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Centralized Documentation 8

This book contains a brief description of some of MassHunter EnviroQuant
features as they relate to Environmental Data Analysis.

For those individuals moving from MSD ChemStation to MassHunter
EnviroQuant, we identify some features that are improvements over MSD
ChemStation workflows.
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1. Introduction

MassHunter EnviroQuant

Translator

Import ChemStation Data Files

MassHunter EnviroQuant

MassHunter Quantitative Analysis, running in Environmental Quant Mode (hereafter called
EnviroQuant), is designed to facilitate the implementation of EPA methods in an
environmental laboratory.

Reviewing the typically large amount of information generated by target analysis is easily
done in EnviroQuant. Here you can choose to view your batch results on a sample-by-
sample basis or on a compound-by-compound basis. In both views, quality test outliers are
flagged, using a color code, to improve efficiency when reviewing results.

Additionally, there are templates included that are specific to EPA reporting requirements
and they are customizable for individual laboratory needs.

For those individuals moving from MSD ChemStation Data Analysis to EnviroQuant, the GC
MSD Translator easily converts your ChemStation methods and sample data for use with
EnviroQuant.

Here is an example of the screen you will see when importing MSD ChemStation data files.

Import MED ChemStation Data Files @
Folder containing Data Files to Import:
Browse...
In-place Translation
Output Folder:
CiMazsHunter\DatatoaDemn
Successhul [ ata File Mame Comment
CAMASSHUNTER'DATAWOADEMOYCAL_020 oK
CAMASSHUNTERNDATAVWOADEMONCAL_050.0 Ok
CAMASSHUNTERNDATANWOADEMONCAL_100.0 Ok
CAMASSHUMTER\DATAVWOADEMONCAL_150.0 0K
CAMASSHUNTERNDATAVWOADEMONCAL_200.0 0K
Start Tranzlation l l Lloze
MassHunter GC/MS Translator B.OT.02 1848 09-May-2014 | Translation session complete,




1. Introduction Translator

Export MSD ChemStation Quant This is what you will see when exporting an MSD ChemStation Quant Database to the

MassHunter format.

Database

MassHunter EnviroQuant, like MSD ChemStation, uses a Unified Method that contains the
Data Acquisition, Quantitative Analysis, Unknowns Analysis, and Qualitative Analysis parts
of the method. (The .m method file.)

When the MSD ChemStation method is converted, MassHunter creates a new path in
which the quant part of the Data Analysis method is saved, as shown in the example

below.

Quantitative
Part of the method

Export MSD ChemStation Quant Database l B -

Options

Input MSD ChemStation Method Containing Quant Database

C:\EnvDema'woalist m Choose Folder...

Input Quant Database File:

C:A\EnvDemao*woalist mqdb.mth

Output MassHunter Quantitation Method
C:\EnvDema‘woalist m"DAMethod "\ Quart \quantitative xml

- Bromochloromethane (Intemal Standard 1)
=8 1.4-Diflusrobenzene (Intemal Standard #2)

Compounds using __|
ISTD #2

-1 4-Difluorobenzene

- 2-Butanone

1,1, 1-Trichloroethane

- Carbon Tetrachloride

- Wiyl Acetate

- Bromodichloromethane
- 1, 2-Dichloropropane

- cig-1,3-Dichloropropene
- Trichloroethene

- Benzene

- Dibromochlaromethane
-trans-1,3-Dichloropropene
- 1,1,2-Trichloroethane
Bromaform

#- Chlorobenzene-d5 (Intemal Standard #3)

Export to MassHunter Guantitation Method

| Close

MassHunter GC/MS Translator B.07.02 1848 09-May-2014 | Translation was successful.

Notice of
successful translation



1. Introduction

Centralized Documentation

Centralized Documentation

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

» MassHunter software installation disks

* GC/MS Software Information USB (G1701-60172)

Take a look at what is included in these libraries. They contain a vast amount of valuable
information.

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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2. Batch View

Overview

Batch Table - Viewed by Sample

Overview

You may view your results in the Batch Table by sample or by compound.

In MassHunter EnviroQuant, when you view the Batch Table by sample, each row
represents the analysis of a single sample. Here you may select any sample and scroll
through the results by targeted compounds in that sample. Also, you can easily spot quality
outliers, identified by blue and red colored cells.

The layout shown in this example is for illustration purposes only. You may easily
customize your view by adding or removing columns or rearranging how the sections are
displayed.
1 Selected sample
Next and Previous compound arrows
Selected compound
Displays the Table in Sample view
Quantitation results (shaded area)
TIC of selected sample
Target peak
Compound qualifier peaks
Library Match Score
Compound spectrum
Calibration curve

—_ = O oooO~NOOTRWN

- o

Batch Table

Quantitate Batch  ~| i@

! Sample: @] Sample02 ~ |

¢ File Edit View Analyze Method Update Report Tools Hel
i 0 Ga

Layout:

A EE A Restore Default Layout z 3 Z

- X
Sample Type:| CC, Sample, TuneCheck ~|  Compound: [&] chlorobenzene ~|[=] 1s70: Chiorobenzene-ds A
e | Chiorobenzene Method Chiorobenzene Results | Qualifier (.| Chiorobenzen_ |

(O Na Data File Type Level|  Acq.DateTime [ oie: conc. mve. it of M2 RI"| ReSp. | MI|CaIC. Lonc. | MGl Lone. | ACCUracy | I, MEINIC | 151 U NESp. % Dev.| natia | MI| Avg. nr| o ne| R
Tune Evalua ] TuneChk01D | TuneCheck 71172014 1241 [l | O
¥ | Continuing cc01.0 cC CC_[7nrR01412.43 | 480576 aB0578] ¢ ccepted 32.8][C]|_0.0000 22959
| [@ Sample 01 ] samplel1 D Sample 2014 12.44 0 [C1| 0.0000] 22517
e el s=eleid [Eoeeels 7172012 12:45 [ 524160 52.4160 ceepted 316[0]
ple 0 ample02.D 0 494887 48 4387 A 325 W L
. 7i1/2014 12:46 PM o] 0.99958887 524160 22968
1K [ | b
Sample Information - x
et o BB L i
+TIC Scan [~ -> ) samplel2.D
2 %104 x102
2 3
O 275 45
25 4
22; 35
178 2
15 25
125 2
0’:3 15
! 1
05
035 /\ 05
0
1 2 3 4 5 6 7 g 9 10 m 12 13 14 15 16 17 18 19 20 2 22 23 24 25 26 27 28 2 0 3 32
Acquisition Time (min)

ffale t &2 0 @ @B [AE

e LA AR SRS IS A

+ EIC (112.0) Scan sample02.D 1120, 1140 + Scan (24 = ) sample(i2. Chlorobenzene - 6 Levels, 6 Levels Used, 6 Points, 6 Points Used, 0 QCs
2 102 23,043 min. 2103 Ratio = 225(577 % 2 103 ]Lib Match Score-97.1 9 {y=1065663"x
ER Chiorobenzene g 1121 2 425{ R"2- 055958887
3 55 E7875 8 5 1 2 4] Type:iverage of Response Factors, Origi:lgnore, Weight None
45 08 . 9 475 Avg. AF RSD = Nall
54 o
5 a5
454 4 08 z 225]
4] 354 04 501 Y
’ =] I
2 25 ““ll ‘||=‘i 'M“ i \‘ 225
2 04 175+
15 154 - 54.1 18]
1 06 i
1] 1 31 125
o8 1
0.5 051 | 0.754
0 o4 "7 05
o5l 054 ~1.2{C:\Mass Hunterl GEMS! T\datalvoalistDatalwoaC. 0.25+
s A @2 2 2Zs B 2z 3s © e d 1o 1o tdo 05 1 15 3 75 3 15 1
Acquisition Time {min) Acquisition Time (min) Mass-to-Charge (miz) Relative Concentration
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2. Batch View Overview

Batch Table - Viewed by
Compound

When you view the Batch Table by compound, each row represents the analysis of a target
compound.Here you may select any target compound and scroll through the results by
sample. Also, you can easily spot quality outliers, identified by blue and red colored cells.

Displays the Table in Compound view

Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS) - vealistData - Voalistbatch.bin (=] il

