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In this Guide...

In this Guide...

This guide presents step-by-step exercises to help you learn to use the
Unknowns Analysis program. You can do these exercises with the
demonstration analysis, method, and library files, shipped with the system
installation disk, or with data you acquire.
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Choosing Unknowns Analysis Desktop Icons

Choosing Unknowns Analysis Desktop Icons

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

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

R0

Unknowns  Unknowns
Analysis Analysis
(Quant-My-
Way)
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Before you begin these exercises

Copy files from the installation media to your
hard disk

1 Navigate to the \Data folder on the installation media.

2 If the folder is in a compressed format, extract the data files from their zip
format.

3 Copy the Data folder from your installation media in uncompressed format to
any location on your hard disk.

This folder contains all of the data, method, and library files needed for these
exercises. Do not reuse the example data files on your system unless you know
that they are identical to the originals on the media. If the example data files
already on the system do not match the original ones of the media exactly, then
the results obtained during these exercises will not match those shown in this
guide.

Agilent MassHunter Workstation Unknowns Analysis Familiarization Guide 7



Task 1: Identify Compounds with TIC Analysis

Task 1: Identify Compounds with TIC
Analysis

Create a new analysis

1 Start Unknowns Analysis by double-clicking the desktop icon.
or
Click Start > Agilent > MassHunter Workstation > Unknowns Analysis.

R 9

Unknowns  Unknowns
Analysis Analysis
(Quant-My-
Way)

When you open the program, the default layout appears.

5 Aglen 2 SRR
Fle Edt View Ansyze Method Repot Tools Help

i) B |33 |9 ™ [()AnalyzeAll | All Target Non-Target Hit Mon-Hit | Best Hit

Samples v # X [Chromatogram -

Fie Name  Components _Hits

“ ) — 0z

Components < ax o1
Component AT Compound Neme  Meich Factor

<~ @ X [Spectum - 1%
%107
08
o7
06
05
04
03
02
01
Y A YA S A A O A A At A

5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 85 0 B

X107
08
o7
06
05
04
03
02
01

| Yt A

T2 3 4 5 &8 7 & 3§ 5 10 15 20 25 30 35 40 45 50 55 60 6 70 75 80 8 % 5

Figure 1.
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Create a new analysis

If the default layout is not present, click View > Preset Layout > Standard to
restore the default layout before creating a new analysis.

[ Agilent MassHunter Unknawns Analysis s = %8 % »

File

Edit

View |[Analyze Method Report Tools

Help

Save Layout...

All - Condensed

Component RT Compound Name
Chromatogram - Spectrum
o Component - Spectrum
' Component - Spectrum - lon
| Spectrum - Ion
Figure 2.

Sample - Compenent

Samples bl Target Mon-Target Hit MNon-Hit |
Chromatogram matogram

Components

Ion Peaks 8;

EIC Peaks 0.8

Spectrum 07

Molecular Structure 06

Analysis Messages 05

Preset Layout » ! Standard

Load Layout... Al Bxtended

2 Select File > New Analysis.
In the Quant-My-Way user interface, on the Home tab, click New Analysis.

Agilent MassHu

File |[Edit View Analyze Method Report  Tools  Hel
a ew Analysis Ctrl+N
miicae)
& Save Analysis Ctrl+S
Save Analysis As...
Close Analysis
Add Samples...

Import Quantitative Analysis...
Import Target Methed (Quantitative Analysis Method)..
Export...

aa Page Setup...
=4 Print... Ctrl+P
[& Print Preview...
Exit
Figure 3.
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10

Add samples to the analysis

3 Navigate to MassHunter\Data\Evaldemo\, or the folder where the data file to
be analyzed is stored.

4 Type the analysis name evaldemo for the analysis, and click Create.

' ™
B Newanaysis e S
Loak in: | Evaldemo - @ _, = '
-
= MName Analysis File Data Ve... Size Date Analyzed Analyst
L"-"} L demol
Recent Places || demom
-1 . evaldemo.d
. QuantResults
Desktop . UnknownsReports
e . UnknownsResults
Libraries
A
Computer
MNetwork
File name: - Create
Files of type: [ Unknowns Analysis Files (".uaf) - ] Cancel
Figure 4.

Add samples to the analysis
1 Select File > Add Samples.

2 Select the sample file(s) and click OK to add the sample to the batch.
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Add samples to the analysis

Add Samples
Batch Folder: D:\MassHunter\Data\Eval...

_ =

[ Translate MSWS Samples...

st |G| o]

L —

Figure 5.

The Analysis table is no longer empty. It now contains the demo sample.

 Agilent MassHunter Analysis - ‘ ‘ [B=ENS)
File Edit View Analyzz Method Report Tools Help
SO (9 () Analyze Al | All Torget Non-Target [Hit | Non-Hit |[Best Hit
|Chromatogram - B X
Sample Name File Name. demoscan sample (evaldemo.d)
evaldemo d 20¢
Z s
Q
3
25
2
15
1
‘ n 3 s
Components - &% o
Compnert KT Compound Name 5.50 520 5,60 5,20 £.00 6.20 640 650 .80 7.00 7.20 750 7.60 780 800 £20 820 260 850 9.00 920 5.40 560 8.50
‘Acquisition Time (min)
Jon Pesks <~ & % [Spectum T Ex
x101 x107]
03 LER
LS
08 0
075
07 074
. 085
08 06
055
05 054
045
04 044
035
03 034
025
02 021
i
005
e S e s A Y A
T23is67¢5% 5 10 15 20 25 30 35 40 45 50 55 €0 65 70 75 80 8 0 5
g n »

Figure 6.
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Set up the method for the analysis

Set up the method for the analysis

Select Method > Edit.
= Pl
B Agilent MassHunter Unk 15 Analysis - uafgm W - 1
File Edit View Analyze |Method Eiggg 20l ES B ]
=" BE NG R SRIO IE Edik F10
Samples b Load Methad to All Samples...
Sample Name File Name (& Load Method...
demoscan sample S ERLE]
F Save Method of Current Sample...

Figure 7.

The Method dialog box standard view appears. For this task, we will use the
Standard view.

Method o sl

Peak Detection | Deconvolution | Library Search | Compound Idertification | Tamet Match | Blank Subtraction |
Peak detection

[ Deconvolution -

Specfy scan/signal for TIC Analysis

Peakk fitter.

Excluded m/z: 28
Example: 28,91,149
SNR threshold: 0

Maximum number of peaks

. E—
Maimum number of peaks ]
Areafiters

[7] Absolute ares =0 couts

[7] Relative ares s= [0 woflamestpesk
Height fiters

[C] Absolute height =0 couts

[7] Relative height = D % of largest pezk

[ Advanced.. | [ Aoolyto Al Samoles | [ Aoplyto Selected Sample | [ Defaut | [ Close

Figure 8.

Note that these are the default parameters for the method. You can click Default
at the bottom of the Method dialog box to restore default parameters before
creating a new method in the next step.
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Set Peak Detection options

1 Select TIC Analysis from the Peak detection drop-down menu.

Method

Peak Detection | Deconvolution | Library Search | Compound ldentffication
Peak detection

| TIC Analysis - I
Specify scan/signal for TIC Analysis

Figure 9.

TIC Analysis: Identifies the chromatographic peaks using integration
instead of deconvolution.

Deconvolution: Deconvolutes the components in the chromatogram and
extracts the ‘clean’ spectra from background noise based on both
retention time and peak shape.

2 Click Specify scan/signal for TIC Analysis to process GC signals.

Method

Peak Detection | Deconvolution I Library Search | Compound |dentification |
Peak detection

TIC Analysis -
I Specify scan/signal for TIC Analysis... I

Figure 10.

3 In the Maximum number of peaks section, select Area from the Rank by
drop-down menu, and enter 5 for the Maximum number of peaks.

Meaximum number of peaks

Rank by: [P{ea v]
Meaximum number of pealks: B
Figure 11.

4 Inthe Area filters section, select Relative area and enter 1 for the % of largest

peak.
Area fitters
[ Absolute area »>= |0 counts
Relative area = 1 % of largest peak
Figure 12.
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Set Library Search options

Set Library Search options

1 Click Library Search.

Method ==
 p— |

Peak Detection Deconvo\utio' Library Search | fompound Identi 1 | Target Match | Blank Subtraction|

Librarizs

C:\MassHunter\Library\demo.mslibrary xml

Add Library.

Move Up Move Down l Open Library... ] [ Remove Library ]

Search criteria Forward-Reverse Search

Pre-search type Pure Weight Factor:

v

i Example:

Pelust Seare 0.0for reverss ssarch

[F] Remove Duplicate Hits 1.0 for forward search

Match factor:

[7] Use RT Match
Trapezoidal @ Wulipicative
RT 6 sec Addttive

e range o sec ax RT penaly 20

Gaussian
5 - 6 -

RT calibration file

[ Advanced.. | [ Applyto i Samples | [ Appiyto Selected Sample | [ Defaut | [ Close

Figure 13.
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Set Library Search options

2 Click Change Library.

Method (R 5
Peak Detection | Deconvolution | Library Search | Compound 1 | Target Match | Blank Subtraction |

Libraries

ZAGCMS DatalLibraries\RI-PESTICIDES MOL2. mslibrary.aml
Add Library.

Move Up Move Down |_cpenLibary.. | [ Remove Library |
Search crieria Forward-Reverse Search:
Pre-search type: Pure Weight Factor
w
Example
Adjust Scors 0.0for reverse search
[] Remove Duplicate Hits 1.0 for forward search
Match factor
Use RT Match
RT perlty function. RT mismatch peniaty:
@ Trapezoidal © Mutiplicative
AT rnge 5 sec dive
Penattyres RT range: 9 sec Max RT penaly: 20
@) Gaussian
Standard deviation: [3 sec

RT calibration file:

[ Advanced.. | | Applyto Al Samples | [ Applyto Selected Sample | [ Defaut | [ Cose |

Figure 14.

