evaluate

J3 Tune Evaluation C:\MassHunter\GCMS\1\metheds\bnalist.m
Method

Report  Help

f5000+4
0000+
P5000+4
00004
{50004
00004
P50004
0000 4
{50004
0000
50004

TuneChl.d TIC

’f

35

4

45 5

55 6 65 7 75 8 85 § 85 10 105 11 115 12 125 13 135 14

145 15 155 16 165 17 175

+ Scan (10.582-10.670 min, 16 Scans) TuneChk.d Average of Entire Peak Subtract None (futo)

x102
5 413
4
i 770 127.0 25489
2 51.0
1 1100 -
N ‘ 1 1859 ‘ 8 50 2748
93.0 79 167.0 2559
T iy L, | 1 |I || . I]A.'f'g Ly L ||I I Y | ||I i L, S‘IZZ'B | %BFE | 4?2'9 42||29 ; | |
40 60 B0 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
miz
Tune Eval Resutts |Chr0matogmm Eval Results
Target Mass  Rel. to Mass Lower Limit % Upper Limit % Rel. Abn % Raw Abn Pass/Fail
51 158 30 60 331 2167 Pass
68 69 0 2 0.0 0 Pass
;2, 1823 J9 Tune Evaluation C\MassHunte\GCMS\1\methods\bnalist.m
7
197 138 File Method Evaluate Report Help
198 198 TuneChk.d TIC 10
199 198 F50004
275 198 20004 ¥
365 138 bsoood &1
Erh 43 0000 IR
442 158 50004 R
443 442 0000 5
P5000 2
0000 3
{5000
KoD0D- 2
P50004 Iy
| T T 7 s (R — 0+ T T T T T
4 5 6 7 B 9% 10 1 12 13 14 15 16 17 1 2 3 4 5

+ Scan (10.582-10.670 min, 16 Scans) TuneChk.d Average of Entire Peak Subtract Nene (Auta)
x102 ]

Tl ikl ; L L Lh1 I| ||‘ al

miz

5_
ra
3 770 1270 2549
MR
1 1100 -
N s 25 s 2749
B%‘?l | | | 479 18\‘;.0 | I = 323 G i 4
! - ! PR TR TR I | L

4 80 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 ¢

|
‘ Tune Eval F\esuh4 | Chromatogram Eval Hesuits ||

Compound Name BEq@.RT  obs. RT TIC Area  Breakdown % Tailing Factor B
44007 15.000 15.012 325703 0.0 NAA P
44-DDD 14.500 0.000 0 NAA
44-DDE 14.000 0.000 0 NAA
Pentachlorophenol  5.200 5.125 N/A NAA 11 P
Ranridina 17 200 17 NG LAY LY 17 =]

39

ass/Fail

ass

'ass



4. Run Samples for Quant Method Creation Step 4: Review the tune evaluation results.

Tune Evaluation PDF Report

Click Report in Tune Evaluation.

1 Tune Evaluation C:\MassHunter\GEMS\ \methods\ bnalist.m
File Method Evaluate| | Report || Help
IZ%% G4TIC
3

2. Accept the default location and

name for the PDF report. 49 save Report As

QQ | . v Computer » Local Disk (C:) » MassHunter » GCMS » 1 » data » QuantSetup »
Organize « MNew folder
[ Favaorites * Name . Datet
Bl Desktop | J 20NG.d 8713/
3. Review the Pass/Fail condition The PDF is generated and opened in Acrobat.

for the first compound.

Tune Evaluation Report

Data Path: CMassHunterGCMS\I\DATA\ConCal8270\DFTPP.D
Aeg ons 3/16/2014 4:17:00 PM

Operator: MassHunter GC/MS Translator

Sample: 50ng dftpp tuning solution

ALS Vial: G

Aeq Mechod: DFTPP625

DFTPPDTIC

x10®

T T T T T T 1 T T T L 1T T T T 1 T 1 T T | S T 1 L
35 4 45 5 55 6 65 7 75 B 85 9 95 10 105 11 115 12 125 13 135 14 145 15 155 16 165 17 175

Feetention Time {min)

|+ Scan (10.582-10.670 min, 16 Scans) DFTPP.D Average of Entire Peak Subtract None (Auto)
x10% 13f.2

2549

S 770 127.0
2745

5.0
110.0
;L‘*‘r-? TII | 34?.33530::]? ; .‘l fj'ngf's | )i

4.0
! 2939

L [EE 2o 348 spgdza | T
40 &0 80 100 120 140 160 130 200 220 240 260 280 300 320 2340 360 360 400 420 440 460 480

miz

Target Mass  |Rel ToMass  |Lower Limit% |Upger Limit%  |Rel. Abn% [Raw abn Pass/Fai
51 198 30 60 33.1 2167 Pass
68 69 0 2 0.0 (1] Pass
70 69 0 2 0.0 (1] Pass
127 198 40 60 41.9 2743 Pass
197 198 0 1 0.4 29 Pass
198 198 100 100 100.0 6554 Pass
199 198 5 9 6.5 427 Pass
275 198 10 30 186 1221 Pass
365 198 1 100 2.4 158 Pass
441 443 1E-10 100 76.3 758 Pass
442 198 40 100 73.0 4781 Pass
443 442 17 23 20.8 993 Pass
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4. Run Samples for Quant Method Creation

4. Notice MassHunter locates the
compound by mass, and also
displays the TIC.

Located compound by Mass

T

Compound TIC

S

Step 4: Review the tune evaluation results.

Tune e \

ation Report
TIC 4,4-DOT 44.0DT
2105 15412 10+ EIC(234 70000-235 70000) Scan OFTPP.D
I\
|+ EIC{ 184 T0000-165 70060 Scan BRTPP D
1
1
T T T T T T T
Mus 151 1515 151 1515
Retention Time (min} Retention Time {min}
+ Scan (15.012 min] DFTPP.D 4,4-DDT
X0t 238
3
165.0

2
1

0.

F 178, 2120
750 sgo 1359 r o
O L N AT i SO NP TP O B e1e g0 3178 3538
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T

40 50 BO 70 B0 30 100 110120 130140 150160 170180 190200 210220 230240 250 260270 280230 300310 320330 340350 360370 380

miz
TIC 44'DCD 44000
x10° x10*
35
1 2.
1 1
0 05
= =T T T =T o T T T T T T T
1435 144 1445 145 1455 146 1465 1435 144 1445 145 1455 146 1465
Retention Time (minj Retention Time (min)
[ e |
Compound Name Expected RT __ |Observed RT __ [TIC Area Breakdown % [Pass/Fail
4.4-DDT 15.000 15.012 325703 0.0 Pass
4.4 DDD 14.500 0.000 a
4.4 DDE 14.000 0.000 Q

5. Review the Trailing Factor.

On the next page you can see the tailing factor.
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4. Run Samples for Quant Method Creation Step 4: Review the tune evaluation results.

Q. 164 9
0. 2018
et e ol o e
2., e 580 Lo, gzoll e el L tems L
40 50 &0 V0O 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 260 290
mz
ITIC. Benzidine Benzidine
x10° x10* |+ EIC(183.70000-184 70000} amnI‘PFrPP,u
+3l300 1+ EIC{91.70000-32 700 Scan [HTF'P i)
e 300
[+ EIC(184 70000-185 70000} Smrl bFﬂ:‘P D
1.5 ‘ |
|
N
)
0.5 J ¥ .‘f. .
/AN
T T T T T T T L r T T T T T T T T T
128 13 1371 132 133 134 135 136 137 128 13 131 132 133 134 135 136 137
Retention Time {min) Retention Time (min)

|+ Scan {13.309 min) DFTPP.D Benzidine

=10 1840

<

]

Eal

B2

p gi 0

#0520 50 Tifese | gop0 Mpo fpouzgg  IRD VD Al 2089
w0 50 e0 70 8 9 100 190 120 130 140 150 180 10 180 1% 200 20 20
miz

Compound Name Expected RT Observed RT Tailing Factor Pass/Fail
Pentachlorophenol 9 200 9.125 11 Pass T
Benzidine 13.300 13.309 1.7 Pass
E:\EnvDemo\bnadata\DF TPP.D 4 Generated

In the future, each time you run a tune check sample from a sequence with this
bnalist method this evaluation will be performed in MassHunter EnviroQuant. A
tune evaluation report will be saved as TuneReport.pdf in the data file directory
(here TuneChk.d). If the analyzed results do not pass the criteria listed here, the
sequenced will be stopped.
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4. Run Samples for Quant Method Creation Step 5: Create a Reference library.

library.

In the Batch table select the
Calibration 80 ng sample.

2. Enter the method editor [F10],
and select Method > Setup
Reference Library.

3. Select Obtain reference spectra
from sample.

4. Click OK to save the library to the
selected folder.

Step 5: Create a Reference

Using MassHunter’s Reference Library allows you to easily compare your acquired
sample’s spectral data to the spectral data stored in a reference library.

The library match score is clearly displayed in the compound information window,
showing the degree to which the sample compound data matches the library
entries.

A representative clean sample containing all the compounds in the method is
required to create the library.

rter Quantitative Analysis (Environmental Analysis for GCMS) - Mei

Analyze MEthud|Update Report Tools Help

Qu New
Cpen
r Append
sks = | Edit F10
, B validate
Setup g Save
Save As...
stup Ed Exit F11

Method Setup Tasks

& Setup Manual Setup Tasks

- Cutlier 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...

B
= S mnmnhhulans

This is the Calibration 80 ng sample that we selected in the batch table before
entering the method editor.

Setup Reference Library @

|0 Obtain reference spectra from sample |

() Obtain reference spectra from lookup library

Lookup library:

Create reference library at:

C:\MassHunter\GCMS 1'methods". bnalist reflibrany xml

Save the library in a location accessible to future bnalist methods.
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4. Run Samples for Quant Method Creation

5. Validate the method. There
should be no errors.

6. Exit the method editor [F11].

7. Examine the scan data in the
Compound Information window
for various compounds.

Step 6: Initialize the
Continuing Calibration
response.

1. Select Analyze > Replace
Calibration.

| save / Exit |
[ validate |
T8 Save
Save ls...
X =
r ]

Agilent MassHunter Quantitative Analysis

=

Method validated, Mo errors er warnings found.

You are returned to Batch table view.

Step 6: Initialize the Continuing Calibration response.

The Compound Information now shows the actual data file comparison to the library
in the spectral data window. The library match score is displayed and its outlier can

now be enabled.

+EIC (112.0) Scan B0NG d

Eg w104 8 280 min

2
(&) 34

T

2o t A d g e AKWS LILAN SASALLiBL

" 73 & g1 22 33 24 85 85 87

Acguisition Time (min)

+ Scan (§230.8 447 oin_ ) B0NG.d
£ %102 Lib Match Score=100.0
2 1] 1120
a
0.2 54.0
0.6
0.4 92.0
57.0
024 320
2 80 rlmoy ||
e T i ‘ | it
U2 5.7.0|
-0.4 92.0
06
0.8 4.0
_1'12: 112.0
Cr\MassHunter\GCMSiT\data\QuantSetup\80NG .d
"3 & e & w0
Mass-to-Charge (miz) |

The converted ChemStation method contains a CC level with a response, however,
the Calibration STD Acquisition has an invalid acquisition time and date. This would
generate an error if we tried to generate a QA Check Report. This step adds the

newly acquired CC sample data and time stamp to the CC level so a valid report can

be generated.

N & |G Quantitate Batch F&
Eatch Table Quantitate Sample F7
E Sample: i'l e Quantitate Compound F8
8 Replace Calibration...
@ w Awverage Calibration...
Tung Add Calibration...
¥ | Calby Remaove Calibration...
¥ | Calby
¥ | Calp &9 Clear Calibration...
¥ | Calb Integrate Batch
¥ | Calby

Integrate Sample

LAl

Tntearate Comnonnd

a4

mple Type:| <All>

@ Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS) - QuantSetup - 2014 Aug 13 1742 bnalist.batch.bin
: File Edit View |Analyze | Method Update Report Tools Help

put: E E E E @ Restore Default Layout

~|| Compound: [@&]| 2-Fluon

13/08/2014 6:45 p.m.

2-Flucrophencl Results bis(2-Chl
Level Acqg. Date-Time RT |Final Conc. |Accuracy| RT
[ 13/08/2014 6:42 p.m.

20 [13/08/2014 6:43 p.m. 8284 98.4| 10.966
50 |13/08/2014 6:43 p.m. 8285 529546 106.0) 11.008
80 |13/08/2014 6:43 p.m. 8.280 . 1048) 11.044
120 | 13/08/2014 6:44 p.m. 8273 100.4| 11.058
160 | 13/08/2014 6:44 p.m. 8.267 50.3




4. Run Samples for Quant Method Creation Step 7: Save the Method.

2. Inthe Select Compounds tab, ﬂ
Replace Calibration

click Select All then click Select

Samples tab. [[Select Compounds |

Mame TS RT « ISTDFHag Cmpd. Group

2-Flucrophenal

big(2-Chloroethyljether
Phenol-d5

Phenol

2 hlorophenal

1.3-Dichlorobenzene

HEEEE

3. Onthe Select Samples tab, select

the Continuing Cal sample and | | Feplaceetibition
click OK. \ Select Compounds |
MName Data File Type Level Sample Group
Calbration 20 ng/ul | 20NG.d Calibration 20
Calbration 50 ng/ul |50NG.d Calibration 50
Calbration 80 ng/ul |80NG.d Calibration 80
Calbration 120ng... | 120NG d Calibration 120
Calbration 160ng... | 160NG.d Calibration 160
Continuing Cal
_

The responses for the continuing calibration compounds are replaced with the
responses in the data file.

Step 7: Save the Method.

Select Save As.

[sove Ext |
& Validate

Ek] Save

[_Savess. |
B4 Exit [Save MethodAs|
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4. Run Samples for Quant Method Creation Step 8: Complete the quantitation method.

Navigate to the The unified bnalist method is used for the data acquisition, quantitative analysis,
MassHunter\GCMS\1\methods and Tune Evaluation methods.
\ directory and select the
bnalist.m unified method where
[ [ Save Method As
the data acquisition was saved. ——
UU | « Local Disk (C:) » MassHunter » GCMS » 1 » methods » v|"| Search methods
Organize + Mew folder =5
T Mame ° Date modified
=l Libraries o
20 | BFB.m 6/20/2014 11:2
Jv MDCL_ImentS L bnalist.m 8/14/201411:3
C . ”:'c 3 | checkout 5/1/2014 416 |
g vI; Hres 5| @ CheckTunem 8/7/2014 2:26|
eos | default 5/1/2014 4161
- | default.m 8/5/2014 2:52 |
o UmeTt;rk = | DFTPR.m 6/20/2014 11:2
ims Local Disk (C:
9 Agilent GC (\TWISBS) (K:) - =
File name:
Save as type: | Methods (*.m)
+ Hide Folders [:

3. Exit [F11] the method editor. You are returned to the Batch table view.

Up to this point you have created the quantitation method, added calibration curve
responses to all compounds in the method, and created a Tune Check method and a
reference library.

Step 8: complete the Continue the workflow by adding EPA monitoring to the quantitation method
quantitation method. Chapter 5, “Enter EnviroQuant Parameters in the Method".

46



)
Enter EnviroQuant Parameters in the

Method

Introduction 48

Step 1: Open the batch. 48

Step 2: Specify the surrogates and matrix spikes. 49

Step 3: Set up the CC Maximum Elapsed Time to 12 hours. 51
Step 4: Set up outlier limits for the EPA method criteria. 52
Step 5: Save the method. 66

Step 6: Create report methods. 66

~#% Agilent Technologies



5. Enter EnviroQuant Parameters in the Method Introduction

Introduction

Step 1: Open the batch.

1. In MassHunter EnviroQuant
select File > Open Batch.

2. Navigate to the QuantSetup
folder, select the bnalist batch,
and click Open.

In this chapter you will learn how to add outliers to a quantitative method that
monitor compound properties and instrument performance as specified by EPA
Method 8270.

If the bnalist batch saved in the in the QuantSetup folder in the previous chapter is
already open, skip this step.

E Open Batch
Look in: ; QuantSetup - e ? A
= Name Analysis File Data Version Size Date #
gy
che b | 20NG.d 2] 2014 Aug 13 1742 bnalist.batch.bin 53 1,457KB 8/13fz
Recent Places | SONG.d
! JBONG.d
J120NG.d
Desktop | 160NG.d

J AutormationStatus

u:_l»J JCCd

Libraries . QuantResults
J TuneChk.d
A
Computer
LT b
“w —
File name: 2014 Aug 13 1742 bnalist batch bin
MNetwork
Files of type: [Batch Files {~ batch bin;” batch xml)
7] Open as read-only

The batch table opens with all samples quantitated.