¢ File Edit View Analyze Method Update Report Tools Help

=" REF) Quantitate Batch  ~| @) | Layout: B EH BB EH [A Restere Default Layout
Batch Table - x
Sample: ] | Sample 02 ~| & | sampleType: CC, Sample ~|| Compound: (@] | Chlorobenzene ~ [®] ISTD: Chiorobenzene-dS RIS R R
Compound Method Sample 02 Sample 02 Qualifier 1 Results | Qualifier 2 Results 15TD et
Name Acq. Date-Time RT | Resp. | Mi|Calc. Conc. | Final Conc. | Accuracy| Int. Metric | ISTD Resp. % Dev.| Ratio | Wi Int. Metric| Ratio | Mi| Int. Metric Name Avg RF|Avo RFRSD|CFR2| RT
C 1172014 12:45 PM & & @] 0.0000 Nzl 7321
B 71172014 12:45 P & & O 0.0000 Nzl 7321
Vinyl Chloride 71172014 12:45 P & & O 0.0000 Nzl 7321
C 71172014 12:45 P & & O 0.0000 Nzl 7321
Methylene Chioride 71172014 12:45 P 4587|1656 ([ 31567 Accepled 183.3| (]| Accepted | 56.6| (]| Accepted 0.0000 Nzl 7321
Acetone 71/2014 12:45 PM 5324 568|[] 50625} Accepled | [&] 0.0000} Nal 7521
Carbon Disulfide 71172014 12:45 P & & O 0.0000 Nzl 7321
1.1-D 71172014 12:45 P 7.378| 28470|[C]|  61.2760] 612760 Accepled 209.8|[C][ Accepted | 63.3| [T Accepted 0.0000 Nzl 7321
1.1-D 71172014 12:45 P & & O 0.0000 Nzl 7321
12D (iotal) | 7/1/2014 12:45 PM & & O 0.0000 Nzl 7321
Chloroform 71172014 12:45 P & & O 0.0000 Nzl 7321
12D 44 |771/2014 1245 PM 10751 32687|[]| 536483 536483 Accepled 13.6| (]| Accepted O 0.0000 Nzl 7321
12D 71172014 12:45 P & & O 0.0000 Nzl 7321
2-Butanone 71/2014 12:45 PM 10790] 20| CI|MIIEREE] 54955 Accepled | [&] 1.4-D 0.0000} Nal 18.157]
[RAET 71172014 12:45 P & O 14D 0.0000 Nzl 18.157]
Carbon T 71172014 12:45 P & & O 14D 0.0000 Nzl 18.157]
Vinyl Acetate 71172014 12:45 P & & O 14D 0.0000 Nzl 18.157]
B 71172014 12:45 P & 0 O 14D 0.0000 Nzl 18.157]
12D 71172014 12:45 P & & O 14D 0.0000 Nzl 18.157]
cis-1.3-Di 71172014 12:45 P & & O 14D 0.0000 Nzl 18.157]
T 71172014 12:45 P 15,171 33938([][  55.1714| 651714 Accepled 97.6|[]| Accepted | 1150 (]| Accepted | 1.4-D 0.0000 Nzl 18.157]
Benzene 71172014 12:45 P 15,598 90501[[]|  51.6585] 515585 Accepled & @] 14D 0.0000 Nzl 18.157]
D 71172014 12:45 P & & O 14D 0.0000 Nzl 18.157]
trans-1.3-Dichloropropene | 7/1/2014 12:45 PM 15598 1718]C] [ERER] 31733 Accepled Accepled O 14D 0.0000 Nzl 18.157]
1.1.2Ty 71172014 12:45 P O 14D 0.0000 Nzl 18.157]
Bromoform 71172014 12:45 P & O 14D 0.0000 Nzl 18.157]
4-Methyl-2-Pentanone | 7/1/2014 12:45 PM & O © 45| 0.0000) Nzl 2292
2-Hexanone 71172014 12:45 P 20367 98| (L00N0224s 02244 Accepled © 5| 0.0000) Nzl 2292
Terr 71172014 12:45 P 20716] 2262 | EETER] 43440 Accepled Accepled © 5| 0.0000) Nzl 2292
Jl\ — S I | - - U T T
Compound Information < % [Calibration Curve
fale s AL T @@AFENS LA 28 584 LS4 iba]e ¢ i@ Bl Type Average o.. v| Origin:l. | Weight N.. ~| ISTD
+EIC (112.0) Scan samplel2.0 1120, 1140 + Scan (22.771-23382 min, 17 scans) samplell. | | Chlorobenzene - 6 Levels, 6 Levels Used, 6 Points, § Points Used, 0 GCs
2 108 23.043 min 2 1108 Rstio = 325 (87.7 %) 2 108 Lib Metch Score= i y = 1085663 " x
s Chlorobenzene ] s g, |fr2-ossssaesr
3 55 67875 3 8 g Type:Average of Response Factors, Origin:lgnore, \weight:None
454 & 5] avo RFRSD=Nal
m
A
23
2 25
2
15
1
05
2 13 #2214 2 13 #2214 4 60 80 100 1o 10 02 04 06 08 1 12 14 16 18 2 22 24 26 28 3 32 34 35 38 & 42
Acauisition Time (min) Acauisition Time (min) Mass-to-Charge (miz) Relative Concentration

Processed  Sample02  Chlorobenzene 37 Compounds (40 total including ISTDs) | TWlijt
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2. Batch View

Qutliers Icons

Outliers Icons

Outlier icons act as filters that control which rows display in your batch table.

Outliers values are indicated by red cells for a high values and blue cells for low values.
These Qutlier icons are toggles. When selected, they will:

" Display rows with both high and low outliers
t'? Display rows with high outliers only
'?" Display rows with low outliers only

‘l.r-" Display rows containing no outliers

x
EEIEERIE 4 4%
Qualifier . | Bromochloro | Qualfier— | Quanfier. |

Ratio |MI| RT | Resp. | Ratio | MI| Ratio | MI

208[C0] 7.917] 12114 E O IR |
185][01] 7953 13419 ]| 1207 |[]]
231 1] 7.914] 122403l 1 RPN |
24 5[] 7.914] 12231 RS

12



2. Batch View

Chromatograms, Autoscale,
and Default Icons

Chromatograms, Autoscale, and Default Icons

Other commonly used icons are those shown in this example. You can use the icons

highlighted in this example to:
1. @™ Turn on/off Autoscale

2. _&_ Show/Hide Chromatogram

3. Restore Default Layout  Restores Default Layout

% Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS) - vealistData - Voalist.batch.bin

I File Edit View Analyze Method Update Report Tools Help

R R=a"™ N Quantitate Batch  ~| @ © Layout: HEE AR Restore Default Layout [~ 3
Batch Table
Sample: i-l Sample 03 - ﬂ Sample Type: <All> ~ | Compound: Acetone -
Sample Acetone... Acetone Resulis
@ 4 Name Data File Type Level Acq. Date-Time Exp. Conc.| RT | Resp. | MI|Calc. Conc. | Final Conc.
| [ ¥ [TuneEvaluation01 | TuneChk01.D | TuneCheck [ [7nem412a1Pm | | [
Q| ¥ [ Calbration 20 ng/ul voaCal20.0 Cal 20 | 71/2014 12:41 PM 200000 5242) 2268 21.0500  21.0500
*  Sample 03 sample02.D Sample /2014 12:45 PM 5250  730([] 64073
¥_| Calbration 100 ng/ul | veaCal100.0 Cal 100 |712014 12:41 PM 100.0000| 5.278( 10232([C] 939233| 939233
¥ _| Calbration 150 ng/ul | voaCal150.0 Cal 180 | 71/2014 12:41 PM 150.0000| 5.239| 14321|[C]| 131.6445| 131.6445
'¥_| Calbration 200 ng/ul | voaCal200.0 Cal 200 |71/2014 12:41 PM 200.0000| 5239 18041[[]| 163.0834| 163.0834
¥ | Continuing Calibration | cc01.0 cC CC 712014 12:43 PM 50.0000| 5.278] 5973([C] 57.1431 57.1431

1 2

Comgpund Information

[2ls t A 2T g

- X
EI']_\EEJJJ.@ R N N -

172-5.444 min, 7 scans) sample03.0
Lib Match Score=82 2
441

771 1354

440
C:\MassHunter\GCMS\1\datalvoalistDatalv
T T

+EIC (42.0) Scan samplel3.D 430,580 +8can (5
2 <01 5.250 min 3 %102 | Mot Faund. 2 x103]
3 R &
iy ERREE
E 144 bl
64 é E 0.6
5 s 124 0.4
b 2

44 2 N Di’
“ og 02
34 “He
064 0.4
B 0.4 /\ 089
1 0.2 A A 084
. A1 S A W ]
-1.29

e L — o

48 5 51 52 53 54 55 56 57 4% 5 5152 53 54 55 56 57

Acquisition Time (min) Acquisition Time (min)

40 e 8 b0 130
Mass-to-Charge (m/z)
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2. Batch View Manual Integration

Manual Integration In MassHunter EnviroQuant, unlike ChemStation, if you delete or manually integrate a
peak, then re-quantitate the batch, your edits remain, unless you clear the edit, no matter
how often you re-quantitate the batch.

Highlighted below are some of the icons used for manual integration:
.L Manual Integration icon

j Clear Manual Integration icon

[\, Zero Peak icon (Delete Peak)

Cursor over any other icon to see its function displayed in a tool tip.

Compound Information o
o s paigy ESAFEe|L L r 2o thdpisls
+ EIC (112.0) Scan samplel2.D + EIC (114.0) ScarrsampregzTr + Scan (22.849-23 276 min, 12 scans) samplel..
2 x103 ~23.043 min. 8 %102 Ratin:}%g?-ﬂﬁ& A1 2 x103 |Lib Match Score=36.6
2 I Chlerchenzene B Hlorol B ] 1121
8 5 3 3 18 2 4§ . H 771
454 1.4 0.8
44 i .
254 1.2
3 14
2.5 nad
; g 0.6
=l 0.4
0.5 0.2
o o
-0'5_ T T T T T T T T T T T T T
238 23 232 234 228 23 232 234 40 &0 80 00 120
Acquisition Time (min) Lcquisition Time (min) Mass-to-Charge (miz)
AL

14
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3. Method Editor View Overview

Overview In the Method Editor view you create a database of target compounds and their qualifiers.

Here you can also specify quality control parameters to comply with EPA regulations for
example, or for your own internal quality control.

Quantitation Database Under the Method Setup Tasks area you will set up the quantitation database. Here you

specify parameters ranging from the compound name to its calibration curve.

|

Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS) - Method - <Ci\MassHunter\GCMS\1\data\voalistData\QuantResults\Woalist.batch.bin>

i File Edit View Analyze Method Update Report Tools Help
3 & H /Gy Quantitate Batch @ | layou Restore Default Layout
Method Tasks + X |Method Table =% | Sample Information
New / Open Method L Time Segment: 4 | <All -| % | Compound: [E] Trichloroethene ~|[=]  ResetTobleView  |*[] & 3 | @ &, | %y | Max of panes 2
| Method Setup Tasks | Calibration — [+TIC Sean (= > =) veaCal100D
Compound Setup Level Conc Response | Enable £ x104]
g
. Retention Time Setup [cc | 50.0000 | 56883| | ] . 5
£ 157D Setup Quantifier 3 7
. Name TS Scan Type Units & 5e]
% Concentraton Setup = [ 1.1-Dichloroethe.. | 1| Scan | Wiatrix Spike [ ug - <
F& Qualifier Setup Qualifier 254
&4 Calibration Curve Setup mz Rel. Resp. | Uncertsinty 3;—
61.0] 1356 200| 1
& Globals Set [ i
& Glotals Setup [ 98.0] 616 20.0] 3
—— | 254
! m Calibration 2]
& Validate Level Conc. Response | Enable 159
_ |20 | 20.0000 | 5125 | i A
Save Ten i & nonn | Saonl e osdl ! ’I

Below are a few sample screens from the Method Setup Tasks area.

