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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.




Before you begin these exercises

Before you begin these
exercises

Copy files from the installation
disk to your hard disk

Insert the MassHunter
Quantitative Analysis
installation DVD into your
computer.

Navigate to your DVD drive:
\Data,

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

Copy the Data folder from your This folder contains all of the data, method, and library files needed for these exercises. Do
installation disk in uncompressed not reuse the example data files on your system unless you know that they are identical to
format to any location on your the originals on the disk. If the example data files already on the system do not match the

hard disk. original ones of the disk exactly, then the results obtained during these exercises will not

match those shown in this guide.




Task 1: Identify Compounds with TIC Analysis

Task 1: Identify Compounds
with TIC Analysis

Create a new analysis

Start Unknowns Analysis by
double-clicking the desktop icon.
or

Click Start > Agilent > Quant
Tools > Unknowns Analysis.

Unknowns
Analyziz

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

5 Agilent MassHunter Unknowns Analysis ™

- - ™
File Edit |View |Analyze Method Report Tools Help
O W |[¥] samples il Target Non-Target Hit Non-Hit
Samples ZI Chromatogram jmatogram
Sample Name ﬂ Compaonents
ZI Ion Peaks 100_9
EIC Peaks 0s
Spectrum 07
Molecular Structure 0.6
Analysis Messages 05

Preset Layout

Load Layout...

StRu:Iard

4| i
Save Layout...
Components T
Comporent RT Compound Name
lon A

EHT Extended

All - Condensed

Sample - Component
Chromategram - Spectrum
Component - Spectrum
Component - Spectrum - lon

Spectrum - Ion

-




Task 1: Identify Compounds with TIC Analysis

2. Select File > New Analysis. § Agiient MassHW

File | Edit View  Analyze Method Report  Tools  Hel
b ew Analysis Ctrl+N
e pen anaryee mucaw)

[ 7 Save Analysis Ctrl+5

i

Save Analysis As...

Close Analysis

Add Samples...

Import Quantitative Analysis...

Impert Target Methed (Quantitative Analysis Method)...

Export...
[0 Page Setup..
=4 Print... Ctrl+P
& Print Preview..,
Exit
3. Navigate to MassHunter\Data\
Evaldemo)\, or the folder where
the data file to be analyzed is
stored.
Type the analysis name evaldemo r —— 3
yp y o 5. New Analysis ﬁ
for the analysis, and click Open.
Look in: . Evaldemo - G ? 4 '
l_._ = Name : Analysis File Data Ve... Size Date Analyzed Analyst
""j , dema.l
Recent Places | demo.m
- . evaldemo.d
. QuantResults
| Desktop . UnknownsReports

. UnknownsResults

Libraries
A
Computer
"‘_‘In.
) 4 1 | SRR LI} 3
MNetwork
File name: - l Open
Files of type: [Unknowns Analysis Files (*.uaf) v] Cancel




Task 1: Identify Compounds with TIC Analysis

Add samples to the analysis

1. Select File > Add Samples.

2. Select the sample file(s) and click
0K to add the sample to the
batch. Batch Folder: D:\MassHunter\Data\Eval...

Add Samples

evaldemo.d demoscan sarnplel

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

-
[ Agilent MassHunter Unknowns Analysis - evaldemo.usf [E=EEN)

File Edit View Analyze Method Report Tools Help

SO 52 [9 [ (D) Analyze Al | All Target Non-Torget | Hit | Non-Hit

Chromatogram - &%

Sample Name _ File Name demoscan sample (evaldemo d]
2 4108
354

24
254

evaldemo.d =
3
(&1

« m J r

Components - X N

Compenert RT  Compound Name 5.30 5.0 560 5.50 6.00 620 6.40 6.50 6.20 7.00 720 7.20 760 750 8.00 220 £.40 8.0 250 9.00 920 9.40 9.80 9.50
‘Acquisition Time (min)

lon Peaks ~ & X [Spectrum - & X

x107] x107]
03 034

0.8 0.8
0.7 0.74
064 064
0.5 0.5
0.4 044
02 0.3
024 024

0.1 014

L e e e ML e S T T T T T T T T T T T
1234567839 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 50 95




Task 1: Identify Compounds with TIC Analysis

Set up the method for the
analysis

Select Method > Edit.

-
I Agilent MassHunter Unknowns Analysis - evaldemowaf

File Edit View  Analyze

L IR B
Samples - Load Method to All Samples...
Sample Name File Name (B Load Method...

[f5 Save Method of Current Sample...

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

F k|
Method [ [

Peak Detection | Deconvolution I Library Search I Compound Identification | Target Match|
Peak detection

Deconvalution - ]
Peak filter:
Excluded m/z: 28
Example: 28,591,145
SNR threshold: 0

Maxdmum number of peaks

Madmum number of peaks:

Area fitters
[ Absolute area >= |0 counts
[ Relative area >= |0 % of largest peak
Height fitters
[ Absolute height >= |0 counts
[ Relative height >= |0 % of largest peak
[ Apply to All Samples ] [ Apply ] [ Default ] [ Close ]

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.




Task 1: Identify Compounds with TIC Analysis

.|
Set Peak Detection options

1. Select TIC Analysis from the

-

Peak detection drop-down Method
menu.
Peak Detection | Deconvolution I Library Sear
Peak detection
[TIC Analysis -]

Deconvolution
+ 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.

In the Maximum number of Masimum number of peaks

peaks section, select Area from Rank by: [ma ,]
the Rank by drop-down menu,

and enter 5 for the Maximum Madmum number of peaks: g

number of peaks.

In the Area filters section, select Brea fiters

Relative area and enter 1 for the [F] Absolute area o= [0 counts

% of largest peak.
% of largest peak

W
n
—

Relative area




Task 1: Identify Compounds with TIC Analysis

.|
Set Library Search options

Click Library Search.
("Method T e | . (-2 [ |

- -

| Peak Detection | Deconvalution | Library Search | jompound |dentification I Target Match|

Libraries:
D:\MassHunter\Librany\demo.mslibrary. xmil Change Library...
Add Library...
Move Up Move Down [ Open Library... ] [ Remove Library ]

Search criteria:

Pre-search type:

l [Ncne -
[T Adjust Score

[F] Remove Duplicate Hits

Match factor:
[7] Use RT Match

@ Multiplicative
Additive

0
1

T
@
]

Gaussian

@
i

RT calibration file:

G-

Advanced. .. [ Applyto All Samples H Apply ][ Default ][ Close ]

2. Click Change Library. . - 5
Method — @ (.9 ]
| Peak Detection I Deconvolution | Library Search |Compound Identification I Tanget Match|
Libraries:
D:\MassHunter'Library\demo.mslibrary xml
Add Library...
Maove Up Move Down [ Open Library... ] [ Remove Library ]
Navigate to 5 N
Method e g— (2 o]
MassHunter\Data\Evaldemo\, -
or the relevant folder, select [ Peak Detection | Deconvolution | Library Search | Compound Identfication | Target Match]
demo.L, and click Open. Librarics:
D:\MassHunter\Data\Evaldemo'idemo.|
Add Library....
Move Up Move Down [ Open Library... ] [ Remove Library ]

10



Task 1: Identify Compounds with TIC Analysis

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

.|
Set Compound Identification options

1. Click Compound Identification.

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

Search criteria:

Presearch type:

ore -]
i [
[ Adiust £ Momal g |

[T Remave Fast

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.

-
Method - (2 fime]
P—
Peak Detection | Deconvolution | Library Searchf| Compound Iderification |[Target Match |
e——
Max hit court 1
Min match factor: 50
Min MZ: 30
Ratio percent uncertainty: 40
Muti-Library Search Type: i
[ Apply to All Samples ] [ Apply ] [ Default ] [ Close ]

L

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

1



Task 1: Identify Compounds with TIC Analysis

1
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 dif-
ferent layout than the one in the example below, select View > Preset Layout > Standard
to reset the standard layout.