E Agilent MassHunter Quantitative Analysis (Envil tal Analysis for GCMS) - QuantSetup - 2014 Aug 13 1742 bnalist.batc
: File Edit View Analyze Method Update Report Tools Help

HERN= " RREE) Quantitate Batch - @ | Layout: i BB BB B [Al Restore Default Layout
Batch Table

Sample: ﬂ Calbration 20 ng/ul A ﬂ Sample Type: | <All> ~|| Compound: [¢a]
Sample 2-Fluorophenol Results bis
@ 4 Name Data File Type Level Acqg. Date-Time RT |Final Conc. | Accuracy
Tune Evaluation 01 | TuneChk.d | TuneCheck 8132014 6:42 PM
» *  Calbration 20 ng/ul  20NG.d Cal 2 8/13/2014 6:43 PM L
¥ | Calbration 50 ng/ul | BONG.d Cal 8113/2014 6:43 PM 1
¥ | Calbration 80 ng/ul | BONG.d Cal 8113/2014 6:43 PM |1
¥ | Calbration 120 ng/ul | 120NG.d | Cal 120 |8/13/2014 6:44 PM |1
¥ | Calbration 160 ng/ul | 160NG.d | Cal 160 |8/13/2014 6:44 PM |1
@ | ¥ | Continuing Cal CCd CcC CC |813/2014 6:45 PM 1
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5. Enter EnviroQuant Parameters in the Method Step 2: Specify the surrogates and matrix spikes.

Step 2: Specify the Surrogates and matrix spikes were identified as a subcategory of target compounds
surrogates and matrix in ChemStation, here in MassHunter they need to be identified as a compound type.

spikes.

Open the method editor [F10].

2. Select Compound Setup.

i File Edit View Analyze Method Update Report Tools Help
A& H B Quantitate Batch @ : Layout B B B A Restore Default Layout
Method Tasks ~ X |Method Table
New [ Open Method i TimeSegment: 4  <All> ~| =% | Compound: 2-Fluerophenol
Method Setup Tasks Quantifier
| Compound Setup | Mame TS Scan Type &
N A 2-F henol 1 Scal S i
AC. Retenton Time Setp{sgtup Compoude] [ Penobds 1| Semn Surrogte
@ ISTD Setup Nitrobenzene-d5 1| Scan Surrogate
. . 2-Fluorobiphenyl 1| Scan Surrogate
oﬁ Concentration Setup
2.4 6-Tribromap... 1| Scan Surrogate
ﬂ Qualifier Setup Terphenyl-d14 1| Scan Surrogate
;49_7 Calibration Curve Setup bis(2-Chlorosthy_. 1| Scan Target
1,3-Dichloroben.. 1| Scan Target
EF Globals Setup 1.2-Dichloroben... 1| Scan Target
= Benzyl alcohol 1| Scan Target
| Save [ Exit | bis(2-chloroisopr.. 1| Scan Target
[ e | 2 Mt drhanal 1 Gran Tarmat
3. Specify Surrogate as the Type for In the Quantifier table set the compound Type for each of these 6 compounds to
these compounds. Surrogate.
2-Fluorophenol
Phenol-d5
Nitrobenzene-d5
2-Fluorobiphenyl
2.4,6-Tribromophenol
Terphenyl-d14
4. Compare your edits with this After editing these compounds, click on Type to sort the compounds by type and
example. scroll to the Surrogate compound Types.
: File Edit View Analyze Method Update Report Tools Help
=" NRE: Quantitate Batch @ | Layout: BE EH B EH [A] Restore Default Layout
Method Tasks ~ X |Method Table
New / Open Method P Tirm Segment: 4@ <All> - | = Compound: 2-Fluorophenol Re
Method Setup Tasks uantifier
| Compound Setup ‘ ] Name TS Scan Type 2 MZ
. . 2-Flucrophenal 1 Scan Surrogate 1
AL Retention Time Setup | | Phenal-d5 1] Scan Surrogate
@ ISTD Setup Mitrobenzene-d5 1| Scan Surrogate
:? Concentration Setup 2-Flucrobiphenyl 1| Scan Surrogate 1
* 2.46-Tribromop... 1| Scan Surrogate 3
F& Qualifier Setup | | Terphenyl-d14 1| Scan Surrogate 2
4 Calibration Curve Setup Bt ae + Farget
1.3-Dichloroben ... 1| Scan Target 1
[ Globals Setup 1.2-Dichlorcben... 1| Scan Target 1
= Benzyl alcohal 1| Scan Target 1
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5. Enter EnviroQuant Parameters in the Method Step 2: Specify the surrogates and matrix spikes.

5. Specify Matrix Spike as the Type
for these compounds.

6. Compare your edits with this
example.

In the Quantifier table set the compound Type for each of these 11 compounds to
Matrix Spike.

Phenol

2-Chlorophenol
1.4-Dichlorobenzene
N-Nitroso-di-n-propylamine
1.2,A-Trichlorobenzene
4-Chloro-3-methylphenol
Acenaphthene
2-4-Dinitrotoluene
4-Nitrophenol
Pentachlorophenol
Pyrene

After editing these compounds, click on Type to sort compounds by type and scroll
to the Matrix Spike compound Types.

Layout: ﬁ E e E @ Restore Default Layout

Method Table
Time Segment: 4 | <All> v = Compound: Pyrene - Reset Table View
Quantifier
Name TS Scan Type MZ RT lon Pgl
——‘1 Phenal 1| Scan Matrix Spike 940 11.040| Positive
ompounds| -Chlorophenol 1| Scan Matrix Spike 128.0 11.080| Positive
1,4-Dichlorcben... 1| Scan Matrix Spike 146.0 11.548| Paositive
N-Nitrose-di-n-pr... 1| Scan Matrix Spike 70.0 13.053| Positive
1,2.4-Trichlorob.. 1| Scan Matrix Spike 180.0 15.249| Positive
4-Chloro-2-meth.. 1| Scan Matrix Spike 107.0 17.465| Positive
Acenaphthene 1| Scan Matrix Spike 153.0 20.943| Positive
2 4-Dinil 1| Scan Matrix Spike 165.0 21.696| Positive
4-Nitrophenal 1| Scan Matrix Spike 109.0 21.777 | Positive
Pentachloraphe.. 1| Scan Matrix Spike 266.0 25.174| Paositive
» 1 Matrix Spike Pasitive

2-Fluorophenal Pasitive
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5. Enter EnviroQuant Parameters in the Method  Step 3: Set up the CC Maximum Elapsed Time to 12 hours.

Step 3: Set up the CC This global parameter sets the maximum amount of time that samples can be run
Maximum Elapsed Time to without performing another continuous calibration. For EPA method 8270 that time

12 hours.

is 12 hours. The QA Check Report uses this value when reporting if all samples in a
batch were run before this time elapsed.

In the Method Setup Tasks area,
select Globals Setup.

2. Setthe CC Maximum Elapsed g
Time in Hours to 12.000. \

i File Edit View Analyze Method Update Report Tools Help
N HIE Quantitate Batch © : Layout H & A Restore Default Layout

! Method Tasks ~ X |Method Table
[\ New [ Open Method i Time Segment: 4= <All> + = | Compound: [a] 2-Fluorophenc
Method Setup Tasks Sample
Compound Setup Name Data File Type Level
| Calibration 120n. | clwb120.d | Cal [ 120

_,if{ Retention Time Setup
2 ISTD Setup
% Concentration Setup

Globals

ﬂ Qualifier Setup Apply Multiplier to ISTD B
. o Apply Multiplier to Matrix Spike
# Calibration Curve Setup Apply Multiplier to Surrogate
=7 Globals Setup Apply Multiplier to Target
| | ===

| Save / Exit Setup Globas| | | CC Maximum Elapsed Time In Hours 12.000

& Validate OITEIGnon VINGow 00
Dynamic Background Subtraction
lgnere Peaks Not Found

Mon Reference ‘Window 200.000
Mon Reference Window Type Percent

()

B3 Edt Reference Library C\MassH ibrary xml

Manual Setup Tasks Reference Pattern Library
Reference Window 80.000
R ‘window Type Percent
Relative ISTD =]
Standard Addition ]

q b

Outlier Setup Tasks
Advanced Tasks
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5. Enter EnviroQuant Parameters in the Method Step 4: Set up outlier limits for the EPA method criteria.

Step 4: Set up outlier limits
for the EPA method criteria.

In this section you will set outlier criteria for monitoring compounds and instrument
performance as required by EPA Method 8270, including the:

Method Detection Limit
Surrogate Concentration, Percent recovery min and max

ISTD Response Min and Max Percent Deviation - to compare the Con Cal ISTD
response to the Mid-point calibration levels ISTD responses.

Accuracy max percent deviation for Con Cal if the curve fit is not average
response

Average Response Factor - for the ICal Report Minimum RF

Average Response Factor RSD - for the ICal Report RSD

Curve Fit R2 - for the ICal Report curve fits other than Average Response Factor
CC Relative Response - for the Minimum CC Response Factor

CC Average Response Factor - Con Cal report if the curve fit is average response
factor

Matrix Spike Percent Difference
Matrix Spike Percent Recovery
Matrix Spike Group Recovery
Surrogate Percent Recovery

Library Match Score

Once these outliers are set they can be displayed as color coded cells in the Batch
Table and Compounds-at-a-Glance.
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5. Enter EnviroQuant Parameters in the Method

In the Method Editor view, from
the Outlier Setup Tasks. area
select Method Detection Limit.
Fill in the shaded column as
shown here.

litz| Agilent MassHunter Quantitative Analysis (E

: File Edit View Analyze Method Update

=" WEE Quantitate Batch -
Methed Tasks -
Save As..
Ed et

Manual Setup Tasks

Outlier Setup Tasks

th Retention Time
Relative Retention Time
Peak Resolution
& Pezk Symmetry
Peak Full Wwidth Half Maximum
Pezak Purity
ity Signal-to-Moise Ratio
== Limit Of Detection
Limit Of Quantitation
[ Method D Limit |

Method Detectic

F¥ GQualifier Ratio

E= ISTD Response

ISTD Response Percent Deviation

Step 4: Set up outlier limits for the EPA method criteria.

Sample Amount
Sample RSD
[ [Method Table
] Time Segment: 4=  <All> | = Compound: [] | 1,4-Dichlorobe... +|[®] | Reset Table View
Sample
Name | DaaFile | Type Level | Acg. Method File | Acq. Date-Time

1
1
1
1 .
Chrysene-d12 1| Scan ISTD 0.5000
Perylene-d12 1| Scan ISTD 0.5000
Phenal 1| Scan Matrix Spike 0.5000
2-Chlorophencl 1| Scan Matrix Spike 0.5000
1,4-Dichlorcbenzene 1| Scan Matrix Spike 0.5000
M-Mitroso-di-n-propylamine 1| Scan Matrix Spike 0.5000
1,2 4-Trichlorobenzene 1| Scan Matrix Spike 0.5000
4-Chloro-3-methylphencl 1| Scan Matrix Spike 0.5000
Acenaphthylene 1| Scan Matrix Spike 0.5000
2 4-Dinitrotol 1| Scan Matrix Spike 0.5000
A-Mitrophenol 1| Scan Matrix Spike 0.5000
Pentachlorophenol 1| Scan Matrix Spike 0.5000
Pyrene 1| Scan Matrix Spike 0.5000
2-Flucrophenol 1| Scan Surrogate 0.5000
Phenol-d5 1| Scan Surrogate 0.5000
Mitrot d5 1| Scan Surrogate 0.5000
-Fl biphenyl 1| Scan Surrogate 0.5000
24 6-Trit pf | 1| Scan Surrogate 0.5000
Terphenyl-d14 1| Scan Surrogate 0.5000
bis(2-Chloroethyl)ether 1| Scan Target 0.5000
1,3-Dichlorcbenzene 1| Scan Target 0.5000
1,2-Dichlorcbenzene 1| Scan Target 0.5000
Eenzyl alcohol 1| Scan Target 0.5000
bis(2-chloroisopropyl)ether 1| Scan Target 0.5000
2-Methylphenol 1| Scan Target 0.5000
H hl I 1| Scan Target 0.5000
A-Methylphenol 1| Scan Target 0.5000
Nitrok 1| Scan Target 0.5000
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5. Enter EnviroQuant Parameters in the Method Step 4: Set up outlier limits for the EPA method criteria.

2. Scroll down the list of Outliers
and select Qualifier Ratio. Fill in
the shaded columns as shown
here.

| Qutlier Setup Tasks |

th Retention Time
Relative Retention Time
Peak Resolution
& Pezk Symmetry
Peak Full Width Half Maximum
Pezak Purity
ity Signal-to-Moise Ratio
== Limit Of Detection
Limit Of Quantitation
Method Detection Limit

[#% Qualifier Ratio |

Outlier- Qualifier
= ISTD Respnnse|—ql

ISTD Response Percent Deviation

Sample Amount
Sample RSD

EBlank Concentration

Elank Response

Accuracy

Lwerage Response Factor

Lwerage Response Factor RSD
R Curve Fit R2

Relative Response Factor

Response Factor

" [Method Table
Time Segment: 4 | <All> ~ = | Compound: Diethylphthalate ~ Reset Table View
Sample
Name | DamFile | Type | Llevel | Aca MethodFile | Aca. DateTime
\ | \ \ | |
Quantifier
Name | 5 | Scan | Type | Uncertainty
=8 | 2-Fluorophenal | 1 | Scan | Surrogate | Absolute
Qualifier
MZ | Rel.Resp. | Uncertinty
[ 64.0] 70.1] 200
Quantifier
MName | T5 | Scan | Type | Uncertainty
5[ bis{2-Chloroethyl)ether | 1] Sean | Target | Absolute
Qualifier
MZ Rel. Resp. Uncertainty
[ 630 725 200
[ 350 308 200
Quantifier
Name | T5 | Scan | Type | Uncertainty
5| Phencl-d5 | 1] Sean | Surrogate | Absolute
Qualifier
MZ Rel. Resp. Uncertainty
[ 420 212 200
[ 71.0 376 200
Quantifier
Name | TS | Scan | Type | Uncertainty
£ | Phenol | 1| Sean | Matrix Spike | Absolute
GQualifier
MZ Rel. Resp. Uncertainty
[ E5.0 312 200
[ EED 431 200
Quantifier
Name | TS Scan Type Uncertainty
= | 9-Chlaranhenal | 1l ean | Matriv Grilea | Bhenlita
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5. Enter EnviroQuant Parameters in the Method Step 4: Set up outlier limits for the EPA method criteria.

3. Select ISTD Response Percent
Deviation. Fill in the shaded
columns as shown here.

Manual Setup Tasks | —

Qutlier Setup Tasks

M\ Retention Time
Relative Retention Time
Pezk Resolution

& Peak Symmetry |
Pezak Full Width Half Maximum
Pezk Purity

My, Signal-to-Noise Ratio

= Limit Of Detection
Limit Of Quantitation
Method Detection Limit

¥ Qualifier Ratio

é ISTD Response

| 10

Sample Amount

Sample RED

|I§I‘D Respons

Blank Concentration —r
Elank Response

Accuracy

Average Response Factor

Mwverage Response Factor RSD

This will be used to compare Con Cal ISTD response to mid-point calibration levels
ISTD responses.

Time Segment: <= | <All> - | = Compound: Diethylphthalate = [=] Reset Table View
Sample
Mame | DataFile Type | Level | Acq, Method File | Aca. Date-Time
| \ | |
Cuantifier
Name TS Scan Type |STD Resp. Min. % Dev. | ISTD Resp. Max. % Dev.

2-Fluorophenal 1| Scan Surrogate 50.0 200.0
bis(2-Chloroethyl)ether 1| Scan Target 50.0 200.0
Phenol-d5 1| Scan Surrogate 50.0 200.0
Phenal 1| Scan Matrix Spike 50.0 200.0
2-Chlorophenacl 1| Scan Matrix Spike 50.0 200.0
1.3-Dichlorobenzene 1| Scan Target 50.0 200.0
1.4-Dichlorobenzene-d4 1] Scan ISTD 50.0 200.0
1.4-Dichlorobenzene 1| Scan Matrix Spike 50.0 200.0
1.2-Dichlorobenzene 1| Scan Target 50.0 200.0
Benzyl alcohol 1| Scan Target 50.0 200.0
bis(2-chloroisopropyl)ether 1| Scan Target 50.0 200.0
2-Methylphencl 1| Scan Target 50.0 200.0
H. 1| Scan Target 50.0 200.0
N-Mitroso-di-n-propylamine 1| Scan Matrix Spike 50.0 200.0
4-Methylphencl 1| Scan Target 50.0 200.0
Nitrobenzene-d5 1| Scan Surrogate 50.0 200.0
i 1| Scan Target 50.0 200.0
|sophorone 1| Scan Target 50.0 200.0
2-Mitrophenol 1| Scan Target 50.0 200.0
2 4-Dimethylphenol 1| Scan Target 50.0 200.0
bis{2-Chl yimeth 1| Scan Target 50.0 200.0
2 4-Dichlorophenol 1| Scan Target 50.0 200.0
1.2.4-Tri 1] Scan Matrix Spike 50.0 200.0
Naphthalene-d& 1| Scan ISTD 50.0 200.0
1| Scan Target 50.0 200.0
4-Chloroaniline 1| Scan Target 50.0 200.0
H. i 1| Scan Target 50.0 200.0
4-Chloro-3-methylphenal 1| Scan Matrix Spike 50.0 200.0
Methy 1| Scan Target 50.0 200.0
H hlorocy 1| Scan Target 50.0 200.0
2 4 6-Trichlorophenal 1| Scan Target 50.0 200.0
2.4 5-Trichlorophenal 1| Scan Target 50.0 200.0
2-F i | 1| Scan Surrogate 50.0 200.0
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5. Enter EnviroQuant Parameters in the Method Step 4: Set up outlier limits for the EPA method criteria.