Compound Setup

BB Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS) - Method - <Ci\MassHunteAGCMS\1\data\woalistData\QuantResults\VoaList batch.bin>
| File Edit View Analyze Method Update Report Tools Help
=" I Quantitate Batch @ ¢ Layout B EE EE E [A] Restore Default Layout
Method Tasks =% Method Table
| New / Open method | 2]: Time segment: 4= | <il> ~ % | Compound: @] 11 1-Trichloro.. ~ [] Reset Table View
| Method setup Tasks | s
‘ Compound Setup | Name Data File Type Level Acg. Method File | Acg. Date-Time
0 Fetention Time Setup Calbration 100 n_ | voaCal100.D | cal | 100 [ Voalist | 7112014 12:41_ |
£ ISTD Setup Quanifier
N Name s Scan Type Mz RT lon Polarity Criteria
7, Concentration Setup Bromochloromet.. 1| Scan 1STD 1280 Positive Grestest Respanse
T Qualifier Setup Chioromethsne 1] Scan Target 500 Fositive Close RT with Qualif
. B h 1| Sean Target 340 Fositive Clase RT with Qualif
7 Calibration Curve Set
#7 Calibrason Curve Seue Vinyl Chloride 1 Sean Target 2.0 Pasitive Close RT with Qualit
7 Globals Setup Chiorosthane 1] Scan Target 640 Fositive Close RT with Qualif
Methylene Chlori.. 1| Sean Target 840 Fositive Clase RT with Qualif
| save / Exit | Acstone 1| Sean Target 430 Positive Clase RT with Qualit
& Velidate s Carbon Disulfide 1] Scan Target 760 Fositive Close RT with Qualif
1.1-Dichloroethe... 1| Sean Matrix Spike %0 Fositive Clase RT with Qualif
s 1.1-Dichloroetha... 1] Sean Target 63.0 Positive Clase RT with Qualit
- 1 Y Richlacnatha 1l enan Tarnat asn Pt Plrea BT with Mol
. _________________________________________________|]
BB Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS) - Method - <C:\MassHunteR\GCMS\1\data\voalistData\QuantResults\VoaList batch.bin>
i File Edit View Analyze Method Update Report Tools Help
O & | B! Quantitate Batch @ i Lleyout (B B B A Restore Default Layout
Method Tasks =% |Method Table
[ New / Open Method [ Time Segment: ¢ [ <all> +|® | Compound: [/ 11,1 Trichloro... =|[®] | Reset Table View
| Method Setup Tasks [ sample
Compound Setup Name Data File Type Level Acq Method File | Acq Date-Time
|fﬁ — ‘ | Calbration 100 n_. | voaCal100.D [ cal [ 100 | Voalist |7n2014 12.41_ |
p—— Quanifier
N Name 1S Scan Type RT LehtRT Dekia | Right RT Delia | AT Delta Urits
2 Concentration Setp Bromochloromet 7] Sean I5T0 7953 0,500 0500 Minutes
FE Qualifier Selup Chioromethane 1| Sean Targel 0.935 0.500 0908 | Minutes
. Bromomethane 7| Sean Tarast 1595 0.500 0772 | Minutes
7 Calibration Curve Sel : L
## Calibration Curve Setup Vinyl Chloride 1| Scan Target 2060 0.500 0.861| Minutes
¥ Globals Setup Chloroethane 1| Sean Targel 279 0.500 1.018| Minutes
Wethylene Chlori 7] Sean Target 2657 0500 0869 Minutes
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3. Method Editor View Quantitation Database

ISTD Setup

Agilent Quantitative Analysis (Envi Analysis for GCMS) - Method - <CAMassHunter\GCMS\1\data\woalistData\QuantResults\VoaList.batch.bin>
i File Edit View Analyze Method Update Report Tools Help
nl=a" ) Quantitate Batch  ~| @ | Layou B EE Restore Default Layout
Method Tasks = X |Method Table
[ New / Open Method Time Segment: ¢a | <All> ~| = | Compound: [@][1.1.1-Trichloro... +|[®] | ResetTable View
[ Method setup Tasks | Sarmde)
Compound Setup Name | DemFile | Type | Level | Acq. Method File | Acg. Date-Time
. Fetention Time Seiwp L Calbration 100 n_ | vesCal100.0 | cal [ 100 | Voalist | 71172014 12:41
@ 1STD Sep ‘ Quantifier
- Name Ts Scan Type ISTD Compound Name | ISTD Flag | ISTD Conc. | Time Reference Flag
# Canceniraton Setup [ Bromechioromet.. 1] Sean 1STD <MNone> [ 50.0000 &
T Qualifier Setup Chioromethane 1] Scan Targel 0 50,0000 0
. 1| Scan Targel ] 50,0000 ]
#7 Calibrasion Curve Setup [ Vinyl Chlcride 1| Scan Target Bromochloromethane 0 50,0000 B
7 Globals Setup Chioroethane 1] Scan Targel m 50,0000 0
Methylene Chlori. 1| Scan Targel ] 50,0000 ]
[ save J Exit | [ Acetone 1| Scan Target Bromochloromethane = 50.0000 B
B Voldate s Carbon Disulide 1] Scan Targel [ 50,0000 B
I
Concentration Setup A
Agilent Quantitative Analysis (Envi Analysis for GCMS] - Method - <C:MassHunter\GCMS\1\datavoalistData\QuantResults\Voal ist batch.bin>
i File Edit View Analyze Method Update Report Tools Help
0 & |5 QuantitateBaich - @ | Layout: B FH BB BB Restore Default Layout
Method Tasks = % |Method Table
[ New / Open Method [ 2] Time Segment: ¢ [ <Al < % | Compound: [ 111 Trichloro.. = Reset Table View
| Method Setup Tasks | Calibration
Compound Setup Level /| Conc. | Response | Enable
I Retention Time Setup Lec | soono]  wrsi)
£ 1STD Setp Quantifier
= Name: [ 15 ] Scan I Type | Units
[ Concentation Setup | | Chloromethane | 1| Sean | Target | vat
T Gualor st —
3 Calibration Curve Setup Lovel 7 T oo | B=io
20 200000 2376 ]
[ Globals Setup = 500000 P IRRE]
| Save | Exit \ 100 100.0000 42588] [V
Fl 150 150.0000 62878 (U]
B validate ) 200.0000 53223 )
A cC 500000 22637 (U]
. _________________________________________________|]
Method Tasks ~ X |Method Table
New / Open Method i TimeSegment: 4=  <All> | = Compound: [#] Acetone ~ | [%] Reset Table View
Method Setup Tasks Sample
Conpoond Setip Name | DaFile | Type | Level | Acq. Method File | Acq, Date-Time
;. Calbration 100 n.. | voaCal100.0 Cal 100 Voalist 7102014 1241
{K Retention Time Setup | | | | | |
uantifier
=2 ISTD Setup & -
_? G — Mame | T5 | Scan | Type | MZ | Uncertainty
Lt e lion sehp £ | Chloromethane | 1[ Sean | Target | 50.0| Absclute
}K i ! . Qualifier
# Calibration Curve § Setup Qualifiers : MZ | Rel. Resp. | Uncertainty | Area Sum
& Globals Setup ‘ 52'D| 3‘2'3| Zﬂ.Dl [
Quantifier
| save / exit | .
Name | TE | Scan | Type | MZ | Uncertainty
&f vslidste o [B ] | 1| Scan [ Target | 94.0[ Absolute

17



3. Method Editor View

EPA Method Requirements

List of OQutliers

Unique to MassHunter
EnviroQuant

Applied on a Compound-hy-
Compound Basis

EPA Method Requirements

MassHunter EnviroQuant running in environmental mode, provides specialized method
parameters to track EPA regulated criteria. These method parameters are known as
outliers.

In the Qutliers section of the Method Editor view, you can setup ranges of parameters that
represent acceptable results. Results outside these acceptable limits are considered
outliers. MassHunter EnviroQuant monitors the outliers found in compounds present in
every sample, and then presents these as color-coded results graphically in tables.

Shown below is a list of outliers available in MassHunter EnviroQuant.

‘ Outlier Setup Tasks |

jt\ Retention Time
Relative Retention Time
Peak Resolution
& Peak Symmetry
Peak Full \width Half M aximum
Peak Purity
M Signalta-Moise Ratio

Zoac

OC Relative Standard Deviation

zz Limit OF Detection

Limit OF Quantitation
z CC Average Response Factar

CCISTD Response Ratio

Method Detection Limit

F& Oualiier Ratio
CC Relative Respanse Factar

=N
Ex 137D Response LT Response Ratio

ISTD Response Percent Deviation CC Retention Time

Sample Amaunt A Matix Spike

Sample 50 Matriz Spike Percent Difference
Blank Concentration Matriz Spike Percent Recovery
Blank Response Matrix Spike Group Recowery
Accuracy A Surrogate

Lwerage Response Factor Surrogate Percent Recovery

Average Response Factor RSD
B4 CuveFitR2

Relative Response Factar

Response Check
Mass Accuracy

Response Factor Custom Calculation

Some of these parameters are monitored in both the MSD ChemStation and MassHunter

EnviroQuant. Others, such as the Average Response Factor, and Curve Fit R? are available
in MassHunter only.

Unlike the process used in the MSD ChemStation, in MassHunter EnviroQuant these
parameters can be applied on a compound-by-compound-basis. For example, you can set

the Method Detection Limit, Average Response Factor RSD, and Curve Fit RZ for each
compound individually.
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3. Method Editor View Commonly Used Outliers

Commonly Used Outliers The following are just a few examples of the Method Editor data entry screens for
commonly used outliers, included here for illustration purposes only. For EPA compliance,

your methods will include many more.