3 Navigate to MassHunter\Data\Evaldemo\, or the relevant folder, select
demo.L, and click Open.

(Method (R

L e e — —

| Peak Detection I Deconvolution | Library Search |Campound Identification | Target Mak;hl

Libraries
D:\MassHunter\Data\Evaldemoldemo.|
Add Library...
Move Up Move Down [ Cpen Library... ] [ Remove Library ]
Figure 15.

4 Inthe Search criteria section, select None from the Pre-search type
drop-down menu.

Search criteria:
Pre-search type:
&v
[ Adust € MNomal |
[F] Remove Fast
Figure 16.
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There are 3 Pre-search types: None, Normal, and Fast. By default,
Unknowns Analysis uses Normal.

None: The library search is not subjected to a preliminary screening
process.

Normal: The screening algorithm uses the entire library as the list of
candidates if the indexing scheme does not produce enough candidates. It
is 50-100 times faster than no pre-search, with essentially zero false
negatives rate for high-scoring hits (match score > 80).

Fast: The screening algorithm uses whatever list of candidates it gets
from the index and avoids the entire library-search even if there are not
enough candidates found. The speed is 100-1000 times faster than no
pre-search, with =1% false negatives rate for high-scoring hits.

Set Compound Identification options

1 1. Click Compound Identification.

Method o)
—

Peak Detection | Deconvlution | Library Searclf | Compound Idertification I:arga Match | Blank Subtraction

Ma it court 1

Min match factor 50

Min MZ 30

Library Search Type: [Spectral Search -
Muki-ibrary Search Type: [a -

[ Advanced.. | [ Applyto Al Samples | [ Applyto Selected Sample | [ Defaut | [ Close

Figure 17.

For this task, we will use the default Compound Identification parameters.

2 Click Apply to All Samples, and then click Close.
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Analyze and review results

Analyze and review results
1 Click Analyze All.

After the analysis is complete, the main view that appears should look like
the example below. This is the default layout and contains the default
column settings.If you see a different layout than the one in the example
below, select View > Preset Layout > Standard to reset the standard layout.

File Edit View Analyze Method Report Tools Help

- IEYEXS AU Toget. Non-Target i | Non-tit [BestFit] |
Samples

FieName  Componeris

64315
77371
97718

5.2781

< i

Componert T Compound Name __Match Factor
Docecar) 520 540 550 530 600 620 640 680 680 700 720 740 750 780 800 820 840 850 820 300 920 340 360 350
54315 | Bpheryl Acaisition Time (min)

77371 | #Crlorobipheryl ~ 7 X [Spectum —

97718 [ Methy palmitate: RT: 52781 [Component RT- 5.2761
2 x102, Al

3 os

852

ST\‘ B2 7z s

e A I e e o] o e e e g

90 100 110 120 130 140 150 160 170 180 190 200 210 220
Mass-to-Charge (m'z)

852

81 4z 1703
1272
“I I‘ O O Tl O =) 2008

R O S S P 0 = e P B B e ) P
5% 58 53 5% 0 2 3 50 60 70 8 %0 100 190 120 130 140 150 160 170 180 130 200 210 220

« i, Acauisition Time (min) Mass-to-Charge (m'z)

Figure 18.
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Analyze and review results

2 Select View > Preset Layout > All-condensed.

The system displays the All-condensed view.

e Edit View Analze Method Report Tools Help

5 B |72 [ ¢ |®)AnabyzeAl | Al Terget Non-Target [Hit | Non-Hit |[Best it |
Samles <R [Chromatogram

T Ex
Sarple e Fielane  Compererts _bas | [ée
106
3 El
225 2 B
4 b4 = =
375 s 2 T
35 & =
325 N
3
275
25
225
2
175
15
125
[ e :
075
Components T Ex 05.
Component RT  Compound Name _ Match Factor 025
Dedecs 55 520 540 560 580 600 620 6% 650 630 700 720 7X0 7h 7H0 800 820 G6X0 85 80 900 920 940 960 9K
6.4315 | Biheryl 1000 Aequisition Time (min)
| 77371 | £<Horobiphers 1000 | [lon Peaks <1 X [Spectrum i
395 RT 52781 Component RT. 52781
fic 2 x102. 571
Comporent | [3 09
&2 o
2 07 712
431
5% 58 53 5% (B2
Acaisifion Time (min) = o4
03
TEX e
22
o1 1122 .
Bl 5 1272 1412 e
[z 10 20 30 40 50 60 70 8 S0 100 110 120 130 140 150 160 170 180 150 200 210 220
3 Mass-to-Charge (miz)
EFA | et 571
x| e
5% 53 53 5% S os.
Acquisition Time (min) 08
07 712
Wolecular Siructure TEX i 431
05
04 B2
03
NN 02
o 01 2 “ | BI 22 1375 703
o. Wl TN Y R A 8
LI P R - N A St N N U U P B P s PO PR W
0 20 3 40 50 60 70 8 %0 100 110 120 130 140 150 160 170 160 190 200 210 220
Mass-to-Charge (m'z)

Figure 19.

3 Select the demoscan sample from the Sample table.

Click one of the following toolbar buttons to view the changes in the
Components window.

+ All: View all the peaks.
+ Hit: View the peaks that are found in the library search.
- Non-Hit: View the peaks that are not found in the library search.
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Analyze and review results

4 Right-click any column header in the Components window, and select
Add/Remove Columns.

-

Component RT Compound Name | Match Factor Ad:{{g.emove Columns..
Dodecane =
5a

Copy
54315 | Biphenyl 10)
7.7371 | 4Crlorobiphernl 10 Set Best Hits ]
97712 | Methyl palmtate d Show Alternate Hits...
Figure 20.

5 Select Component from the Select columns from drop-down menu.

Columns @—53“
Show these columns in the order:
Component RT
Compound Name
| |Match Factor
Best Hit
Formula

I

|

\ [ ok ][ Reset |[ Defaut |[ Cancel

Figure 21.
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Analyze and review results

6 Select Area % and Area % Max from the Available columns list, and click Add.

Columns

Select columns from:

Figure 22.

-+ Area %: Percentage of the peak area sum
- Area % Max: Percentage of the largest peak area

7 Verify that the selected columns are moved to the Show these columns in

the order list, and click OK.

8 From the Components table, select a component in the Component RT

column.

Component RT Compound Name Match Factor Best Hit Formula Area % Area % Max.
52781 Dodecane
6.4315 | Bipheryl 100.0 C12H10 30.196 100.00
7.7371 | 4Chlorobiphery! 100.0 C12H3C 25572 8469
9.7718 | Methyl palmitate 999 C17H3402 2373 7859

Figure 23.
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View the Chromatogram, Spectrum, lon Peaks, EIC Peaks, and Molecular
Structure for the selected component.

In the Spectrum window, the top spectrum is from the component, and the
bottom spectrum is from the library. The Match Factor in the Components
table reflects how closely the two spectrum match.

To change to the Header-to-tail view, right-click inside the Spectrum
window and select Header-to-tail.

Spectrum — x
Component RT: 5.2781
8 x1p2q
] 57.1
Q
0.9
0.84
0.7+ 712
064 431
ol 852
0.4 |
0.3+ n
024 =3 opy
232 170.3
1 Auto Scal = 7
01 @ Auto Scale 2 w2 w2 g
04 Previous Zaom S S T 2008
014 241 Next Zoom 2 1703
024
ey Haa%—to—tall
044 Etracted spectram 1
059 4 Print..
gf 231[[4  Print Preview...
08 Properties...
0.9
™ 57.1
ERY
I T T T AL T AT BT T T T T | T T T T | T T T T
0 20 30 40 50 60 70 &80 S0 100 110 120 130 140 150 160 170 180 130 200 210 220
Mass-to-Charge (m/z)

Figure 24.

The lon Peaks and EIC Peaks windows show the extracted chromatograms
of the selected ions. The EIC traces and their numeric identifiers to the right
of the display are color-coded.

To interactively add the ion chromatogram traces in the lon Peaks and EIC
Peaks window to the display, click in any Mass Spectral Display area of the
Spectrum window. If the selected m/z chromatogram is not already
displayed, it will be added to the lon Peaks and EIC Peaks window and

a symbol of the same color will be at the appropriate m/z position below
the x-axis in the Spectrum window.
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Analyze and review results

To remove an ion chromatogram trace (and its numeric identifier) from the
lon Peaks and EIC Peaks window, click on its numeric identifier or on the
corresponding m/z value position in the Spectrum window.

The Molecular Structure is from the library. If the searched library does not
contain the structures for the entries, nothing will be displayed in the
Molecular Structure window.

lon Pedks - 7 X [Soecken X
[Component RT: 5.2781 | [Component RT: 52781
/ | ﬂmi 571

09
08
07 na
08 a1
0s.

222

1 210
Mass-to-Charge (miz)

Acauisition Time (min) |

Molecular Structure - I X 07 N2

0. 431

05

& 852

03

s
NG N NN N £ 31
e
0 Bl M2 122 44 173
2

o T T I"ll T T ln? a7 ‘[l I‘n £ T L3 ) T I.Is T T

10 B @ 0 6 70 % % 10 10 1o 1k 1k 150 10 170 1k 1 2o 20 2o

Mass-to-Charge (miz)

Figure 25.

9 To save the analysis, select File > Save Analysis.

10 . Click File > Exit.
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Task 2: Identify Compounds with Deconvolution

Task 2: Identify Compounds with
Deconvolution

Create a new analysis

1 Start Unknowns Analysis by double-clicking the desktop icon.
or
Click Start > Agilent > MassHunter Workstation > Unknowns Analysis.

