Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

Signal

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
. VX041717.D
: 03 Jun 2024 20:12

JC/MD

. P2657-10 100X

5.03g/1emL/100ulL/5.00mL/MSVOA_X/MEOH

: 26 Sample Multiplier: 1

Parameters: RTEINT.P

RTE

ON Filtering:
1 Min Area:

0.2 Max Peaks:
: 0 Peak Location:

tion: 5

: TIC: VX041717.D\data.ms

5

3 % of largest Peak

100
TOP

: Z:\voasrv\HPCHEM1\MSVOA X\Method\82X052924W.M
: SW846 8260

peak R.T. first

10 1e@.

11 11.
12 11.
13 12.

14 12

15 13.

16 14.
17 14.

10.

min

.958
.763
.646
055
305

079
756
024
.414
774

639
780
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max last PK peak corr corr

scan scan scan TY height area % max
22 26 27 rBvV 7379 7495 1.16%
27 28 34 rvVB2 6245 6639 1.03%
65 85 86 rBv7 9341 39234 6.09%
695 705 721 rBV2 74804 220953 34.32%
721 732 749 rVB 128724 371246 57.66%
790 799 817 rBV 78563 210463 32.69%
920 931 949 rBV 197726 471673 73.26%
1234 1240 1250 rBV 398452 643810 100.00%
1465 1471 1485 rBvV 437844 600452 93.27%
1507 1512 1521 rVB 5398 8090 1.26%
1634 1639 1656 rBV 374737 488394 75.86%
1746 1750 1755 rBV 5305 6493 1.01%
1788 1794 1801 rBV 459666 585100 90.88%
1853 1858 1869 rBvV2 6058 8923  1.39%
2076 2081 2093 rBV 244325 306234 47.57%
2219 2223 2230 rBvV 15195 19042 2.96%
2239 2246 2253 rBV 10122 15026  2.33%
Sum of corrected areas: 4009267
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VXe41717.D

Acqg On : 03 Jun 2024 20:12

Operator : JC/MD

Sample : P2657-10 100X

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX041717.D\data.ms
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Abundance TIC: VX041717.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041717.D

Acqg On : 03 Jun 2024 20:12

Operator : JC/MD

Sample : P2657-10 100X

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 unknownl.605 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.605 5.28 ug/l 39234  Pentafluorobenzene 5.549

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloroethyl methyl sulfoxide 126 C3H7C10S 005331-57-7 17
2 Propanenitrile, 3-chloro- 89 C3H4CIN 000542-76-7 9
3 1-Propanol, 3-mercapto- 92 (C3H80S 019721-22-3 9
4 bis(chloromethyl) carbonate 158 C3H4C1203 1000404-37-0 9
5 Propanoic acid, 2-chloro-, ethyl... 136 C5H9C102 000535-13-7 8

Abundance  Scan 85 (1.605 min): VX041717.D\data.ms (-65) (-) m/z 49.00 100.00%

49.0 63.1
35.1
5000
78.0 e
‘ 909 1051 1978 1.20 1.40 1.60 1.80 2.00
o‘_m_‘lw“ J‘,‘MMM‘H"HM‘!”‘HUH‘M:wwwwm]m m/z 63.10  94.21%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12525: 2-Chloroethyl methyl sulfoxide
63.0
47.0
5000 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
1.20 1.40 1.60 1.80 2.00
126.0 m/z 44.00 90.99%
O\‘\\\\‘\H\‘\H\"\\\H‘H‘H‘H\\8‘?\‘(\)\‘\H\‘\\]-\]\.?H()H‘H\\‘\H\
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Abundance #2411: Propanenitrile, 3-chloro-
49.0
R ER
1.20 1.40 1.60 1.80 2.00
5000 m/z 47.00 63.56%
27.0 89.0
S X
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2722: 1-Propanol, 3-mercapto- R R R R
31.0 1.20 1.40 1.60 1.80 2.00
58.0 m/z 45.05  61.63%
92.0
5000 74.0
45,0
0 b b A e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 1.20 1.40 1.60 1.80 2.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VXe41717.D

Acqg On : 03 Jun 2024 20:12

Operator : JC/MD

Sample : P2657-10 100X

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

unknownl.605 1.605 5.3 ug/l 39234 1 5.549 371246 50.0
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