Method Detection Limit

@ Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS) - Method - <C\MassHunter\GCMS\1\data'\voalistData\QuantResults\Voalist.batch.bin>
: File Edit View Analyze Method Update Report Tools Help
A& Hl B Quantitate Batch 7} Laycut: ﬁ E @ Restore Default Layout
Method Tasks + X |Method Table
| Outlier Setup Tasks | P Time Segment: 4 | <All> | = Compound: 1,1,1-Trichlero.. - Reset Table View
Ik Retention Time Sample
Relative Retention Time Name | DamFile | Type | Level | Aca. Method File | Acq. Date-Time
) 14 | Calbration 100 n.. | voaCal100D | Cal | 100 | Voalist | 712014 12:41.
Pezak Resolution
tifi
& Peak Symmetry Quantifier
MName TS5 Scan Type MDL
Pezk Full Width Half Maximum Bromechloromet_. 1| Sean 1STD
Pezk Purity Chloremethane 1| Scan Target 0.5000
. X . Eromomethane 1| Scan Target 0.5000
Wiy Signl-to-Ncise Rstio [yl Chloride 1] Sean Target 0.5000
=== Limit Of Detection Chloroethane 1| Scan Target 0.5000
Limit Of Quantitation Methylene Chlori... 1| Scan Target 0.5000
— Acetane 1| Scan Target 0.5000
| Method Detection Limit - | Carben Disulfide 1| Scan Target 0.5000
X X 1,1-Dichlarcethe .. 1| Scan Matrix Spike 0.5000
7 Qualifier Ratio . [1.1-Dichlorostha._.. 1| Scan Target 0.5000
A 1,2-Dichloroethe .. 1| Scan Target 0.5000
= ISTD R
2= esponse - | Chlorgfarm 1| Scan Target 0.5000
ISTD Response Percent Deviation - | 1.2-Dichloroetha._. 1| Scan Surrogate 0.5000
- . 1,2-Dichlarcetha... 1| Scan Target 0.5000

Average Response Factor RSD In MSD ChemStation this was only available if you had a compound type C. In MassHunter
EnviroQuant this is compound type independent.

Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS) - Method - <C\MassHunte\GCMS\1\data‘woalistData\QuantResults\Voalist.batch.bin>
: File Edit View Analyze Method Update Report Tools Help
A H B Quantitate Batch @ Layout: E E E E @ Restore Default Layout
Method Tasks ~ X |Method Table
FF Qualifier Ratio & Time Segment: 4 | <All> v = Compound: Chlorobenzen... ~ Reset Table View
Sampl
ﬁ ISTD Response Ll . . .
. MName | Data File ‘ Type ‘ Level | Acq. Method File | Acg. Date-Time
ISTD Respanse Percent Deviation [ Calbration 100 .. | veaCal100D | Cal [100 [ Voalist [7172014 1241
Sample Amount Quantifier
Sample RSD Name TS Scan Type Max. Avg. RF RSD
Chloromethane 1| Scan Target 20.000000
Blank Concentration Eromomethane 1| Scan Target 20.000000|
Blank Response Vimyl Chloride 1| Scan Target 20.000000
Chlgroethane 1| Scan Target 20.000000
Accuracy Methylene Chlori 1| Scan Target 20.000000|
. R Fact Lcetone 1| Scan Target 20.000000
Jverage hespanse ractor - | Carbon Disuffide 1| Scan Target 20.000000
+ Awerage Response Factor RSD | 1.1-Dichloroethe 1| Scan Matrin Spike 20.000000
. Bromochloromet 1| Scan ISTD
% Curve Fit R2
|AverageResponseFacborRS[)p'Chl"me{ha 1| Scan Target 20.000000
Relative Response Factor = [ r.zDichloroethe 1| Scan Target 20.000000
Response Factor Chlgrofarm 1| Scan Target 20.000000
1,2-Dichloroetha 1| Scan Surrogate 20.000000
I ac 2-Butanone 1| Scan Target 20.000000
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3. Method Editor View Commonly Used Outliers

Curve Fit RZ The Curve Fit RZ was not available in MSD ChemStation. So if your curve fit was outside
your laboratory’s acceptable limits, there was no way to indicate this. In MassHunter

EnviroQuant you can use the Curve Fit RZ Qutlier for this.

Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS) - Methad - <C\MassHunter\GCMS\1\data'\voalistData\QuantResults\Voalist.batch.bin>
: File Edit View Analyze Method Update Report Tools Help
O |l Ga Quantitate Batch o 1 E EH A Restore Default Layout
Method Tasks + * |Method Table
FF Qualifier Ratio i Time Segment: 4 | <All> v = Compound: Ethylbenzene - Reset Table View
é ISTD Response S
B Name | DamFile | Type | Levd [ Acq MethodFile | Acg. DateTime
ISTD Response Percent Deviation -~ [ Calbration 100 . | voaCal100.0 | Cal [100 [ Voalist [7rzma 1241
Sample Amount Quantifier
Sample RSD MName T5 Scan Type CF Min. R2
Chloremethane 1| Scan Target 0.57000000
Blank Concentration Eromomethane 1| Scan Target 0.97000000
Blank Response Vinyl Chlaoride 1| Scan Target 0.57000000
Chlorgethane 1| Scan Target 0.57000000
Accuracy Methylene Chlori... 1| Scan Target 0.57000000
. R Eact Acetone 1| Scan Target 0.57000000
FVErage Response Factor Carban Disulfide 1| Scan Target 0.57000000
MAverage Response Factor RSD 1,1-Dichloroethe . 1| Scan Matrix Spike 0.57000000
: Bromochloromet... 1| Scan ISTD 0.97000000
Curve Fit R2
|% ‘ 1,1-Dichloroetha... 1| Scan Target 0.57000000
Relative Response Factor | Outlier - Curve Fit Rz | 1.2-Dichloroethe... 1| Scan Target 0.57000000
Response Factor - Chlorf)form 1| Scan Target 0.57000000
1,2-Dichloroetha .. 1| Scan Surrogate 0.57000000
Z Qac 2-Butanone 1| Scan Target 0.57000000

Relative Response Factor

ﬁ Agilent MassHunter Quantitative Analysis (Environmental Analysis for GCMS) - Method - <C\MassHuntenGCMS\1\data\voalistData\QuantResults\Voalist.batch.bin
: File Edit View Analyze Method Update Report Tools Help
R RREE Quantitate Batch @ | Layout: 3 B A Al Restore Default Layout
Method Tasks ~ *® |Method Table
¥ Qualifier Ratio ~1li Time Segment: 4m | <All> -| = Compound: Chlorobenzen... - Reset Table View
Sampl
é ISTD Response 2l 5 .
L MName | Data File | Type | Level | Acg. Method File | Acg. Date-Time
ISTD Response Percent Deviation - | Calbration 100 n.. | veaCal100.0 | Cal [100 [ Voalist [7n72014 1241
Sample Amount Quantifier
Sample RSD Name 15 Scan Type RRF Max. % Dev.
Chloromethane 1| Scan Target 200
Blank Concentration - | Bromomethane 1| Scan Target 20.0
Blank Response Vinyl Chloride 1| Scan Target 200
Chloroethane 1| Scan Target 200
Accuracy Methylene Chlori... 1| Scan Target 200
. R Eact Acetone 1| Scan Target 200
FVerage Riespanse Factor Carbon Disulfide 1] Scan Target 200
Lwerage Response Factor RSD 1,1-Dichloroethe . 1| Scan Matrix Spike 200
@ y Bromochloromet ... 1| Scan ISTD
C Fit R2
%% CurveFi - [1.1-Dichloroetha . 1] Scan Target 200
| Relative R Factor | - | 1.2-Dichlorosthe . 1| Scan Target 200
T
Response Factor - loroform 1| Scan Target 200
Qutlier- Relative Respor:seFalum I Dichl - 1 =can Surrogate 200
Zac | "l | 2-Butanone 1| Scan Target 200
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4. Compounds at a Glance

View up to 100 Compounds at a Glance

at a Glance

View up to 100 Compounds

In the Compounds at a Glance view (View > Compounds-at-a-Glance) you can view up to
100 compound chromatograms at a time, by compound name, or by sample.

The compound peak may show overlaid qualifiers, ISTDs, a matrix spike, and more. In this
example, compounds with outliers are highlighted in orange for easy identification.

s chna R [ ) ] |
File Edit View Layout Help
e ) - % Penek 1055 - AN SR AAAAIS S
Meshod Black O [Chicrosthan_ Mathod Bilack 0 Methylens. | Method Blank 01 [Acetons] Mthod Biack 01 Karbee Di. Blark 01 [1.1-Dichlora. 01 [Bromachior.  Method Black 01 [1.1-Dichlors.. | Method Biank O [1.2-Dickloro. | Method Biank 01 [Chioroform]  Methad Biank 01 [1.2-Dicklro
210" |60 A 210 ] x10 21430 Areas 210176 0 Avens 01 - 191 B 10t =10 Areae x10 2 [¥ 1
. I 084550 eese a8 650 Areae 2850 vene
15 (13 | o 15
1 0s \ Y .
0.5 032 02 as s,
: | W e L
5 57 54 56 IEEEETREE] 8 10 102 18
Sarrgl Sasrgle: i Samgle (1 [Carben Crautide] oloarm] Sl
210 2102 |40 210176 0 Avepe . 13 8
08 49 5
s : 1
« 3 1
: 2
04 1 0 05
o L - - s o 7 P Pl g g
£ &5 F 72 74 78 7 92 34 96 98 10 58 10 102 104 106 158 11
Samgl Sample 11 [Carbon Disulide] 1 ] Samgh 1-Dic ! e 00 [1.2:Dichborceshen_ | Sampie ) |Chiorotorm] Sample £ [1.2-Dichiorethan
x10! a0 210 1 {430 Areas’ 101 P60 Arens, 03 4 0 107 [830 Aress 200 11850 Areas1)137
15 58,0 drean 15 850 trene 11020 treedlza
1 5 7 18 1
a8 u 2 08
0s. ﬂ_ 0s |
0 L3 e 0 |
45 ] 5 83 54 5k [ 9% 10 102 104
Sarmgl Saerle 07 [Mathylern Chliorid  Sarrple 00 [Scmons) Sampie (3 [Carbon Dusutide]
10 X101 |8 R =07 5 107|760 dunwe
0a 3480 defpe3036 54580 2enm 0g
(13 3 26 0 a0 4 13
o4 ; 04
024 L h A
0 0 c _
% f 5 52 82 85 [
[Sampie 02 [Methylena Chiond. | Sample 04 [cetone] Sample (4 [Carbon Drautide]
LR 6T x10 1 {430 Area= 2101 |60 Areas
480 540 fena= 13
2o €
B 15 rl
1
05 2 ,J‘ 05
0s- /
o Lo okea o e T S e L o T ram: ety
I3 35 5§ £ 52 5456 6 &5 7 T 12 76 78 i 92 94 96 98 10 9% 1o 102 104 104 106 108 11
5 Sarnples (12 total) | 40 Compourds 40 teasl)

Read Outlier Messages

When you mouse over the highlighted pane you will see Qutlier messages for the analyzed
results. In this example you can see that the calculated concentration is outside the
calibration range and the qualifier ratio is also outside its allowable range.