B I

Unknowns  Unknowns
Analysis Analysis
(Quant-My-
Way)

2 Select File > New Analysis.

ﬁ;ﬁ\gilent MassHunter Unkn
File |Edit View  Analyze  Method Report  Tools  Hel

k| ew Analysis Ctrl+M
14 (mucae)

A Save Analysis Ctrl+S

Save Analysis As..

Close Analysis

Add Samples...

Import Quantitative Analysis...

Import Target Method (Quantitative Analysis Method)...
Export...

Page Setup...
Print... Ctrl+P

Print Preview...

[ =

Exit

Figure 26.

3 Navigate to \Your Directory\RI-PEST-MATRIX\.

4 Type the analysis name demo, and click Create.
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Add samples to the analysis

Add samples to the analysis

1 Select File > Import Quantitative Analysis.

2 Select TargetDemo.batch.bin, and click Open.

Verify the batch is imported. The Sample window now contains one matrix
blank and five spiked samples at the different concentration levels. The
Chromatogram shows the TIC of the sample selected in the Sample

window.

B Agilent MassHunter Unknowns Analysis  deme uaf S, IS A —" i . S — o [ac o

File Edit View Analyze Method Report Teols Help

0 & I |52 | © (M) Analyze Al | All Target Non-Target [ Hit | Non-Hit
Samples « 7 X |Chromatogram

- X

Sample Name File Name Component] ||STD+sclvent +MATRIX (ISTD-MATRIX-01.0)

2 7
D ISTO-MATRIX01.0 R

PESTSTD - 10+.. | PEST-STD-1-MATRIX-03.D Sy
PESTSTD- 20+ | PEST-STD-20MATRIX01.D 35
PEST STD- 50+ | PEST-STO-50MATRIX-03.D 3
PESTSTD-100.. | PEST-STD-100-MATRIX01 D 25
2
PESTSTD-200.. | PEST-STD-200 MATRIX03.D I
i » 1
05

. x * I

W

Component RT  Compound Nams Match Factor 600 800 1000 1200 14.00 1600 18100 20.00 22.00 24.00 26.00 28.00 30.00 32.00 3400 3600

Acquisition Time (min)
- 1%

lon Peaks -ux|5;;emm
I

Figure 27.

Set up the method for the analysis

Press F10 or select Method > Edit.
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Set up the method for the analysis

Set Peak Detection options

Select Deconvolution from the Peak detection drop-down menu, and click Apply

to All Samples.

Method

Peak Detection | Deconvalution | Library Search | Compound Target Match | Blanis Subtraction|
Peak detection
Desonvolution -

Specty scan/signal for TIC Andlysi...

Peak filter:
Excluded m/z 28

Example: 28 91,149
SNR threshold 0

Masdmum number of peaks

i E—

Maimum number of peaks

Area fters
] Absolute area 2= |0 counts
[7] Relative area = % of argest peak
Height fiters
[C] Absolute height >= [0 counts
[T Relative height >0 % of largest peak
[ Advanced... | I[ Aoplyto Al Samples | | Applyto Selected Sample | [ Defaut | [ Close

Figure 28.
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Set up the method for the analysis

Set Deconvolution options

1 Click Deconvolution.

Methed
—
Peak Detectioff | Deconvolution | Library Search | Compound Identfication | Target Match | Blank Scbtraction |
L ——
Resclution
RT window size factor 25.50.100.200

Extraction window:

Left m/z deta: 03
Right m/z detta: 07
m/z defta units: AMU -

Use integer m/z valuss

Component shape

[7] Use base peak shape

‘Shapness threshold 25 %
lon peaks

Min # of ion peaks: 3

Max # of ion peak shapes to store 0

[ Advanced.. | [ Applyto Al Samples | [ Applyto Selected Sample | [ Defaut | [ Close

Figure 29.
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Set up the method for the analysis

The default parameters for deconvolution display. By default, there are four
values (25, 50, 100, 200) for the RT window size factor. Select any set of
Window Size Factor (WSF) values in a comma-separated format.

Method (ER =
Peak Detection | Deconvalution | Library Search | Compound Identfication | Target Match | Biank Subtraction |
Resolution
RT windaw size factor 2550100200
Sirachion mindaw
Left mz deta 03
Fight m/z deta 07
m/z deta units AU -
Use integer m/z values
Component shape:
[ Use base peak shape
Sharpness threshold 2
lon pecks
Vi 2 o on peaks: 3
Max #ofion peak shapes to store: 0
[ Advanced.. | [ Applyto Al Samples | [ Applyto Selected Sample | [ Defaut | [ Giose
Figure 30.

The WSF represents a dimensionless scale of the correlation window for
grouping ion peaks into components, equivalent to Resolution and AMDIS.
A smaller value (higher resolution) separates closely spaced peaks, finds
more components, and runs longer. A larger value is used for wider peaks.
Using multiple values covers all kinds of peaks without manual
optimization.

2 Inthe Extraction Window section, select Use integer m/z values.

Extraction window:

Left m/z delta: 03
Right m/z detta: 07
m/z defta units: AMU hd

lUse integer m/z values

Figure 31.

Use integer m/z values runs the deconvolution with both integer and filtered
m/z, and provides the best results.
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Set up the method for the analysis

3 Click Apply to All Samples.

Set Library Search options
1 Click Library Search.

Method
—_—
| Peak Detection | Deconvelutiof | Library Search | Fompound | Target Match | Blank Subtraction |
Libraries:
C:\MassHunter\Library\demo.mslibrary.xml
Add Library.
Move Up Move Down [ Open Library... | [ Remove Library |
Search citena: Forward-Reverse Search
Pre-search type: Purs Weight Factor
Example:

Adjust Scors 0.0forreverse search
[] Remove Duplicate Hits 1.0for forward search
Match factor:
[C] Use RT Match

Trapezoidal @ Multiplicative

RT 6 SeC Additive

- 0 - ax RT penaly 20
Gaussian
=rd deviation 6 sec
RT calibration file:
[ Advanced.. | [ Applyto Al Samples | | Applyto Selected Sample | [ Defaut | [ Close |

Figure 32.

2 (Click Change Library.

i R
Method - (L2 [

| Peak Detection | Deconvelution | Library Search | Compound Identfication | Target Match|

Libraries:

ZMGCMS Data\Libraries\RI-PESTICIDES-MOL2 mslibrary xml
Add Library...

Maowve Up Move Down l Open Library... ] I Remowe Librany ]

Figure 33.

3 Navigate to the relevant folder, select RI-PESTICIDESMOL2. mslibrary.xml,
and click Open.
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Set up the method for the analysis

4 Inthe Search criteria section, select Normal from the Pre-search type

drop-down menu.

Method
Peak Detection | Deconvolution | Library Search | Compound | Target Match | Blank Subtraction |
Libraries
ZAGCMS DatalLibraries\RI-PESTICIDES-MOL2 mslibrary xml
Add Library.
Move Up Move Down [ Open Library.. | | Remove Libray |
carch cileria Forward-Reverse Search
Pre-search type Pure Weight Factor:
o
Example
st meere 0.0forreverse search
[ Remove Duplicate Hits 1.0forforward search
Match factor.
[ Use RT Match
Trapezoidal @ Mutiplicative
R 6 Addtive
0 RT 20
Gaussian
5
RT caibration fil
[ Advanced.. | [ Applyto Al Samples | [ Applyto Selected Sample | [ Defaut | [ Close |
Figure 34.

+ Select Adjust Score to give the closest library match scores to NIST.

+ Select Remove Duplicate Hits to remove duplicate hits that appear in the
hit list for a given target spectrum. This deals with duplicate and highly
similar library entries such as seen in NIST, and only returns the single
library entry with the highest fit score.
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Set up the method for the analysis

5 Inthe Match factor section, select Use RT Match.

Method

| Library Search | Compound

| Target Match | Blank Subtraction |

| Peak Detection | D

Libraries

Adjust Score
[C] Remove Duplicate Hits

Wove Up Move Down Open Library. Remove Library
Search crtera: Forward-Feverse Search:
Pre search type Pure Weight Facor

7

Example:
0.0 for reverse search
1.0for forward search

penahy functin RT mismatch penaty
© Trapezoidal o Mutplcative
RTrange 3 sec | (O Addtive
Penaityfree AT range o sec Max R penaty; E
©® Gaussan
Standard deviaion 5 sec
RT calibration fie
[ Advanced.. | [ Appiyto Al Samples | [ Applyto Sclecied Sample | [ Defaut | [ Cese |

Figure 35.

6 In the RT penalty function section, select Trapezoidal and enter the following:

RT range: 9

Penalty-free RT range: 9

Method

Peak Detection | Deconvolution | Library Search | Compound Identification | Tanget Match | Biank Subtraction |

Adjust Score
[] Remove Duplicate Hits

Libraries
Z\GCMS DatalLibraries\RI-PESTICIDES- MOL2 mslibrary xml
Add Lbrary.
Move Up Move Down Open Library Remove Library.
Search criteria Forward Reverse Search
Pre-search type: Pure Weight Factor:

07

Example:
0.0for reverse search
1.0 for forward search

RT calibration file:

Match factor.
Use RT Maich
AT penatty function AT mismatch penaty
@ Trapezoidal @ Muitiplicative
RT range 3 sec Addiive
Penatyree RT range ] sec Max RT perialy: E
10 Gaussian
Standard deviation: 5 sec

—

[ Advanced.. | [ Applyto Al Samples

Close

| [ Applyto Selected Sample | [ Defask | |

J

Figure 36.
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Set up the method for the analysis

7 Inthe RT calibration file section, click Choose.

Z\GCMS DatalLibraries\RI-PESTICIDES-MOL2. mslibrary.xml

Method 2]
| Peak Detection | Decanvoldtion | Library Search | Compound 1 | Target Match | Blark Subtraction |
Libraries:

Add Library.