Fie Edt View Analpe Method Repot Tooks Help

(D B9 o [Oanabeear | A1 Target NonTorge [ Nonit

Samples ~ & X |Chromatogram m——

Sample Name _ Fle Name _ Componerts +sample (evaldemo.d)
o

64315
7737
97718

5.2781

Compound Name _Match Factor

Dodece 530 540 560 550 600 630 640 660 650 700 720 740 760 750 800 820 840 850 80 9b0 920 9E0 950 950
64315 Bioheny! Acquisition Time (min)

7757 ecrioubonens TR -7

97718 RT: 52781 [Component RT: 5.2781
£ x102, 571

S 09

852

B 1129
T Fun ngn
50100 110 120 130 140 150 160 170 180 150 200 210 220

Mass to-Charge (miz)

1703
2 412 regs |

703

B 22 212 12 g

526 528 53 532 10 20 30 40 50 60 70 80 % 100 110 120 130 140 150 160 170 180 130 200 210 220
Acquisition Time (min) Mass-to-Charge (miz)

2. Select View > Preset Layout > The system displays the All-condensed view.
All-condensed.

File Edt View Anahze Method Report Tools Help
P & 2 [ | () AnalyzeAll | All Target Non-Target [Hit | Non-Hit

ples vEx
Sample Name __Fie Name __Companerts rsemple (evaldemo )
B
pr—— 0 .
[IE—— 1
075
Comporerts TEx | os
Component T Compound Name Match Factor 025.
Dodecme 55 510 540 5M0 580 600 620 640 60 6M0 700 720 730 750 70 800 820 80 8k 8k 500 920 5k 5k 5k
64315 Bpheny 1000 Acauisiion Tume (min)
| 77371 | 4Chiorobiphenyt lon Pecks <R % [Spectrum TaEAx
57718 C: AT 52781 [Component RT: 52781
2 x10% £ x102, 571
£2s ]
3 % 3 o3
15 o8
1 07 712
05 o a1
ol
5k sk 53 sk 08 52
Acauisition Time (mir) o4
03
EIC Pesks | . .
C Peo i | %1 11p s
2103 Al I i R o
H R A —
3 [Fiz 10 20 3 4 50 60 70 80 % 100 110 120 150 140 150 10 170 180 190 200 210 220
+ &1 Mass -to-Charge imlz)
> 7| [Podeee
20 | 571
B ] |
5% sk 53 sk 3 oo
Aoauisiton Time (min) o8
07 n2
olecular Siructure o 07 a1
05
o 52
03
NN 02 -~
- 61 103
e O Ll (R
L e I e R R R A N A
1 2 3 4 506 70 80 %0 100 110 130 1ho ko 180 1k 1Fo 1do wdo 2o 210 2
Mass toCharge i)

12



Task 1: Identify Compounds with TIC Analysis

3. Select the demoscan sample Click one of the following toolbar buttons to view the changes in the Components window:
from the Sample table.

» 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.

Right-click any column header in Components v x |_
the components WindOW, and Component RT Compound Name Match Factor
select Add/Remove Columns. Dodscane
6.4315 | Bipheryl 1
7.7371 | 4Chlorobipheryl 1
57718 | Methyl palmitate

Adq@emove Columns...
53 Copy 1

(=]

Set Best Hits 0
Show Alternate Hits...

(=]

¥=]

Delete Hits Del

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

Columns ? 8

Select columns from:
[Componeri vJ

Available columns: Show these columns in the order:

Component Name Component RT
Best Hit Candidate Compound Name
Best Hit Overidden Match Factor
Component Area Best Hit
Component End X Formula
| Component Height
Component Is Accurate Mass
Component RI <<- Remove All
Component Start X
Component Shape Quality
Deconvoluted Height
3
Area % Max.
Component_TargetedDeconvolution_ld
Component_TargetedDeconvolution_Li
Component_TargetedDeconvolution_Li

1

Add All ->>

Ok || Rest || Defar |[ Cancsl |

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

g Select columns from:
and click Add. [ 5

Available columns: Show these columns in the order:
Component Name Component RT

Best Hit Candidate Compound Name

Best Hit Overidden Match Factor

Component Area Best Hit

e ]
Component End X Formula
|| |Componert Hogte
<<- Remove All

Columns ? =

Component Is Accurate Mass
Component RI
Component Start X
Component Shape Quality
0

Component_TargetedDeconvoluti
Component_TargetedDeconvolution_Li

(oK J[ Rese |[ Defok ][ Concel |

» Area %: Percentage of the peak area sum

» Area % Max: Percentage of the largest peak area

13



Task 1: Identify Compounds with TIC Analysis

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

click OK.

From the Components table, [Comocearts —

SeIeCt a Component n the Component RT Compound Mame Match Factor Best Hit Formula Area % Area % Max.

Component RT column. O o e m B coos e @
6.4315 | Bipherryl 100.0 C12H10 30.196 100.00
7.7371 | 4Chlorobiphenyl 100.0 C12HsC! 25572 8469
5.7718 | Methyl palmitate 59.9 C17H3402 23731 78.59

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 spec-
trum 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
Compeonent RT: 52781
B x1021
e 571
[s]
0.9
0.24
0.7 7.2
064 431
0.54 .
0.44
0.34 5 c
02d =a  Copy
0.1 2 W Auto Scale 22 1272 170.3
o] o 2 22 w2 sy |
Previous Zoom I 12'|_’2 1477 1588 | 200.8
0.1 291 Mext Zoom & h 170.3
-0.24
02 Hea%—to—tai\
-p.4d Ertracted spectrum
-0.54 =4 Print..
06 43.1[4  Print Preview.
-0.7
0.8 Properties...
-0.94
5 57.1
-1.14
[ I I [ Hh T & B [ 47 I I I I I I 11 I I I I
10 20 30 40 50 60 70 80 50 100 110 120 130 140 150 160 170 180 180 200 210 220
Mass-to-Charge (miz)

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.

14



Task 1: Identify Compounds with TIC Analysis

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

10. Click File > Exit.

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 Peaks -« 0 X |Spectrum > 0%
Component RT- 6 2761 Componert RT- 52781
2 4104 i 2 5102 51
3% [c] £ 0] 571
g 2 : © o9
‘? 1] 084
074 na
05 — fz] 0 -
o P =X 064 4
5% 5& 53 5 054 02
Acquisition Time (min) 044
EIC Pesks
EIC Peaks e %81 1122 1175 e 170.3
25108 — [J|.[ e i W2 w2 | I
3 - T & % 4 % '€ 70 % % 100 10 10 10 140 % 10 170 1o 1% 20 200 20
‘ A Mass-to-Charge (miz)
% —— 03] 571
T X 5KSTSM5M 53508 L 0s]
Acguisition Time (min) os)
Molecular Structure - 00X 0.74 M2
084 41
054
iil 852
034
P e S N TP s N e 024
S 2 21 " 170
[ I O T
i S 3N N A Y P I PR (R . N S R P R |
D 20 30 40 S0 60 70 B0 % 100 190 120 130 140 150 160 170 180 150 200 20 220

Mass-to-Charge (mi)
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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 > Quant
Tools > Unknowns Analysis.

2. Select File > New Analysis.

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

Type the analysis name demo,
and click Open.

Unknowns
Analvziz

B Agient MassHurier SR Ry

File | Edit View  Analyze Method Report  Tools  Hel
A ew Analysis Ctrl+N
T pen mnanye micav;

[ Vil =

Save Analysis Ctrl+5
Save Analysis As...

Close Analysis

Add Samples...

Impert Quantitative Analysis...

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

Page Setup...

Print... Ctrl+P

Print Preview...

Exit

16



Task 2: Identify Compounds with Deconvolution

Add samples to the analysis

1. Select File > Import Quantita-
tive Analysis.

2. Select Demo.batch.hin, and click

Verify the batch is imported. The Sample window now contains one matrix blank and five
Open.

spiked samples at the different concentration levels. The Chromatogram shows the TIC of
the sample selected in the Sample window.

.
I Agilent MassHunter Unknowns Analysis - demo.uaf

Set up the method for the
analysis

Press F10 or select Method > Edit.

17

[ ———— —y . — E—Elé‘
File Edit View Analyze Method Report Tools Help
NE (¥) Analyze All | All Target Non-Target Non-Hit
Samples + & X |Chromatogram - i x
Sample Name_Fie Name Companert] |ISTD=solvent +MATRIX (ISTD-MATRIX-01.0)
|STD-MATRIX-D1D £ x107
PEST ST - 10+ |PEST-STO-I-MATRIX-03.D 8
PEST 5T - 20... |PEST-STD-20-MATRIX01.0 35
PEST 5TD-50... |PEST-STD-50-MATRIX03.0 3
PEST STD- 100... | PEST-STO-100-MATRIX-D1.0 28
PEST STD-200 | PEST-STD-200-MATRIX-03.D é
< m ] f 1
05
Components S N J
Comporent AT Compound Name Match Factor 500 800 1000 1200 1400 16.00 18,00 20.00 22.00 2400 26.00 28.00 30.00 32,00 34.00 3600
Acauisition Time (min)
lon Pesks - 7 % [Spectrum -0 x
[ 11 I




Task 2: Identify Compounds with Deconvolution

.|
Set Peak Detection options

Select Deconvolution from the Peak

- B

detection drop-down menu, and click i (o2
Apply to A“ samples' Peak Detection | Deconvelution | Library Search I Compound |dentification | Target Match|

Peak detection

Deconvolution v]

Peak fiter.