: File Edit View
i [ = RRE=] 4 Trichloroethyle... « = anes: (4% 1 - _I_ i A o2 G s A A A ﬁ A
Voa Sample 1 [Trichl tluens] Sample 2 [Trichloroethylene] oa Sample 3 [Trichloroethylens]
%10171131.9 Area= Final Conc.= RT= Height= Calc. Conc.= x1027131.9 Area=1913 Final Conc=3.2123 RT=15208 He.. x102|131.9 Ares=33100 Final Conc.=55.3834 R
0.94122.9 Area= RT= Height= Ratio= 2.4]133.9 Area=514 RT=15.169 Height=91 Ratio=26.8 195 133.3 Area=10577 RT=15.11 Height=065 R
94.9 Ares= RT= Height= Ratio= 29 94.9 Area=2410 RT=15.208 Height=242 Ratio=125.6 ) 3' 949 Area=39025 RT=15.171 Height=3354
0.2 1 7
_ 2 2.75
074 184 251
06 1.64 2.254
i 24
054 14 .
1.24 -7
0.4 1] 1.5
1.25
0.2 0.2 1]
021 U 0.75-
0.4 054
0.1 :
0.24 0.25
n I n ) [ 4 n
T T T T T T T T Outh
14.25 1450 14.75 1500 15.25 1550 1575 18. richlo::resthy\ene: Calculated concentration = 3.2123 is cutside the calibrated range [20.0000, 200.0000]
Trichloroethylene: Qualifier ratio = 26.8 is outside the allowed range [27.1, 40.7] for MZ = 133.9
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4. Compounds at a Glance

Manually Integrate
Compounds

In the Compounds at a Glance view, if you double-click on a compound, you can manually
integrate it in this window.

Fle £ Vew Lot Help
R R e R ETE)

(T —— e ——]
. 0. %0

Manually

G

Integrate Compounds

St Pttt (M armboc: |

NG00
32)w0 008 #

1| 1

4 -

1 14

M 12

1 1 |

1 A |

1 5 | |

7 _ Al l

0 o ¢ 7 v ¢
azl (%]

I & d & & & =05 880 Sc st gm L @ 6

Gavke_Tiexe, vt Potectaes Meamedoghor] an? bomaretgre]
04, o

1. !\‘ b _
i 7 oy 7 e

T 51 44 %5 %8 © 62 €4 B8

| T B0+ 08 “

I 16
| 14 |
\ 1 |
I [

I||I_ | o6 \ Il'll
\ i A

S AN S - L D S

88 & &2 64 BE 5 8z 8¢ 86 B8 b B2 B4 €8
9 g (4 total) | 31 Compenrnds (30 1ot

Display Qualifiers and lon
Ratios

In this example, the target compound, its qualifiers, and lines representing their allowable
ion ratios are color coded for easy identification.

‘Voa Sample 4 [Trichloroethylene]
x1037131.3 RT=15.175

4441339 RT=15.214 Ratio=31.9
_____ A2 TSI I TE Hatio =128

4
3.8
36
344
3.2

3

_____ 534 /\
254
244
224
2_
1.84
164
1.44
_____ 1.2

_____ [\

06
04
0.2

= 0

144 146 143 1 152 154 156 158 15

4 Samples (4 total) |34 Compounds (34 total) .:
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5. Tune Evaluation

Tune Evaluation Tool

enter this criteria.

Tune Evaluation Tool

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, this
becomes part of the run method.

When the tune evaluation sample is the first sample in the batch, a failed evaluation will
cause the sequence to stop automatically and prevent the remaining samples from running
on an out-of-spec instrument.

Below are the Tune Evaluation Method screens provided in MassHunter EnviroQuant to

‘ ance Evaluation
Criteria
7 —
Tune Evaluation Base MZ AMltemate Base MZ 0
Method Title DFTPP Mass Rel. To MZ % Low % High Alt. Base OK
» 198 30 60
Spectral Evaluation (3 69 o 2
70 ] [}] 2
) Manual @ Auto 127 198 20 50
197 198 0 1
SneE e 138 198 100 100
193 198 5 9
275 198 10 30
365 198 1 100
1 43 1E-10 100
442 198 40 100
a3 442 17 23
*
4 11
(o] [ e ]
Breakdown
Compound Parert Breakdown
Name Expected RT Deltta RT Parert Compound CompoundMame Quant lon Qual lons Limit
» 71 02 44007 235 165,237 15
44000 & 02 44-0DT 235 237,165 15
44'DDE 56 02 440DT 246 243176 15
#*

l

Talling Factor

Compound

Name ExpectedRT

Delta RT

Quart lon

Qual lons

Tailing Factor
Limit

05

5

05

3

26



Tune Evaluation Results

5. Tune Evaluation

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

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

Online Results

J1 Tune Evaluation Ci\MassHunter\Methods\Quant\DFTPP.m

File  Meth

od

Evaluate

Report

Help

DFTPP.C TIC
105

254
225

’//"J’M

35 4 45 5 55 6 65 7
Retention Time (min)

T T T
85 9 985

i 105 11 115 12 125 13 135 14 145 15 155 16 165 17 175

+ Scan (10.582-10.670 min, 16 Scans) DFTPP.D Average of Entire Peak Subtract None (Auto)
15F.9

27

103 ]
5] 2413
44
i 770 127.0 2543
2 51.0
7 1100 -
2745
b 930 ‘ w0 2 39 2953
7 7. .
i N L L .| |14"B L |. A ||||‘| O U JIZZ-B I 3'8:18 | 4023 4%?'9 ‘ !
40 60 20 100 120 140 180 180 200 220 240 260 280 300 320 340 360 380 400 420 0 480 480
miz
Tune Eval Results | Chi Eval Results |
1
Target Mass  Rel.to Mass  Lower Limit % Upper| I3 Tune Evaluation C:\MassHunter\GCMS\1\methods\dftpp.m =il
| 158 30 60
62 69 0 2 File  Method Evaluate Report  Help
7 69 0 2 DFTFR.D TIC EIC Peaks
127 198 40 50 10 2 15412 104 |+ EIC(234.70000-235.70000) Scan DFTPI
7+ EIC({164.70000-165. Scan DFTPI
197 198 0 ! 254 4]+ EIC(236.7 Scan DFTP
158 158 100 100 2254 a5
199 198 5 9 24 1
275 198 10 30 1.754 3
365 138 1 100 1.5+ 254
441 443 1E-10 100 || 1259 24
442 138 40 100 S 154
443 447 17 23 || 075 1
0.5
0.254 0.54
1485 143 149 15 1505 151 1515 1485 149 149 15 1505 151
R ion Time (min) Retention Time (min)
+5can (15.012 min) DFTPP.D 4.4-DDT
«104 23858
4]
354
34
165.0
2.5+
24
1.54
14 176.0 2120
750 geo 2460
0.5 50.0 - 1359 2819 =
Lyl [‘;3|D ) Y R R AR T I 500 Al |!I. wall ; L. 261.9 i I 31:;5 3538
40 ] 20 100 120 140 160 180 200 220 240 260 280 300 320 340 360
miz
Tune Eval Resuts | Chromatogram Eval Results
Compound Mame Eq@.RT  obs. RT  TICAea Breakdown % Tailing Factor Pass/Fail
44-DDT 15.000 15012 325703 0.0 N/A Fass
44-DDD 14 500 0.000 0 N/A
44-DDE 14.000 0.000 0 N/A
Pentachlorophenol  5.200 5125 MNAA N/A 11 Pass



5. Tune Evaluation Tune Evaluation Results

Tune Evaluation Report

Tune Evaluation Report

Diata Path: CMassHuntenGCMS\T\DATA\ConCalB270\DFTPP.D
A=y om 3/16/2014 41700 PM
Cperator; MassHunter GC/MS Translator
Sample: 50ng dftpp tuning solution
ALS Vial: 5
A Mecheck DFTPP625
DFTPPDTIC
x10°
1
' |
0.
J i | ,..-—-"""-P

T T T T 1 T 1 T 1 T 1 T T T T 1 L T 1
35 4 45 5 55 6 65 7 75 B8 85 9 95 10105 11 115 12 125 13 135 14 145 15 155 16 165 17 175

n

Retention Time {min)

+ Scan (10.582-10.670 min, 18 Scans) DFTPP.D Average of Entire Peak Subrract Mone {Auto)

40 =0 B0 10D 120 140 460 180 200 220 240 260 280 300 320 340 380 280 400 420 440 48] 4BD

|Target Mass  |Rel. To Mass  |Lower Limit% | Upper Limit% | Rel. Abn Raw Abn Pass/Fail
51 198 30 60 33.1 2167 Pass
68 69 0 2 0.0 0 Pass
70 69 0 2 0.0 0 Pass
127 198 40 60 419 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
411 443 1E-10 100 76.3 758 Pass
442 198 40 100 73.0 4781 Pass
443 442 17 23 20.8 993 Pass
Ci\MassHunter\GCMS|1\DATA\ConCal8270\DFTPP.D 1 Generated
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6. Reports

Report Templates

PDF Report Templates

Report Templates

MassHunter uses both Excel-based report templates and fast generating PDF report
templates. Both types include many Environmental reports, and several include reporting
features not found in MSD ChemStation.

To speed report generation, MassHunter EnviroQuant provides PDF report templates. PDF
report templates generate reports 10 times faster than the Excel-based templates, however
they are not customizable.

A partial list of MassHunter PDF report templates is shown below. Those designed
specifically for Environmental reporting are shown in the red box. These templates are
generally saved in: MassHunter/Report Templates/Quant/PDF Reporting.