Move Up Move Down

Search criteria;
Pre-search type

Adjust Score

[] Remove Duplicate Hits

Open Library. Remove Libmry

Forward Reverse Search:
Pure Weight Factor
07

Example:
0.0for reverse search
1.0for forward search

Match factor:
Use AT Meich
RT penaty function: RT mismatch penaty.
@ Trapezoidal © Wutiplcative
RT range: s sec () Additve
Penaltyfree RT range 9 sec Max RT penaty 20
(@ Gaussian
Standard deviation: 3 sec
RT caliration fie:
[[Advanced.. | [ Applyto Al Samples | [ Applyto Selected Sample | [ Default | [ Close

Figure 37.

8 Navigate to the relevant folder, and select HCs-RTCAL1.rtc.

Method

(7 |l

Peak Detection | Deconvalution | Library Search | Compound | Target Match | Blank Subtraction |

Libraries:

Z\GCMS DataLibraries\RI-PESTICIDES-MOLZ mslibrary.xml

Add Library.

Move Up Move Down

Search criteria
Pre-search type:

Open Library. Remove Library

Forward-Reverse Search:
Pure Wight Factor.

Normal A

Adjust Score
[7] Remove Duplicate Hits
Match factor
Use RT Match
RT penalty function:
@ Trapezcidal
RT range 9
Penalty-free RT range £l
©) Gaussian

Standard deviation: 1]

07

Brample
0.0for reverse search
1.0forforward search

RT mismatch penaty:
@ Mutplicative
sec () Addiive
sec Max RT penalty: 20

RT calibration file:

D\MassHunter\Data \RI-PEST-MATRIX-120810\RTCAL\HCs-RTCAL 1 rte

Ccee.

[ Advanced.. | [ Apolyto Al Samples

] [ Applyto Selected Sample | [ Defaut | [ Close |

Figure 38.
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Set up the method for the analysis

RT/RI calculation is used with library matching to lower the false positive
rate. The window is set to +9 seconds to qualify the hits from the Library

Search.
9 Inthe Libraries section, click Add Library.

| Peak Detection I Deconvalution | Library Search |Compound |dertification | Target Match | Blank 5ub‘t|action|

Libraries:
ZMGCMS Data\Libraries\RI-PESTICIDES-MOL2 mslibrary xml Change Library...
Add Library...

’ Open Library... ] ’ Remove Library ]

Method

Move Up Move Down

Figure 39.

10 Navigate to the relevant folder, and select NIST11.L.

Multiple libraries can be used in Library Search. For this example, the target
MS library contains 900+ pesticides with Retention Indexes (RI)
information. NIST11.L can be used for the additional confirmation.

11 Select Fast from the Pre-search type drop-down menu.

Method

Peak Detection | Deconvolution | Library Search | Compound Idertification | Taraet Match | Blank

Libraries

Z\GCMS Data\Libraries\RI-PESTICIDES-MOLZ mslibrary xml Change Library...
ZAGCMS DatalLibraries\NIST11.L
Add Library...

Mave Up Mave Down [ Open Library... ] [ Remove Library ]
Search criteria Forward-Reverse Search:
Pre-search type. Pure Weight Factor:
v
7 Example:
Just Scare 0.0forreverse search

[] Remove Duplicate Hits 1.0 for forward search

Match factor:
Use RT Match
RT penalty function: RT mismatch penalty:
@ Trapezoidal @) Mutiplicative
AT range: ) sec () Addtive
Penaltyfres RT range: 9 sec Max RT penalty: 20
(@) Gaussian
Standard deviation: 6 58C

RT calibration file:
D:\MassHunter\Dats\RI-PEST-MATRI-120810\RTCAL\HCs-RTCAL T te

[ Advanced... | [ Applyto Al Samples | [ Applyto Selected Sample | [ Defaut | [ Close |

Figure 40.
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12 Click Apply to All Samples.

You are able to set different Library Search parameters for different
libraries.

Set Compound Identification options

Click Compound Identification.

Methed % s
—_—
Peak Detection | Deconvolution | Library Searcl] | Compound Identfication Iarget Match | Blank Subtraction
M it count: 7
Min maich factor 50
Min MZ: 0
Library Search Typs [Speciral Search |
Mult-Library Search Type [ -
[ Advanced.. | | Applyto Ml Samples | | Applyto Selected Sample | [ Defaut | [ Close
Figure 41.

For this example, the Min match factor is set to 50 for the compound
identification from the Library Search.

+ Max hit count: The maximum number of Library Search hits to report per
component.

*  Min MZ: The lower m/z limit for library match score calculation.
+ Library Search Type: Three search modes are available:
Spectral Search: searches Spectral data
Retention Time Match: searches GC or LC data
Accurate Mass Pattern Match: searches Accurate Mass LCMS data
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+ Ratio percent uncertainty: Only applicable when Pre-search type is selected
in Library Search. The larger the value, the more Library Search candidates
are generated, and the longer the library search process.

+  Multi-Library Search Type: If multiple libraries were used, two search modes
are available:

All: Search all libraries (default)
StopWhenFound: Stop searching the library when enough candidates are

found
Set Target Match options
1 Click Target Match.

Method [ =

I |
‘ Peak Detection | Deconvolution I Library Search ICumpuund Iderrtrficatiur” Target Match ‘Iﬂank Sublmdiun‘
el
Target requirements:

[ Final concertration 7] Qualfier ionfs)
[] Target response [C] Qualfier ion ratios
Hit ion match criteria:

[ Targetion 7] Qualfier ionfs)

[C] Qualfier ion ratios

Hit RT match criteria:
Within target RT window

Additional target hit match:

Use compound name Use CASH
Estimation response factor:
Estimation:
No estimation A
Manual response factor:
I Advanced... ] [ Apply to All Samples ] I Apply to Selected Sample ] [ Default I [ Close
Figure 42.

Target Match identifies quantitation targets using the quantitation method.
The goal of identifying non-target compounds is simplified by filtering out
the target matches. RT window, compound name, and CAS# can be applied
for Target Match.
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Set up the method for the analysis

2 Inthe Hit RT match criteria section, select Within target RT window.

Method

| Peak Detection | Deconweltion | Library Search | Compound Identfication | Taroet Match | Blank Subtraction |
Target requirements:

[] Final concertration [ Gualfier ionis)

[T] Target response [C] Qualffier ion ratios

Hit ion match criteria:
[ Targetion [T GQualifier ion(s)

[ Gualffier ion ratios

Hit RT match criteria:
Within target RT window

Additional target hit match:
Use compound name Use CASH

Estimation response factor:
Estimation:

No estimation w7

Manual response factor:

[ Advanced.. | [ Applyto Al Samples | [ Applyto Selected Sample | [ Defaut | [ Close

Figure 43.
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Set up the method for the analysis

3 Inthe Additional target hit match section, select Use compound name and

Use CAS#.

Method

Peak Detection | Deconvolution | Library Search | Compound

| Target Match | Blank Subtraction |

Target requirements
[T Final concentration

[ Target response

Hition match crieria:
[T Targetion

Hit RT match citeria
‘Within target RT window

[T Qualfier ionls)

[7] Qualifier ion ratios

[T Qualfier ionls)

[T Qualifier ion ratios

Addtional target hit match
Use compound name

Use CASH#

Estimation response factor.
Estimation:

Mo estimation

Manual response factor.

[(Advanced.. | [ Appiyto Al Samples | [ Applyto Selected Sample | [ Defauk | [ Close

Figure 44.

4 |nthe Estimation response factor section, select Relative ISTD Estimation

from the Estimation drop-down menu.

Method

Peak Detection | Deconvolution | Library Search | Compound

ication | Target Match | Blank Subtraction |

Target requiremens;
[T Firal concentration

[7] Target response

Hit ion match criteria:

[T Targetion

Hit RT match crteria:
Within target RT window

Additional target it match:
Use compound name

] Qualfierion(s)

[7] Qualfier ion ratios

7] Qualifier ion(s)

[C] Qualifier ion ratios

Use CAS#

Estimation response factor
Estimation

Reltive ISTD Estimation

" Wanual response factor:

[ Advanced.. | [ Aoplyto Al Samples | [ Applyto Selected Sample | [ Defauk | [

Close.

Figure 45.
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Set up the method for the analysis

Concentration estimation leverages the Quant target Response Factors
(RF), which are applied to Non-Target hits as well. Estimation of response
factors is flexible, and can be adjusted to suit the particular analytical
requirements.

Click Apply to All Samples, and then click Close.

6 To save the analysis, select File > Save Analysis.

File |Edit View Analyze Method Report Tools Help

] 3  MNew Analysis Ctrl+N
% Open Analysis Ctrl+O
A Save Analysis Ctrl+5

Savﬁnalysis As..

Close"Analysis

H Add Samples...

Import Quantitative Analysis...

Import Target Method (Quantitative Analysis Method]...
Export...

Figure 46.
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Set Blank Subtraction options

Click Blank Subtraction.

Method [
‘ Peak Detection | Deconvolution I Library Search ICompound Idertification ITarget MEﬂdIl Blank Subtraction
Perform Blank Subtraction
Retention Time Window
() Mo retention time window
@ FWHM
5 times
) Minutes
0.05 min
Peak Threshold
Componert Area v]
Sample <= 10 % of Blank
(Example: 100)
I Advanced... ] I Apphy to All Samples ] [ Apply to Selected Sample ] I Default ] [ Close
Figure 47.