Excluded m/z: 28

Bxample: 28.51,145
SNR threshold: 0

Mexdimum number of peaks

ey

Madimum number of peaks:

Areafilters

[ Absolute area »= |0 counts

[ Relative area »>= |0 % of largest peak
|

Height filtters

[ Absolute height >= |0 counts

[ Relative height % of largest peak

e
i
E

I[ Apply to All Samples ]I Apphy ][ Default ][ Close

I —
Set Deconvolution options

Click Deconvolution.

(Method (B |

Peak Detedicnl Deconvolution Iublary Search I Compound ldentification | Target Match

Resolution

RT window size factor: 25,50,100,200

Extraction window:

Left m/z delta: 03
Right m/z delta: 07
m/z delta units AMU -

[ Use integer m/z values

Component shape:
[T Use base peak shape

Sharpness threshold: 25 %
lon peaks:
Min # of ion pesks: 3
Max H of ion peak shapes to store 10
Advanced... ] [ Apply to Al Samples ] I Apply to Selected Sample ] [ Defautt ] [ Close

18



Task 2: Identify Compounds with Deconvolution

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

3. Click Apply to All Samples.

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 -5 [ |

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

Resolution:

RT window size factor: 25,50,100.200

Extraction window:

Left m/z delta: 0.3
Right m/z delta: 0.7
m/z deltta units AMU -

[7] Use integer m/z values

Component shape:
[7] Use base peak shape

Shamness threshold: 25
lon peaks:
Min # of ion peaks: 3
Max & of ion peak shapes to store: 10
[ Advanced... ] [ Apply to All Samples ] [ Apply to Selected Sample ] [ Default ] [ Close ]

%

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 reso-
lution) 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.

Extraction window:

Left m/z delta: 03

Right m.z defta: 0.7

m/z delta units: AMU -
I Use integer m/z values I

Use integer m/z values runs the deconvolution with both integer and filtered m/z, and
provides the best results.

19



Task 2: Identify Compounds with Deconvolution

.|
Set Library Search options

Click Library Search.
[ER==)

-
Method

P—
| Peak Detection I Decnnvolutinrll Library Search ‘I}:mpnund ldentification I Target Mak:hl

Libraries:

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

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

Search criteria:
Pre-search type
[ MNormal -

[ Adjust Score
[7] Remove Duplicate Hits |

Match factor:

Ml Use RT Match

RT penalty function: RT mismatch penalty:
@ Trapezoidal @ Multiplicative
RT range: 9 sec (0 Addtive

Max RT penalty: 20

w
w
@
0

Penaltyfree RT range:
() Gaussian

Standard deviation: 9 sec

RT calibration file:

Applyto Al Samples ][ Apply ][ Default ][ Close ]

2. Click Change Library. M > .

| Peak Detection I Deconvolution | Library Search ‘Campound Identification I Target Ma1ch|

Libraries:

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

Move Up Move Down [ Open Library... ] [ Remave Library J

3. Navigate to the relevant folder,
select RI-PESTICIDES-
MOL2.mslibrary.xml, and click
Open.

20



Task 2: Identify Compounds with Deconvolution

4. In the Search criteria section,

s Yy
Method (2 Jiitom

select Normal from the
Pre_search type drop_down Peak Detection I Deconvalution | Library Search |Corr|pound Identification I Target Matchl
menu. Libraries:

Z\GCMS Data\Libraries\RI-PESTICIDES-MOL2 mslibrary xml

Add Library...
Move Up Move Down [ Open Library... ] [ Remove Library ]
Search criteria:
Pre-search type:
Nomal -
|1 Adjust Score

] Remaove Duplicate Hits

Match factor:
{l Use RT Match

RT penalty function: RT mismatch penalty:
@ Trapezoidal @) Mutiplicative
RT range: 9 sec () Additive
Penaltyfree RT range: E] sec Mzx RT penalty: 20
) Gaussian
Standard deviation: 5 s

RT calibration file:

[ Apply to All Samples ] [ Apply ] [ Default ] [ Close ]

» 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.

5. In the Match factor section,

e B
Method (2 [
select Use RT Match.
Peak Detection I Deconvolution | Library Search | Compound Identification I Targst Matchl
Libraries:
Add Library.
Move Up Move Down Cpen Library.. ] [ Remove Library ]
Search criteria:
Pre-zearch type:
[ Adjust Score
[F] Remave Duplicate Hits
Match factor:
fl Use RT Match
RT penatty function: RT mismatch penalty:
@ Trapezoidal @ Multiplicative
RT range: E] sec () Additive
Penaltyree RT range: El sec Ma RT penatty: 20
") Gaussian
Standard deviation: 5 sec
RT calibration file:
[ Apply to All Samples ] [ Apply ] [ Default ] [ Close ]
b
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Task 2: Identify Compounds with Deconvolution

6. In th-e RT penalty function T~ )
section, select Trapezoidal and
enter the following:

RT range: 9
Penalty-free RT range: 9

| Peak Detection [ Deconvolution | Library Search | Compound Identication | Tanget Match |

Libraries:

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

Move Up Move Down [ Open Library... ] [ Remave Library J

Search criteria:
Pre-search type

[ Normal -

[ Adjust Score
[7] Remave Duplicate Hits |

Match factor:
| Use RT Match
RT penal_txfunction: RT mismatch penalty:
@ Trapezoidal @ Multiplicative
RT range: 9 sec | (O Addtive
Penaltyfree RT range: E] sec Max RT penatty: 20

aussian

Standard deviation: E] sec

RT calibration file:

Apply to Al Samples ] [ Apply ] [ Default ] [ Close ]

7. In.the RT calibration file section, e )
click Choose.

| Peak Detection I Deconvolution | Library Search ‘Cnmpnund ldentification I Target Mak:hl

Libraries:

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

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

Search criteria:
Pre-search type
[ MNormal -

[ Adjust Score
[7] Remove Duplicate Hits

Match factor:
Ml Use RT Match

RT penalty function: RT mismatch penalty:

@ Trapezoidal @ Multiplicative
RT range: 9 sec (0 Addtive
Penaltyfree RT range: 3 sec Max RT penatty: 20

~) Gaussian
Standard deviation: 9 sec

RT calibration file:

New...
Applyto Al Samples ][ Apply ][ Default ][ Close ]
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Task 2: Identify Compounds with Deconvolution

8. Navigate to the relevant folder, 5 =)
Method
and select HCs-RTCAL1.rtc.
| Peak Detection I Deconvolution | Library Search |Compound Identification I Target Matchl
Libraries:
Z\GCMS Data\Libraries\RI-PESTICIDES-MOLZ. mslibrary.xml
Add Library..
Move Up Move Down [ Open Library... ] [ Remove Library J
Search criteria:
Pre-search type:
[Norrnal -
[ Adjust Score
[7] Remaove Duplicate Hits
Match factor:
[l Use RT Match
RT penatty function: RT mismatch penalty:
@ Trapezcidal @ Mutiplicative
RT range: 9 sec () Additive
Penaltyfree RT range: E] sec Max RT penalty: 20
() Gaussian
Standard deviation: 9 seC
RT calibration file:
D:“\MassHunter\Data"RI-PEST-MATRIX-120810\RTCALNHCs-RTCAL T e
[ Apply to All Samples ] [ Apply ] [ Default ] [ Cloze ]

[&

RT/RlI 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.

r B
Method [ o]

| Peak Detection [ Deconvolution | Library Search | Compound Identication | Target Match |

Libraries:

Z3GCMS DatalLibraries'\RI-PESTICIDES-MOL2.mslibrary xml Change Library...
Add Library...

Move Up Move Down [ Open Library... ] [ Remave Library J

10. Navigate to the relevant folder, Multiple libraries can be used in Library Search. For this example, the target MS library con-
and select NIST11.L. tains 900+ pesticides with Retention Indexes (RI) information. NIST11.L can be used for
the additional confirmation.




Task 2: Identify Compounds with Deconvolution

=)

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

-
Method

| Peak Detection [ Deconvolution | Library Search | Compeund Identfication | Target Match |

Libraries:
ZAGCMS DatalLibraries\RI-PESTICIDES-MOL2 mslibrary xml Change Library...