>| ) <« MassHunter » Report Templates » Quant » PDF-Reporting » = |¢¢| | Search PDF-Reporting e |
lew folder =~ 0l @
“* Name : Date modified Type Size g
T | AuditTrail.report 3/12/2014 4:13 PM XML Decument 1KB

|| DrugAnalysis.report 3/12/2014 4:13 PM XML Document 1KB

| | DrugAnalysis Dopinchreening.regort 3/12/2014 4:13 PM XML Document 2KB

|| Env_CC_Avg.report 3/12/2014 413 PM XML Document 1KB

|| Env_CC_MidPoint.report 3/12/2014 4:13 PM XML Document 1KB 3

|| Env_CC_Previous.report 3/12/2014 4:13 PM XML Document 1KB

|| Env_DualGCResults.report 3/12/2014 413 PM XML Document 1KB

|| Env_InitialCal.report 3/12/2014 413 PM XML Document 1KB
3 || Env_LCSSpike.report 3/12/2014 4:13 PM XML Document 1KB

| Env_MSD.report 3/12/2014 4:13 PM XML Document 1KB

|| Env_QA_Check.report 3/12/2014 4:13 PM XML Document 1KB

|| Env_Results.report 3/12/2014 413 PM XML Document 1KB

| || Env_Results_withGraphics.report | XML Document 1KB

| Env_TPH_Validation.report | 3/12/2014 4:13 PM XML Document 1KB |

| Gen_ByCompound.report 3/12/2014 413 PM XML Document 1K |7

|| Gen_BySample.report 3/12/2014 413 PM XML Document 1KB
M | Gen_BySample_withSM.report 3/12/2014 4:13 PM XML Document 1KB

| Gen_Calibration.report 3/12/2014 4:13 PM XML Document 1KB

|| Gen_Complete.report 3/12/2014 413 PM XML Document 1KB

|| Gen_ResultsQualifierRatio.report 3/12/2014 413 PM XML Document 1KB

| Gen_ResultsSummary.report 3/12/2014 4:13 PM XML Document 1KB

| Gen_Samples.report 3/12/2014 4:13 PM XML Document 1KB

|| UMsIntegration_ExportResults.report 3/12/2014 413 PM XML Document 1KB

|| Pesticide_Residues.report 3/12/2014 413 PM XML Document 1KB L4

| SIMScan.report 3/12/2014 4:13 PM XML Document 1KB |=
- 4 1 | »

File name: Env_Results_withGraphics.report - ’Template files (*xht* xlog™ xltm; VI

[ Open |v] ’ Cancel ]
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6. Reports Report Templates

Excel-based Report Templates MassHunter EnviroQuant reporting is built on Microsoft Excel and is driven by Excel
templates. This provides a great deal of flexibility in the reporting options, from layout and
formatting to custom calculations and interactions with other software applications like
LIMS.

A partial list of MassHunter's Excel Templates is shown here. So they can be easily located,
these templates are grouped by report type. These templates are generally saved in:
MassHunter/Report Templates/Quant/ ...

/Iv| , % Letter » ISTD » ByGroup_Graphics v|‘-¢| Search ByGroup_Graphics
nize ¥ Mew folder ==« [ @&
Methods * Mame :

Report Templates =
B: QuantReport_ISTD_ByCompoundGroup_B_06_00

GCMS =
9 £: QuantReport_ISTD_BySampleGroup_B_06_00
t
Han A3 QuantReport_ISTD._BySampleType_B_06_00
En-us
A B: QuantReport_ISTD_ByTargetCompound_B_06_00
Letter

Compliance

DrugQuant

EnviroQuant

ESTD

ISTD
ByGroup_Graphics

m

Layout_Graphics
MotDetected_Graphics

Parts_Graphics —
Results_MoGraphics
SIMScan_Graphics
LIMs
MatchScore
Method
Outliers
Unknowns
ja
PDF-Reporting
QRS

zh-cn - | 1

File name: QuantReport_ReflibraryMatchSco = | Template files (*adt*sbe*xbtm;

= T D
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6. Reports

Before and After

Manually Integrated Baseline

Before and After

To improve your data review process, in MassHunter EnviroQuant, both the before and
after manual integration results are shown on the same report.

In this example you can see the red baseline, which is the baseline before manual
integration, the manual integration indicator, and the Library Match Score.

(m) = Manual Integration Library Match Score

Compound Conc, RT Dev(Miny” Resp. Qlon Lower Uppper
Phenol 40.4300 11.07 0.03 98662 (m) 66.0 231 63.1
65.0 11.2 31.2
+mEIC {34.0) Scan CC.D 940, 65.0, 66.0 11.131 min, 7 scans) CC.D
£ x10%] . ) # 107 Ratio = 78.8 (252.6 %)
g o 11,070 min. § o Rabio=577(1338%)
3.5 g
- 3
257
7] £
1.5 2
1 &
05 . 99.0
o : | \.._I ; = : o2 | | | | -1 51 C)EnvDemolbnadatalciwb050.d
108 i0e 1 112 114 106 10.8 11 11.2 11.4 40 &0 80 100 120 140
uisition Time {min) Acquisition Time {min) Mass-to-Charge (miz)

Peak Removed

Red line = baseline before manual integration

Here you can see how a removed peak will be shown in your reports. This is shown as a
straight line through the apex of the peak, in the red circled area below.

Also, because the peak was deleted, the qualifier ratios are undefined, pointed to by the
red arrow.

i, Mgilent Technelogies

Quantitation Results Report

Compound Conc. RT Dev(Min) Resp. Qlon QRatio Uppper
Phenal d 0 ] 66.0 23.1 63.1
e 0 112 £12
+ EIC (84.0) Scan CC.D 94.0, 65.0, B6.0
I 110“: - . gxﬂ)‘z‘ Ratio =
g A 11.070 min. 3 o Ratio- o
2.5 B 14
2
3 1.4
257 Q 1
= 2 08
1.57 g 06
1 & o4
0.5 0.2
o — 7 o

T T T T
i06 107 108 109

T T T T T T T
11 111 112 113 114 115

Acquisition Time [min)

T T T T T T T T
114 112 113 114 115 106 107 108 109

Acquisition Time [min)

T
11
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6. Reports

Bookmarks

Individual Samples

Bookmarks

The bookmarks included with your PDF reports allow you to very quickly move through
large reports to exactly the compound of interest. If they are not already displayed, click the
bookmark icon to show the bookmarks that are automatically generated with your report.

The opening bookmarks list individual samples.

IR VISR ==

Bookmark icon

|| | Bookmarks €[]
Data File 1 methodBlank(
Z {7 P> R - Operator : HP Chemist
=P Acq. Method : Voalist
= ‘methodBlank01.D---Method Blank 01 Acq. Date-Time ¢ 7/1/2014 12:¢
{/f = [P sample01.D---Sample 01 Sample Name: : Method Blank
Vial 1 17
v = {F sample03.D---Sample 03 Multiplier o §
= || ®W/ sample02.D---sample 02 Semple Info. :

Compounds Within Samples

When you select one of the samples, the bookmarks for the compounds within that sample
are displayed. Click any one to jump directly to that compound.

i Jv fﬁo ‘ n @H (= -I- ‘ Tools Sign Commen

@ Bookmarks M L '
Quantitation Results Report HE Agilemt Techaslogies
= Co d Conc. RT Min) Resp. lon Ratio  Lower Uppper
I:P E- @ B ot 43430 2072 D:ﬂ.(y K zze; ?ee.u ?44.2 120.1 160.1
- . +EIC (164.0) Scan sample0Z.0 164.0, 166.0 + Scan (20.638-20.810 min, & scans) sample0Z D
@é) I¥ sample03.D---Sample 03 Ex0? R FEx102] Ratio = 144.2 (103.0 %) £ 107 b Match Score=75.1
=P § 1
sample02.D---Sample 02 §
— Eal ©
7 [ chioromethane 5] 5 o
o
[ Bromomethane ] % 0.
" . &
i Vinyl Chloride 057 [ 7 1308 yess
1.25] 823
IF' chioroethane e — T T o eiiesshunterGONSU aalalsDatsy
. 204 206 208 21 212 204 206 208 21 21.2 40 60 B0 100 120 140 180
EF Methylene Chloride Acquisition Time {min) Acguisition Time (min) Mass-io-Charge (m/z)
P Compound Conc, Exp RT Qlon Exp Ratio Qlon Exp Ratio
Acetone 1,1,2,2-Tetrachloroethane N.D. 20.83 850 58.0 168.0 38.5
. . + EIC (83.0) Scan sample02.D 83.0. 85.0. 168.0
[P carbon Disulfide é,‘mr Fx? Not Faung
[F 1,1-Dichioroethene & g ]
" 1
[P 1,1-Dichloroethane i E p
I:P N 0.8 3 0.
1,2-Dichloroethene (total) o] 2,
| 3
[F chioraform o 3 o B‘\
[F 1,2-Dichloroethane-d4 o ot
—— T — T 1T
204 205 20€ 207 208 209 21 219 212 204 205 20€ 207 208 208 21 211 21.2
[F 2-Butancne Acquisition Tima (min) Acquisition Time (min)
[F 1,2-Dichloroethane Compound Conc. RT Dev(Min) Resp. Qlon QRatio  Lower Uppper
Tolusne-ds 489325 2L72  -0.07 67304 100.0 64.1 40.1 80.1
[P 111-Trichloroethane L +EIC (38.0) Scan sample02.D 980, 1000 + Scan (21.481-22.073 min, 16 scans) samplel2.D
) 3 £ x10%] 21724 min. #x102] Ratio =64 1 (106.7 %) £ 5405 |Lib Match Score=35.0
[P carbon Tetrachloride 3 - 8 911
17
r Vinyl Acetate + g b
- g o8
[P Bromodichloromethane N 2 o6l
. = 3 ..
P 1,2-Dichloropropane 17 ﬂ 04
0.2
s cis-1,3-Dichloropropene pa o
E - T T T T T T T T T T T T T T T T T T
Trichloroethene 214 216 218 22 222 214 216 248 22 22 40 60 B0 100 120 140 160 180
] Acquisition Time min) Acquisition Time (min) Mass-to-Charge (mz)
Benzene iyfeespr <o Shmter oppper
P o Toluene 510518 2192  -0.03 55620 9L.0 174.8 152.7 197.7
Dibromochloromethane +EIC (82.0) Scan sampie02D 520,91, + Scan (21 646:22 151 min, 14 scans) sample02 D
[P trans-1,3-Dichloroprapene Exo7] 21.998 min. Ex10%] Ratio = 174.6 (98.4 %) £ 107U Match Score=s.2
o & o g 91
[P 1,1,2-Trichloroethane 357 L
7 5 o
[F Bromofarm ze; § ol
g 4-Methyl-2-Pentanone 1] E o4
" 0.2
[P 2-Hexanone o5 P
W T hl h  — T T T T — T T T [ M e GOMS stivossibatal
etrachloroethene 21 218 2 222 26 208 2 22 40 60 B0 100 120 140 160 180
I:F 11.22 Tetrachloroethan Acquisition Time (min) Acquisition Time (min) Mass-to-Charge (miz)
[P Toluene-ds
Sample02.0 Fage %6 of 60 Generated at 1145 AM on 7]2/2013
[P Toluene
[P chiorobenzene
thulhenzena Onantitatinn Results Renart - Agilent Tochaolugies
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6. Reports Three Continuing Calibration Reports

Three Continuing In MassHunter EnviroQuant there are three PDF versions of Continuing Calibration reports
Calibration Reports designed to measure the internal standard criteria as required by each method.