+ Perform Blank Subtraction: Select to perform blank subtraction.

+ Retention Time Window: Select No retention time window, FWHM, or
Minutes. If FWHM is selected, specify the number of time. If Minutes is
selected, specify the number of minutes.

+ Peak Threshold: Select None, Component Area, or Estimated Concentration.

Enter a percentage.
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Analyze and review results

Analyze and review results
1 Inthe Sample window, select the sample ISTD+solvent+MATRIX.

2 Select Analyze > Analyze Sample.

[ & Agilent MassHunter Unknowns Analysis - demo.uaf -l
File Edit View |Analyze |Method Report Toe
A E | | 4® AnalyzeAl F5
|Samples | Deconvolute
Sample Mame Library Search
D Blank Subtract |
PEST 5TD - 10+MATRIX Target Match |
FEST STD - 20+MATRIX Clear All Results
PEST 5TD - 50+MATRI.

Analyze 5ample F& 3
mr%e—-
Library Search Sample
Blank Subtract Sample
Target Match 5ample

PEST STD - 100=MATRI
- 200+MATRI

Components
Compaonent RT

Col Clear Sample Results

T T

Figure 48.

To analyze the rest of the sample, click Analyze All. The analysis starts
from where it left off and skips the sample(s) previously analyzed if no
parameter in the method has been changed.

-
5 Agilent MassHunter Unhlowr‘ls‘hnaEis - dema

File Edit View Analyze Method Report  Tool

N -2 |9 )0 Angyzeal [Jal Target
m -~ it romatogram

Figure 49.
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Analyze and review results

View validation information in the Analysis Messages.

M

Type Target Mezzage
b Sample 1STD+solvent +MATREX Deconvelution process has been already performed before. Skipping deconvelution process.
(i) |Sample ISTD+solvent +MATRIX Library search process has been already performed before. Skipping library search process
@ Sample 1STD+solvent +MATRIX Blank subtraction process has been already performed before. Skipping blank subtraction process.
@ Sample 1STD+solvent +MATRIX Target match process has been already peformed before. Skipping target match process

Figure 50.

After the analysis is complete, the main view that appears should look like
the example below. This is the default layout and contains the default
column settings.

MassHunter Unknowns.
File Edit View Andyze Method Report Tools Help
D& | (B9 © | ()AnalyzeAll | All Target Non-Target Non-Hit

Samples X
Sample Name _Fie Name _ Componerts __His Ivent ~MATRIX (ISTD-MATRIX-01.0)
ISTD-MATRI 2068
PESTSTD - 10-... PESTSTDA 297
PESTSTD -20-... PESTSTD2 273
PESTSTD -50+... PESTSTDS. 22 33’?
PESTSTD -100.. | PESTSTD s
PESTSTD -200.. | PESTSTD2 H
275
25
225
2
175
15
125 -
1 = B g 4 v =
o 5 5 g o aaeus TS B IS T P »rmm—
S ———"—C ol Bsg $E-EUSISEEI 82 E 8 3E R0 9EGERDE0E HIY
ComponentRT___Compound Name__Match Factor B ~ n%m 93 w8 St S o g 2 OS5 3w o9f Tﬁmm S2 = ]
121305 | GHepdn Fone /9 525 660  sb0 1000 1200 1400 1600 1800 2000 2200 2600 2600 2800 3000 3200 34
12,4368 | Undecane, 3.8dme. 820 Acquisition Time (min)
126345 | Fornamide, N1 3.3 547 fon Pesks <R X [Spectrum TAx
126425 | gamma Dodscalac 2 %’"‘W"E"‘ R 128055 t;mwmm RT: 128085 Py -
5 2
1286671 | 4-Heptanone, 2.2.3, 501 5 210 < =107 4560
127128 | Naphthalene, 1.64i 82 ©: r24. < o9
12.8025 | Dimethyl 4 &'stiben 505 2 gg
2] 4.4-Dibromooctafiuo. %2 21 06. 260
128359 | 5 Trmethyisiyipert 2. 5 2 05
125088 | Acetophenone, 2-4r &57| |5 i a3
18 02 270
129661 | Heptadeoane 92
17 02 e20 o
13,1389 | 1.4-Benzenediol, 25. 589 16 o1 | “ | L
132194 Sufurous acid, 2t GH 15 L S S e s et /s o I S T T
14 0 25 50 75 100 125 150 175 200 235 250 275 300 325 350 375 400 425 450 475 500
132304 | 6 Trdecanol, 3.5de. 3 L Mans. o Chrge (i)
132381 | - Methyt-1rmethyisi 538 12 [22-Dibromooctaf Lorobiphen,T - o
133812 | Sucanic acd, decy 566 11 g w0z PR
1 3
133826 | Succinic acid, hen 533 o S os
135341 | Trdecanoic acid, 12. 74 by LE
135747 | H-inden-50. 2.3 5. 631 07, g; 2960
136141 TH-indene, 23y, B4 jod b
05
136278 | 1.4 Benzenediol, 25. 73 b 04
13,8211 D-Alanine, N-4-anis.. 535 03 g; 2772‘460 5
y 02 120 2780
138212 | 3,6-Dibutyl-2 5dimet. 566 o & 0. TS i 325035? U
138848 | 4-{(1E)-3 Hydrowy-1-. 817 S o I }\ o ‘4369 —
140955 | 1-Heptanol, 2.4t w2 - 275 128 1285 129 0 25 50 75 100 125 150 175 200 225 250 275 300 325 360 375 400 £25 450 475 500
< E— ] 3 Aoquisition Time (min) Mass-to-Charge (miz)

Figure 51.
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Analyze and review results

Review best hit results

1 Right-click any column header in the Samples window, and select
Add/Remove Columns.

‘Samples = 7% | Chromato
% \;ED-N:;RI___ < 2064 Ad[:lfﬂemove Columns...
PEST 5TD - 10+... | PEST-5TD-1... 2497 Andlyze Sample
PEST STD-20+.. PEST-STD2. 2702 Peak Detect Sample
PEST STD - 50+ PESTSTDS.. 2822 Library Search Sample
PEST STD-100... | PEST-STD-1... 2828 Blank Subtract Sample
PEST STD-200... PEST-5TD-2... 2787 Target Match Sample
Clear Sample Results
G X Delete Sample
Componert RT Compound Name Match Factor Format Column... -_z
4PertenZone. 4. & Print..
44416 | () Melimi 3 3dmeth... 13, Print Preview.. |
| 44536 | Pertanoic acid T TCRTO T |

Figure 52.

2 Select Target Matches from the Available columns list and click Add.

,
e 2 B %

Select columns from:

[ )
Available columns Show these columns in the order:
Matrix Spike Group o = Sample Name

I Plate Code File Name

Plats Fos —— Componers
| | Am [ chemo ] 0 |
Irfo.
|| |Sample Group Add All ->>

Pos

Type

Sampling Date-Time
Sampling Time
Total Amt.

Tray Name

m

User Defined
Vial

|araet Matches

| | Blark Subiracted Move U
I [ ok [ Feset [ Defout J[ cCancel | |
Figure 53.
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Analyze and review results

3 Verify that the selected column is moved to the Show these columns in the
order list, and click OK.

‘Samples - o %
Sample Name File Name Components | Hits I Target Matches

m ISTD-MATR.. 2084 436) 2
PEST STD - 10+... | PEST-STD-1... 2437 363' 33
PEST 5TD - 20+... |PEST-5TD-2 2703 3541 43
PEST STD -50=... |[PEST-STD-5... 2822 335] 51
PEST STD - 100... | PEST-STD-1... 2828 37q 48
PEST STD - 200... | PEST-STD-2... 2787 41 48

Figure 54.

The Target Matches column is added to the Samples window.

4 Select the last sample in the Samples window.

Click one of the following toolbar buttons to view the changes in the
Components, Chromatogram, lon Peaks, and Spectrum windows.

All: View all the peaks.

Target: View the peaks that are also in the quantitation method.
Non-Target: View the peaks that are not in the quantitation method.
Hit: View the peaks that are found in the library search.

Non-Hit: View the peaks that are not found in the library search.

Best Hit: View the component with the highest library match score
amongthe multiple hits of the same compound from different resolutions.
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Analyze and review results

1 Agilent MassHur o

File Edit View Analze Method Report Tools Help
O & 59 ™ (DAnalyze Al | All Target Non-Target