4. Under Outlier Setup Tasks, select
Accuracy. Fill in the shaded
columns as shown here.

Manual Setup Tasks —

Outlier Setup Tasks

M\ Retention Time L T
Relative Retention Time .
Peak Resolution T

& Peak Symmetry
Peak Full Width Half Maximum

Peak Purity —
M Signal-to-Noise Ratio
-~z Limit Of Detection —
Limit Of Quantitation
Method Detection Limit L

FE Qualifier Ratio

é |STD Response

ISTD Response Percent Deviation L]
Sample Amount Ll
Sample RSD —
Blank Concentration L
Blank Response

Lverage Response Factor

Lwerage Response Factor RSD —
B’é Curve FitR2 |

Relative Response Factor g

This will be used for Con Cal if the curve fit is not average response.

Time Segment: 4= <All> | = Compound: Diethylphthalate ~ | [] Reset Table View
Sample
Name | DamFile | Type | Level | Acg. Method File | Acqg. Date-Time
| | | | | |
Quantifier

Name Thes Scan Type Accuracy Max. % Dev. | LOQ Accuracy Multiplier
2-Flucrophenal 1| Scan Surrogate 200 10
bis(2-Chl hyljether 1| Scan Target 20.0 1.0
Phencl-d5 1| Scan Surrogate 200 10
Phenal 1| Scan Matrix Spike 200 10
2-Chlorophencl 1| Scan Matrix Spike 200 10
1.3-Dichlorob 1| Scan Target 20.0 1.0
1.4-Dichlorob a4 1| Scan ISTD 20.0 1.0
1.4-Dichlorob 1| Scan Matrix Spike 20.0 1.0
1.2-Dichlorob 1| Scan Target 20.0 1.0
Eenzyl alcohol 1| Scan Target 200 10
bis(2-chloroisopropyl)ether 1| Scan Target 200 10
2-Methylphencl 1| Scan Target 200 10
H hl ] 1| Scan Target 20.0 1.0
M-Mitroso-di-n-propylamine 1| Scan Matrix Spike 200 10
A-Methylphenol 1| Scan Target 200 10
Mitrot d5 1| Scan Surrogate 200 10
Nitrok 1| Scan Target 20.0 1.0
|zophorone 1| Scan Target 200 10
2-Mitrophenol 1| Scan Target 200 10
2 4-Dimethylphencl 1| Scan Target 200 10
bis(2-Chl hosy ) mett 1| Scan Target 20.0 1.0
2 4-Dichlorophencl 1| Scan Target 200 10
1.2.4-Trichlorob 1| Scan Matrix Spike 20.0 1.0
halene-d8 1| Scan ISTD 20.0 1.0
hal 1| Scan Target 20.0 1.0
1| Scan Target 20.0 1.0
H hlorobutadi 1| Scan Target 20.0 1.0
4-Chloro-3-methylphencl 1| Scan Matrix Spike 200 10
Methylnaphthal 1| Scan Target 20.0 1.0
H hlorocycl i 1| Scan Target 20.0 1.0
2.4 6-Trichlorophenol 1| Scan Target 200 10
2.4 5-Trichlorophenol 1| Scan Target 200 10
2-Fl bipt | 1| Scan Surrogate 200 10
2-Chl hthal 1| Scan Target 20.0 1.0
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5. Enter EnviroQuant Parameters in the Method

5.

Select Average Response Factor.

Fill in the shaded column as
shown here.

| outlier Setup Tasks |

M\ Retention Time
Relative Retention Time
Peak Resolution
& Pezk Symmetry
Peak Full Width Half Maximum
Pezak Purity
ity Signal-to-Moise Ratio
== Limit Of Detection
Limit Of Quantitation
Method Detection Limit

F¥ GQualifier Ratio

E= ISTD Response

ISTD Response Percent Deviation

Sample Amount
Sample RSD
EBlank Concentration

Elank Response

Accuracy
| Average R Factor
fverage Resp Esctrr RSN
. |Outlier-AverageResponseFa
R Curve Fit R2

Relative Response Factor

Response Factor

This will be used for ICAL Report minimum RF.

[[Method Table

Step 4: Set up outlier limits for the EPA method criteria.
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Time Segment: 4= | <All> | = | Compound: Diethylphthalate ~ Reset Table View
Sample
Name |  DataFile | Type | Level | Acq. Method File | Acq. Date-Time
| | | | | |
Quantifier
Name 5 Scan Type Min. Avg. RF

2-Fluorophenol 1| Scan Surrogate 0.1000
bis(2-Chloroethyl)ether 1| Scan Target 0.1000
Phencl-d5 1| Scan Surrogate 0.1000
Phenal 1| Scan Matrix Spike 0.1000
2-Chlorophencl 1| Scan Matrix Spike 0.1000
1,3-Dichlorobenzene 1| Scan Target 0.1000
1.4-Dichlorobenzene-d4 1| Scan ISTD 0.1000
1,4-Dichlorobenzene 1| Scan Matrix Spike 0.1000
1,2-Dichlorobenzene 1| Scan Target 0.1000
Eenzyl alcohol 1| Scan Target 0.1000
bis(2-chloroisopropyl)ether 1| Scan Target 0.1000
2-Methylphencl 1| Scan Target 0.1000
Hexachloroethane 1| Scan Target 0.1000
M-Mitroso-di-n-propylamine 1| Scan Matrix Spike 0.1000
A-Methylphenol 1| Scan Target 0.1000
Mitrobenzene-d5 1| Scan Surrogate 0.1000
Mitrobenzene 1| Scan Target 0.1000
|sophorone 1| Scan Target 0.1000
2-Mitrophenol 1| Scan Target 0.1000
2 4-Dimethylphenol 1| Scan Target 0.1000
bis(2-Chloroethoxy)methane 1| Scan Target 0.1000
2 4-Dichlorophencl 1| Scan Target 0.1000
1,2 4-Trichlorobenzene 1| Scan Matrix Spike 0.1000
Naphthalene-d& 1| Scan ISTD 0.1000
Maphthal 1| Scan Target 0.1000
4-Chl 1| Scan Target 0.1000
Hexachlorot i 1| Scan Target 0.1000
4-Chloro-3-methylphencl 1| Scan Matrix Spike 0.1000

Methylnaphthal 1| Scan Target 0.1000
Hexachlorocyclopentadiene 1| Scan Target 0.1000
2.4 6-Trichlorophenol 1| Scan Target 0.1000
? A FTrirhlaranhanal 1] Gran Tarnat n1nnn




5. Enter EnviroQuant Parameters in the Method Step 4: Set up outlier limits for the EPA method criteria.

6. Select Average Response Factor TS
&N o et -
RSD. Fill in the column as shown =
here. Method Detection Limit

F¥ Qualifier Ratio

= ISTD Response

ISTD Response Percent Deviation
Sample Amount

Sample RSD

EBlank Concentration

Elank Response

Accuracy

Average Response Factor

[ AverageR Factor RSD |

R4 Curve FitR2 @

Relative Response Factor

Response Factor

Xac
QC Relative Standard Deviation
QC LCS Recovery

z CC Average Response Factor
CC ISTD Response Ratio
CC Relative Response Factor
CC Response Ratio
CC Retention Time

This will be used for ICAL Report RSD.

Method Table

Time Segment: 4 | <All> - = Compound: [#] Diethylphthalate ~ [®] | Reset Table View

Sample
Name | DaFile | Type | Level | Acq. Method File | Acq. Date-Time

2l | | | | |

Quantifier
Name s Scan Type Max. Avg. RF RSD
2-Flucrophencl 1| Scan Surrogate 30.000000
bis(2-Chloroethyl)ether 1| Scan Target 30.000000
Phenal-d5 1| Scan Surrogate 30.000000
Phenal 1| Scan Matrix Spike 10.000000
2-Chlorophencl 1| Scan Matrix Spike 30.000000
1.3-Dichlorot 1| Scan Target 30.000000
1.4-Dichlorok g4 1| Scan ISTD
1.4-Dichlorok 1| Scan Matrix Spike 30.000000
1.2-Dichlorot 1| Scan Target 30.000000
Benzyl alcohal 1| Scan Target 30.000000
bis(2-chlorcisopropyl)jether 1| Scan Target 30.000000
2-Methylphencl 1| Scan Target 30.000000
Hexachlorosthane 1| Scan Target 30.000000
M-Mitrose-di-n-propylamine 1| Scan Matrix Spike 30.000000
4-Methylphencl 1| Scan Target 30.000000
Nitrobenzene-d5 1| Scan Surrogate 30.000000
Nitrok 1| Scan Target 30.000000
|sophorone 1| Scan Target 30.000000
2-Nitrophenol 1| Scan Target 30.000000
2, 4-Dimethylphencl 1| Scan Target 30.000000
bis(2-Chl hesxy)mett 1| Scan Target 30.000000
2,4-Dichlorophencl 1| Scan Target 30.000000
1,2, 4-Trichlorobenzene 1| Scan Matrix Spike 30.000000
MNaphthalene-d8 1| Scan ISTD
1| Scan Target 30.000000

4-Chloroaniline 1| Scan Target 30.000000
H. hi 1| Scan Target 30.000000
4-Chlore-3-methylphenol 1| Scan Matrix Spike 30.000000
2-Methy 1| Scan Target 30.000000)
H. hl 1| Scan Target 30.000000
2 4 6-Trichlorephenol 1| Scan Target 30.000000
2.4 5-Trichlorephenol 1| Scan Target 30.000000
2-Fluorchiphenyl 1| Scan Surrogate 30.000000
2-C 1| Scan Target 30.000000
2-Nitroaniline 1| Scan Target 30.000000
Dimethy 1| Scan Target 30.000000
R W B o PR 2n nnnnnn
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5. Enter EnviroQuant Parameters in the Method Step 4: Set up outlier limits for the EPA method criteria.

7. Select Curve Fit R2. Fill in the
shaded column as shown here. i % By B3 Quanitate Batch
Method Tasks -

Method Detection Limit
¥ Qualifier Ratio

é ISTD Response

ISTD Response Percent Deviation

Sample Amount

Sample RED

Blank Concentration

Elank Response

Accuracy
Average Response Factor
Mwverage Response Factor RSD
B CuneFitR2 |
Relative Response Factor @

Response Factor

X ac
QC Relative Standard Deviation
QC LCS Recovery

z CC Average Response Factor
CC ISTD Response Ratio
CC Relative Response Factor

CC Response Ratio

This will be used for ICAL Report curve fits other than Average Response Factor.

Method Table
Time Segment: 4= | <All> | = | Compound: Diethylphthalate ~ Reset Table View
Sample
Name |  DataFile | Type | Level | Acq. Method File | Acq. Date-Time
| | | | | |
Quantifier
Name 5 Scan Type CF Min. R2

2-Fluorophenol 1| Scan Surrogate 095000000
bis(2-Chloroethyl)ether 1| Scan Target 095000000
Phencl-d5 1| Scan Surrogate 095000000
Phenal 1| Scan Matrix Spike 095000000
2-Chlorophencl 1| Scan Matrix Spike 095000000
1,3-Dichlorobenzene 1| Scan Target 095000000
1.4-Dichlorobenzene-d4 1| Scan ISTD 0.95000000
1,4-Dichlorobenzene 1| Scan Matrix Spike 095000000
1,2-Dichlorobenzene 1| Scan Target 095000000
Eenzyl alcohol 1| Scan Target 095000000
bis(2-chloroisopropyl)ether 1| Scan Target 095000000
2-Methylphencl 1| Scan Target 095000000
Hexachloroethane 1| Scan Target 095000000
M-Mitroso-di-n-propylamine 1| Scan Matrix Spike 095000000
A-Methylphenol 1| Scan Target 095000000
Mitrobenzene-d5 1| Scan Surrogate 095000000
Mitrobenzene 1| Scan Target 095000000
|sophorone 1| Scan Target 095000000
2-Mitrophenol 1| Scan Target 095000000
2 4-Dimethylphenol 1| Scan Target 095000000
bis(2-Chloroethoxy)methane 1| Scan Target 095000000
2 4-Dichlorophencl 1| Scan Target 095000000
1,2 4-Trichlorobenzene 1| Scan Matrix Spike 095000000
Maphthalene-dg 1| Scan ISTD 095000000
Naphthal 1| Scan Target 0.95000000
4-Chl 1| Scan Target 0.95000000
Hexachlorobutadi 1| Scan Target 0.95000000
4-Chloro-3-methylphencl 1| Scan Matrix Spike 095000000

Methylnaphthal 1| Scan Target 0.95000000
Hexachlorocyclopentadiene 1| Scan Target 095000000

P I T W P — A nnnnnnnn
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5. Enter EnviroQuant Parameters in the Method Step 4: Set up outlier limits for the EPA method criteria.

8. Select CC Relative Response = ISTD Response
Factor. Fill in the shaded column ISTD Respense Percent Deviation

as shown here. Sample Amount
Sample RSD

Blank Concentration

Elank Response

Accuracy

Average Response Factor

Lverage Response Factor RSD
% Curve Fit R2

Relative Response Factor

Response Factor

Xac
QC Relative Standard Deviation
QC LCS Recovery

z CC Average Response Factor
CC ISTD Response Ratio
| CC Rel o, Fact |

CC Response Ratio @
CC Retention Time

This is the minimum RF for the continuing cal. It will be used for Minimum CC RF.

S e pma e e Eem

ethod Table
Time Segment: 4= | <All> | = | Compound: Diethylphthalate ~ Reset Table View
Sample
Name |  DataFile | Type | Level | Acq. Method File | Acq. Date-Time
| | | | | |
Quantifier

MName T5 Scan Type Min. CC Rel. Resp. Factor
2-Fluorophenol 1| Scan Surrogate 0.1
bis(2-Chloroethyl)ether 1| Scan Target 0.1
Phencl-d5 1| Scan Surrogate 0.1
Phenal 1| Scan Matrix Spike 0.1
2-Chlorophencl 1| Scan Matrix Spike 0.1
1,3-Dichlorobenzene 1| Scan Target 0.1
1.4-Dichlorobenzene-d4 1| Scan ISTD 01
1,4-Dichlorobenzene 1| Scan Matrix Spike 0.1
1,2-Dichlorobenzene 1| Scan Target 0.1
Eenzyl alcohol 1| Scan Target 0.1
bis(2-chloroisopropyl)ether 1| Scan Target 0.1
2-Methylphencl 1| Scan Target 0.1
Hexachloroethane 1| Scan Target 0.1
M-Mitroso-di-n-propylamine 1| Scan Matrix Spike 0.1
A-Methylphenol 1| Scan Target 0.1
Mitrobenzene-d5 1| Scan Surrogate 0.1
Mitrobenzene 1| Scan Target 0.1
|sophorone 1| Scan Target 0.1
2-Mitrophenol 1| Scan Target 0.1
2 4-Dimethylphenol 1| Scan Target 0.1
bis(2-Chloroethoxy)methane 1| Scan Target 0.1
2 4-Dichlorophencl 1| Scan Target 0.1
1,2 4-Trichlorobenzene 1| Scan Matrix Spike 0.1
Naphthalene-d& 1| Scan ISTD 0.1
Maphthal 1| Scan Target 0.1
4-Chl ili 1| Scan Target 0.1
Hexachlorot i 1| Scan Target 0.1
4-Chloro-3-methylphencl 1| Scan Matrix Spike 0.1
Methylnaphthal 1| Scan Target 0.1
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5. Enter EnviroQuant Parameters in the Method Step 4: Set up outlier limits for the EPA method criteria.

Still under Qutlier Setup tasks,
select Matrix Spike Percent
Difference. Fill in the shaded
columns as shown here.

E= ISTD Response

ISTD Response Percent Deviation

Sample Amount

Sample RSD

EBlank Concentration

Elank Response

Accuracy

Lwerage Response Factor

Lwerage Response Factor RSD
R Curve Fit R2

Relative Response Factor

Response Factor

Xac
QC Relative Standard Deviation
QC LCS Recovery

z CC Lverage Response Factor
CC ISTD Response Ratio
CC Relative Response Factor
CC Response Ratio
CC Retention Time

[ Matrix Spike Percent Difference |

Matrix Spike Percent R

Qutlier- Matrix Spike Percer
Matrix Spike Group Recovery

Method T able
Tirne Seqrment: @8 <Alls | = | Cornpound: [@] Beriza[gh,ilper.. + [ Reset Table View
Quantifier
Nere ] s | e iEEGEen [{ETGRCE [pats [pat:

2-Chlorophenol 1| Scan I atrix Spike 40.0 50.0 200.0000 200.0000
1.4-Dichlorobenzene 1] Scan Matrix Spike 280 270 100.0000 100.0000
N-Mitroso-di-n-propylamine 1| Scan I atrix Spike 38.0 38.0 100.0000 100.0000
1.2.4-Trichlorobenzene 1] Scan Matrix Spike 280 38.0 100.0000 100.0000
4-Chloro-3-methylphenol 1| Scan I atrix Spike 42.0 330 200.0000 200.0000
Acenaphthene 1| Scan I atrix Spike 3.0 19.0 100.0000 100.0000
2.4-Dinitrotoluens 1] Scan Matrix Spike 0.0 0.0 100.0000 100.0000
4-Mitrophenol 1| Scan I atrix Spike 50.0 50.0 200.0000 200.0000
Pentachlorophenol 1| Scan I atrix Spike 50.0 47.0 200.0000 200.0000
Furene 1| Scan I atrix Spike 3.0 36.0 100.0000 100.0000
2-Fluorophenal 1| Scan Sunogate
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5. Enter EnviroQuant Parameters in the Method Step 4: Set up outlier limits for the EPA method criteria.