» Env_CC_Avg.report.xml measures the continuing calibration internal standard
responses, against the average of the iCal internal standard responses.

« Env_CC_MidPoint.report.xml measures the continuing calibration internal standard
responses, against the midpoint of the iCal.

* Env_CC_Previous.report.xml measures the continuing calibration internal standard
responses to the previous ConCal and to the mid or average of the iCal, as is required for
EPA method 525.3, for example.

Env_CC_Average Report In this sample Continuing Calibration Report, the red entry represents an outlier.

Also, this report includes multiple curve types (e.g., Avg RF and Linear) reported. This type
of reporting was not available in MSD ChemStation. In MSD ChemStation, a separate
report would have to have been generated for each curve type.

Continuing Calibration Report 3 Agllent Technologios
Batch Name C:\MassHunter\GCMS\ 1\data\ConCal3260C\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 6:00:01 AM  C:\MassHunter\GCMS\1\DATA\ICAL 8260C\20PPB.D
50 3/26/2014 6:00:02 AM  C:\MassHunter\GCMS\1\DATA\ICAL 8260C\50PPB.D
100 3/26/2014 6:00:03 AM  C:\MassHunter\GCMS\1\DATA\ICALS260C\100PPB.D
A = measured against the 150 3/26/2014 6:10:04 AM  C:\MassHunter\GCMS\1\DATA\ICALS260C\150PPB.D
200 3/26/2014 6:10:05 AM  C:\MassHunter\GCMS\1\DATA\ICALS260C)\200PPB.D
Average ac 3/26/2014 6:29:08 PM  C:\MassHunter\GCMS\ 1\datz\ConCalB2600\CCD  <======
ISTD Compound: Avg Resp Mid Resp ICC Resp Area% AM
Bromochloromethane 12491 13419 11753 94.10 A
1,4-Difluorobenzene 67460 70129 66432 93.46 A
Chlorobenzene-ds 57456 50487 56012 99,05 A
Target Compound AVQRF/RZ  CCRF Bxp. Conc Area% Curve At
Bromochloromethane 1STD
Chloromethane 1.7066 19311 50.00 48,31 Avg RF
Bromomethane 1.6991 1.7108 50.00 53.72 Avg RF
Vinyl Chloride 1.9588 2.0730 50.00 51.10 Linear
Chloroethane 1.2063 1.3481 50.00 48.18 Avg RF
Outlier Methylene Chloride 2.0650 2.1558 50.00 50.86 Avg RF
A ik L. A080 L5087 m o0 40.56 A'vg RF
Carbon Disulfide 5.8063 57533 50.00 56.08 Avg RF
1,1-Dichloroethene 1.8290 1.9146 50.00 52.23 linear |
1,1-Dichloroethane 4.5032 4,5746 50.00 53.10 Avg RF
1,2-Dichloroethene (total) 4.0009 41738 50.00 51.66 Avg RF
Chloraform 4.4776 4,6252 50.00 52.38 Avg RF
1,2-Dichloroethane-d4 2.4261 2.3782 50.00 7.57 Avg RF
. . 1,2-Dichloroethane 2.9877 2.9505 50.00 54.68 Avg RF
Multiple curve fits 1.4-Difluorobenzene ISTD
2-Butanone 0.1654 0.1594 50.00 48,18 3.65 52.63 Avg RF
1,1, -Tnchloroethane 0.6655 06400 0,00 78,10 380 5308 g RF
Carbon Tetrachloride 0.5585 0.5250 50.00 47.00 6.00 55.40 Avg RF
Vinl Acetate 1.1716 1.1530 50.00 49.21 1.58 53.07 Ava RF
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6. Reports Three Continuing Calibration Reports

Env_CC_MidPoint.Report

Continuing Calibration Report X Agllent Teshnologlos
C:\MassHunter\GCMS\ 1 \data\ConCald260C\ QuantResults\2014 Mar 26 1729 3260C.batch.bin
C:\MassHunter\GCMS\1\methods\8260C.m
C:\MassHunter\GCMS\ 1\DATA\ ConCala260C\CC.D

Injection Time Calibration Files
3/26/2014 6:09:01 AM  C:\MassHunter\GCMS\1\DATA\ICAL 8260C\20PPB.D
3/26/2014 6:09:02 AM  C:\MassHunter\GCMS\ 1\ DATA\ICALS260C\50PPE.D
3/26/2014 6:09:03 AM  C:\MassHunter\GCMS\1\DATA\ICAL8260C\100PPB.D
150 3/26/2014 £:10:04 AM  C:\MassHunter\GCMS\ 1\ DATA\ICALS260C\150PPB.D
M = measured against the 200 3/26/2014 6:10:05 AM  C:\MassHunter\GCMS\1\DATA\ICAL8260C\200PPB.D
M Id cC 3/26/2014 £:29:08 PM  C:\MassHunter\GCMS\1\datz\ConCal8260C\CC.D  <======
ISTD Compound: Avg Resp Mid Resp CC Resp Area% AM
Bromochloromethane 12491 13419 11753 12.42 M
1,4-Difluorobenzene 67469 70129 66432 5.27 M
Chlorobenzens-ds 57456 50487 56912 4.33 M
Target Compound AvgRF/R2 CCRF BExp. Conc Calc. Conc  %Dev Area% Curve Rt
Bromochloromethane ISTD-
Chloromethane 1.7066 1.9311 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 20730 50.00 52.91 5.83 8.30 Avg RF
Chloroethane 1.2063 1.3481 50,00 5588 1175 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 2458%  -10.93 Avg RF
Carbon Disulfide 5.8963 5.7533 50.00 48.79 243 12,39 Avg RF
1,1-Dichloroethene 1.5290 1.9146 50.00 52.34 468 an Avg RF
1,1-Dichloroethane 45032 4.5746 50.00 50.79 1.58 8.22 Avg RF
|
Env_CC_Previous.Report Reports both Average and Linear Curve Fit data in one report
Continuing Calibration Report £ Agllent Tochnologios
Batch Name C:\MassHunter\GCMS\1\DATA\ConCal525_3nextday\QuantResults\2014 Mar 25 0546 525_3.batch.bin
Method File C:\MassHunter\GCMS\1\methods\525_3.M
Daily CC C:\MassHunter\GCMS\1\DATA\ConCal525_3nextday\CC.D
Level name Injection Time Calibration Fles
20 3/24/2014 7:11:01 AM  C:\MassHunter\GCMS\1\DATA\ICALS25_3\20NG.D
50 3/24/2014 7:11:02 AM  C:\MassHunter\GCMS\1\DATA\ICALS25_3\50NG.D
80 3/24/2014 7:12:03 AM  C:\MassHunter\GCMS\1\DATA\ICALS25_3'\30NG.D
120 3/24/2014 7:12:04 AM  C:\MassHunter\GCMS\1\DATA\ICALS25_3\120NG.D
160 3/24/2014 7:12:05 AM  C:\MassHunter\GCMS\1\DATA\ICALS25_3\160NG.D
cc 3/24/2014 7:48:08 AM  C:\MassHunter\GCMS\1\data\ConCal525_3\CCD  <======
ISTD Compound: AvgResp MidResp CCResp  CCRespPrev  Area%_A
1,4-Dichlorobenzene-d4 41409 41425 4869 53162 32.50
Naphthalens-ds 160277 160933 210899 190927 3158
Acenaphthene-d10 100754 Q5509 132274 121563 31.28
Phenanthrene-d10 181317 182653 231297 205519 27.56
Chrysene-di12 138081 130281 152556 143703 10.48
Perylene-d12 05130 202925 233158 242481 13.66
Target Compound AVgRF/R2  CCRF Bxp.Conc  Calc. Conc  %Dev
1,4-Dichlorobenzene-d4 ISTD-
2-Fluoraphenol 1.3031 1.3497 50.00 51.79 357 16.37 Avg RF
bis(2-Chloroethyljether 1.5759 1.7034 50.00 .05 8.09 9.52 Avg FF
Phenol-ds 1.6859 1.8275 50.00 54.20 8.40 7.59 Avg RF
Phenol 1.6428 1.879% 50.00 57.21 1441 143 Avg FF
2-Chlorophenol 1.2560 1.3322 50.00 53.03 6.07 9.86 Avg RF
1,3-Dichlorobenzens 1.3737 1.4731 50.00 53.62 7.23 10.27 Avg FF
1,4-Dichlorobenzens 1.3360 1.4909 50.00 55.80 11.59 5.87 Avg FF
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6. Reports