Samples
SampleName  FleName  Components  His  Terget Matches
I15TD+solvert +.. | ISTD-MATR 2080|  43 2
PEST STD-10+... | PEST-STD-1 2497 38 E)
PEST STD-20+... | PESTSTD2 3| 3 B
PEST STD -50+... | PESTSTDS. w2 3 El
PEST STD-100. a7
PEST:STD2 2787
Components X .
Comporent AT CompoundName _ Match Factor  Best Wt Fomua ~ =
L1391 o o2 23 i 02 350 9% 1000 1020 1040 1050 108 100 1120 T4 1150 118 1200
11.4021 | Phosphorothicic aci 349 CaH1%0 Acquisition Time (min)
114798 | Phenol, 2buty- 611 CloHta | |lon Peaks ~ X [Spectum X
11,5845 | ZButencic acid, 2o 07 CTHIN | [Component RT: 117872 Component RT: 117573 Py o
11,6690 | Butanoic acid, butyl 555 oo ||8710° 2102 1880
8 7 Comparert | (&
11 Ethoprophos %86 caH130/7|© 675 © oo
121393 | alpha Cubebene 540 Ci5H24 6@2-55 gg 70
121306 |4.5-Dhycroimidazole 576 [SEES i 08
121526 | Toyptamine 658 cloH121 557-55 05 430 1330
122175 1,3 Pertadyre, 15, 504 CEF4 525 g; 750 2000
124778 675 C27H56 5,
475 o2
12.7055 | Phenol, 2{1-pherye. 728 clanta 15 o1 H‘ ‘ I | |
127538 | Benzeneacetic acd, 509 CeHaod s Zi ol L 1 —h
0 4 6 0 10 200 20 20 20
12.7613 | Stane, dithyl(4 o 537 ca8H5IC Sind Vassto Charge ()
128352 | 34 Fuorobenzoyi)- 83 CI7HIF: i [Etfoprophos % %
12.8858 | Isonipecatic acid, N- 543 c2an33 H g w0z 1830
129031 | Sufotep 973 C8H200. 275 S s
25
13,0452 | Phorate 975 CHITO e LB
130488 542 CIHBING 2 o
13.0675 ok et 565 CaH3 e . #
[ oleucine. npenta. S o o}
13,0987 |1-Algiycine, N-meth 591 Clan2s! 12 04, - o 000
131816 | BHC alpha isomer 988 CEHBOE. 025 03; &
02 650 AE 2620
132277 652 [ 05 & ‘ ‘
13:3800 | Octadecare. 1bmo- 595 Clenst 0 o y JH‘ S ' A 20 L
135795 | 45,67 Tetrahycrob, 679 CiH2 ~ 178 1185 119 0 4 & 80 0180 200 Z0 20 260
i ] v Acquisition Time (min) Mass-to-Charge (miz)

Figure 55.
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Analyze and review results

Review blank hit subtraction results

1 Right-click any column header in the Samples window, and select
Add/Remove Columns.

2 Select Type and Blank Subtracted from the Available columns list, and click

-

Select columns from
[can> -

Available columns Show these columns in the order:

ISTD Dilution - Add Sample Name

| Matrix Spike Group [ T\—]I File Name

Plate Code . Comporerts

Plate Pos. = Hits |
At Target Match:

s Add Al 5> o =

Sample Group

- I

TP D
Sampling Time
Total Amt.
Tray Name

mn

User Defined

Vial
Analysis State
|[BEnk Subtracted fove Up love Down

[ ok ][ Resa |[ Defaut || Cancel

Figure 56.

3 Verify that the selected columns are moved to the Show these columns in
the order list, and click OK.

The Type and Blank Subtracted columns are added to the Samples window.

Samples - !
Sample Name File Name Components His Target Matches I Type Blank Subtracted
ISTD-MATR... 2064|436 Awat.. [~ 0
PEST STD - 10+... PEST-STD-1.. | 2497 363 e |~ 155
PEST STD - 20+ PEST-STD2.. | 2703| 356 X e 153
PEST STD-50-. | PEST-STDS.. | 2822 395 sifca |~ 142
PEST 5TD - 100... | PEST-5TD-1... 2828 373 AEI[Cd v 151
PEST STD-200... | PEST-STD2...| 7| a7 afca |~ 129
Figure 57.
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4 Note the list of available samples in the Type drop-down menu.

- x

hes Type

Sample
Blank

DioubleBlank
MatrixSpike

Matrix Spike Dup
TuneCheck k

ResponseCheck

Figure 58.

The values shown in the Blank Subtracted column in the Samples window
represent the number of hits that were blank subtracted from the samples.

Hits in a sample are marked as Blank Subtracted Hits when the same hit is
found in the blank with RT+5FWHM. FWHM of a typical GC-MS peak is
1-2s. If we use 2s on this estimation, 5SFWHM = 10s = 0.17min. You can see
the Blank Subtracted hits only when you click All in the toolbar.

Blank Hit Subtraction is performed against the “blank” sample(s). The hit(s)
in any sample(s) with Sample Type classified as Blank, DoubleBlank, or
MatrixBlank will automatically get subtracted from all the standard
samples during the process. You can designate the “blank” sample for
blank subtraction purposes by changing the Sample Type in the Sample. No
Blank Subtraction happens if there is no “blank” sample(s). Change the
sample type to turn off Blank Subtraction.
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Analyze and review results

Use Show Alternate Hits to evaluate results

1

Right-click any column header in the Components window, and select
Add/Remove Columns.

2 Select Library File from the Available columns list, and click Add.

-

Columns

ol et

Select columns from:
[ Library Search Method

Show these columns in the order:

Component RT
Compound Mame
Match Factor

Available columns:
| Sy Fie
Library Type < Bemove
Pre-search Enabled —

Pre-search Type
NIST Compatibility Add Al ->>

Pure Weight Factor
Search Order

RT Calibration

RT Match Factor Type
RT Max Penalty

RT Penalty Type

RT Range i
RT Range No Penalty
Spectrum Threshold
Remove Duplicate Hits
Accurate Mass Tolerance

Add -

Best Hit
Formula

Reset | [ Defaut | [ Cancel

(=]
=

J [

Figure 59.

Verify that the selected columns are moved to the Show these columns in
the order list, and click OK.

Select the PEST STD-10+MATRIX sample in the Samples window and click
Hit in the toolbar to view the changes in the Components window.

-
B Agilent MassHunter Unknowns Analysis - demo.uaf

File Edit View Analyze Method Report Tools Help
=" J G/Anai)rzeAH Al Target Non-Talget lon-Hit | Best Hit
Samples -
Hits Target Matches Type Blank Subtracted |
| 2[Ma [~ g
PEST-STDA1.. | Bl v 155
PESTOIDZ. | P S T8
PESTSTDS.. | 22| 95| sifca |- 142
PEST 5TD- 100... | PESTSTDL.. | 22| 379 slcad |- 151
PEST STD-200... | PEST-STD2.. | 767|417 sfca |~ 139
Figure 60.

Agilent MassHunter Workstation Unknowns Analysis Familiarization Guide



Analyze and review results

Verify that the Best Hits are from different libraries.

Fle Edt View Anslyze Method Report Tools Help
SO 29 ¢ | (D AnahzeAll | Al Target Non-Targ

Samples
e e ngi: ST AT PESTSTO- WA E20)
ISTDssohvert +.. | ISTD-MATRI 064 436 2[Wat. [+ 0 8
w;:asmmw uy7| 8 Bl |- 155 -
PEST §TD-20-+.. | FEST-STDZ. s 3% 3l |- 152 N
PEST STD-50+.. | PEST-STDS. %2 1% sfca |- 12
PEST §TD-100...|PEST-STD1 D e 181 ksl
PEST §TD-200.. | PEST-STD2. cal a
35
3
25
2
15
Componerts -7 ! = 2 &3
Comporert AT Compoud Name _ MaichFaclor _ BestHi  Fomua  LbrayFle | - °i = . Sh EE
0% | eiice Yo L) CHO20) [MSTIL sbo 82 8i 875 90 925 95 975 100D 1025 1050 1075 1100 1125 1150 1175 1200 1225
10.8414 | Diety 25pyridined: 569 CI1HTINOA | NISTITL Accuisition Time (mir)
10.9597 | Decane, 23 Etimet. 75 CiaH  |NISTITL fon Peaks < B R [Spectum TEX
109600 | Nonane, 4 5dmethyl- 68 CilH24  [NISTITL ; = RT:11.8017 (:;‘B"':;Tm REZILE0T;
11,0465 | Cyclobutal1 24:34- 784 Coraos  |NISTITL £x £
110954 |13 Dioal 2ame 51 Cizon | NISTHL 38 CD; 3 o3
111416 | DL3-Aminoisobutyr 505 CltHzN.. | NISTITL 7 1 e
111417 | 4H-1 3-Dioxin-4-one, 504 CSH1403 | NISTITL 1 0.85. 06
11.2888 | 2 Butyl-5 pentyipyrol 520 CI3HZN [ NISTITL D‘g g i 60 )
11:3625 | 3 Hyckony 7 &ty 619 ClaHz002 |NISTITL el o
113989 | Phosphorathior aci 75 CBH1903.. |NISTITL T 02
114558 | 1H-3a.7 Methanoaz 560 CloHos  |NISTITL oz 01
11.7018 | 2Gydloheren ok-1- 535 CBHITNOZ |NISTITL 065 R T — T
REFCIE Eroprophos 861 CBH1%02... |RI-PESTICID. L 14 e i e e
18717 583 CBHBF3NO | NISTITL L [Efoprophos
11.8908 |5 Pyrmidinol, 2meth 545 CBHBNZ0S |NISTITL o5 £ w102
120120 | tau -Huurolol 519 Ci5H280 | NISTITL 0;: S g;
121692 | 1. 30catiolsne3. 525 CoH1404s | NISTITL e <2
121354 | DL Toptophan. Nim 592 CI2HIAN.. |NISTITL 02 e
124782 2.2 Dimelhypropano 57 C21He202 | NISTITL 038 05.
125117 |Cyclopropane. 1.1.2 519 C10H20 NISTITL 02 04 410 2000
127925 | 2.3 Dvydr-S ety 562 CI0H120.. | NISTTIL 015 03
128410 | 2Porobenzoic aci 718 C13HEFNOA | NISTITL o1 gf o
125115 | Sufotep 519 C8H2005... |RIPESTICID. Mg ol \‘ ﬂ l ‘12‘“’ T —
13,0450 | Phorate 764 CTHITO2.. |NISTITL e 0 180 200 220 240 260 260 300
FevEn i oo hwer - Acaisition Time (mi Mass-o-Charge (m'z)

Figure 61.

5 Right-click Phosphorothioic acid in the Compounds window and select Show

Alternate Hits.
P

Componert RT Compound Name Matcl
11.1417 | 4H-1 3-Diowin-4-one, 24...
11.2888 | 2-Butyl-5-pentylpymolidine
11.3825 | 3-Hydroxy-7 8dihydro-b...