Add Library...
Move Down Open Library.. ] [ Remave Library ]

Search criteria:
Pre-search type
[ Fast -

ZMGCMS DatalLibraries\NIST11.L

"] Adjust Score
[7] Remave Duplicate Hits

Match factor:

| [] Use RT Match

@ Multiplicative
Addtive

(@ Trapezoidal

™

Gaussian

™

RT calibration file:

Apply to Al Samples ] [ Apply ] [ Default ] [ Close ]

12. Click Apply to All Samples. You are able to set different Library Search parameters for different libraries.
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Task 2: Identify Compounds with Deconvolution

.|
Set Compound Identification options

Click Compound Identification.

s 5
Method - (2 ]
P——
Peak Detection | Deconvolution I Library Seard‘ll Compound Identfication |I|'arge¢ Matchl
e———
Mazx hit count: 1
Min match factor: 50
Min MZ: 30
Ratio percent uncertainty: 40
1l Multi-Library Search Type: m
H I
[ Apply to Al Samples ] [ Apply ] [ Default ] [ Close ]
(S =

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.

» 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.

« AIll: Search all libraries (default)

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

* AIll: Search all libraries (default)

+ StopWhenFound: Stop searching the library when enough candidates are found
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Task 2: Identify Compounds with Deconvolution

.|
Set Target Match options

Click Target Match.

(" Method - . [ |

| |
| Peak Detection | Deconvolution I Library Search I Compound Iderrt'rﬁcatiol | Target Match
Target requirements:
[ Final concentration [ Qualifier ionis)

|| Target response || Qualffier ion ratios

Hit ion match criteria:

[ Targetion [ Gualfierionis) |
[ Qualifierion ratios

. Hit RT match criteria:

Within target RT window

Additional target hit match:

Use compound name Use CASH

Estimation response factor:
Estimation:
[RF of matched ISTD (Relative ISTD Estimation) -

Manual response factor:

[ Apply to All Samples ] [ Apphy ] [ Default ] [ Close ]

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.

2. In the Hit RT match criteria r N
: - Method - 1 (2]
section, select Within target RT t

window. | Peak Detection | Deconvolution I Library Search I Compound |dertification | Target Match
Target requirements:
[ Final concentration [ Gualifier ionis)
[ Target response [ Qualfier ion ratios

Hit ion match criteria:
[ Target ion [ GQualifier ionis) |

[ Qualifier ion ratios

| Hit RT match criteria:
Within target RT window

Tddtional target hit match:
\se compound name Use CASH

Estimation response factor:
Estimation:
[F{Fofmatched ISTD (Relative ISTD Estimation) -

Manual response factor:

[ Applyto Al Samples ][ Apply H Defautt H Close

L —
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Task 2: Identify Compounds with Deconvolution

3. Inthe Additional target hit P - o %)

match section, select Use

compound name and Use CAS#. | Peak Detection [ Deconvolution | Library Search | Compound Identfication | Targst Match
Target requirements:
[ Final concentration [ Gualifier ionis)
[ Target response [ Qualfier ion ratios

Hit ion match criteria:
[ Target ion [ Qualifier ion(s) |

[ Qualifier ion ratios

Hit RT match criteria:
Within target RT window

Additional target hit match:
Use compound name Use CASH

Estimation response factor:
Estimation:
[F{Fofmatched ISTD (Relative ISTD Estimation) -

Manual response factor:

[ Applyto Al Samples ][ Apply H Default H Close

L ——

In the Estimation response
factor section, select RF of
matched ISTD from the Target recuirements:

Estimation drop_down menu ] Final concentration ] Qualifier ionls)

[ Target response [ Qualifier ion ratics

Method (-7

‘ Peak Detection | D econvalution | Library Search I Corpound Identlflcatlonl Target Match

Hit ion match criteria:
[] Targetion [C] Qualifier ionls)

[] Qualifier ion ratios

Hit BT match criteria:
Within target BT window

Additional target hit match:
Use compound name Use CaSH

Estimation respense factar
Estimation:
[Relative ISTD Estimation -

ZETE] response factar:

[ Advanced.. | [ AppltoslSamples | [ Apphto Selected Sample | [ Defaut | [ Close |

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.
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Task 2: Identify Compounds with Deconvolution

5. Click Apply to All Samples, and
then click Close.

6. Tosave the analysis, select File >

k File |Edit View  Analyze Method Report Tools Help
Save Analysis.

1 New Analysis Ctrl+N

= Open Analysis Ctrl+0

| [d  Save Analysis Ctrl+5
Savwnalysis As...

Close Analysis

Add Samples...

Import Quantitative Analysis...

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

Analyze and review results

In the Sample window, select the
sample ISTD+solvent+MATRIX.

2. Select Analyze > Analyze r = =
5 Agilent MassHunter Unknowns Analysis - demo.uaf

Sample.
File Edit View |Analyze | Method Report Too
RE=a" | (»)  Analyze Al F5
Samples Deconvolute
Sample Name Library Search ;,i
15T D+zolvent +MATRIX Blank Subtract
FEST 5TD - 10+MATRIX] Target Match
PEST STD - 20+MATRIX Clear All Results

PEST STD - 50+MATRI
PEST STD - 100<MATRI
PEST STD - 200-MATRI

Analyze Sample N F&

Ueconvolute Sample 1
Library Search Sample
Blank Subtract Sample
Target Match Sample

Components

Ll I

| Componert RT Co Clear 5ample Results

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 Unknowns Analysis - demo.uaf I
-
File Edit View Analyze Method  Report  Tool
Oz H

Samples - X romatogram
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Task 2: Identify Compounds with Deconvolution

Review best hit results

1.

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

View validation information in the Analysis Messages.

Analysis Messages

> X

Type

Target

Message

Sample 1STD+solvert +MATRIX

Deconvolution process has been already performed before. Skipping deconvolution process

Sample |1STD+solvert +MATRIX

Library search process has been already peformed before. Skipping lbrary search process.

Sample 1STD+solvent +MATRIX

Blank subtraction process has been already performed before. Skipping blank subtraction process.

Sample |STD+solvert +MATRIX

Target match process has been already performed before. Skipping target match process.

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.

. Agilent MassHunter Unknowns Analysis - demo.ua

file Edt View Anshze Method Report Took Help
=" | Al Target Non-Target Non-Hit | B
Samples ~ 7 X [Chromatogram AR
Sample Name Fiie Name Components Hits ‘;TD‘SS“'EN +MATRIX (ISTD-MATRIX-01.0)
ISTOMATRI sw| om0’
PEST STD-10+...|PESTSTDA w5 4539 pe
PEST STD-20+... |PESTSTDZ. B 09
PEST STD-50+... | PESTSTDS, ;24| 503 e
PEST STD-100...  PEST-STD-1 3804 495 Dﬂ”-‘g
PEST STD-200... |PESTSTDZ. a0 s e B
08 i
058 i
05
045
04
035
03
035
02
Components | I g g
Componert RT _ Compound Name  MatchFactor || 005
1678 Gucoss) 22 70 1180 1130 1200 12110 1220 1230 124D 1250 1260 1270 1280 1290 1300 1310 1320 1330 1340 1350
11.7037 | Arsne, dietryphenyt- 692 Accuisition Time (i)
117354 | Phentryarine. 34 522) |flon Pesks <3 X [Spectum TEX
11,8839 | Btanerire, 2-4am 51| |[Component T: 122086 Component RT: 12,8055 %,
2 x108. 2 x102 4560
11,9986 | Homovanilc acd ne| |[3 g
12,0464 | 23H)Furanone. 3 w=2||li|e 17 e gz
12.1147 |s-Trazolol4.3apynd. 504 18 o
121621 | SH-Tetrazol-Samine sulgl| s 06 0
12.1627 | Phenol, m-{1metfy- 52| 14 e
121903 | 6 Hepten 2one, 7o 526 13 o -
122867 | Boyclol4 4 Oldec-1- 517 3 = . s -
12.4868 | Undecane, 3 &-ime. 820 - 01 ,| ‘ | I Ll
12,6285 | Sufur dichionde 610 % e R R l\ bt ‘I\' 4 H L \“ I 1
0 25 50 75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500
126345 | Fomaride, {1 3.2 547 i s i ey
12.6425 | gamma -Dodecalac 753 2.4 Dibromoociafluorabiphers .
12,6671 | 4Heptanone, 223, 501 s 2 x102 18
12.7128 | Naphthalene. 164 692 07, 3 o3
12.7555 | 3 Methyibut-Zenoic: 526 06 g%
12.8025 | Dimethyl 4 4stiben. 505 05 0% 260
T -+ Dbromociaiuo 22 04 05
12.8359 | 5 Trmethyisiyipert 2. 5 03 o1
03 271 .
128753 | 25 Difuoroarissie 525 5 ] o — L
129086 | Acetophenons, 2+ 657 i & o TS 55 o V
12,9661 | Heptadecane 992 g 0 L U ‘\ - 4368 —
13.0401 | 2.4 5 Trmethagy-be 511~ EOED 0 25 50 75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500
i J v Acauisition Tirme (i) Mass to-Charge (miz)
Samples ~ & X' |Chrc
1 [
Sample Name File Mame Components }-‘%
Add/Remove Columns...
(ERIREERIE S STD-MATRI... 3307 I
PEST STD - 10+... |[PEST-STD-1... 3665 Analyze Sample
FEST STD - 20+... |PEST-5TD-2.. 3727 Deconvolute Sample
PEST STD - 50+... | PEST-STD-5... 3824 Library Search Sample
PEST 5TD - 100... | PEST-STD-1... 3804 Blank Subtract Sample
PEST 5TD - 200... | PEST-STD-2... 3710 Target Match Sample
Clear Sample Results
e ¥ Delete Sample
Component RT Compound Name Match Factol Format Column...
44152 | 4-Perten-2-one, 4m... -
= Print..
44416 | (-FMethyl-3, 3-dimeth.... - -
(FMethyt-3, &, Print Preview...
A ACRE | Pardannis amid T T TIRECTTYT —T
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Task 2: Identify Compounds with Deconvolution

