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 >

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
1 VXe38457.D
: 24 Oct 2023 15:54

Peak separation: 5

Method
Title

Signal

: TIC: VX@38457.D\data.ms

peak R.T. first

# min

6 8.647
7 10.e55
8 11.085
9 11.982
10 12.024

11 12.244
12 13.591
13 14.225
14 14.438
15 15.188

scan

693
721
788
920

1233
1465
1634
1783
1789

1824
2046
2148
2182
2305

1240
1471
1640
1787
1794

1830
2051
2155
2190
2313

last
scan

1255
1485
1652
1789
1804

1839
2056
2163
2193
2325

Sum

PK  peak corr
TY height area
rBveé 16160 60541
rBv2 92390 275536
rvB 157038 452282
rBV 100147 280504
rBV 250200 610400
rBv 515564 849747
rBV 568122 797581
rBV 490038 652435
rBv 8541 11301
rvB 747340 930181
rBv4 12430 46943
rBv3 8512 13331
rvB 11346 19388
rBv 9336 13192
rBv4 16965 30011

of corrected areas:
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: JC/MD
: 04975-04
: 1.11g/10mL/100uL/5.00mL/MSVOA_X/MEOH
: 11 Sample Multiplier: 1

Parameters: RTEINT.P

RTE

ON Filtering: 5
1 Min Area:

0.2 Max Peaks: 100
: 0 Peak Location: TOP

: Z:\voasrv\HPCHEM1\MSVOA X\Method\82X100523W.M
: SW846 8260

91.35%
85.74%
70.14%

100.00%

WENPREP WUV
(W]
[oe]
R

5043373

[OI ORI R RN

3 % of largest Peak
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 04975-04
: 1.11g/1emL/100uL/5.00mL/MSVOA_X/MEOH
: 11 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\

: VX@38457.D
: 24 Oct 2023 15:54

JC/MD

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

700000

600000

500000
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0
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Time-->
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TIC: VX038457.D\data.ms
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0
Time-->
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Time-->

TIC: VX038457.D\data.ms
12.024

1]&442 12.244

13.591 14./%254.438
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX@38457.D

Acqg On : 24 Oct 2023 15:54

Operator : JC/MD

Sample : 04975-04

Misc : 1.11g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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.587 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.587 6.69 ug/l 60541  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosgene 98 CC120 000075-44-5 33
2 Divinyldithiophosphinic acid 150 C4H7PS2 085417-00-1 28
3 Bis(.beta.-chloroethyl) sulfoxide 174 C4H8C120S 005819-08-9 28
4 Propanoic acid, 2-chloro-, ethyl... 136 C5H9C102 000535-13-7 25
5 Ethene, (2-chloroethoxy)- 106 C4H7C10 000110-75-8 23
Abundance  Scan 82 (1.587 min): VX038457.D\data.ms (-68) (-) m/z 63.10 100.00%
3.1
35.1
5000 M
R RARRRRACA LY
912 1579 1552 1.20 1.40 1.60 1.80 2.00
‘1 “Mu b 2932 2073 L2 a5.10 63.69%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #3833: Phosgene
63.0
50001 35.0 BRI
1.20 1.40 1.60 1.80 2.00
m/z 47.10 59.71%
‘ 98‘.0
| Ly |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #27849: Divinyldithiophosphinic acid
63.0
150.0 UMD LESSSNEY M
1.20 1.40 1.60 1.80 2.00
5000 117.0 m/z 44.10 56.23%
90.0
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #49217: Bis(.beta.-chloroethyl) sulfoxide R A RRRRa R
63.0 1.20 1.40 1.60 1.80 2.00
m/z 35.10 53.03%
5000
‘ F&O 112.0 174.0
m/z--> 40 60 80 100 120 140 160 180 200 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\VX102423\
Data File : VX@38457.D

Acqg On : 24 Oct 2023 15:54

Operator : JC/MD

Sample : 04975-04

Misc : 1.11g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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.587 1.587 6.7 ug/l 60541 1 5.550 452282 50.90
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