P 2cid O
Add/Remove Columns... B
B3 Copy B
Set Best Hits A
Show Alternate Hits...
Delete Hits Del

Restore All Hit;

Format Column... B

Export...

=4 Print...
(&  Print Preview..,

17 BATN | 3l inmhansnie amd A |

Figure 62.
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Analyze and review results

The Library Search Results are displayed.

Figure 63.

r S — N
Agilent MassHunter Quantitative Analysis - Library Search Results 4 eSSy <
Pl i1
File Edit View
etBest Hit |
Compourd Name ~ Match Factor  + CASH# (h"lp_ﬂﬂem RT:11.3389 o
Phosphorcthioic 7348 208023 "1037
Demeton-§ 70,94 251
Demeton0) 298033 N
Ether, bis[2-{ethyl 5648306 15
| Disuoton 45,84 | 298044 N
Methyl 2.4 64i-0- 4351 1000101-89-3 05 530 §70 1150
|
DLCysteine. 2m. 408733093160 o [N T 2090 3150
Methyl 2.4di0-a.. 40.81 | 1000101-89-0 40 6D 8D 100 120 10 200 20 280 300 340
Disuffoton 4014298044
Disdffoton 33.92| 298044 L1024 20
L-Tyrosine. hydra 39917662513 gg:
Disufoton 3751298044 04| IR
Pyrfenax | 29.73 | 28283414 oéj ] 5.:"?‘ ?f’lf’ nl || 20 3150
Prothoate 26.33 | 2275185 -0.24 45 ” 81|97 49 157 213
0.4
Sudan | 2481842079 el &0
Chlorethasyfos 2365 |54593-83-8 43;?*
Phorate sufone 2357 | 2588-04-7 R T % s
Phorate sufoide 22822588026
Crimidine 2138535897 Demeton-0
3
4-Bromoaniline 106.40-1 <10
I 094
08
07
06| —
il T S CRCL
04| y
0.3 ~)8<°/\Z AW s
024 45 115 "
01 a1 ) 7 1m| 125 157
p IO T P 2 |
s 80 120 180 200 220 2% a3l 3k

6 Right-click any column header in the Library Search Results window, and

select Add/Remove Columns.

= - -
Agilent MassHunter Quantitative Analysis - Ijbraz Search Resuhs' ! ‘ ]
-

File Edit View
Set Best Hit |
Compound Name ~ Match Factor + CAS# i l} Add/Remove Columnis...
Fhosphorathioic ... 73.48[298033 | L
Demeton-S 7034[126750 |2 SopY
Figure 64.
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Analyze and review results

7 Select Library from the Available Columns list, and click Add.

- —
Add/Remove Columns 1 ===
Available Columns ‘Show these columns in the order:
Compound Name
Match Factor
CASH

Retention Time Difference

Target Retention Index

Move Up Move Down
! 'l
[ ok ][ Resst |[ Defak |[ Cancel |

Figure 65.

8 \Verify that the selected columns are moved to the Show these columns in
the order list, and click OK.

The Library column is added to the table.

Agilent MaEHLLtErﬂtaﬁvE Analysis - Library Search Results - l
File Edit View
ESY Set Best Hit |
Compound Mame  Match Factor = CASH Library Component RT: 11.3589
Phosphorathisic ... 7348298033 ZMGCMS Data'Libraries\NIST11.L x1D‘3‘: g0
Demeton-5 70.54 ZMGCMS Data'Libraries\NIST11.L 254
Demeton-0 298033 7 S DataLibraries\RI-PESTICIDES-M... 2
Ether. bis[2-{gthy!... 5648-30-6 ZM\GCMS Data'Libraries\NIST11.L 154
Disulfoton 45.84 | 293-04-4 ZMGCMS Data'Libraries\NIST11.L 14
Methyi 2.4,6:1-0- 4351 1000101-88-3 | Z:\GCMS Data'Libranes\NIST11.L o5l se0 1150 1420
DLCysteine. 2m... 40.87 | 33095-16-0 ZM\GCMS Data'Libraries\NIST11.L od
Methyl 2,4-di-0-a... 40.81 | 1000101-83-0 Z\GCMS Data'Librares\NIST11.L 40 60 80 100 120 140
Disulfoton 4014 | 298044 ZMGCMS Data'Libraries\NIST11.L
Disuffoton 39.52 | 298044 ZMGCMS DatatLibraries\NIST11.L 102 850
L-Tyrosine, hydra... 39.91 | 7662-51-3 ZMGCMS Data'Libraries\NIST11.L 3gi
Disulfoton 3757298044 ZMGCMS Data'Libraries\RI-PESTICIDES-M... 0.4+
Pyrifenox | 2973 | 88283414 ZAGCMS Data’Libraries\RI-PESTICIDES-M 0'3: ) 59'|? bl “T—D_, 1?‘4”
Prothoate 26.33 | 2275185 ZMGCMS Data'Libraries\RI-PESTICIDES-M... -0.24 4’5 1 21187 115 143
Sudan | 24.81| 8424075 ZM\GCMS Data'Libraries\RI-PESTICIDES-M... jé: &0
Chlorethouyfos 23.65|54593-83-8 ZMGCMS Data'Libraries\RI-PESTICIDES-M... ‘{"_f: o
Phorate sulfone 2357 | 2588-04-7 ZMGCMS DatatLibraries\RI-PESTICIDES-M... m
Phorate sulfoxide 22.82 | 2588036 ZM\GCMS Data'Libraries\RI-PESTICIDES-M...
Crimidine 21.38 | 535-85-7 ZMGCMS Data'Libraries\RI-PESTICIDES-M... Demeton-0
4-Bromoaniling ZMGCMS Data'\Libraries\RI-PESTICIDES-M... 113:_ &
0.8
0.7
nEd

Figure 66.
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Analyze and review results

9 Select Demeton-0 and click Set Best Hit.

E A — —
Agilent MassHunter Quantitative Analysis - Library Search Results

File  Edit View

By - Set Best Hit I

Crmn A Nama  Mateh Fartar = CAGH Tl [Component F

Figure 67.

Verify that the selected compound replaced the previous compound as the

current Best Hit in the Component table.

M

Component RT Compound Name Match Factor Best Hit Formula Library File
10.5295 | 7-Azaindole-3carbo... 539 CBHEN2O  |MISTI1L
10.8414 | Diethyl 2,5-pyridinedi... BES C1THT3NO4 |NISTI1.L
10.9597 | Decane, 2,3 84rimet... 765 C13H28 MIST11.L
10.9600 | Nonane, 4,5-dimethyl- 65.2 C11H24 MIST11.L
11.0465 | Cyclobuta[1,2d:3.4-... 734 CEHBO4 MIST11.L
11.0954 | 1.3-Dicxol-2-one 65.1 CIH203 MIST11.L
11.1416 | DL-3-Aminoisobutyri... 505 CITHZ2N... |MIST11L
11.1417 | 4H-1,3-Dicedn-4-one. ... 504 C9H1403  |MISTI1L
11.2888 | 2-Butyl-5-pentylpymol ... 520 CI13HZTN - |MISTI1L

11.3825 | 3-Hydrooey-7 8-dibwdr...

<] ==

C13H2002

C15H24

MIST11.L

RI-PESTICID...

11.4558 [ 1H-3a,7-Methanoaz... MIST11.L
11.7018 | 2LCyclohexen-3-ol-1-... 635 CEH1TNO2 |MNISTI1.L
11.8017 | Bthoprophos 86.1 C8H1502... |RI-PESTICID...
11.8717 | 3-Trfluoromethylben... 513 CBHEF3IND  |MISTI1.L
11.8508 | 5-Pyrimidinol, 2-meth... 45 CBHBN20S |MNISTI1.L
12.0120 | tau -Muurolol 515 C15H260  |NISTI1L
12.1652 | [1.3]xathiolane-4-a... 52.5 CHH14045  |NISTI1.L

Figure 68.
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Analyze and review results

Review concentration estimation results

1 Right-click any column header in the Components window, and select
Add/Remove Columns.

2 Select Base Peak Deconvoluted Area, Response Factor for Estimation,
Target Multiplier, Estimated Conc., and Target Calc. Conc. from the Available
columns list, and click Add.

- 3
Columns ‘ [ ==
Select columns from

Target Peak from Quart) M

Available columns

Show these columns in the order:

Target Peak Arez

Final Conc.

Target Peak FWHM

Target Peak Height

Target Peak Noise

Target Peak Marualy Inegrated

Add> Component RT
Compound Name
Match Factor
Best Hit

Formuia
bl iy Base Peak Deconvoluted Area

Responss Factorfor Estmation
Target Peak Q Value Computed Target Muliplier

Target Peak RT Estmated Conc:
Target Peak SNR
Target Peak Symmetry

Target Peak Purity

OK | [ Reset ][ Defat | [ Cancel

€ =

Figure 69.

3 Verify that the selected columns are moved to the Show these columns in
the order list, and click OK.

4 Select the PEST STD-200+MATRIX sample in the Samples window, and click
Target in the toolbar to view the changes in the Components window.

5 Agilent MassHunter Unknowns Analysis - m _

File Edit View Analyze Method Repot Tools Help

=" | ¥ ’\E,'AnalyzeAll Allon—Target Hit Mon-Hit | Best Hit

Samples - X
Mo N oo He R e SO
ISTD+solvert +.. | ISTO-MATRI 2064 436 2 |Mat - (]
PEST STD - 10+... | PEST-STD-1 2497 363 39 |Ca| - 155
PEST STD - 20+.. PEST-STD-2 2703 356 43 |Cai - 153
PEST STD - 50+.. PEST-STD-5 2822 395 51 |(;ai - 142

PEST-STD-1 2828 379 461Cal |~ 151
B PEST-STD-2 2787 47 4ical |~ 139

Figure 70.
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Analyze and review results

The estimated concentration results are listed in the Estimated Conc.
column. For target compounds, you are able to compare with the Quant
calculated concentrations.