10. Still under Qutlier Setup tasks,
select Matrix Spike Percent
Recovery. Fill in the shaded
columns as shown here.

EBlank Concentration

Elank Response

Accuracy

Lwerage Response Factor

Lwerage Response Factor RSD
R Curve Fit R2

Relative Response Factor

Response Factor

Xac
QC Relative Standard Deviation
QC LCS Recovery

z CC Lverage Response Factor
CC ISTD Response Ratio
CC Relative Response Factor
CC Response Ratio
CC Retention Time

Matrix Spike Percent Difference
| Matrix Spike Percent Recovery

fes n

Matrix Spik
are opi el]Outlier-Matrix Spike Percent Recovery

Iethod T able
Time Segment: <= <4ll= ~| =  Compound: [$] Benzo[gh,ilper.. ~ [#] Reset Table View
Quartifier

pone 15 sen | Twe o Maopeh Wboplesr | Mawspke
2-Chlorophenal 1| Scan b atriv Spike 70.0 130.0 200.0000
1.4-Dichlorobenzene 1| Scan hatriz 5 pike 70.0 130.0 100.0000
M-Mitrazo-di-n-prapylamine 1| Scan b atriv Spike 70.0 130.0 100.0000
1.2.4-Trichlorobenzens 1| Scan hatriz 5 pike 70.0 130.0 100.0000
4-Chloro-3-methylphenal 1| Scan b atriv Spike 70.0 130.0 200.0000
Acenaphthene 1| Scan b atriv Spike 70.0 130.0 100.0000
2.4 Dinitrataluene 1| Scan hatriz 5 pike 70.0 130.0 100.0000
4-Mitrophenol 1| Scan b atriv Spike 70.0 130.0 200.0000
Pentachlorophenal 1| Scan b atriv Spike 70.0 130.0 200.0000
Pyrene 1| Scan b atriv Spike 70.0 130.0 100.0000
[ a— 1l Eran Cimrmnata
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5. Enter EnviroQuant Parameters in the Method Step 4: Set up outlier limits for the EPA method criteria.

11. Still under Qutlier Setup tasks,
select Matrix Spike Group
Recovery. Fill in the shaded
columns as shown here.

F¥ Qualifier Ratio

B= ISTD Responze

ISTD Responze Percent Deviation

Sample Amount

Sample RSD

Blank Concentration

Blank Responze

Accuracy

Average Responze Factor

Average Responze Factor RSD
R CurveFit R2

Fielative Response Factor

Fesponze Factor

Zac
GC Relative Standard Deviation
QC LCS Recovery

z CC Average Responze Factor
CCISTD Responze Ratio
CC Relative Responze Factor
CC Rezponse Ratio
CC Retention Time

M atrix Spike Percent Difference

M atrix Spike Percent Recovery

| Matrix Spike Group Recovery

ethod Table
Tirne Segrment: &= | <Al - | = Compound: [a=] Benzolg,h,ilper... ~ [%] | Reset Table Wiew
Quantifier
e 5| s | e | Mehidonk | Matkoeht | MibsuloD | MamSaeD | Mihssle | Miiinke

2-Chlorophenal 1| Scan b atriv Spike 70.0 1300 700 1300 2000000 200.0000
1.4-Dichlorobenzene 1| Scan b atriv Spike 70.0 1300 700 1300 1000000 100.0000
M-Mitrozo-di-n-propylamine 1| Scan b atriv Spike 70.0 1300 700 1300 1000000 100.0000
1.2.4-Trichlorobenzene 1| Scan b atriv Spike 70.0 1300 700 1300 1000000 100.0000
4-Chlorg-3-methylphenal 1| Scan b atriv Spike 70.0 1300 700 1300 2000000 200.0000
Acenaphthense 1| Scan b atriv Spike 70.0 1300 700 1300 1000000 100.0000
2.4-Dinitrotaluene 1| Scan b atriv Spike 70.0 1300 700 1300 1000000 100.0000
4-Mitrophenal 1] Scan Matrix Spike 700 1300 70.0 1300 200.0000 200.0000
Pentachlorophenol 1| Scan b atriv Spike 70.0 1300 700 1300 2000000 200.0000
Pyrene 1| Scan b atriv Spike 70.0 1300 700 1300 1000000 100.0000
EY=Tp— PR L [ye—
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5. Enter EnviroQuant Parameters in the Method Step 4: Set up outlier limits for the EPA method criteria.

12. Select Surrogate Percent
Recovery. Fill in the shaded
columns as shown here.

Sample Amount

Sample RSD

Blank Concentration

Blank Responze

Accuracy

Average Responze Factor

Average Responze Factor RSD
R CurveFit R2

Fielative Response Factor

Fesponze Factor

X
GC Relative Standard Deviation
QC LCS Recovery

z CC Average Responze Factor
CCISTD Responze Ratio
CC Relative Responze Factor
CC Rezponse Ratio
CC Retention Time

M atrix Spike Percent Difference
M atrix Spike Percent Recovery

Matrix Spike Group Recovery

| Surrogate Percent Recovery

Method Table
Tirne Segment: 4= | <4ll> - = Compound: [@=] Benza[g,h,ilper.. = [E] | Reset Table Wiew
Quantifier
% %
Mame TS| Scan Type Hiﬁggge?;emn_ Hggg\?grit:dax. Surrogate Conc.
2-Fluorophenal 1| Scan Surrogate 0.0 130.0 200.0000
Fhenal-d5 1| Scan Surrogate 0.0 130.0 200.0000
Mitrobenzene-ds 1| Scan Surrogate 0.0 130.0 100.0000
2-Fluorobipheryl 1| Scan Surrogate 0.0 130.0 100.0000
2.4 E-Tribromophenal 1| Scan Surrogate F0.0 130.0 200.0000
Terphenyl-d14 1| Scan Surrogate 0.0 130.0 100.0000

64



5. Enter EnviroQuant Parameters in the Method Step 4: Set up outlier limits for the EPA method criteria.

13. Select Library Match Score. Fill
in the shaded column as shown
here.

FoE L AVE dUE NS PUTSE Tl

CC ISTD Response Ratio LIS

CC Relative Response Factor

CC Response Ratio LN

CC Retention Time *’

£ Matrix Spike —t

Matrix Spike Percent Difference

Matrix Spike Percent Recovery

Matrix Spike Group Recovery

A Surrogate *’

Surrogate Percent Recovery

Response Check

Mass Accuracy

Mass Match Score

| Library Match Score | et
Custom Calculation L
| Advanced Tasks |~ I
ive Analysis (Envi Analysis for GCMS) - Method - < C:\MassHunter\GCMS\1\data\ QuantSetu
thod Update Report Tools Help
ite Batch (7} Layout: ﬁ E @ Restore Default Layout
Method Table
Time Segment: 4= | <All> ~| = | Compound: [@] 2-Flucrophenol ~ Rest
Quantifier
Name TS| Scan Type | Library Match Score Minimum
- b | 2-Flucrophenal 1| Scan Surrogate
- Phencl-d5 1| Scan Surrogate 07
Nitrobenzene-d5 1| Scan Surrogate 07
2-Flucrobiphenyl 1| Scan Surrogate 07
2.4 6-Tribromophenal 1| Scan Surrogate 07
Terphenyl-d14 1| Scan Surrogate 07
bis(2-Chloroethyl)ether 1| Scan Target 07
1,2-Dichlorobenzene 1| Scan Target 07
1,2-Dichlorobenzene 1| Scan Target 07
Eenzyl alcohol 1| Scan Target 07
bis(2-chlorcisopropyl)ether 1| Scan Target 07
2-Methylphenal 1| Scan Target 07
Hexachloroethane 1| Scan Target 07
4-Methylphenal 1| Scan Target 07
Nitrobenzene 1| Scan Target 07
|sophorone 1| Scan Target 07
2-Nitrophenal 1| Scan Target 07
2 4-Dimethylphencl 1| Scan Target 07
bis(2-Chloroethoxy)methane | 1| Scan Target 0.7
2 4-Dichlorophenol 1| Scan Target 0.7
MNaphthalene 1| Scan Target 0.7
4-Chloreaniline 1| Scan Target 0.7
Hexachlorobutadiens 1| Scan Target 0.7
Methylnaphthal 1| Scan Target 0.7
Hexachlorocyclopentadiene 1| Scan Target 0.7
2.4 E-Trichlorophenal 1| Scan Target 0.7
2.4 5-Trichlorophenal 1| Scan Target 0.7
2-Chl hthal 1| Scan Target 0.7
2-Nitroaniline 1| Scan Target 0.7
Acenaphthylene 1| Scan Target 0.7
Dimethylphthal 1| Scan Target 0.7
2 6-Dinitrotoluene 1| Scan Target 0.7
3-Nitroaniline 1| Scan Target 0.7
2 4-Dinitrophenol 1| Scan Target 0.7
Dibenzeofuran 1| Scan Target 0.7
Flucrene 1| Scan Target 0.7
4-Chlerophenyl-phenylether 1| Scan Target 0.7
Diethylphthal 1| Scan Target 0.7
4-Nitroaniline 1| Scan Target 0.7
4 E-Dinitro-2-methylphencl 1| Scan Target 0.7
n-Nitrosediphenylamine 1| Scan Target 0.7

65



5. Enter EnviroQuant Parameters in the Method

Step 5: Save the method.

1,

Select Save As.

2. Navigate to the
MassHunter\GCMS\1\methods
\ directory and select the
bnalist.m unified method where
the data acquisition was saved,
then click Save.

3. Reply Yes to the Overwrite
prompt.

4. Exit [F11] the method editor. You
are prompted to apply the
method to the batch.

5. Click Yes to the Apply Method
prompt.

Step 6: Create report
methods.

| save / Exit |
& validate

EE] Save

[ savess. |
Ed it [Save MethodAs|

Step 5: Save the method.

The unified bnalist method is used for the data acquisition, quantitative analysis,

and Tune Evaluation analyses.

You are returned to Batch table view.

BB save Method As
£ e - ‘ o L L
'\.JU | . % Local Disk (C:) » MassHunter » GCMS » 1 » methods » - ‘ 4 | ‘ Search methods
Qrganize * MNew folder ]
o MName Date modified
- Libraries o
= BFB.m 6/30,/2014 11:2
j Documents R
. bnalist.m 8/14/2014 5:40
J: Music £
- . checkout 5/1/2014 4:16 1
i
=] Pictures — b CheckTunem 8/7/2014 2:26 1
B videos
. default 5/1/2014 4:16 1
_ . default.m 8/5/2014 2:52 |
18 Computer o
= : . DFTPP.m 6/30/2014 11:2
= Local Disk (C:)
@ Agilent_GC (WTWISES) (K2 -4 1
File name: |
Save as type: [Methods (*.m)
= ide Foldes C
Apply Method =]
,’/ Would you like to apply this method to the batch?
[
[ Yes I [ No ] [ Cancel
Additional batch processing after applying the method
@ Quantitate ) Integrate ) None

Continue the workflow by creating report methods to automate report generation.

See Chapter 6, “Create Report Methods”.
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Create Report Methods
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6. Create Report Methods

Introduction

Step 1: Generate an
interactive report.

1. From MassHunter’s main menu
select Report > Generate.

2. Click Choose and navigate to
where you saved your report
method templates.

Introduction

Reports can be generated in two ways:
+ Automatically, at the end of a run

* Interactively, after manual integration, for example

Report methods enable you to save report parameters including multiple report
templates, to a file than can be applied to a single sample in an automated
sequence or interactively to a single sample or group of samples.

When you create the sequence for a run you can enter the report method you want
processed for an individual sample in the run. This can be done by saving the report
method in the unified method for that sample or by specifying the report method for
a sample in the sequence table report method column.

When you are working interactively with a batch of data, after doing manual
integration for example, you may select any saved report method, or create one on
the spot, and generate a report interactively.

This section describes how to generate reports both automatically, and
interactively.

Generate Report @

Batch file:
Batch folder: C:\MassHunter\GCMS! 1 datatiCal Setup'.
Batch file: 2014 Aug 09 1334 bnalist batch bin
Report folder:
C\MassHunter\GCMS\ 1\data\iCalSetup'\Quart Reports\ 2014 Aug 09
Report method:

C:\MassHunter'\Report Templates'.Quant P OF-Reporting. TuneCheck .m

I[ Choose... ][ New... H Edit...

Samples/Compounds:

Generate:
@ Generate reports now
) Queue report task
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6. Create Report Methods Step 1: Generate an interactive report.

3. Select a Report method.

Open
.
. J=| . » Computer » Local Disk(C:) » MassHunter » ReportMethods » - |+ Search ReportMethod
L P! B +
Organize « Mew folder == -
#
B Desktop i Mame Date modified Type Size
& Downloads - .
g . CCreports.m 8/9/2014 2:26 PM File folder
neDrive
— - . MSD_Report.m 8/11/201412:22 PM  File folder
=1, Recent Places .
= . QA_Check.m 8/11/2014 1:14 PM File folder
i . QuantResults.m 8/10/2014 3:52 PM File folder
- Libraries . . - -
o . . QuantResultsWithGraphics.m 8/10/2014 413 PM  File folder
<| Documents
J‘- Music
= Pictures
B videos
18 Computer
£L Local Disk (C3)
¥ Agilent_GC (W\TV
=8 Anilent GCMS MV T
File name: ~ |Methods (*.m, *.quant/

4. To limit the number of samples
reported click Choose samples. Sngaslaot B

Biatch file:

Batch folder C:\MassHurter\GCM35\1"data“CalSetup’
Batch file: 2014 Aug 09 1334 bnalist batch bin
Fieport folder:
C:\MassHurter\GCMS' I'data \iCal Setup\Quant Repors\2014 Aug 03

Fieport methad:

C:\MassHurter\Report Methods Quant Results. m

[ Choose... ][ New... ][ Edi...

Samples/Compounds:

Generate:
@ Generate reports now
(7 Queue report task
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6. Create Report Methods Step 1: Generate an interactive report.

5. Select the samples to be included (oo s =y
Choose Samples

in the report and click OK.

MName Data File Type Level ?J;?e‘-'l'ime

Tune Evaluation ... K 2/5/2014 2:38 PM
Calbration 20 ng/ul G Calibration

Calbration 50 ng/ul | 50NG.d Calibration

Calbration 80 ng/ul |80NGd Calibration 8/9/2014 244 PM
Calbration 120 ng... | 120NG d Calibration 120 8/9/2014 2:46 PM
Calbration 160 ng... | 160NG .d Calibration 160 8/9/2014 2:48 PM
CC 50 ng/ul CC50NG.d cc cc 8/9/2014 251 PM

1 LU} 3

[

6. To limit the number of ' (T
Generate Report

compounds to include in the

report, click Choose compounds. Baich fil:
Batch folder: |C:"-.Mass Hurter\GCMS' 1"data"iCal Setup'.
Batch file: |2D‘I4 Aug 09 1334 bnalist batch bin | Browse...
Report folder:

C \MassHunter\GCM S 1\data“iCal SetupQuant Reports 2014 Aug 09 Browse...

Report method:

C:\MassHunter'Report Methods\QuantResutts m

Samples/Compounds:
All samples Choose samples...
Al compounds Choose compounds...

Generate:
@ Generate reports now
(™) Queue report task
[¥] Start Queue Viewsr

7. Select the compounds to be
included in the report then click
OK. (In this example we selected
the compounds by target group.)

Transition Cmpd. Group

s

T

Phenal-d5 5
Phenal [ M
M

T

2-Lhlorophenal

1.2-Dichlorab
Benzyl alcohol
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6. Create Report Methods Step 1: Generate an interactive report.

