LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_ X\DATA\VX010320\

Data File : VX014405.D

Acq On - 03 Jan 2020 17:00

Operator : JC/SP

Sample : K6476-07 :

Misc - 6.26g/5mL/100uL/5 .00mL/MSVOA_X/MEOH £0225B45 19122721 23ME
ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_M

Title : SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

1.070 26 30 43 rBvV 499409 649883 26.36% 3.964%

1.265 58 62 68 rBvV 38327 53886 2.19% 0.329%
rBv 83610 305205 12.38% 1.862%
3.003 342 347 356 rBvV2 16503 40261 1.63% 0.246%
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4.582 594 606 621 rBV 244756 731080 29.65% 4._.460%

5.496 744 756 770 rBv2 236252 756778 30.70% 4.616%
5.648 770 781 794 rVB 488010 1398204 56.71% 8.529%
6.051 837 847 865 rBvV 283688 830937 33.70% 5.069%
6.849 968 978 991 rBV 723815 1799636 73.00% 10.978%
7.203 1027 1036 1047 rBV 665914 1436911 58.28% 8.765%

=
QO ~NO®

11 8.709 1276 1283 1292 rBV 1540169 2465373 100.00% 15.039%
12 8.825 1296 1302 1310 rVB 15910 34274 1.39% 0.209%
13 10.111 1507 1513 1524 rBV 1495249 2105139 85.39% 12.841%
14 11.135 1675 1681 1692 rBV 1319694 1676571 68.00% 10.227%
15 12.074 1830 1835 1845 rVB 1701010 2082346 84.46% 12.702%

16 15.147 2335 2339 2344 rVB2 20391 27009 1.10% 0.165%

Sum of corrected areas: 16393493
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX010320\
VX014405.D

03 Jan 2020 17:00

JC/SP

K6476-07
6.269/5mL/100uL/5.00mL/MSVOA_X/MEOH

16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

P022SB455 191227-21-23ME
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_ X\DATA\VX010320\

Data File : VX014405.D

Acg On - 03 Jan 2020 17:00

Operator : JC/SP

Sample - K6476-07 :

Misc - 6.26g/5mL/100uL/5 .00mL/MSVOA_X/MEOH £0225B45 19122721 23ME
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzene, 1-[(2-chloroethyl)... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

1.64 10.91 ug/Il 305205 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1-[(2-chloroethyl)sulfo... 249 C8H8CINO4S 006461-63-8 64
2 2-[2-(2-Chloro-ethoxy)-ethoxy]-p..-. 216 C10H13CIO03 1000317-46-1 37
3 2-Chloroethyl methyl sulfoxide 126 C3H7CIOS 005331-57-7 36
4 Thiophosphordiamide, o-methyl ester 126 CH7N20PS 1000306-03-3 25
5 Ethane, 1,2-bis(2-chloroethoxy)- 186 C6H12CI1202 000112-26-5 23

Abundance Scan 123 (1.637 min): VX014405.D (-105) (-) m/z 63.10 100.00%
63
35
9
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B 0s 129 140 160 1.80 200
108 143 170 190 207 227242 282 . . . .
0 e m/z 35.10  76.80%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #101636: Benzene, 1-[(2-chloroethyl)sulfonyl]-4-nitro-
63
5000
1.40 1.60 1.80 2.00
7 o 122 186 m/z 45.05 75.51%
170
0"'I'"W""I”"I"'W"'}?}“'I"""" '?}?"" RS BAASI ARAIOA
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73724: 2-[2-(2-Chloro-ethoxy)-ethoxy]-phenol
63
a5 140 160 1.80 200
5000 110 m/z 47.05 73.16%
136 216
0 [T 8\\1 95 ‘ | ‘ 167 \
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #10966: 2-Chloroethyl methyl sulfoxide
63 1.40 1.60 1.80 2.00
47 m/z 49.10 58.54%
5000
“ 83 110126
o.HPJ”W.”‘””,””,i”,”.w”..”..”..”..”..”.w”.w”
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 140 1.60 1.80 2.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_ X\DATA\VX010320\

Data File : VX014405.D

Acq On - 03 Jan 2020 17:00

Operator : JC/SP

Sample : K6476-07 :

Misc - 6.26g/5mL/100uL/5 .00mL/MSVOA_X/MEOH £0225B45 19122721 23ME
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Benzene, 1-[(2-ch... 1.64 10.9 ug/Il 305205 1 5.65 1398200 50.0
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