Initial Calibration Report

Initial Calibration Report

Initial Calibration Report Ao Toohwelogies
Method Path
Method File
Batch Name C:\EnvDeme\bnadata\QuantResulis\bnadata_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:\EnvDemo\bnadats\chwb020.d 1/28/1991 2:16:00 PM  3{11/2014 3:26:09 AM
80 C:\EnvDemo\bnadata\chwboso.d 1/28/1991 3:11:00 PM  3/11/2014 3:26:09 AM
120 C:\EnvDemo\bnadats\chwb120.d 1/28/1991 4:06:00 PM  3{11/2014 3:26:09 AM
160 C:\EnvDemo\bnadata\cwb160.d 1/28/1991 5:01:00 PM  3/11/2014 3:26:09 AM
50 C:\EnvDemo\bnadats|chwb050.d 1/28/1991 S:56:00 PM  3{11/2014 3:26:09 AM
Compound 20 80 120 160 50 Awg RF YeRSD
I  14-Dichlorchenzene-d4 ISTD
S 2-Fluorophenal 1.2826 13675 1.3077 1.1766 1.3812 1.3031 6.268
T  bis(2-Chloroethyl jether 1.8237 1.6684 1.4883 1.3200 1.5792 1.5759 12.002
S Phenol-ds 1.9668 1.7185 1.5199 1.3675 1.8568 1.6859 14.472
M  Phencl 2.0332 1.6681 1.4639 13112 1.7377 1.6428 15.782 &
M  2-Chlorophenal 1.4549 1.3096 1.1235 1.0279 1.3642 1.2560 14.003
T 1,3-Dichlorcbenzene 1.4576 1.4352 1.2435 1.1775 1.514% 1.3737 11.189
M  1,4-Dichlorcbenzene 1.5014 1.3018 1.2324 1.1325 1.5119 1.3360 12.503
T 1,2-Dichlorcbenzens 1.549% 1,3938 1.2822 1.1473 1.4874 1.3681 11.542
T Benzyl alcohol 0.9071 0.9841 0.9651 0.8555 0.5008 0.9225 5.633
T  bisi{2-chloroisopropyljether 2.0542 2.2180 2.1802 19017 2.0764 2.0821 5.780
T 2-Methylphenol 1.4214 1.3229 1.2882 1.1782 1.3464 1.3114 6. 792
T Hexachloroethane 0.5495 10,5455 0.45947 0.4413 0.5620 0.5186 9.695
M  N-Nitroso-di-n-propylamine 1.2713 1.3040 15021 10896 1.2185 1.2773 11771
T 4-Methylphenol 1.4716 1.3545 1.2259 1.1286 1.3737 1.3109 10.245
I  Haphthalene-dg IsTD
S Mitrobenzene-ds 0.4347 0.4441 0.4049 0.3919 0.4400 0.4231 5.502
T HNitrobenzene 0.4347 0.4001 0.4020 0.3478 0.3975 0.3964 7.880
T Isophorons 0.9300 0,9138 0.8740 0.7878 0.8533 0.8718 6.430
T  2-Nitrophenol 0.2213 10,2328 0.2337 0.2028 0.2126 0.2208 6.007
T 2.4-Dimethylphenol 0.3642 0.3777 0.3496 0.3295 0.3464 0.3535 5.181
T bis{2-Chloroethoxy)methane 0.4761 0.4918 0.4710 0.4370 0.4864 0.4725 4,539
T 2.4-Dichlorophenal 0.3063 0.2867 0.2688 0.2368 0.2961 0.2791 9.824
M  1,2.4-Trichlorobenzene 0.3318 0,3257 0.25944 0.2706 0.3240 0.3093 8.401
T MNaphthalens 10928 0,9722 0.8512 0.7610 0.9880 0.9328 13,815
T 4-Chloroaniline 0.3501 10,3905 0.3818 0.3664 0.3621 0.3701 4,336
T Hexachlorobutadiene 0.1811 0,1530 0.1499 0.1245 0.1680 0.1549 13.528
M 4-Chloro-3-methylphenal 0.3723 0.3711 0.3338 0.3049 0.3672 0.349% 8.498
T 2-Methylnaphthalens 1.0290 0.8461 0.7728 0.7284 0.9669 0.8e88 14.647
I Acenaphthens-d10 IsTD
T Hexachlorocyclopentadiene 0.2080 10,2525 0.2191 0.1962 0.2283 0.2208 9.690
T 2.4.6-Trichlorophenal 0.3876 10,3549 0.3329 0.3031 0.3915 0.3540 10.538
T 2,4,5-Trichlorophenal 0.4387 10,3592 0.3061 0.2702 0.4232 0.3605 20.4530
S 2-Flusrobiphenyl 1.3735 0.9759 0.9248 0.8458 1.2211 1.0650 20.564
T 2-Chloronaphthalens 1.2485 10,9535 0.2451 0.8500 1.1571 1.0310 16.025
T  2-Nitroaniline 0.4642 0.4498 0.4552 04138 04727 0.4511 .08
T Dimethylphthalate 1.5065 1.1533 1.0743 1.0188 1.2722 1.2050 16.061
M Acenaphthylens 1.9827 1.4204 1.2367 1.1352 1.5824 1.4727 22.669
T 2.6-Dinirotoluene 0.35944 10,3503 0.3381 0.2971 0.3602 0.3480 10.156
T  3-Nitroaniline 0.3205 0.2879 0.2738 0.2583 0.3415 0.2964 11,502
T Acenaphthene 1.1240 10,8258 0.7584 0.6%08 1.0219 0.8342 20.630
T 2.4-Dinitrophenal 0.1244 0.2305 0.2319 0.2013 0.2065 0.1989 22.057
Page 1 of 3 Genarated at 9:26 AM on 3/13/2014
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6. Reports

Matrix Spike Report

Matrix Spike Report

Agilent Technologies

Matrix Spike/Duplicate Recover and RPD Summary Report

Batch Name

Last Calib Update
Method File

Data Path

Sample Name
Sample 10 MS
Sample 10
Sample 10 MSD
Sample 1 MS
Sample 1
Sample 1 MSD

C:\MassHunter\GCMS\1\DATA\ConCal3260C\QuantResults\ 2014 Mar 26 1741 8260C.batch.bin
3/26/2014 5:36:18 PM

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

C:\MassHunter\GCMS\1\DATA\ConCald260CY

Sample Type Matrix Spike Group Acq. Date Time

Matrix Soil 3/26/2014 6:46:04 PM
Non Spike Soil 3/26/2014 6:46:03 PM
Matrix Dup Soil 3/26/2014 6:47:05 PM
Matrix Water 3/26/2014 6:44:01 PM
Non Spike Water 3/26/2014 6:43:00 PM
Matrix Dup Water 3/26/2014 6:45:02 PM

Matrix Spike Group Soil, Type B Results:

Compound

Sample Conc Spike Amt Spike Res DupRes SpikeRec DupRec RPD QC RPD Limits %Rec

1,1-Dichloroethene

Trichloroethene
Benzene
Toluene
Chlorobenzene

0.000 50.000 61.743 60.723 123.49 121.45 1.67 5 70-130
2,983 50.000 52,122 50.707 104.24 101.41 2.60 5 70-130
0.094 50.000 52,186 53.709 104.37 107.42 2.87 5 70-130
0.000 0.000 51161 52.253 211 # 0-0
0.000 0.000 49.061 51.852 572 # 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

Trichloroethene
Benzene
Toluene
Chlorobenzene

0.000 50.000 61.743 60.723 123.49 121.45 1.67 5 70-130
0.000 50.000 33.107 53.692 110.21 107.38 2.60 5 70-130
0.000 50.000 52,281 53.803 104.56 107.61 2.87 5 70-130
0.000 0.000 31161 52.233 211 # 0-0
0.000 0.000 49.061 51.952 72 # 0-0

(#) = out of Range
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6. Reports Quantitation Results Report

The Quantitation Results Report contains the Library Match Score between the know and
the reference spectra as well as before and after manual integration lines.

Quantitation Results Report

Quantitation Results Report R Ao Toohmelogies

Data Filz : CC.D
Operatar i HP Chemist
Acq. Method 1 B260C
Acq. Date-Time : 3/26/2014 6:39:08 DM
Sample Mame: : CC
Wial 1 2
Multiplier 1 1
Sample Info H
DA Method File : B260C.M
Tune File :
Tune Date :
Batch Name : 2014 Mar 26 1741 8260C.batch.bin
Last Calib Update : 3/26/2014 5:35:18 PM
Compourd RT Qlon Resp. Conc. Units Dev(Min)
Internal Standards
Bromachloromethans 7.953 128.0 11753 S0.0000 ug/l # 0.000
1,4-Difluarobenzene 18.189 114.0 66432 50,0000 ug/l 0.000
Chlorcbenzene-ds 22.959 117.0 56912 50.0000 ug/l 0.000
System Monitoring Compounds
1,2-Dichlorosthane-d4 10.733 65.0 27951 49.0124 ug/l 0.000
Spiked Amount: 50.000 Range: 70.0 - 130.0% Recovery = 98.02%
Toluenz-d2 21,795 9.0 L7736 45,9910 ug/l 0.000
Spiked Amount: 50,000 Range: 70.0 - 130.0% Recovery = 93.98%
Bromofluorcbenzene 26.720 95.0 60889 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 22697 56.5783 ug/l 96
Bromomethane 1.595 4.0 20107 50.3441 ug/l 94
Vinyl Chloride 2.060 62.0 24364 52.9130 ug/l 100
Chlorosthans 2.796 64.0 15845 55.8761 ug/l 95
Methylene Chloride 4.657 B840 25338 52.1580 ug/l 94
Acetone 5.278 43.0 5973 62,2877 ug/l a7
Carbon Disulfide &6.053 7.0 E7E19 48,7868 ug/l 100
1,1-Dichlorosthens 7410 96.0 22503 52.3404 ug/l 97

8.728 63.0 L3766 50.7923 ug/l 95
1,2-Dichloroethene (tatal) 3.542 35.0 43055 52.0435 ug/l %6
Chloroform 10.163 83.0 54361 51.6489 ug/l 94
2-Butanone 10.822 43.0 10586 48,1767 ug/l 94
1,2-Dichlorosthane 10.500 62.0 34502 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 46,5982 ug/l 93
Winyl Acetate 12,722 43.0 76597 49.2078 ug/l 100
Bromadichloromethans 13.148 83.0 0509 48.2418 ug/l 94
1,2-Dichloropropane 14.350 63.0 38472 48.2057 ug/l 92
cis-1,3-Dichloropropene 14.661 75.0 55677 45,2258 ug/l 98
Trichloroethens 15.242 130.0 27706 49,4570 ug/l 98
Banzens 15.630 780 76861 43.8134 ug/l 100
Dibromachloromethans 15.902 129.0 31823 47.9801 ug/l 98
trans-1,3-Dichloropropens 15,979 75.0 21542 44,7259 uafl 74
1,1,2-Trichloroethane 15.979 97.0 24769 51.5477 ug/l 99
Bromaform 18.577 173.0 13220 45,3556 ug/l 92
4-Methyl-2-Pentanone 18.926 43.0 29216 47.7556 ug/l 97
2-Hexanone 20,438 43.0 18254 48.1704 ug/l 95
Tetrachlorosthene 20.787 154.0 21623 45,3880 ug/l 98
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