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

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

Select columns from:
<All> -

Available columns: Show these columns in the order:

Matrix Spike Group - Add.» Sample Mame
|| |Plate Code File Name

Plate Pos. Components
At Hi

] - Remove its
Info.
|| |Sample Group Add All ->>

Pos.
= .

Sampling Date-Time
Sampling Time
Total Amt.

Tray Name

User Defined

Wial

Taet Matches

Blankubtmc‘ted ove Lp ove Down

m

1|

[ ok J[ Reset || Defaut || Cancel

The Target Matches column is added to the Samples window.

Samples - x> X

Sample Name File Mame Components Hits I Target Matches
ISTD-MATR... 07| 57 2

PEST STD - 10+... | PEST-5TD-1... 3665 45] 41

FEST STD - 20+... |PEST-5TD-2.. 3727 451 43

PEST STD - 50+... |PEST-5TD-5... 3824 509 51

PEST STD - 100... | PEST-5TD-1.. 3804 43! 46

PEST STD - 200... | PEST-5TD-2.. ano 53}] 43
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Task 2: Identify Compounds with Deconvolution

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 among the multiple
hits of the same compound from different resolutions.

[ Agilent MassHunter Unk

eport  Tools  Help
(3) Analyze All | All Target Non-Target [ Hit | Non-Hit |[Best Hit

~ 7 % [Chromatogram =
Sample Name  FleName  Componerts | His Target Matches PEST STD - 200+MAT RIX (PEST-STD-200-MATRI-03.0)
ISTDssolvert +... |ISTDMATRI 207 57 2f] | =07
PEST STD-10-... | PEST-STD-1 385 5 a8 "
PEST STD-20-... | PEST-STD2 i 69 a I
PEST STD-50-... | PEST-STD5. 2 503 51 0%
PEST STD-100...| PEST-STD-1 B 195 4 0g &
PESTSTD2. ) 58 8 - i
06
0s.
04
03
0z
Components - nx o 2 2 g 3
Corpocch Cmpond i BestHt  Fomua | & S £ N
101595 | Dodecare, 26, T i D0e0] JAOF =0 a0 Qo] Bofoen 1o [ L2z i dize] aRoFALe WY (UFRIORO
101840 | 3Quinoiinecar. 531 CIOHION? | | o e ==
104058 | Hokdsl 2 k) G120 Component RT: 11.7573 Component RT: 11 7573 $
10.4467 | 3-Deoxy-dmann. 783 CEH1005 | 2 x106. £ %102, 1860
10.4612|2.356 Tetrafhao 754 Eremt (5 z 3 os
10.5678 | Benzene, 21.3- 529 Cl3H16 55"2 o )
106013 | Einoprophos 50.1 CaH1502 = gg’
10,6428 | Phenarifrene. 522 CisH1e 575 0= 10 1390
10.8463 | Apocyrin 539 C3H1003 5525; 04 -~ 2000
10.8480 | 2-Methyi-T-owo-4 511 CSHENSO T 03 o
109313 | 21H-Pymol-240) 590 canino2 o5 P 1 ‘ ‘ ‘
10.9657 | alpha.-Acetobit. 619 CEHE03 435 o KH y \h‘ L J‘\‘\.Au\. . i ' . I‘h T “ T
10.9914 | Phenyiethyne: 560 care 4 20 4 e 8 00 120 10 60 W0 W0 20 u0 %
11,0358 |1 5 Heptadiens- 590 carie02 ) Massto-Charge (
0, [Ethoprophos -
11.0738 | N.N-Dimethy-5- 528 Cranzano 135 2 w02 S
11.1185 | 23H) Furancre. 511 CsH1003 i 3 0s
11.2640 |34 Hexanedil 595 CaH1302 25 08
11.3803 | Propanamide. N. %7 CTIHI5NO2 22“2’ 07
11.3868 | 2 Fluoropheryl) 534 C10H13F0 175 ac e
11.3953 | 2 Propensic aci. 525 CeHEOZ RES gz 1260
11,4021 | Phosphorcthioic ) Can1%03 = 03 pike 740 e
11.4798 | Phenol, 2utyl- 611 C10H140 “;: 02; €50 oy 6D 2420
11,6690 | Butanoic acid b 555 CaH1s02 035 D‘D J Lol b |, 2120 ‘
¢ Mg Mo H 0 s @ 0 120 Mo %o o a0 o 2do 2
11.8651 | 4H-Pyrano[2.34 559 C13H9N502 | - Acaisition Time (min) Mass-to-Charge (
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Task 2: Identify Compounds with Deconvolution

Review blank hit subtraction results

Right-click any column header in
the Samples window, and select

Add/Remove Columns.

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

Verify that the selected columns
are moved to the Show these

-
Columns

Select columns from:

<All>

Available columns:

ISTD Dilution

1| | Matrix Spike Group
Plate Code

Plate Pos.

At

Info.

Sample Group

Sampling Time
Total Amt.
Tray Name
User Defined

ia
Analysis State

Show these columns in the order:

I Sample Name
File Mame

Add All -»>

Components
Hits
Target Matches

Resst

| [ Defaut | [ Cancel

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

. . Samples
(:l?lumns m the Order IISt' and Sample Name File Mame Components Hits Target Matches I Type Blank Subtracted
click OK. ISTO-MATRI _ 3307 578 A WatixBlark |~ 0
PEST 5TD - 10+MATRIX |PEST-STD-1... 65| 453 41fca v 183
PEST STD - 20+MATRIX |PEST-STD2... 3727|469 4fca v 167
PEST STD - 50+MATRIX |PEST-STD.. 84| 503 s1(cal - 153
PEST 5TD - 100-MATRIX | PEST-5TD-1... 804|495 asfcal - 160
PEST 57D - 200-MATRIX | PEST-5TD-2... o) 5w agfcal - 149
Note the list of available samples
- | X

in the Type drop-down menu.

Type

MatricBlank -+

— Sample
Blank
—
Qc

cC

| DoubleBlank
MatrixSpilke

e MatricSpike Dup
TuneCheck k

ResponseCheck
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Task 2: Identify Compounds with Deconvolution

The values shown in the Blank Subtracted column in the Samples window represent the
number of hits that were blank subtracted from the samples. Verify that the message “This
sample is one of the blank sample types. Skipping blank subtraction process.” for the
ISTD+solvent+MATRIX sample appears in the Analysis Messages window.

Anzlysis Messages -

Type Target Message

m Sample |STD+solvert +MATRIX This sample is one of the blank sample types. Skippin...

Close the Analysis Messages window.

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 esti-
mation, 5FWHM = 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 sam-
ple(s) with Sample Type classified as Blank, DoubleBlank, or MatrixBlank will automati-
cally 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.