8. Click OK to generate the report.

Generate Report @

Batch file:
Batch folder: C:\MassHunter\GCMS\ 1"data“iCal Setup’.
Batch file: 2014 Aug 09 1334 bnalist batch bin s

Fieport folder:
C:MassHunter\GCMS5"1"\data"iCal Setup*Quant Reports’ 2014 Aug 09

Feport method

C:xMassHunter'\Report Methods Quant Results.m

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

Samples/Compounds:

Generate:
Generste reports now
7 Queue report task
The report is generated.
Quantitation Results Report K Nilest Techeslogies

Data File : 2ONG.d
Operator : HP Chemist
Acg. Method : bnalist
Acq. Date-Time : 9/08/2014 2:3%:01 p.m.
Sample Name: : Calbration 20 ngful
Vial : 1
Multiplier t 1
Samgle Info :
DA Method File
Tune File
Tune Date :
Batch Name : 2014 Aug 09 1334 bnalist.batch.bin
Last Calib Update : 1/01/0001 12:00:00 a.m.
Reference Library : C:\MassHunter\GCMS1112014 Aug 09 1334 bralist. reflibrary.ml
© | RT Qllon Resp.  Conc, Units _ Dev{Min}
Internal Standards.
System Monitoring Compounds
Target Compounds. QValue
bis{ 2-Chloroethyl)jether 10.966 93.0 39045 22.9181 ulfl 92
1,3-Dichlorobenzene 11.393 145.0 32062 21.5260 ulfl 58
1,2-Dichlorobenzene 12.084 145.0 33184 223524 ulfl 58
Benzyl alcohal 12,145 108.0 19421 19.4834 ulfl 97
bis{ 2-chlaraisapropyljether 12.572 45.0 43980 19.7452 ulfl £ %
2-Methylphenal 12.694 108.0 30431 213121 ulfl 58
Hexachloroethane 12.579 117.0 11764 20.7558 ulfl 55
4-Methylphenal 13.141 108.0 31507 222105 ulfl %6
Nitrobenzens 13.284 770 35818 21.8600 ulfl 93
Isophorane 14.056 82.0 76624 24.5706 ulfl %6
2-Nitrophenal 14,259 139.0 18231 19.8725 ulfl %6
2,4-Dimethylphenal 14.666 107.0 30005 20.6260 ulfl 58
bis( 2-Chlaroethasy Jmethane 14,849 33.0 39225 19.5988 ulfl ]
2,4-Dichlorophenal 15.113 162.0 25280 214179 ulfl 55
Naphthalene 15.358 128.0 50102 23.3065 ulfl 9
4-Chlorganiline 15723 127.0 28843 18.4455 ulfl 100
Hexachlorobutadiene 16.028 2250 14519 23.6588 ulfl %6
2-Methylnaphthalene 17.532 142.0 84781 23.0590 ulfl B84
Hexachlorocyclopentadiens 18.284 237.0 9975 18.8520 ulll 97
2,4,6-Trichlorophenal 18.629 196.0 18585 21.5830 ulfl 55
2,4,5-Trichlorophenal 18.792 196.0 21037 23.7508 ulfl 100
2-Chloronaphthalene 19.036 162.0 59865 23.9144 ulfl 58
2-Mitroaniline 19.564 65.0 227260 20.4201 ulfl 50
Dimethylphthalate 20,316 163.0 71234 24.7798 ulfl 100
2,6-Dinitratoluene 20,479 165.0 18511 22.1867 ulfl 93
3-Mitroaniline 20.886 138.0 15368 21.2042 ulfl 93
Acenaphthene 20.926 153.0 53897 24,5465 ulfl 58
2,4-Dinitrophenal 21211 184.0 5966 12.5218 ulfl &3
Dibenzofuran 21435 168.0 85487 24.1041 ulfl 54
Fluorene 22,512 166.0 67274 242113 ulfl 97
4-Chlorophenyl-phenylether 22614 2040 34537 28.1610 ulfl %
Diethylphthalate 22,553 149.0 TE043 272175 ulfl 9
4-Nitroaniline 22.817 138.0 12827 16.7349 ulfl 55
4,6-Dinitro-2-methylphenal 22,959 1%8.0 13282 23.6831 ulfl 100
n-Nitrosadiphenylamine 23.041 169.0 45138 25.8601 ulfl %6
4-Bromaphenyl-phenylether 24,058 248.0 21282 23.6682 ulll w90
Z0NGd Page 1 oF 40 Generatad at 3:02 p.m. on 10/09/2014
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6. Create Report Methods Step 2: Create an Initial Calibration Report Method.

Step 2: Create an Initial An Initial Calibration Report is always generated interactively in Quant since it
Calibration Report Method. reports on all the calibration samples in the batch.

In the Report Method Edit dialog, The specified template is added to the Report Method Edit dialog. If you wanted to
click Add Template then navigate add additional reports you could add more templates here.
to the PDF-Reporting folder and

select Env_InitialCal.report.xml.

2. Inthe Templates tab, under When this method is run, the report is saved as Env_InitCal.pdf. This report is
Report mode, keep the Batch located in a subfolder of QuantReports folder in the batch directory. The subfolder
default. Leave the other has the same name as the batch with a numbered prefix.

parameters in this tab with their
default settings for a PDF report.

ﬁ Report Method Edit EI@
File  Edit
=2 IR Y |'ia
Templates | esults I Graphics selt\ngsl
Template Report mode Destination file Fl
I C:AMazsHunter\Report TemplatesiQuantsPDF-RepartingyEnv_InitialCal report, kml jlihatc:hiv Enw_InitialCal. pdf

3. Click the Results tab and select

. R Method Edi =
GCMS for a single quad Ef_l e‘”:““ ool Bt = )
. e I
Instrument. " & ™ | = | -
Templat Fesults | Kraphics satlingsl
Instument type:

Generate report results [report. results, kml):
@ Auto

Generate results file only when Excel report templates are selected,

@ Yes
Alwaps generate results file

) Na
Mever generate esults file

4. Skip the Generate report results A pdf report does not allow graphic customizations found in the Graphic settings
section since this is a PDF report. tab. Custom settings found in the Graphic Settings tab are used with excel
templates only.
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6. Create Report Methods Step 2: Create an Initial Calibration Report Method.

Click Save & Exit, then navigate

to the ReportMethods directory BB sove 85
P
and name the method oot | . v Computer » Local Disk (C:) » MassHunter » Reporthethods » - |4"f|| Search ReportMethods
icalReport.m. Organize * MNew folder 3=
- Favorites ' Mame : Date modified Type Size
*
Bl Desktop J CCreports.m 8/9,/2014 2:26 P File folder
8 Downloads = . QuantResultsm 871072014 2:52 Prd File folder
& Onelrive . QuantResultsWithGraphics.m 271072014 4:13 Prd File falder

=l Recent Places

- Libraries
3 Documents
,J“. Music
le=| Pictures

B videos

File name:  [SEIREAT

Save as type: [Methods (*.m)

= Hide Folders ¢

6. Click Save to return to the The system displays the path to the Report folder based on the current batch
Generate Report dialog. location loaded in MassHunter Quant. The Report method shows the location that
you selected when you saved the report method.

Generate Report @
Batch file:
Batch folder: C:AMassHunterGCMSY 1 WdatabiCalS etuph
Batch file: 2014 Aug 13 1334 bnalist.batch.bin
Report folder.
ter\GCM 54 SdatabiCalS etup\BuantReports\201 4 Aug 09 1334 bnalist
Report methad:
C:MMassHuntersReportid ethadshiCalR eport.

[ Choose... ][ Mew... ][ Edit...

Samples/Compaounds;

All zamples Choose samples...
All campounds Choose compounds...

Generate:
@ Generate reports now

() Queus report task

7. Click Cancel and the report An Initial Calibration Report is always generated interactively in Quant since it
method is available for reports on all the calibration samples in the batch. An automated report generated
interactive generation. by a sequence can only report on a single sample.

The first page of an Initial Calibration PDF report is shown on the next page.
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6. Create Report Methods Step 2: Create an Initial Calibration Report Method.

Initial Calibration Report K Agilent Tochmeloples
Mathed Path
Method File
Batch Name C:\EmvDemo'\bnadata\Q) data_01.batch.bin
Last Calib Update  3/11/2014 3:26:09 AM
Level Name Calibration Files Acg. Date-Time Level Last Update Time
20 C:\EnvDemal\bnadats|chwbi20.d 1/28/1591 2:16:00 PM  3/11/2014 3:26:09 AM
B0 Ci\EnvDemo\bnadata' chwb080.d 1/28/1991 3:11:00 PM 3/11/2014 3:26:09 AM
120 Ci\EnvDemao'bnadata\dwb120.d 1/28/1991 4:06:00 PM  3/11/2014 3:26:09 AM
160 C:\EnvDemo\bnadats\chwb160.d 1/28/15991 5:01:00 PM  3/11/2014 3:26:09 AM
50 C:\EnvDemo\bnadats\clwbo50.d 1/28/1991 5:56:00 PM  3/11/2014 3:26:09 AM
Compound 20 80 120 160 50 Avg RF %RSD
I 14-Dichlorobenzene-d4 IsTD
S 2-Fluorophenol 1.2826 1.3675 1.3077 1.1766 1.3812 1.3031 6.268
T bis{2-Chloroethyl}ether 1.8237 1.6684 1.4883 1.3200 1.5792 1.5759 12.002
S Phenol-dS 1.96638 1.7185 1.5195 1.3675 1.8568 1.6859 14.472
M Phenol 210332 1.6681 1.4639 13112 1.7377 1.6428 16.782 #
M 2-Chlorophenol 1.4549 1.3096 1.1235 1.0279 1.3642 1.2560 14.003
T 1,3-Dichlorcbenzens 1.4976 1.4352 1.2435 1.1775 1.5149 1.3737 11.189
M 14-Dichlorcbenzene 1.5014 1.3018 1.2324 1.1325 1.5119 1.3360 12.503
T 1,2-Dichlorcbenzene 1.5499 1.3935 1.2822 1.1473 1.4574 1.3681 11.542
T Benzyl alcohol 0.9071 0.9841 0.9651 0.8555 0.9008 0.9225 5.633
T  bis(2-chloroisopropyljether 2.0542 2.2180 2.1602 1.9017 2.0764 2.0821 5.780
T  2-Methylphenol 1.4214 1.3229 1.2832 1.1782 1.3454 1.3114 6.792
T Hexachloroethane 0.5495 0.5455 0.4947 0.4413 0.5620 0.5186 9.695
M N-Nitroso-di-n-propylamine 12713 1.3040 1.5031 1.089%6 1.2185 1.2773 11.771
T  4-Methylphenal 14716 1.3545 1.2259 1.1286 1.3737 1.3109 10.245
I Naphthalene-dg I5TD
S MNitrobenzene-dS 0.4347 0.4441 0.4049 0.3919 0.4400 0.4231 5.502
T MNitrobenzene 0.4347 0.4001 0.4020 0.3476 0.3975 0.3964 7.880
T Isophorone 0.9300 0.9138 0.8740 0.7878 0.8533 0.8718 6.430
T  2-Nitrophenol 0.2213 0.2328 0.2337 0.2028 0.2126 0.2206 6.007
T  2.4-Dimethylphenol 0.3642 0.3777 0.34%% 0.3295 0.3464 0.3535% 5.181
T bis(2-Chloroethoxy)methane 0.4761 0.4918 0.4710 0.4370 0.4854 0.4725 4,539
T 2.4-Dichlorophenol 0.3068 0.2867 0.2638 0.2368 0.2961 0.2791 9.829
M 1,2,4-Trichlorobenzens 0.3318 0.3257 0.2944 0.2706 0.3240 0.3093 .40
T MNaphthalens 1.0936 0.9722 0.8512 0.7610 0.9880 0.9328 13.816
T 4-Chloroaniline 0.3501 0.3905 0.3818 0.3654 0.3621 0.3701 4.336
T Hexachlorobutadiens 0.1811 0.1530 0.1435 0.1245 0.1650 0.154% 13.528
M 4-Chloro-3-methylphenol 0.3723 0.3711 03338 0.3049 0.3672 0.349% 8.4%8
T 2-Methylnaphthalens 1.0290 0.8461 0.7728 0.7284 0.9659 0.8686 14.647
I  Acenaphthens-d10 ISTD
T Hexachlorocyclopentadiens 0.2080 0.2525 0.2191 0.1962 0.2283 0.2208 9.690
T 24,6 Trichlorophenol 0.3876 0.3549 0.3329 0.3031 0.3915 0.3540 10.538
T 2,45 Trichlorophenal 0.4387 0.3592 0.3061 0.2702 0.4282 0.3605 20.490
S 2-Fluorobiphenyl 1.3735 0.9759 0.9248 0.8438 1.2211 1.0650 20.564
T 23-Chloronaphthalene 1.2485 0.9535 0.8451 0.8500 1.1571 1.0310 16.025
T 2-Nitroaniline 0.4642 10,4498 0.4552 0.4138 0.4727 0.4511 5.018
T Dimethylphthalate 1.5065 11533 1.0743 1.0188 1.2722 1.2050 16.061
M Acenaphthylens 1.9827 14204 1.2367 1.1352 1.5884 1.4727 22.669
T  2.6-Dinitrotoluene 0.3944 0.3503 0.3331 0.2971 0.3602 0.3480 10.156
T 3-Nitroaniline 0.3205 0.2879 0.2738 0.2583 0.3415 0.2964 11.503
T Acenaphthens 1.1240 0.8258 0.7584 0.6508 1.0219 0.8842 20.630
T 2.4-Dinitrophencl 0.1244 0.2305 0.2319 0.2013 0.2085 0.1989 22.057
Page 1 of 3 Generated at 3:26 AM on 3/13/2014
The first page of an Initial Calibration PDF report.
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6. Create Report Method's Step 3: Create a Quant Report Method.

Step 3: Create a Quant You can create a simple Quant Report without graphics, or a detailed report
Report Method. containing graphics. This section explains creating both types.

A Quant report is an ideal candidate to run with every sample using this unified
bnalist method. Save this report method to bnalist.m to have it automatically
generate a Quant report each time a sample is run with this unified method.

In the Report Method Edit dialog,
click Add template, navigate to
the PDF-Reporting folder.

For this example we are selecting
Env_Results_withGraphics.repo
rt.xml for a report with graphics.
However, alternatively, you may
select Env_Results.report.xml
for a simple report.

For this example, leave the
default entries on the Template
tab as they are.

File  Edit

DAk @9

Templates ‘ Results I Graphics selt\ngsl

Template Fieport mode Destination file

4 1 3

[ Add Template... ] [ Remaove Template ] Edit Post Pracesses...

SavelExt || Exit |
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6. Create Report Methods

4,

5.

1.

Click the Results tab and select
GCMS for a single quad
instrument.

Ignore the Generate report
results section since this is a
PDF report file.

Click Save & Exit, then navigate
to the ReportMethods directory
and name the method
QuantReportGraphics.m.

Click Cancel and the Report
method is available for automatic
generation via the sequencing
table or for selection during
interactive report generation in
Quant.

Step 3: Create a Quant Report Method.

ﬁ Report Method Edit
File  Edit

Dl am|oe|a

| Templatal‘ Results |I3raphics satlingsl

Instrument type:

GCMS hd

Generate report results [report results xml):

@ Auto
Generate results file only when Excel report templates are selected.

) Yes

Alwaps generate results file

) No

Mewver generate iesults file

Save & Exit Exit

A pdf report does not allow graphic customizations found in the Graphic settings
tab. Custom settings found in the Graphic Settings tab are used with excel
templates only.

@ Sawve As
P
» Computer » Local Disk (C:) » MassHunter » ReportMethods » - Search fisportMethods
Sl P P + P
Organize = Mew folder =
T Favorites i Marne Diate modified Type Size
Bl Desktop , CCreportsim 879/2014 2:26 PM File falder
4 Downloads E . QuantResults.m 271072014 2:52 Prd File folder
& OneDrive . QuantResults\WithGraphics.m 871072014 4:13 Prd File falder

= Recent Places

4 Libraries
3 Docurments
J’. Music
=) Pictures

E Wideos

File name:  [[SEIEEET

Save as type: [Methods (*.m)

o [

“ Hide Folders

The Report folder shows the path based on the current batch loaded in MassHunter
Quant.
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6. Create Report Methods Step 3: Create a Quant Report Method.

The Report method is the location that you selected when you saved the report
method.

Generate Report @
Biatch file:
Eatch falder C:yh azsHuntersGCM 541 hdatakhiCalSetuph
Batch file: 2014 Aug 03 1334 bralist batch. bin
Fieport folder:

‘teryGEMS YT dataviCalS etupbO uantReportst 201 4 Aug 09 1334 bnalist Browse...
Fieport methad:

C:\ aszHunter\R eporthd ethodshQuantR esults\withGraphics. m

[ Choose... ][ Mew... ][ Edit...

Samples/Compounds:

Al zamples Choose samples...
All compounds Chooze compounds...

Generate:
@ Generate reports now

() Queue report task

A sample of the Quantitation Results Report is on the next page.
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6. Create Report Methods Step 3: Create a Quant Report Method.