Estimated Concentration is calculated using the following formula:

BasePealiDeconvoluteddrea

EstimatedConcentration = = Multiplier
RFforEstimation
Components TR
Componert Match Base Peak Respanse Target Estimated Target Cale. | =
RT + Compound Name Factor R-eeconvoluted E;gtoartf_or Multiplier Conc. Conc.
a imation
Phosphorothioic aci... 949 2721304 4 14882 6150 10 1829 1444
11.7973 | Ethoprophos 986 21291229 23030 7854 10 9245 8033
12.3031 Sufotep 97.3 10151545 14085.4273 10 7207 6025
13.0452 | Phorate 975 34205805 36958.8482 10 9255 63,61
13.1816  BHC alpha isomer 92.8 1624103.4 30149.9823 10 5287 5011
13.7016 Pertachloroanisole 32.8 1731347.2 316301152 10 43,84 5017|
137651 Dimethoate 9.0 2679103.0 27597 5245 10 9708 7942
14.3218 | BHC beta isomer 985 1014024.0 16466.2678 10 59.17 497
145841 Lindane 2.0 1123973.2 204412941 10 5499 50.04
15.0133 | Foncfos 974 2705421.8 35651.4284 10 75.86 6031
15,5881 Dizzinen 932 20236136 19208.4327 10 92.63 7973
15.6787 | Disdffoton 85.7 1203625.2 14752.9912 10 2159 §133]
15,6842  BHC dela isomer 962 12017575 22136.8200 10 5429 50.04
17.7267 Methyl parathion 8.9 1539303.6 7893.1866 10 108 786
17.7336 | Chloropyriphos methyl 919 2612062.4 255285789 10 102.1 2129
17.3452  Heptachlor 95.7 598014.1 93575025 10 606 5024

Figure 71.
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Analyze and review results

5 Click Non-Target in the toolbar to view the estimated concentrations for
Non-Targets.

File Edit View Analze Method Repot Tools

N E Y ™ @ Aanalzeal | Al Tirgell [ Non-Terget | hn Non-Hit |[Best Hit |

Sumlu -1 X
e FleName  Components  His a9 TSk
1STD+solvent +... |ISTD-MATRL... 2064 436 2 |Mat... = 0
PESTSTD-10+.. PEST-STO-1. 257 83 slca [~ 155
PESTSTD-20+.. PEST-STD2.. 2703|386 alca |- 153
PEST STD - 50+... |PEST-STDS... 2822 3% 51(Cal = 142
PESTSTD - 100... PEST-STO-1.. 2828 M slca [~ 151
P PEST-STD2... 2787 417 4sfca [+ 135

44178 8 Hydroxy-20ctanone

4.4138 | 2-Butenamide, Nietr... 653 &) C10H17NO2 798409 7286050.8765 0.03364

4.5353 | 3-Methylpyndazine 880 'CSHEN2 169459.6 7286050.8765 0.04263

45480 | Benzeneethanol. b 671 C11H140 161625 7286050 8765 0.01008

46546 Decane 7 Fd] C10H22 1972201 7286050 8765 01034
Figure 72.

6 To save the analysis, select File > Save Analysis.
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Task 3: Generate the Report

Task 3: Generate the Report

1 Select Report > Generate.

Report | Tools Help
|ﬂ Generate... |

Open Report Folder...
EE} Queue Viewer...

Query...

Figure 73.

2 Under Report method, click New.
[ Report b 1. [t

Report folder:

D:\MassHunter'\Data\RI-PEST-MATRI(\UnknownsReports\B482 Browse.

Report method:

|| Samples:
() Al samples

@ Selected samplefs)

Generate:
@ Generate reports now
Open report folder after reports generated
() Gueue report task

[¥] Start Queue Viewer

L ]

Figure 74.
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Task 3: Generate the Report

3 Right=click in the window and select Add Template.

File Edit Tools
DEdf=aloea

Templates | Graphics setings |

Template

Destination file

Report mode

J  Add Template...

Remove Template

Publish format

Language Fag

[ Add Template...

J

Remove Template |

Figure 75.

4 Navigate to D:\MassHunter\Report Templates\ Quant\PDF-Report-Builder\
Unknowns, select LSR_NonTarget_Hits.template.xml, and click Open.

- | 4 ‘ ‘ Search Unknowns Fel |

vah <« Report Templates » Quant » PDF-ReportBuilder » Unknowns
Organize v MNew folder =~ 9
* Favorites Name . Date modified Type Size
D AreaPercent.template.xml 8/31/2017 3:44 AM XML Document 50 KB
- Desktop D L5R_NonTarget_Details.templatexml 8/31/2017 9:44 AM XML Document 121 KB
I D L5R_NonTarget_Hits.templatesxml 8/31/2017 @44 AM XML Document T2KB
File name: LSR_NonTarget Hitstemplatexml - [TCI'\IDIate files ("t b ™ b, ']
[ open o] [ cance |
Figure 76.
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Task 3: Generate the Report

Once the template(s) is selected, you can configure the Report Publish
Format with PDF, TEXT, and CSV, Language with English, Chinese,
Japanese, and Russian, Page Size, Printer with A4 and Letter, and whether
or not to Open published file after generating the report. The Post Process is
also available to process the report further after finishing the report task.

File Edit Tools
NoH|¥R®E|Y e

Templates | Graphics settings |

Template Report mode

Destination fils

Publish format Language Pag,

o D:M_ALSR_MonTarget_Hits template.xml ! Batch

4 L}

« |LSR_MonTarget... |PD

<Default>

[ ateopme. ) [ enov terome |
[ savesBt || Ext |
Figure 77.
5 Click Graphics settings.
& o= e |
File Edit Tools
Save & Bt ] Exit

Figure 78.
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Task 3: Generate the Report

- Click Fixed range graphics settings to manipulate the way to want to
present the graphics generated in your report by restricting the scale of

your graphs.

+ Click Sample chromatograms: Graphics settings to adjust the appearance

of the sample chromatograms.

+ Click lon peaks chromatograms: Graphics settings to adjust the
appearance of the ion peaks chromatograms.

6 Click Save & Exit to save the Report Method in a desired location.

File Edit Tools

S IPEY YEEE

Templates | Graphics settings |

| Template Report mode

Destination file

Publish format

Language

D:\M_I\LSR_MeonTarget_Hits.template.xml Batch

4 n

w | LSR_MonTarget... |PDF

[ AddTempliate.. | [ Remove Template |

[ seien ||

Figure 79.

Report Methods have a .m extention.

g

(sE5a

@ﬂ | <« Report Templates » Quant » PDF-ReportBuilder » Unknowns

+ [ 42 ][ Search Unknowns 2|

Organize v New folder

= @

Name Date modified

I Deskiop
[ Libraries
) Homegroup
{2 Leah Parent
8 Computer
€ Network
Control Panel
& RecveleBin 7

9 Favorites “

Type Size

Mo items match your search.

Filenaml NonTargetHits.m| |

Save as type: | Methods (m)

5

(& Hide Folders

Figure 80.

Agilent MassHunter Workstation Unknowns Analysis Familiarization Guide

57



Task 3: Generate the Report

7 For samples, you can generate a report for All samples or the selected
Sample(s).

For Report Generating modes, you can select Generate reports now or
Queue report task.

. i
Report |2 oS
Report folder:
D\MassHurter\Dat=\R-PEST-MATRIX\UnknownsReports\B432
Report methed:

D:\MassHunter\Report Templates'Quant.P DF-Report Builder\.Unknowns\ Target Hits

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

Samples:
) All samples
@ Selected sample(s)

Generate:

@ Generate reports now
Open report folder after reports generated
) Queus report task

|6

Figure 81.

8 Click OK to begin generating reports.
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The report folder opens automatically when the report generation is
complete.

Alternatively, you can select Menu > Open Report Folder to view the newly
generated report LSR_NonTarget_Hits.pdf. The report opens in Adobe

Reader.
LSR Summary Report - NonTarget Hits 42 Agilent Technologies

Batch Path D:\MassHunter\Data\RI-PEST-MATRIX
Analyst Name B482-deldedhits.uaf
Analysis Time 9/6/2017 3:24:49 PM
File Name ISTD-MATRIX-01.D Path Name D:\MassHunter\Data\RI-PEST-MATRIX-
Sample Name demoscan sample Sample Type Sample
Acq. Method File demoscan.M Acq. Method Path
Acq. Date-Time 9/7/1989 9:59:00 AM Acq. Operator perkins
Instrument Name MS_5971 Dil. 1

demoscan sample (EVALDEMO.D)

2 106 p
E x10 g

=
5
o Y
o
25
1.
1
05
= T T T

T I T I I I T T T I T T T T I T T I T T T
52 54 56 58 6 62 64 66 68 7 72 74 76 78 8 82 84 86 88 9 92 94 96 98
Acquisition Time (min))

©

RT Compound Name CAS# Match Factor Component Area Area % Max. Estimated

Conc.
5.2781 Dodecane 112-40-3 99.9 4427502.5 63.44
6.4315 Biphenyl 92-52-4 99.9 6978493.9 100.00
77371 4-Chlorobiphenyl 2051-62-9 100.0 5909829.0 84.69
9.7718 Methyl palmitate 112-39-0 99.9 5484236.3 78.59
Figure 82.

9 Close the report.

10 To exit the program, select File > Exit.
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Task 3: Generate the Report
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