Use Show Alternate Hits to evaluate
results

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

Click Default. -

Columns o [_@'_I—Jﬁ

Select columns from:

[ Library Search Method -

Available columns:

Library Path

Library Type
Pre-search Enabled
Pre-search Type

NIST Compatibility
Pure Weight Factor
Search Order

RT Calibration

RT Match Factor Type
RT Max Penalty

RT Penalty Type

RT Range

RT Range No Penalty
Spectrum Threshold
Remowe Duplicate Hits
Accurate Mass Tolerance

Show these columns in the order:

Add All -»>

Comporent RT
Compound Name
Match Factor
Best Hit

Formula

0K || PRest Default Cancel

33




Task 2: Identify Compounds with Deconvolution

3. Select Library File from the 5
. . . Columns . - @Iﬂ
Available columns list, and click —
Add. Select columns from:
[Library Search Method -
Available columns: Show these columns in the order:
I E File Add - Component RT
I T Compound Name
Library Typ Match Factor
Pre-gearch Enabled Best Hit

Presearch Type Formula
NIST Compatbity

Pure Weight Factor
RT Calibration

RT Match Factor Type
RT Max Penalty

RT Penalty Type

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

[ ok ][ Resst || Defaut |[ Cancel

Verify that the selected columns

are moved to the Show these

columns in the order list, and

click OK.

Select the B Agilent MassHunter Unknownsm T

PEST STD-10+MATRIX sample file Edit View Analyze Method Report Tools Help

in the samples window and click =N NS ()) Analyze All | Al Target Non-Targon-Hit

Hit in the toolbar to view the Samples + 7 X |Chromatogra

Changes in the compone“ts Sample Name File Name Components Hits Target Matches Type PEST STD -

window. ISTDssolvent +MATRIX__|ISTD-MATRI.. 3307578 2 | MatricBlank ﬁ g "1g_;_
PEST STD - 10+MATRIX [ZE3@31 RN I665| 453 41Cal M |y
PEST STD - 20:MATRIX |PESTSTD2.. 3727|468 G 55
PEST STD - 50+MATRIX |PEST-STD-5... 24| 503 51|Cal - '5_
PEST STD - 100+MATRIX | PEST-STD-1... 804|495 45 |Cal - 45
PEST STD - 200+MATRIX | PEST-5TD-2... afn| 538 48 |cal - N
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Task 2: Identify Compounds with Deconvolution

6. Right-click Phosphorothioic acid

in the Compounds window and
select Show Alternate Hits.

Verify that the Best Hits are from different libraries.

File Edit View Anslyze Method Report Tools Help
D& Analyze All | All Target Mon-Target Non-Hit Bmml
Samples TR X o
Sample Fie Taget Blark PEST STD - T0+MATRIX (PEST-STD-10-MATRX-03.D)
Name Name Eonserdl [ Maiches  "P°  supiracted || 2 x105
|STD=solvent +.. | ISTD-MAT. 3307 578 2[Matn. |+ ofl|& 4_:
PEST-STD- 3665 453 4fca |x 183 45
PEST STD - 20+ | PEST-STD- 3721 463 4l |x 167 4-22
PEST STD - 50»... | PEST-STD-. 3824 503 silca |+ 153 ars
PEST STD - 100...| PEST-STD- 3804 435 e v 160 3322
PEST STD - 200... | PEST-STD- 3710 538 wlca | 149 3
275
25
225
2
17
15
125 o g
' 2 g . A
- S| EE T s 2 A% Big gEg T B
Componert_ Compound Metch S| es]8 s 8 =2 s 2 s S o T
T petch BestHt  Fomua  LbrayFle & =
T 90 o9& k0 1000 1020 1040 1060 1080 1100 1120 1140 1160 1180 1
112888 | 28 Sperto 520 CiszN [NsTIL e it
| 5
113825 | 3-Hydroy 7 841 €19 C13H2002 |NISTTL e —r T —
[ETET rromreatice ) CHIS0S | ST Component RT: 113383 Comporert T J 3555
114558 | 1H-3a T-Methan. 580 Cl5H24  |NISTILL 2 %103 2 w102 80
117018 | 2-Cyclohexen-3- 5 CBH1INO2 |NISTTIL & s & o
118017 | Ethoprophos %1 Cc8H1s02.. |RIFESTCID.. [of | 125 0g
12 7
118717 | - Trfuoromediy 583 CBHSFINO |NISTTL Hoe gs
11,8308 | 5 Pyrmicinol, 2- 55 CBHBNDS |NISTTL 11 o
120120 | fau Muurolol 519 CISHBO  |NISTITL ”’:” 04
12.1692 | [1.3(0xcathiolane. 534 COH1404S |NISTITL 055 03 10
121954 DL-Trptophan, 592 CI2HIAN . |NISTITL 03 gf m 0 970, 1150 ‘
12.4782 | 2.2-Dimethyipro. a7 C21H4202 |NISTI1.L nnsz 0 ‘ (I I‘\ L \‘\ Ul
N P U N N N 0
125117 | Cyclopropane. 1 519 ClH  |NisTIL 0rs 6 80" 100 120 180 0 180 200 260
12.7925 |2.3.Dhydro 5m 562 CIOHT20.. |NISTITL 97 Mass to Charge (m/z)
065 0 00 g O
12,8410 [2-Auerobenzoic 78 CI3HBFNO4 [NISTT.L 06 302 a0
125115 | Sufotep 539 C8H2005... |RIPESTICID. 055 & o
13.0450 | Phorate T4 C7H102.. |NISTTL it 08
13,1774 | Pyidine-2catbo. 584 CBH2O3N... [NISTT.L 04 07
13.1831 | BHC aipha isomer 875 CGHETE | RI-PESTICID. 0-033 32
13,1987 | 2-Amino 52me. 556 ClsHZNg |NISTTL 025 0
132173 | Terephihalc aci 565 Cl8H2604 |NISTTL 02 0a] s00 a5
12.2204 | 2-Methowy-2met. 624 COH120  |NISTTL e 02 570 150 1430
132304 | Butanedioic act 517 C14H2882. |NISTITL 0.05 ‘”D L E‘J””‘ H‘ 280 1530 | qgro 2130 2580
o A R P P e Ay A
133965 | Decene! 3.4 £t Gl  [MSTtL e 115 6 8 100 120 180 160 180 200 220 240 260
13.4306 | 633 Diethoyp. 01 CI2HIShO3 [NISTHL | - Aeauisition Tire (min) Mass-to-Charge (miz)

Components

Component RT

Compound Name Matc!

11.1417

4H-1.3-Dicxin-4-one, 2.

11.2388

2-Butyl-5-pentylpymolidine

11.3825

F-Hydrooey-7. 8-dibydro-br..

I erccomsticic acid 0

Add/Remove Columns...

Copy

Set Bgt Hits

Show Alternate Hits...

Delete Hits Del

Restore All H ith

Format Colurmn...

Export...

Print...

=]

Print Preview...

&

17 8410 [ I Foimrnhananie amid Ao
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Task 2: Identify Compounds with Deconvolution

The Library Search Results are displayed.

Agilent MassHunter Quantitative Analysis - Library Search Results. l=liE)
File Edit  View
53 ||Cd| Set Best Hit
Compound Name  Match Factor cas# CW;R""G”' AT: 11.2989
Phosphorothicic 7348 | 298-03-3 "1037
Demeton-S 7094126750 25
;
Ether, bis[2-{etrm 45.93 | 5648306 15
Disuficton 45,84 298044 N
Meti 2.4 6470-... 4351 1000101893 054 0 970 1150 qmg 10
DLGystsine, 2m 4087 33095160 o [ I .|. 2020 150
Vethyl 2 4<i0-2. 4087 1000107890 4o e e 1o o 1o €0 180 200 20 240 250 2k 30 3k
Disuffoton 40,14 238044
Disuffoton 35.92| 258044 10 880
L-Tyrosine. hydra... 1997 | 7662513 g'g:
Disuffoton 3751 238044 0.4 0 1me 10
j 580 7 ! 7
Fyrfenax | 2573 | 88283.414 02 ! e B SR 1 2080 , 3150
|| Prothoate 2633 2275185 1 ” 8] 97 115 143 o 23 28
Sudan | 2081 842079 6] 50
Chlorethaxyfos 2365 54533838 -D1E- 3
|| Promte sufons 2357 |258504-7 £ e e o 1o 140 160 180 200 20 240 250 2k 300 30
Phorate suforide 2282 2588036
Crmidne 2138 535897 Demeton-0
, k102 8
4Bromoaniline 2121106401
03 ]
0 .
07 g
06 .
05 & — "
o] SN
0.2 . . \ AW A
02 ‘ 415 N . -
45 97 14 m
014 811 5 09| 125 7 258
f ok I|‘\| wodil S g ) e em f
& e 8 100 120 140 160 180 200 220 240 260 280 Mo 320

7. Right-click any column header in
the Library Search Results
window, and select Add/Remove

Agilent MassHunter Quantitative Analysis - Library Search Results

File  Edit View

EE Set Best Hit
Columns. =5 st 3
Compound Name ~ Match Factor CASH % Add/Remove Columns I
Phasphorothioic ... 7348298033
Demeton-S 7094126750 |2 SoPY I

Select Library from the Available r )
Columns list, and click Add. o

Available Columns: Show these columns in the order:

Compound Name
Match Factor
CASH

Library Retention Time
Melt Poirt Add All -

Malecular Weight

Retention Time Difference
"| | Target Retention Index

OK || PReset |[ Defaut | [ Cancel
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Task 2: Identify Compounds with Deconvolution

Verify that the selected columns
are moved to the Show these

The Library column is added to the table.