Agilest Technalogies

Quantitation Results Report

Diata File : CCD

Operator : HP Chemist

Acq. Method : B260C

Acq. Date-Time : 3/26/2014 6:29:08 PM

Sample Name: : CC

Vial : 2

Muktiplier : 1

Sample Info H

DA Method File : B260C.M

Tune File

Tune Date H

Batch Name : 2014 Mar 26 1741 8260C.batch.bin

Last Calib Update : 3/26/2014 5:35:18 PM

_Compound RT Qlon Resp. Conc. Units Min
Internal Standards

Bromochloromethane 7.953 128.0 11753 50.0000 ug/l # 0.000
1,4-Difluorobenzene 18.189 114.0 66432 50.0000 ug/l 0.000
Chlorobenzene-d5 22,959 117.0 56912 50.0000 ug/l 0.000
System Manitoring Compounds

1,2-Dichlorosthane-d4 10.783 65.0 27951 49.0124 ug/l 0.000
Spiked Amount: 50,000 Range: 70.0 - 130.0% Recovery = 98.02%

Taoluene-d3 21.795 98.0 57736 46.9910 ug/l 0.000
Spiked Amount: 50,000 Range: 70.0 - 130.0% Recovery = 93.98%

Bromofluorcbenzene 26.720 95,0 0889 47.8139 ug/l 0.000
Spiked Amount: 50,000 Range: 70.0 - 130.0% Recovery = 95.63%

Target Compounds QValue
Chloromethane 0.935 50.0 22657 56.5783 ug/l 96
Bromomethane 1.595 94.0 20107 50.3441 ug/l 94
Vinyl Chloride 2.060 62.0 24384 52.9130 ug/l 100
Chlorosthane 2.796 54.0 15845 55.8761 ug/l 95
Methylene Chloride 4.657 84.0 25338 52.1980 ug/l 94
Acetone 5.278 43.0 5973 62.2877 ug/l a7
Carbon Disulfide 6.053 7e.0 67619 48.7868 ug/l 100
1,1-Dichlorosthens 7.410 96.0 22503 52.3404 ug/l a7
1,1-Dichloroethane 8.728 63.0 53766 50.7923 ug/l 95
1,2-Dichloroethens (total) 9.542 6.0 43055 52.0435 ugfl %6
Chloroform 10.163 83.0 54361 51.6483 ug/l 94
2-Butanone 10.822 43.0 10526 48.1767 ug/l 94
1,2-Dichlorosthane 10.900 62.0 34902 49.6957 ug/l 96
1,1,1-Trichloroethane 12.063 97.0 42530 48.1024 ug/l 94
Carbon Tetrachloride 12.451 117.0 34876 46.9982 ug/l o8
Vinyl Acetate 12,722 43.0 76557 49.2078 ug/l 100
Bromedichloromethane 13,148 83.0 50509 43.2418 ug/l a4
1,2-Dichloropropane 14,350 63.0 38472 48.2057 ugfl L)
cis-1,3-Dichloropropene 14,561 75.0 55577 45,2258 ug/l a8
Trichloroethene 15.242 130.0 27706 49.4570 ug/l o8
Benzene 15.630 7e.0 76861 48.8134 ug/l 100
Dibromachloromethane 15,902 129.0 31823 47.5801 ug/l a8
trans-1,3-Dichloropropens 15.973 75.0 21542 44,7253 ugfl 74
1,1,2-Trichloroethane 15.979 97.0 24769 51.5477 ug/l 99
Bromoform 18.577 173.0 18220 45.8956 ug/l 92
4-Methyl-2-Pentanone 18.926 43.0 29316 47.7556 ug/l a7
2-Hexanone 20.438 43.0 18234 48.1704 ug/l 95
Tetrachlorosthene 20.787 164.0 21623 46.3B80 ug/l o8
(&) Page 1 of 16 Generated at 5:55 PM on 3/26/2014

The first page of a simple Quantitation Results PDF report.
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6. Create Report Methods Step 3: Create a Quant Report Method.

Quantitation Results Report Agllont Tochnologies
Compound Conc. RT Dev(Min) Resp. Qlon QRatio Lower Uppper
2-Fluorophenal 51.8390 8.26 0.01 89780 64.0 71.2 50.1 90.1
+ EIC {112.0) Scan CC.D 112-0. 64.0 + Scan (8.224-8.529 min, 16 scans) CC.D
g x10% 8265 min 2 x10% Ratio =71.2 (101 6 %) gxw Lib Match Score=99.1
8 g 1 8 1 1120
2.5 £ 075 64.0
2 1 -
H 05 &0
2 q 0.25 2
< 0 380 720,
! 2 o g N B
a -0.25 @0
1 3 ox 0.5 :
4 -0.75 64.0
° 0- ;! 1120
-1.25 B
-1.5-CAEnVD: 050.d
T T T T T T T T T T T T T T T T T T T T T T T T
7879 8 8182838485 8687 7879 8 81828384858687 20 40 60 80 100
Acquisition Time (min) Acquisition Time (min) Mass-to-Charge (m/z)
Compound Conc. RT Dev(Min) Resp. Qlon QRatio Lower Uppper
bis(2-Chloroethyl}ether 56.0000 10.99 0.01 117292 63.0 66.5 52.5 92.5
95.0 34.7 10.9 50.9
+ EIC (93.0) Scan CC.D 03.0,63.0,95.0 + 5can (10.907-11.151 min, 13 scans) CC.0D
a <3 8 il =
£x1 . £ x10% Ratio = 66.5 (91.7 %) £ x10%]|Lib Match Score=79.7
3 10.988 min. g Rafio =347 (112.4 %) 2
&} 2 o
2 g 14
) g 1
2 1
15 2 o
4 % 0
05 o 04
) 0. 93.0
i T ; T ; T r T ; ~1.67CAEN Demolbnagatalcib0S0d
106 10. 11 112 114 10.6 108 11 12 114 40 60 80 1 120 140
Acquisition Time (min) Acquisition Time (min) Mass-to-Charge (mz)
Compound Conc. RT Dev(Min) Resp. Qlon QRatio Lower Uppper
Phenol-d5 53.5671 11.03  0.01 120024 71.0 37.4 17.6 57.6
42.0 25.6 1.2 41.2
+ EIC (99.0) Scan CC.D 99.0,42.0,71.0 + Scan (10.968-11.212 min, 13 scans) CC.D
2 2107 11,039 min £x10%] Ratio =25 6 (120 8 %) £ y10%]Lib Match Score=g9.5
3 - 3 Ratio = 37.4 (99.4 %) 3
a S 1 o
g 1
25 S 14
1.
34
15 £ o
1 T 0 X
o T o4 - 1280
1 0 B
. z P 24,0
- ; ; T ; - ; y T T 1.51CAEWD dalacib0sed
106 108 11 112 114 106 108 11 112 114 40 60 80 100 120 140
Acquisition Time (min) Acquisition Time (min) Mass-to-Charge (m/z)
cc.D Page 3 of 26 Generated at 5:25 AM on 3/17/2014

The third page of a detailed Quantitation Results PDF report.
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6. Create Report Method's Step 4: Create a Continuing Calibration Report Method.

Step 4: Create a Continuing
Calibration Report Method.

In the Report Method Edit dialog, In the Templates tab leave the default settings for a PDF report.
click Add template, navigate to
the PDF-Reporting folder and
select =
Env_CC_MidPoint.report.xml. N
NH|%Br9~|a

Templates ‘ Results I Graphics seltings‘

Template Report mode Destination file Publish format

_ s . | Batch Erv_CC_MidPair.

4 I 3
[ Add Template. .. ] [ Remove Template ]
Save & Exit ] [ E it ]

2. Click the Results tab and select
GCMS for a single quad LTI
instrument. =

N glim| 9e|a

| Templated] Fesults | raphics setlmgsl

Instiument bpe:
GCME -
enerate report results [reporl.resulls.<mi

@ Auto

Generate results file only when Excel report templates are selected

) Yes

Always generate results file

) Mo

Never generate results file

Save & Exit II[ Exit
3. Ignore the Generate report A pdf report does not allow graphic customizations found in the Graphic settings
results section since this is a tab. Custom settings found in the Graphic Settings tab are used with excel

PDF report file. o| templates only.
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6. Create Report Methods Step 4: Create a Continuing Calibration Report Method.

4. Click Save & Exit, navigate to the
ReportMethods directory and
name the method iCalReport.m.

Click Save to return to the

Generate Report dialog. Generatz Report ==
Batch file:
Eatch folder C:hhd assHunterGCMS Y1 datahiCalSetuph
Batch file: 2014 Aug 091334 bnalist. batch. bin
Report folder:
HerGEMS T hdatahiCalS etup\BuantPeportsh 201 4 Aug 09 1324 balist
Report method:

LM azsHunter\R eporth ethods\iCalR eport i

[ Chooze... ][ Mew... ][ Edi...

Samples/Compounds:

Al samples Choose samples...
Al compounds Choose compounds...

Generate:
@ Generate reports now

() Queus report task

The Report folder displays the path to the report folder based on the current batch
location loaded in MassHunter Quant.

The Report method shows the location that you selected when saving the report
method.

When this method is run, the report is saved in Env_CC_MidPoint.pdf. This report is
located in the batch directories’ QuantReports folder in a time stamped folder of the
same name as the quant method.

If the results of this Continuing Calibration Report are acceptable the abundance
data for each compound replaces the current value in the calibration table for the
CC level.
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6. Create Report Methods Step 4: Create a Continuing Calibration Report Method.

6. To generate this report
interactively, click Choose
samples and Choose compounds
then generate the report.

Agilent Tochnologies

Continuing Calibration Report

Batch Name C:\MassHunter\GCMS\1\data\ConCal8260C\QuantResults\2014 Mar 26 1729 8260C.batch.bin
Method File C:\MassHunter\GCMS\1\methods\8260C.m
Daily cC C:\MassHunter\GCMS\1\DATA\ConCal8260C\CC.D
Level name Injection Time Calibration Files
20 3/26/2014 6:09:01 AM  C:\MassHunter\GCMS\1\DATA\ICAL8260C\20PPB.D
50 3/26/2014 6:09:02 AM  C:\MassHunter\GCMS\1\DATA\ICAL8260C\50PPB.D
100 3/26/2014 6:09:03 AM  C:\MassHunter\GCMS\1\DATA\ICAL8260C\100PPB.D
150 3/26/2014 6:10:04 AM  C:\MassHunter\GCMS\1\DATA\ICAL8260C\150PPB.D
200 3/26/2014 6:10:05 AM  C:\MassHunter\GCMS\1\DATA\ICAL8260C\200PPB.D
cc 3/26/2014 6:29:08 PM  C:\MassHunter\GCMS\1\data\ConCal8260C\CC.D  <==
ISTD Compound: Avg Resp Mid Resp CC Resp Area% AlM
Bromochloromethane 12491 13419 11753 12.42 M
1,4-Difluorobenzene 67469 70129 66432 5.27 M
Chlorobenzene-ds 57456 59487 56912 4.33 M
Target Compound AvgRF/R2Z  CCRF Exp.Conc  Calc. Conc  %Dev Area% Curve Fit
Bromochloromethane ISTD:
Chloromethane 1.7066 19311 50.00 56.58 13.16 0.59 Avg RF
Bromomethane 1.6991 1.7108 50.00 50.34 0.69 11.61 Avg RF
Vinyl Chloride 1.9588 2.0730 50.00 52.91 5.83 8.30 Avg RF
Chloroethane 1.2063 1.3481 50.00 55.88 11.75 5.38 Avg RF
Methylene Chloride 2.0650 2.1558 50.00 52.20 4.40 8.32 Avg RF
Acetone 0.4080 0.5082 50.00 62.29 24.58 # -10.93 Avg RF
Carbon Disulfide 3.8963 5.7333 50.00 48.79 243 12.39 Avg RF
1,1-Dichloroethene 1.8290 1.9146 50.00 52.34 4.68 4.22 Avg RF
1,1-Dichloroethane 4.5032 4.5746 50.00 50.79 1.58 8.22 Avg RF
1,2-Dichloroethene (total) 4.0099 4.1738 50.00 52.04 4.09 10.02 Avg RF
Chloroform 4.4776 4.6252 50.00 51.65 3.30 7.84 Avg RF
1,2-Dichloroethane-d4 2.4261 2.3782 50.00 49.01 198 1.24 Avg RF
1,2-Dichloroethane 2.9877 2.9695 50.00 49.70 0.61 8.56 Avg RF
1,4-Difluorobenzene ISTD:
2-Butanone 0.1654 0.1594 50.00 48.18 3.65 7.27 Avg RF
1,1,1-Trichloroethane 0.6655 0.6402 50.00 48.10 3.80 11.40 Avg RF
Carbon Tetrachloride 0.5585 0.5250 50.00 47.00 6.00 15.00 Avg RF
Vinyl Acetate 1.1716 1.1530 50.00 49.21 1.58 5.02 Avg RF
Bromedichloromethane 0.7880 0.7603 50.00 48.24 3.52 9.23 Avg RF
1,2-Dichloropropane 0.6007 0.5791 50.00 48.21 3.59 8.17 Avg RF
3-Dichloropropene 0.8513 0.8381 50.00 49.23 1.55 9.69 Avg RF
Trichloroethene 0.4216 0.4171 50.00 49.46 1.09 10.62 Avg RF
Benzene 1.1831 1.1570 50.00 48.81 2.37 3.87 Avg RF
Dibromochloremethane 0.4992 0.4790 50.00 47.98 4.04 9.65 Avg RF
trans-1,3-Dichloropropene 0.3625 0.3243 50.00 44.73 10.35 9.73 Avg RF
1,1,2-Trichloroethane 0.3617 0.3729 50.00 51.55 3.10 2.24 Avg RF
Bromoform 0.2088 0.2743 50.00 45.90 8.21 15.39 Avg RF
Chlorobenzene-d5 ISTD!
4-Methyl-2-Pentanone 0.5393 0.5151 50.00 47.76 4.49 2.15 Avg RF
2-Hexanone 0.3337 0.3214 50.00 48.17 3.66 3.85 Avg RF
Tetrachloroethene 0.4095 0.3799 50.00 46.39 7.22 14.88 Avg RF
1,1,2,2-Tetrachloroethane 0.6888 0.6896 50.00 50.06 0.12 2.87 Avg RF
Toluene-d8 1.0794 1.0145 50.00 46.99 6.02 8.10 Avg RF
Toluene 0.8449 0.8533 50.00 50.51 102 4.52 Avg RF
Chlorobenzene 1.0752 1.0243 50.00 47.63 4.73 7.57 Avg RF
Ethylbenzene 0.5142 0.4930 50.00 47.94 4.13 6.78 Avg RF
Bromeflucrobenzene 1.1188 1.0699 50.00 47.81 4.37 4.36 Avg RF
Page 1 of 2 Generated at 5:36 PM on 3/26/2014

The first page of a Continuing Calibration PDF report.
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6. Create Report Method's Step 5: Create a Matrix Spike Duplicate Report Method.

Step b: Create a Matrix
Spike Duplicate Report
Method.

A Matrix Spike Duplicate Report is always generated interactively in Quant since it
reports on multiple samples in the batch.

In the Report Method Edit dialog,
click Add template, navigate to
the PDF-Reporting folder and
select Env_MSD.report.xml.

In the Templates tab leave the default settings for a PDF report.

File  Edit
SR IR

Templates | Resutis | Graphics settings |

Report mode Destination file

\PDFReporingEne_MSD.epor il [ IR £V ot

Fublish fo

[ AddTempiate.. | [ Remove Tempiate |

Save & Exdt ] [ Exi. J

2. Click the Results tab and select
GCMS for a single quad
instrument.

File  Edit
Y TP LR
|Templata| Results Iiraphlcs satlmgsl

Ingtrument type:

GCMS -
Generate report results [report.results, sml):
@ Auto

Generate results file anly when Excel report templates are selected.

) Yes

Always generate results file

) No

Mever generate results file

Save & Exit Exit

3. Ignore the Generate report
results section since this is a

A pdf report does not allow graphic customizations found in the Graphic settings
PDF report file.

tab. Custom settings found in the Graphic Settings tab are used with excel
templates only.
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6. Create Report Methods Step 5: Create a Matrix Spike Duplicate Report Method.

Click Save & Exit, navigate to the
ReportMethods directory and
name the method
MSD_Report.m.

Click Save to return to the
Generate Report dialog. Generate Report ==
Batch file:

Batch folder: C:\MassHunter\GCMS! 1 \data"iCal Setup'.
Batch file: 2014 Aug (5 1334 bnalist batch bin
Report folder:
C\MassHunter\GCMS\ 1\data\iCalSetup'\Quart Reports\ 2014 Aug 09
Report method:

C:\MassHunter'Report Methods\MSD_Report.m

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

Samples/Compaounds;

Generate:
@ Generate reports now

() Queue report task

The Report folder displays the path to the report folder based on the current batch
location loaded in MassHunter Quant.

The Report method shown is the location that you selected when saving the report
method.

When this method is run, the report is saved in Env_MSD.pdf. This report is located
in the batch directories’ QuantReports folder in a time stamped folder of the same
name as the quant method.
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6. Create Report Methods Step 5: Create a Matrix Spike Duplicate Report Method.

To generate this report This report must be generated interactively since it must include results from
interactively, click Choose multiple samples in the batch.

samples and Choose compounds
then generate the report.