- . Agilent MassHunter Quantitative Analysis - Library Search Results
columns in the order list, and — — o - =
. File Edit View
click OK.
EN Set Best Hit
Compound Name ~ Match Factor = CASH Librany Component RT: ”;BBEB
47 .
Phospharathioic ... 73.48 | 298033 ZNGCMS Data'\Libraries\NIST11.L X103_
Demeton-5 70.94 | 126750 ZNGCMS Data'\Libraries\NIST11.L 254
Demeton-0 ZNGCMS Data'Librares \RI-PESTICIDES-M... 2
Ether, bis[2-fsthy... 45.93 | 5648-30-5 ZNGCMS Data'\Librares MIST11.L 154
Disulfoton 45.84 | 258-04-4 ZNGCMS Data'\Librares MIST11.L 1
Methyl 2.4,64.0-... 4351/1000101893 | ZGCMS Datat\Libraries\NIST11.L o5l 590 1150 1420
DLCysteine, 2m... 40.87 | 33085160 ZMNGCMS Data'\Librares NIST11.L ]
Methyl 2 4-di O-a... 40.81 | 1000101-83-0 ZANGCMS DataLibraries\NIST11.L 40 60 80 100 120 140
Disufoton 40.14 | 256-044 ZMNGCMS Data’\Librares NIST11.L
Disufoton 39.92 | 250-044 ZMNGCMS Data’\Librares NIST11.L 10 3 0
L-Tyrosine, hydra... 39.91 | 7662-51-3 ZMNGCMS DatatLibrares NIST11.L gg:
Disulfoton 37.51 | 236-044 ZMNGCMS DatatLibraresRI-PESTICIDES-M... 0.44
0.2 53.0 1150 1420
Pyrifenox | 29.73 | 88283414 Z:GCMS Datah\Libraries\RIFESTICIDESM... o] o gl wn bk 4, o
Prothoate 26.33 | 2275185 ZMNGCMS Data'Librares \RI-PESTICIDES-M... gi' 45 1 8197 195 143
Sudan | 2481842079 Z:\GCMS Data\Lbraries \RI-PESTICIDES-M... g8l s0
Chiorethosyfos 2365 | 54593838 ZMGCMS Data'Libraries\RI-PESTICIDES-M 013 "
Phorste sulfane 2357 | 2588047 ZMGCMS Data'Libraries\RI-PESTICIDES-M 0 1 & 0 o -
Phorste sulfoxide 2282 | 2588035 ZNGCMS Data'Libraries\RI-PESTICIDES-M
Crimidine 21.38 | 535837 ZNGCMS Data'\Libraries\RI-PESTICIDES-M. . Demeton-0
3
4-Bromoaniline 2121 | 106401 Z:\GCMS DatatLibraries\RI-PESTICIDES ... || [10° &
0.9
0.8
0.74
&
10. Select Demeton-$ and click Set T — == —
J Agilent MassHunter Quantitative Analysis - Library Search Results
Best Hit. . -
File Edit View
Set Best Hit
Frmnaind Nama  Mateh Factar — w  CAGH | [Compenent F

Verify that the selected compound replaced the previous compound as the current Best Hit
in the Component table.
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Components -
Component RT Compound Name Match Factor Best Hit Formula Library File
11,1417 | 4H-1,3-Dioxin-4-one, ... 504 C5H1403 | NIST11.L
11,2888 | 2-Butyl-5-pentylpymol .. 520 C13HZTN [ NIST11.L
11,3825 | 3-Hydrowy-7 B-ditydr... 6139 C13HZ002 | NIST11.L
Demeton-5 709 CBH1903... |NIST11.L
11,4558 | 1H-33,7-Methancaz. . 58.0 C15H24 NISTT1.L
11,7018 | 2Cyclohexen-3-0l-1-... 635 CBHTINGZ |NIST11.L
11,8017 | Ethoprophos 86,1 CBH1902... |RIPESTICIDES-MOL2...
11,8717 | 3-Trifluoromethylben. .. 583 CBHBEF3ND | NIST11.L
11,8508 | 5-Pyrimidinol, 2-meth... 545 CEHBNZOS | NIST11.L
12,0120 | tau.-Muurolol 519 C15HZ6D | NIST11.L
12,1692 | [1 3)Cxathiclans-4-. .. 534 C5H14045 | NIST11.L
12,1954 | DL-Tryptophan, N-m... 552 C12H14N... |NIST11.L
12,4782 | 2, 2-Dimethylpropano... 637 C21H4202 |NIST11.L
12,5117 | Cyclopropane, 1,1.2... 519 C10H20 NISTT1.L
12,7925 | 2, 3-Dihydro-5-methyl ... 5.2 CI0H120... [NISTT1.L
12,8410 | 2-Flucrobenzoic aci... 7.8 C13HBFNO4 | NIST11.L
198190 | C mbmm T1e = FOUACE | DI DCCTICINGE M9




Task 2: Identify Compounds with Deconvolution

Review concentration estimation
results

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

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

H H Add = Component RT
columns list, and click Add. Corany R Compound Name
I | Gorary RT Match Factor
Library Malecular Weight Best Hit
RT Mismatch Penalty Formula
Hit Rl Add Al »> Window Size Factor

Columns

Select columns from:

[ Librany Hi

Available columns:

CASH

Blank Subtracted

Delta RT
Delta RI

L5 [

Show these columns in the order:

Estimated Conc.

Removed Duplicate MZs <<- Remove All
Response Factor for Estimation
ls Primary Hit

Target Calc. Conc.

OK J[ Resst |[ Defat ][ Cancel |
L |
3. Verify that the selected columns
are moved to the Show these
columns in the order list, and
click OK.
Select the [ 5 Agilent MassHunter Unknowns Analysis - demo.uaf _ Al
PEST STD-200-+MATRIX sample 2 : : '
inthe Samples window. and click File Edit View Analyze Method Report Tools Help
Rt BT nibar to 'vieW tha nE | (¥) Analyze Al AIINon-Target Hit Non-Hit
. Samples - a (C
changes in the Components . O
. Sample Name File Name Components Hits Target Matches Type Blank Subtracted
window. ISTD+solvert +... |ISTD-MATR... 07| 578 2|Mat... |~ of|
PEST STD - 10+... | PEST-STD-1... 9665 453 4fcal |~ 183 [<
PEST STD - 20+... | PEST-STD-2... 9727|469 I 167
PEST STD - 50+... | PEST-STD-5... 2824|503 510cal |~ 153
PEST STD - 100... | PEST-STD-1... 2804|435 46cal v 160
PEST-STD-2... mo| 538 4lca |« 149
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Task 2: Identify Compounds with Deconvolution

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

6. Tosave the analysis, select File >
Save Analysis.

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:

BasePealDeconvoluteddrea

EzrimatedConcentration = —— = Multiplier
RFEforEstimation
Components - X
Base Peak Response .
Component Match Target Estimated Target Calc. —
RT Compound Name Factor Deconvoluted Factor for Mukiplier Conc Conc
Area Estimation
AN Prosphorothiore aci... 349 2721304 4 14382 6150 10 1829 1444
11.7973 | Ethoprophos 986 21291229 23030.7854 10 5245 8033
12.3031 | Sulfotep 57.3 1015154.5 140854273 10 7207 6025
13.0452 | Phorate 575 3420580.5 36358.8482 10 5255 6561
13.1816 | BHC alpha isomer 98.8 16241034 301455823 10 53.87 5011
13.7016 | Pentachloroanisole 98.8 17313472 316801152 10 45984 507 1
13.7651 | Dimethoate 56.0 2679103.0 27597 5245 10 5708 7542
14.3218 | BHC beta isomer 98.5 1014024.0 164662678 10 5817 437
14 5841 | Lindane 58.0 11235732 20441 2941 10 5459 50.04
15.0133 | Fonofos 57.4 2705421.8 356614284 10 75.86 60.31
15.5881 | Diazinon 98.2 20286136 192084327 10 9863 7978
15,6787 | Disutfoton 85.7 1203625.2 14752 5912 10 8159 6133
15.6842 | BHC delta isomer 96.2 1201797 .5 22136.8200 10 5429 50.04
17.7267 | Methy! parathion 86.9 1539303 6 78593.1866 10 108 7186
17.7336 | Chloropyriphos-methyl 1.9 2612062.4 25588 5789 10 1021 8125
17.9452 | Heptachlor 95.7 5580141 9867 5025 10 60.6 5024
I Agilent MassHunter Unknowns Analysis - demo.uaf E)
e - —
Fle FEdit View Anslze Method Report Tools Help
nl=a" B (b) Analyze All | All Targe][Non-Target [Hit Mon-Hit || Best Hit |
Samples < 1 % |Chromatogram - 1 x
Sample Name  FileNeme  Components His  Target Maiches Blank Sublracled  Type PEST STD - 200+-MATRIX (PEST-STD-200-M
ISTDsaivert .. |ISTO-VATRL.. e 2 0 [Met... [+ g w07
PEST STD- 10+ _ | PEST.STD-1 w5 453 a w3cl v s 7
PEST 5TD-20+_ | PEST-5TD-2 7| s ) 57 cal | = £
PEST STD - 50-.. | PEST-STDS.. 4| 803 51 52 ca v 5
PEST STD- 100 | PEST-STD-1 4| 435 % el |- 4
PEST-STD-2 I 48 149cal [~ 3
2
1
Components —ax R
Base Peak A T - e L]
Comporert  Compound Name Pt Docomolted  Factorfor R’i:}ier e o ‘Acquisition Time (mir)
frea Estimation  Cons
374183 Etharone, 144meth 504 75252 70301547121 0003202 EE h
. : - - - Component. | |Component RT: 37,8423
37.4704 | Sine, disthyihepts.. 772 THME| 001547121 003428 7 2 %02 J eo ‘
27 4008 | 1 4 Mocitbnm i E7n 117000 F FnantEs 71 nnrcca B 1 v
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Task 3: Generate the Report

Task 3: Generate the Report

1. Select Report > Generate.

Report | Tools  Help

|{;1' Generate...
Open Report Folder...
@ Queue Viewer...

Query...

2. Under Report method, click New.

[ Report . m1

Report folder:

D \MassHunterData"RI-PEST-MATR X\ UnknownsReports' B482 Browse...

Report method:

Choose... ||| New Edt...
i Samples: |
() All samples
@ Selected sample(s)
G
@ Generate reports now
Open report folder after reports generated
) Queue report task
[¥] Start Queue Viewer
[ ok ][ cancel
L a
3. Right-click in the window and r@ Report Method Edit (Unknowns Analysis) E=ial >N
select Add Template. : : -
File  Edit
DEd|sB(2>|a
Templates |

Template Destination file Publish format Language Page Size Printer

i Add Template...

fl Remove Template

4 m 3
| ramite | [ o regse
|
| [ SavedE | Exit |
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Task 3: Generate the Report

4. Navigate to
D:\MassHunter\Report Tem-
plates\ Quant\PDF-Report-
ing\Unknowns, select
best-hits.template.xml, and click
Open.

-
B Open | (S5
Ppg—

()L [J « Dota () » MassHunter » Report Tempites » Quent » PDF-Reporting » Unknowns » + [ %2 )|[ Search Unknowns 2|
= — iy L
Organize v New folder E~ Ol @

Y Favories * Name Date modificd Type Size
18 Downloads 1! bestHits.m 12/4/2014 140 PM File folder
"] Recent Places | cache 12/4/2014 141 PM File folder
%3 Dropbox J! Codes 12/3/2014 458 PM File folder
I Desktop | all-hits.uareportxml 12/1/201410:27 AM XML File 1KB i
| ares-percent.templatexml 12/1/201410:27 AM XML File 3B KB
[ Libraries || best-hits templatexml 12/1/201410:27 AM XML File 101 KB
|| Documents “| | besthits.uareportxml /1/201410:27 AM XML File 1KB
Type: XML File
M
& Music | LSR_Summary.templatexml o le 62KB
&) Pictures Date modified: 12/1/2014 10:27 AM
B videos

18 Computer
&L, PROGRAMS (C:)
s Data (D:)
a Local Disk (E3)
c SYSTEM (F)
—w Data (G
8 view (1) (M)

5 muvanteanar_hackin M MAS. canmmd M

File name: best-hits.templatesml | Template files ("t " xdbe™xltr,

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.

r -
Report Method Edit (Unknowns Analysis) 2 (= [ B [z
File  Edit
DH % LB a
Templates |
[ | Template Destination file Publish format Language Page Size Printer Open publishedfie  Post Process

DMassHunteriRe_best-hits template xml [, | besthits paf P | <Defait> - | Letter

<None>

e

Save 4 Exit ] [ Exi )

4



Task 3: Generate the Report

5. Click Save & Exit to save the

B Report Method Edit (Unknowns Analysis)

Report Method in a desired Fle at
i OEH| s @9 e|a
location. e |
[ | Templat= Destinationfie __ Publisnfomal _Language Page Sze Prnter Openpublished fle Post Process

#  DiMassHunter\Re.\best-hits template.xml | | besthits.paf

<Defaut> <None>

oo, pemors e
Il Save & Biit ) Ed )

I N W——
@v\ |« Data(D:) » MassHunter » Report Templates » Quant » PDF-Reporting » Unknowns b ~ [ 43 || Search Unknowns 2]

Organize +  Newfolder

& e Name Date modified Type Size

18 Downloads . bestHits.m 12/4/2014 1:40 PM File folder
E Recent Places . cache 12/4/2014 1:41 PM File folder

% Dropbox |l Codes 12/3/2014 4:58 PM  File folder
B Desktop

4 Libraries
%) Documents
o Music
=] Pictures

B videos

18 Computer
£, PROGRAMS (C:)
a Data (D)
s Local Disk () -

File name: | bestHits.m

Saveas type: | Methods (*m) -]

= g otger

& = = —
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Task 3: Generate the Report

6. For samples, you can generate a i o
report for All samples or the
selected Sample(s). Report folder:
\ D:\MassHurter\Data'\RI-PEST-MATRIX\UnknownsReports\B4282 | Browse.. |
For Report Generating modes,
Report method:

you can select Generate reports

now or Queue report task. D:\MassHurter Report Templates'Quant'\PDF-ReportingUnknowns'\bestHits.m

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

Samples:
() Al samples
@ Selected sample(s)
Generate:
@ Generate reports now
Open report folder after reports generated

() Queue report task

ok | [ cancel

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

reports.
Alternatively, you can select Menu > Open Report Folder to view the newly generated

report best-hits.pdf. The report opens in Adobe Reader.

Agilent Technologies:

Unknowns Analysis Report - Best Hits

Batch Path D:\MassHunter\Data\RI-PEST-MATRIX
Analysis File Name B482-deleledhits.uaf
Analyst Name suezhanl
Analysis Time 9/17/2014 2:40:15 PM
File Name ISTD-MATRIX-01.D Path Name D:\MassHunter\Data\RI-PEST-MATRIX-
120810
Sample Name 1STD+solvent +MATRIX Type Sample
Acq. Method File unknown ChemStation method Acqg. Method Path
Acq. Date-Time 12/8/2010 1:15:51 PM Acq. Operator 2BHCs; PESTstds+25ul MATRIX
Instrument Name WIB Dil. 1
[al'D+50vent +MATRIX (ISTD-MATRIX-01.D)
£ x107
[ -
S A
3.5
+
2.5
a
157
4 sz 8% ¢ z l
2R 3 8 3 2 W
. '~ ] J
] S RSN ; S L_@__,.._‘.__A_Uu—-‘ -
OC—7T——7T 7 T T T T ‘1 1 T T T T T T T T T T T T T T T T T T T T T T T 1T
5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37
Acquisition Time (min}
Compeonent RT Compound Name Component Area Match Factor CAS# Formula Estimated Conc.
6.3300 4-Isopropylaniline 1537158.5 56.899-88-7 CIH13N
7.2321 Promecarb artifact [5-isopropyl-3-methylphenol] 11333874 66.8 3228-03-3 C10H140
9.1645 Tetrahydrophthalimide, cis-1,2,3,6- 826266.1 82.127813-21-4 CBHINO2
9.5328 Cashmeran 3703229.1 73.233704-61-9 Cl4H220
10.9847 Diethyl phthalate 4538724.8 59.9 84-66-2 C12H1404
12.8049 4,4"-Dibromooctafluorobiphenyl 3198475.7 91.0 10386-84-2 C12Br2F8
28.2691 Triphenyl phosphate 3314855.1 90.1 115-86-6 C18H1504P

8. Close the report.

9. To exit the program, select File >
Exit.
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