Matrix Spike/Duplicate Recover and RPD Summary Report i Auilent Tchnoloies

Batch Name C:\MassHunter\GCMS\1\DATA\ConCal8260C\QuantResults\2014 Mar 26 1741 8260C.batch.bin

Last Calib Update 3/26/2014 5:36:18 PM

Method File C:\MassHunter\GCMS\1\methods\8260C.M

Data Path C:\MassHunter\GCMS\1\DATA\ConCal8260CY

Sample Name Sample Type Matrix Spike Group Acq. Date Time
Sample 10 MS Matrix Soil 3/26/2014 6:46:04 PM
Sample 10 Non Spike Soil 3/26/2014 6:46:03 PM
Sample 10 MSD Matrix Dup Soil 3/26/2014 6:47:05 PM
Sample 1 MS Matrix Water 3/26/2014 6:44:01 PM
Sample 1 Non Spike Water 3/26/2014 6:43:00 PM
Sample 1 MSD Matrix Dup Water 3/26/2014 6:45:02 PM

Matrix Spike Group Soil, Type B Results:

‘Compound Sample Conc Spike Amt Spike Res Dup Res  SpikeRec DupRec  RPD QCRPD Limits %Rec
1,1-Dichloroethene 0.000 50.000 61.743 60.723 123.49 121.45 1.67 5 70-130
Trichloroethene 2.985 50.000 52.122 50.707 104.24 101.41 2.60 5 70-130
Benzene 0.094 50.000 52.186 53.709 104.37 107.42 2.87 5 70-130
Toluene 0.000 0.000 51.161 52.253 211 # 0-0
Chlorobenzene 0.000 0.000 49.061 51.952 572 # 0-0

Matrix Spike Group Water, Type A Results:

‘Compound Sample Conc Spike Amt Spike Res Dup Res  SpikeRec DupRec  RPD QCRPD Limits %Rec
1,1-Dichloroethene 0.000 50.000 61.743 60.723 123.49 121.45 1.67 5 70 - 130
Trichloroethene 0.000 50.000 55.107 53.692 110.21 107.38 2.60 5 70-130
Benzene 0.000 50.000 52.281 53.803 104.56 107.61 2.87 5 70-130
Toluene 0.000 0.000 51.161 52.253 211 # 0-0
Chlerobenzene 0.000 0.000 49.061 51.952 572 % 0-0

(#) = out of Range

Page 1 of 1 Generated at 6:03 PM on 3/26/2014

A Matrix Spike Duplicate PDF report.

85



6. Create Report Method's

Step 6: Create a QA Check
Report Method.

In the Report Method Edit dialog,
click Add template, navigate to
the PDF-Reporting folder and
select

Env_QA Check.report.xml.

2. Click the Results tab and select
GCMS for a single quad
instrument.

3. Ignore the Generate report
results section since this is a
PDF report file.

Step 6: Create a QA Check Report Method.

This report is used to make sure all the data files in the batch were injected within
the specified time range of the Tune Check data file. We used the global outlier CC
Maximum Elapsed Time in Hours that was defined in the initial setup of the method.

This report will also:

» Check to make sure that the ISTD's areas are within the specified allowable
limit compare to the Con Cal ISTDs areas.

* Flag any of the surrogates that do not meet the outlier limits.

This report is always generated interactively since it operates on all samples in the
batch.

In the Templates tab leave the default settings for a PDF report.

File  Edit
NodE|%am|9e|a
Templates |M5 | mcsmggl
Template Report mode Destination file P

sl IR QA Check pdi

4 n L3

[ paime. ] (e Tomia

File  Edit

D RliLd|9 o

|Templata| Results Iiraphlcs satlmgsl

Ingtrument type:
GCMS -
Generate report results [report.results, sml):

@ Auto
Generate results file anly when Excel report templates are selected.

) Yes

Always generate results file

) No

Mever generate results file

A pdf report does not allow graphic customizations found in the Graphic settings
tab. Custom settings found in the Graphic Settings tab are used with excel
templates only.
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6. Create Report Methods Step 6: Create a QA Check Report Method.

4. Click Save & Exit, navigate to the
ReportMethods directory and
name the method QA_Check.m.

Click Save to return to the

Generate Report d|alog Generate Report @
Batch file:

Batch folder: C:\MassHunter\GCMS 1 dataiCal Setup’.
Batch file: 2014 Aug (3 1334 bnalist batch bin
Report folder.
C\MassHunter\GCMS' 1'data\iCalSetup’\Quart Reparts\ 2014 Aug 09
Report methad:

C:\MassHunter'\Report Methods\QA_Check m

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

Samples/Compaounds;

Generate:
@ Generate reports now

() Queue report task

The Report folder displays the path to the report folder based on the current batch
location loaded in MassHunter Quant.

The Report method shown is the location that you selected when saving the report
Click Cancel and the Report method is available for automatic generation via the
sequencing table.

When this method is run, the report is saved in the Env_QA_Checkpdf. This reportis
located in the batch directories' QuantReports folder in a time stamped folder of the
same name as the quant method.
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6. Create Report Methods Step 7: Run samples.

To generate this report This report must be generated interactively since it must include results from all
interactively, click Choose samples in the batch.
samples and Choose compounds
then generate the report. QA Check Report 44 AghontTchnologies
Batch Name 2014 Mar 26 1741 8260C.batch.bin
Tune Check C:\MassHunter\GCMS\1\DATA\ConCal8260C\BFB.D
TuneCheck Time 3/26/2014 6:29:07 PM
Time Limit 12 hr

Daily Calibration File: CC.DAcq.Time =3/26/2014 6:29:08 PM

|[STD Name |Eromuchlorcmsthane ‘1,4—D\'ﬂuurubsnzens ‘Ch\orobenzsne'ds ‘
ISTD Resp. 11753 |66432 56012 |

Data File: Blank.D, Acq.Time= 3/26/2014 6:42:09 PM

|[STD Name |Eromuchl0rcmethane ‘1,4—D\'ﬂuurubenzene ‘Ch\orobenzene'ds ‘
ISTD Resp. 11104 |62005 54021 |
Surr Name |1 2-Dichloroethane-d4 ‘Tuluene-ds ‘Eromoﬂuorobenzene ‘
Surr Rec. [96.70 Jos.17 J99.24 |

Data File: Samplel1.D, Acq.Time= 3/26/2014 6:43:00 PM

ISTD Name |Eromnchlarcmethane ‘l 4-Difluorobenzene ‘Ch\arobenzene-ds ‘
ISTD Resp. | 10801 [s1525 [s1810 |
Surr Name |1 2-Dichloroethane-d4 ‘Tuluene'dﬁ ‘Emmuﬂuumbenz@ne ‘
Surr Rec. [96.57 [103.20 [100.68 |

Data File: Sample1MS.D, Acq.Time= 3/26/2014 6:44:01 PM

ISTD Name |Emmu(hlurcmethane ‘1,4—D\'ﬂuumhenzens ‘Ch\urobenzene'dS ‘
ISTD Resp. {12605 [73023 |64238 |
|Surr Name | 1,2-Dichloroethane-d4 ‘Tulusﬂe'da ‘Eromuﬂuorcbenzene ‘
|surr Rec. |106.88 J96.01 100.02 |
Data File: Sample1MSD.D, Acq.Time= 3/26/2014 6:45:02 PM

ISTD Name |Eromuchl0rcmethane ‘1,4—D\'ﬂuurubenzene ‘Ch\orobenzene'ds ‘
ISTD Resp. [12817 [72344 l61547 |
Surr Name | 1,2-Dichloroethane-d4 ‘Tuluene-ds ‘Eromoﬂuorobenzene ‘
Surr Rec. [106.76 |o8.64 [103.23 |

Data File: Sample10.D, Acq.Time= 3/26/2014 6:46:03 PM

|[STD Name |Eromnchlarcmethane ‘1,4-D\'ﬂuﬂmhenzene ‘Ch\arobenzene-ds ‘
|is5TD Resp. |12314 |72834 l61107 |
|Surr Name |1,2*D\(h\cmeﬂwane—d4 ‘Tuluene'dﬁ ‘Emmuﬂuumbenz@ne ‘
|surr Rec. [105.78 [100.76 [104.04 |

Data File: Sample10MS.D, Acq.Time= 3/26/2014 6:46:04 PM

|[STD Name |Emmu(hlurcmethane ‘1,4—D\'ﬂuumhenzens ‘Ch\urobenzene'dS ‘
[I5TD Resp. | 12605 [73033 |64338 |
Surr Name |1,2*D\(h\croeﬂwane—d4 ‘Tulusﬂe'da ‘Eromuﬂuorcbenzene ‘
Surr Rec. |106.88 l96.91 [100.02 |
Data File: Sample10MSD.D, Acq.Time= 3/26/2014 6:47:05 PM
ISTD Name |Eromuchl0rcmethane ‘1,4—D\'ﬂuurubenzene ‘Ch\orobenzene'ds ‘
ISTD Resp. [12817 [72344 l61547 |
Surr Name |1.2-D\ch\oroemane-d4 ‘Tuluene-ds ‘Eromoﬂuorobenzene ‘
Surr Rec. |106.76 |og.64 |103.23 |
Page 1 of 1 Generated at 6:07 PM on 3/26/2014

Step 7: Run samples. Next we will look at some common workflows for running samples in Chapter 7,
“Run Samples”.
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8. Run Samples

Introduction

Step 1: Run a calibration of

the instrument.

1. Load the default Sequence.

2. Edit the Sequence Table.

Introduction

Two basic workflows exist when processing samples:
* One for calibrating the instrument

+ One for daily sample processing

These workflows are reviewed below.

For EPA method 8270, the initial calibration must be run to begin the process, as
well as when a continuing calibration indicates the instrument is out of calibration.

Our example uses 5 calibration levels for each compound. The responses for these 5
new calibration samples replace the calibration curve responses in the 5 levels in
the quant method.

In this example, at the start of the automatic calibration sequence for the initial
calibration, we include a Tune Evaluation sample to verify the instrument is within
the tune specifications set for EPA method 8270.

The tune evaluation is processed and:

+ If the instrument fails the evaluation, the sequence will pause for operator inter-
vention.

+ If the instrument passes the evaluation, the 5 calibration samples are then run
and analyzed and, as shown in this example, an Initial Calibration report can then
be generated interactively in Quant.

In the Data Acquisition Instrument Control view, click the Load Sequence icon then
select the default.sequence.xml file from your instrument directory sequence
folder.

Sequence Method

Y Yl

Click the Edit Sequence icon to open the Sequence Table for editing.

Sequence Method

& & &%l 6

]

. —

92



8. Run Samples Step 1: Run a calibration of the instrument.

From the Tools menu, select
Add/Remove Columns and add
columns so the table resembles
the example below.

Add additional samples to the
table, name the samples, specify
the ALS vial containing the
sample, and specify the sample

type.

5. Fillin the level for the Cal sample i
t h p Sequence Table @
ypes as shown. EEY | Mew Sample(s) + % | @ @ | Tools =
Name Vial Type Level Data File Method File Update Response Factor
1| Tuns Evaluation 01 | 10 |TuneCheck |+ TuneChicd [braistm [, | -
2 1ca 20 20MGd  |nalstm [, |Feplace =
3| Calbration 50ng/l | 12 |Cal ~|50  sonGd  |tnaltm [ |Replace -
4| Calbration 80 ng/ul 13 [cal |0 80NGd |bnaistm .. | Replace -
5| Calbration 120ng/u | 14 [Cal o120 120MGd |bnaistm .. | Replace -
B| Calbration 160ng/ul | 15 |Cal +l[160  16ONGd |bralistm jlﬂeplace -
0K || Cancel |[ Heb
6. Fillin the Data File names as We previously specified that all batch directories will be in the root of the Data
shown. folder for instrument #1 (Method > Set New Default Paths).
7. Fill'in the Method names as We previously specified that all master methods are located in the root of the
shown. Method folder for instrument #1. Here we are using the same bnalist unified

method containing both the data acquisition, data analysis, report, and the tune
evaluation methods.

8. For the Cal samples, set the This automatically updates the calibration curves in the master method.
Update Response Factor
parameter to Replace, and click o A o)
OK to close the sequence table. 3 | NewSample(s) ~ X | [@ @] | Tools +
Name Vial Type Level Data File Method File Update Response Factor
1| Tune Evaluation 01 | 10 |TuneCheck |~ TuneChicd |bralistm [ ]| -
2 1ca w20 20MGd  |nalstm  [[|Fenlace -
3| Calbration 50ng/l | 12 |Cal v|50  sonGd  |tnaltm  [f|Replace -
4| Calbration 80 ng/ul 13 [cal ~|e0  80NGd |bnaistm [ ]| Replace -
5| Calbration 120rg/u | 14 [Cal ~|120  120NGd |bnaistm [ ]| Replace -
§| Calbration 160ng/l | 15 |Cal ~[160  16ONGd |bralistm E |Replace -
0K || Cancel |[ Hep

9. Save the completed sequence as
iCal.sequence.xml for future Sequence Method

initial calibrations. & % % % S g

8=
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8. Run Samples

10. Click the Run Sequence icon to
start the automated acquisition
of sample data.

11. Change the Data File Directory
name to iCal.

12. Click Run Sequence to start the
automated acquisition of sample
data and generation of reports.

Step 1: Run a calibration of the instrument.

Sequence Method

S Gil&lW QPPN L

The Start Sequence dialog displays.

This becomes your Quant batch directory.

Start Sequence iCal.sequencexml Last Modified: Tue Aug 12 10:46:48 2014 @
Sequence Barcode Options
() Disable barcode for this sequence
@ On mismatch, inject anyway.
() On mismatch, dont inject; continue the sequence.

() On mismatch, dont inject; stop the sequence:

Overwrite Existing Data Files

Sequence Comment

Operator Name it
Data File Directory: C:\MassHurter 'GCMS\ 1\DATANCalh Browse:
Pre-Sequence Macros/Commands
Post-Sequence Macros/Commands
Data Analysis Browse
Enter the name of the directory to put data files in
Bun Sequence OK ] [ Cancel ] [ Help ]

A Quant report is automatically generated for each sample since the report method
was stored in the bnalist method. A Tune Evaluation report PDF is generated
automatically by the tuneEvaluation method stored in the bnalist method.

The Tune Evaluation sample is processed.
If the tune evaluation passes, the 5 calibration samples are next processed.
If the Tune Evaluation fails you are given the chance to pause the sequence or

continue. EPA method 8270 does not accept quantitation results for samples run
after a failed tune evaluation.

Alert 23

el Tune Evaluation Failed: 00101001.D Pause Sequence?
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8. Run Samples Step 1: Run a calibration of the instrument.

13. When Sequence Completed is
displayed in the status line, start
MassHunter Quantitative

analysis.
14. Select File > Open batch and In this example we navigated to the iCal batch folder and selected the time stamped
navigate to the paused batch. bnalist.batch.bin batch file.
E Open Batch
Look in: ,iCal - G ? 4 EI‘
= Name : Analysis File Data Yersion Size Date Analyzed
"‘",,?f 20NG.d jlﬂm»‘-\ug 12 1329 bnalist.batch. bin 43 1,239KB  8/12/2014 1:3
Recent Places | 50NG.d
! . B0NG.d
L 120NG.d
Desktop | 160NG.d

. AutomationStatus

‘_:T_J . QuantReports

Libraries . QuantResults

TuneChk.d
y L unel
==
Computer
. ER | C
Q“* File name:
Metwork
Files of type: [Eatch Files (" batch bin;” batch xml)
|1 Open as read-only

The batch table opens.

@ Agilent MassHunter Quantitative Analysis (Envir tal Analysis for GCMS) - iCal - 2014 Aug 121329 bnalist.batch.bin

: File Edit View Analyze Method Update Report Tools Help

P e | Ba Quantitate Batch | @ | Layout: BR] EY BE B [A] Restore Default Layout

Batch Table

Sample: #| Tune Evaluation 01 - ﬂ Sample Type: <All> ~|| Compound: (48] 2-Flucrophenal - [=] ISTD: 1.4-Dichlorobenzene-dd
Sample 2-Flucrophencl Results bis(2-Chloroethyl)ether Resul... Phencl-d5 Results Phenol
@ L4 Name Data File Type Level Acq. Date-Time RT |Final Conc.| Accuracy| RT |Final Conc.| Accuracy| RT | Final Conc. | Accuracy| RT | Final €

4 Tune Evaluation 01 | TuneChk.d | TuneCheck 81272014 J-30 PM
W | Calbration 20 ng/ul | 20NG.d Cal 20 |812/2014 2:20 PM 8284 924 10866 221447 1165.7] 11.007) 233320 1167] 11.047) 24,
W | Calbration 50 ng/ul | 50NG.d Cal 50 8122014 2:31 PM 8285| 529946 106.0] 11.008) 50.1028 100.2] 11.028) 55.06%6 110.1] 11.069) 52
W | Calbration 80 ng/ul | 80NG.d Cal 20 |812/2014 2:32 PM 8280| 830553 1049 11.044) 246930 105.9] 11.064) B81.5465 101.9] 11.105) 81,
¥ | Calbration 120 ng/ul | 120NGd | Cal 120 |812/2014 2:33 PM LerE] 1204214 100.4] 11.058) 113.32%6 9441 11.089] 108.1241 90.2] 11.135] 106
¥ | Calbration 160 ng/ul | 160NG.d | Cal 160 | 812/2014 2:34 PM Py 144.4671 90.3] 11.062] 134.0211 83.2] 11.002 g iivs 81.1] 11.133] 127,

15. To review the reports

. thod Update | Report | Tools Hel
automatically generated by the — @p Cemerat ¢
. enerate...
sequence, select Report > Open aie Batch
Report Folder Open Report Folder...
@ Queue Viewer...
Sam Query...
Data File Recent Report Methods
g[g 31 ootD 1: CAMassHunter\Report Templates\Quant\PDF-Reporting' TuneCheck.m
- I T - T - I - I il | - I
samplelld | Sample [ | 81272014 11:58 &M | 8282 782891 | [
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8. Run Samples Step 1: Run a calibration of the instrument.

This opens the QuantReports directory that contains the report(s) for that sample.
Here for example, the 20NG folder holds the QuantResults.pdf report for the level 20
compounds.

== =]
Q@v| < 1 » data » iCal » QuantReports » v|&,|| Search QuantReports }D‘
QOrganize = 7 Open Include in library + Share with + New folder =« [ |®|
‘r Favorites - MName ° Date modified
Bl Desktop E‘ . 20NG 8/12/2014 1:31 PM
& Downloads W . 50MG 8/12/2014 1:31 PM
& OneDrive . BOMG 8/12/2014 1:32 PM
1.4- Recent Places 120MG 8/12/2014 1:33 PM
. 160MG 8/12/2014 1:34 PM
7l Libraries
3 Docurments
’J" Music - 4 m 3
= 20NG Date modified: 8/12/2014 1:31 PM
o/~ Filefolder
16. Open and review each sample’s
PDF report to see if the results
are acceptable.
17. To review the Tune Check report,
navigate to the batch directory,
open the TuneCheck.d folder and
then open the TuneReport.pdf.
18. Generate an Initial Calibration Select Report > Generate, choose the previous saved iCalReport.m method and
report interactively. click OK to generate the report.
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8. Run Samples Step 2: Run daily unknown samples.

Step 2: Run daily unknown To comply with EPA method 8270, at the start of the sequence you include a Tune
samples. Evaluation sample to verify the instrument is within the tune specifications set for
EPA method 8270, followed by a continuing calibration sample to verify the
continuing calibration, and then by the unknown samples to be processed.

These are the general steps that occur during daily processing. These are discussed
in more detail on the following pages.

1 The Tune Evaluation sample runs.

+ If the instrument passes the evaluation, the continuing calibration sample
runs.

+ If the instrument fails the evaluation, the sequence will pause for operator
intervention.

2 The continuing calibration sample runs next to verify the calibration curves for
compounds are valid for this sample.

3 After the continuing calibration sample runs, the sequence pauses.

The operator reviews the continuing calibration report to verify the calibration
is acceptable.

5 If the continuing calibration is acceptable, the Quant method is manually
updated with these newly acquired CC responses.

6 The paused sequence is then restarted to process the remaining samples.

1. Open a default sequence, then
from the Tools menu, select
Add/Remove Columns and add
columns so that the table
resembles the example below.

2. Add additional sample rows to

[ Tabl 7
the table, name the samples, e e
. . I EE] | Mew Sample(s) - >< | j ﬂ | Tools -
specify the ALS vial containing
g Name Vial Type Keyword Level Data File Method File

the sample, and specify the 1 10 [TuneChede [~ ~ TumeChice  [bralitm  [|]

sample type. 2| Cantinuing Cal 1cc = +|lcc crd bralistm (.|
3 12 [Keyword | Pause R [:]
4| Blank01 13 | Blank - - Blank.d braistm (] ]
5| Sample 1 14 | MatrixBlank - - 514 braistm (]
& | Sample 1MS 15 | MatrieSpike - - SIS d bralist.m [:]
7| Sample 1 MSD 16 |MatreeSpikeDup |+ ~ siMsDd  |bnaistm |
3| Sample 10 17 | MatrixBlare - - 510d braistm (] ]
9| Sample 10 MS 18 | MatrixSpike - - s1MSd  |bnalistm [].]
10/ Sample 10 MSD 19 |MatricSpikeDup |+ - $10MSD.d  |bnalistm [ ]

oK || Cancel |[ Hep |
3. Fillin the level for the CC sample
type as shown in the red box in
the step 2-2 graphic.
4. Fill'in the Data File names as We previously specified that all batch directories will be in the root of the Data
shown in the red box in the step folder for instrument #1 (Method > Set New Default Paths).

2-2 graphic.
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8. Run Samples Step 2: Run daily unknown samples.

Fill in the Method names as
shown in the red box in the step
2-2 graphic.

We previously specified that all master methods are located in the root of the
Method folder for instrument #1. Here we are using the same bnalist unified
method containing both the data acquisition, data analysis, report, and the tune
evaluation methods.

Click OK to close the Sequence
table and save it as
MSD.sequence.xml.

7. Click the Run Sequence icon.
Sequence

SRERR G

The Start Sequence dialog displays.

8. Change the Data File Directory
name to MSD. This becomes
your Quant batch directory.

Click Run Sequence to start the
automated acquisition of sample
data.

Start Sequence MSD.sequencexml Last Modified: Tue Aug 12 16:41:12 2014 @
Sequence Barcode Cptions
() Disable barcode for this sequence.
@ On mismatch, inject anyway.
() On mismatch, dont inject; continue the sequence.

() On mismatch, dont inject; stop the sequence.

Overwrite Existing Data Files

Sequence Comment:

Operator Name: jmt
Data File Directory: C:\MassHunter\GCMS1\DATAMS DR Browse...

Pre-Sequence Macros/Commands
Acquisttion:
Data Analysis:

Post-Sequence Macros/Commands
Acquisition:
Data Analysis:

Enterthe name of the directory to put data files in

Run Sequence oK l l Cancel I l Help I

The Tune Evaluation sample is processed.
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8. Run Samples Step 2: Run daily unknown samples.

If the tune Evaluation fails, you are given the chance to pause the sequence or
continue. EPA method 8270 does not accept quantitation results for samples run
after a failed tune evaluation.

If the tune evaluation passes, the Continuing Cal sample is next processed.

10. When the sequence pauses, from In this example we navigated to the MSD batch folder and selected the time
MassHunter Quant select File > stamped bnalist.batch.bin batch file.
Open batch and navigate to it.
The batch table opens with the Continuing Calibration sample quantitated.

@ Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS) - MSD - 2014 Aug 12 1728 bnalist.batch.bin
File Edit View Analyze Method Update Report Tools Help

) Ex B3l QuantitateBatch ~| @ ! Layout: [ H [Al Restore Default Layout
Batch Table
Sample: ﬂ Continuing Cal | & Sample Type: <All> +| Compound: [$] 2-Fluerophenol
Sample 2-Fluorophencl Results bis(2-Chloroethyl)ether Resul

@ Name Data File Type Level Acqg. Date-Time RT |Final Conc.| Accuracy, RT | Final Conc.| Accurac

v
| | ¥ | TuneEvaluation 01 | TuneChk.d | TuneCheck | |snzzmaezepm |
» [0 ¥ T Continuing Cal [€Cd €€ [€C 8373014 €39 P P ) N T X I X

11. Select Report > Open Report

Folder. sthod Update | Report | Tools Help

ateBatch - g_} Generate...
Open Report Folder...

@' Queue Viewer...

Sam Query...
Data File Recent Report Methods
g?; 31 001.0 1: CA\MassHunter\Report Templates\Quant\PDF-Reporting\TuneCheck.m
san:\ple[)'l d | Sample i i&'12.|'2014 11:58 AM i S:Z&Zi ?3:2591 i i . i

This opens the QuantReports folder with the CC folder that holds the PDF reports.

@@v| [« GCMS » 1 » data » MSD » QuantReports »

Organize » 3 Open Include in library = Share with + New folder = - 0 @
¢ Favorites Mame Date modified Type
Bl Desktop y CC 8/12/2014 5:30 PM Filefi
& Downloads

JB OneMrive

12. Review the Continuing If the Continuing Calibration report shows the instrument is out of calibration,
Calibration PDF report. quit this workflow and run an initial calibration before restarting this sample
sequence. (See”Step 1: Run a calibration of the instrument.” on page 92.)

If the report shows the results are acceptable, replace the CC responses for all
compounds with the values in this CC data file in the batch table as shown in the
following steps.
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8. Run Samples

13. Select Analyze > Replace
Calibration.

14. In the Select Compounds tab,
click Select All then click the
Select Samples tab.

15. On the Select Samples tab, select
the Continuing Cal sample and
click OK. The responses for the
continuing calibration
compounds are replaced with the
responses in the data file.

: File Edit View |Analyze iMeihod Update

Step 2: Run daily unknown samples.

E =™ REE Quantitate Batch F6&
BatchTable | Quantitate Sample F7
Sample: 'il E Quantitate Compound b2 ple Type:| <All> v| Compound: [@] |
oA Replace Calibration... I 2-F] Results
M | v Average Calibration... Level  Acg. Date-Time RT |Final Cone. | Accuracy
I ¥ | Tung Add Calibration... 212/2014 6:29 PM
[ ] ¥ [Cont Remove Calibration... CC_ | 812/2014 623 PM 8265 518350) 1037

X Clear Calibration...
Integrate Batch
Integrate Sample
Integrate Compound

Clear Results

ey

[ReplaceCatiortion ==

2-Flucrophenal
big(2-Chloroethyljether
Phenol-d5

Phenol

2 hlorophenal

1.3-Dichlorobenzene

TS RT « ISTDFHag Cmpd. Group

HEEEEE

Select Compounds | I Select Samples |

Data File

Name

Continuing Cal

Type

Level

Sample Group
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8. Run Samples Step 2: Run daily unknown samples.

16. Open [F10] the method editor.

17. Select Method > Save As.

@ Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS) - Method - <CA\M
: File Edit View Analyze | Method | Update Report Tocls Help

O & H &2 Qud Mew L4 E [A] Restc
Method Tasks Open 4
MNew / Open Method Append L4 .
Method Setup Tasks | Edit F10
Compound Setup & Validate : Data File
T Retention Time Setup Save Ed €
ﬁ ISTD Setup Sawve As.. =
% Concentration Setup Ed | Exit F11 :| 1| Scan
18. Savg the mgthod to the original E— =
bnalist unified method. QQ [} « Local Disk (C:) » MassHunter » GCMS » 1 » methods » + [ 4 ||| Search methods 2]
Organize v New folder = @
A Favorites * Mame ° Date modified Type Size
Bl Desktop BFB.m 6/30/201411:25 AM  File folder
& Downloads E . bnalist.m 8/9/2014 2:52 PM File folder
¥& OneDrive . checkout 5/1/2014 4:16 PM File folder
| Recent Places CheckTune.m 8/7/2014 2:26 PM File folder
19. When prompted, accept to Only the Quant part of the method is overwritten.
overwrite the existing method.
20. Exit the method editor [F11] and
Apply Methad [

when prompted, apply the
method to the batch.

,” ‘Would you like to apply this method to the batch?
@

[ Yes ] [ No ] [ Cancel

Additional batch processing after applying the method

@ Quartitate ) Integrate ) None
21 : In MaSSHunter Data AC(]UISItIOﬂ, MascHunter - bnalist. M / ATUNE.U / MSD.cequence
click Sequence > Restart Sequence | View  Abort  Checkout  Wind

Paused Sequence to resume the Load Sequence..
Save Sequence
paused sequence.

Save Sequence As...

Run Sequence...

Restart Paused Sequence

Edit Sequence...

22. When Sequence Completed is
displayed in the status line,
return to MassHunter
Quantitative analysis.
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8. Run Samples Step 2: Run daily unknown samples.

Select File > Open batch and In this example we navigated to the MSD batch folder and selected the time
open your batch. stamped bnalist.batch.bin batch file.
Open Batch
Lookin: |, MSD - @ F -
l_h Name : * | Analysis File Data Version Size Date Analyzed
ke | AutomationStatus [222] 20 14 Aug 12 1728 bralist.batch.bin | 41 1,428KB 8/12/2014 5:42
Recent Places Blank.d
! | CCd
. QuantReports
Desktop . QuantResults =
- /Sl
FMJ | SLMS.d
Libraries . SIMSD.d
| 510.d
[:,..ll, | SLOMS.d L
Computer J SLOMSD.d -
< [ 3
File name: 2014 Aug 12 1728 bnalist batch bin
Metwork
Files of type: [Batch Files (" batch bin;” batch mi)

[7] Open as read-only

The batch table opens and all samples are quantitated.

Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS) - MSD - 2014 Aug 12 1728 bnalist.batch.bin
i File Edit View Analyze Method Update Report Tools Help
P |58 QuantitateBatch - @ ! Leyo BEBER

Restore Default Layout

Batch Table
Sample: (] Tune Evaluation 01 ~| & | Sample Type: <All> ~ | Compeund: [&] 2-Flucrophenel - ISTD: 1.4-Dichlorobenzene-d4
Sample 2-Flucrophenol Results bis(2-Chloroethyl)ether Resul Phenol-d5 Results Phenol Results 2-Chlorophenol Results 13C
™ | v Name Data File Type Level|  Acq. Date-Time RT |Final Conc.|Accuracy| RT | Final Conc. Accuracy| RT | Final Conc.|Accuracy| RT  |Final Conc.|Accuracy| RT  |Final Conc.|Accuracy| RT
» Tune Evaluation 01 | TuneChlcd | TuneCheck 812/2014 £:23 PM |
@ | ¥ | Continuing Cal CCd cC CC | 81272014 €:29 PM 8265 51.8390 103.7] 10.988 56.0000 112.0] 11.029 53.5671 107.1] 11.070) 54.5666 109.1] 11.110 544757 109.0] 11.3¢
@ | ¥ | BlankD1 Blank.d Method Blank 812/2014 6:35 PM 8318 86.2791 11.022 94.4858
Q | ¥ | Sample 1 Sid Nen Spike 812/2014 6:37 PM 8282 77.0252 ‘ 11.027) 24.4047 11.067| P23
Q | ¥ | Somple 1MS S1MSd Spike 812/2014 6:38 PM 8232 78.3681 11.058 3.2581 10.997) 84,5578 11.058) 98.8294 11.058| 86.7034 11.52
@ | ¥ | Sample 1 MSD SIMSD.d__ | Spike Duplicate 812/2014 6:33 PM 8233 76.3836 11.058 3.2527) 10.997) 85.5823 11.058) 100.5195 11.058| 86.4680 1152
Q | ¥ | Sample 10 Siod Nen Spike 812/2014 6:40 PM 8278 829327 11.001 90.8804 11.01 0.3769
9 | ¥ | Somple 10MS S10MS.d Spike 812/2014 6:41 PM 8282 77.0252 11.027) 24.4047 11.067) 9.7123
@ | ¥ | Sample 10 MSD 510MSD.d | Spike Duplicate 812/2014 6:42 PM 8233 76.3836 11.05 3.2527) 10.997) 85.5823 11.058] 100.5195 11.058] 86.4680 1152
[« m ] 3
Compound Information + X Calibration Curve
(2le t Az A al = AlFWe Lid A S0 dhhpias  ([2]e ¢ - BB Tpe Avamge of e - Odginflgnore | Weight| .. | IS QC
+EIC (112.0) Scan TuneChk.d “~NO DATA POINTS™ + Scan (7.755-8.755 min, 171 scans) TuneChk.d 2-Flucrophencl - 5 Levels, 5 Levels Used, 5 Points, 5 Points Used, 0 QCs
250! £ %105 40 g ¥ = 1303106 "x
] s 25 2 45 R"2=097359567 L
[SIE:] G 228 5 4] Typeilverage of Response Factors, Origin:Ignore, Weight:None
7 4 Avg. RF RSD = 6268334
07 2 £ a5
06 175 2 3
05 15 2 s
04 1 2:3 = .2
03 -
075
02 05 400 15
o1 0% !
0 0 0.5
78 78 8 81 B2 83 B4 85 B 87 35 40 45 50 55 60 65 O 5 B0 85 04 06 08 1 12 14 16 1.8 2 22 24 26 28 3 32 34 36 38 4 42
Acquisitian Time (min) Mass-to-Charge (miz) Relative Cancentration
Processed Tune Evaluation 01 2-Flucrophenol 9 Samples (9 total)  TWiwijt
24. To review the reports This opens the Quant Report directory with the sample named folders and the
automatically generated by the report(s) for that sample.

sequence, select Report > Open
Report Folder.
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8. Run Samples

25. Open and review each PDF for
acceptable results.

26. Generate a Matrix Spike
Duplicate report interactively.

Step 3: Perform Data
Analysis Interactively.

Step 3: Perform Data Analysis Interactively.

PDF reports are located in the directory named after that sample.

To review the Tune Check report, navigate to the batch directory, open the
TuneCheck.d folder and then open the TuneReport.pdf.

Select Report > Generate, choose the previously saved MSD.m method and click
OK to generate the report.

For this workflow you have generated the following reports:

* Tune Evaluation

» Continuing Calibration

* Matrix Spike Duplicate

* Quant Reports for every sample

Use EnviroQuant interactively to review data, manually integrate compounds, and
generate final reports.

For a detailed look at how this is done, see GC/MSD Familiarization Guide

=@
@uv| | < MassHunter » GCMS » 1 » data b MSD » ~ [ 49 || search msD
Organize » Include in library = Share with + Mew folder =~ [
[ Pictures ~ Name ° Date modified T
B videos X _
J ButomationStatus 81272014 5:35 Phd Fi
- Blank.d 8/12/20145:35 PM1 Fi
18 Computer )
— L S Ccd 871272014 5:30 PR Fi
{ey Local Disk (C3 g i
= TR . QuantReports 8/13/2014 9:48 Ab Fi
it :
L'yAgflent'Gcrf:S (\\WS;B(S))(L) | QuantResults B12/20145:42PM Fi
= i i e ) ., 51d 81272014 5:37 Ph Fi
2 lp-gems (¢ AR . SIMEd 871272014 5:30 Phd Fi
= Ip-lsg (ATWISES) (N3 SAMAST A 81759014 540 Pha Fi
8 Agilent_LSGSW (ATWISBS) (0 | I
14 items
|

G3335-90200 available with your MassHunter software documentation for the 5977

MSD or on the Agilent website.
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