LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX021020\

Data File : VX014894.D

Aca On - 10 Feb 2020 17:38

Operator : JC/SP

Sample - L1393-04ME :
Misc - 5.92a/5mL/100uL/5.00mL/MSVOA_X/MEOH ARG S8 DR A
ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: 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\82X021020W.M

Title - SW846 8260

Signal > TIC

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

1.070 26 30 38 rBvV 394408 474826 22.99% 3.138%

1.271 58 63 68 rBv2 15736 25489 1.23% 0.168%
124 rBV2 56073 214782 10.40% 1.419%
2.222 217 219 227 rVB8 16089 32458 1.57% 0.214%
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2.466 252 259 276 rBV 129233 352113 17.05% 2.327%

2.777 304 310 328 rVB 813823 1711871 82.88% 11.313%
5.496 745 756 771 rBV 198540 642529 31.11% 4.246%
795 rvB 391854 1152976 55.82% 7.619%
6.057 839 848 863 rBvV 227726 675616 32.71% 4._465%
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1 6.850 968 978 995 rBV 586119 1502354 72.73% 9.928%
11 8.032 1167 1172 1183 rVB 10150 25921 1.25% 0.171%
12 8.709 1277 1283 1292 rBV 1257136 2065537 100.00% 13.650%
13 8.819 1298 1301 1307 rVB2 13667 23706 1.15% 0.157%
14 8.965 1317 1325 1330 rBvV7 11794 24317 1.18% 0.161%
15 9.032 1330 1336 1342 rVB4 14890 29246 1.42% 0.193%
16 9.770 1451 1457 1462 rBV2 27391 42649 2.06% 0.282%
17 10.111 1507 1513 1524 rBV 1294146 1846338 89.39% 12.201%
18 10.355 1547 1553 1559 rBV2 24159 40112 1.94% 0.265%
19 11.001 1653 1659 1666 rBV3 38971 72294 3.50% 0.478%
20 11.135 1675 1681 1689 rBV 1220486 1543450 74.72% 10.200%
21 11.526 1738 1745 1750 rVB 10105 27268 1.32% 0.180%
22 12.074 1830 1835 1841 rBV 1701450 2055696 99.52% 13.585%
23 12.471 1897 1900 1905 rVB2 18702 21564 1.04% 0.143%
24 12.916 1969 1973 1977 rBV2 14371 22093 1.07% 0.146%
25 13.342 2040 2043 2048 rVB6 14385 21245 1.03% 0.140%
26 13.830 2119 2123 2128 rBV 29722 43831 2.12% 0.290%
27 14.275 2190 2196 2205 rBV7 14177 33809 1.64% 0.223%
28 14.537 2235 2239 2246 rVB7 16947 33694 1.63% 0.223%
29 14.690 2257 2264 2268 rBV2 48350 82000 3.97% 0.542%
30 14.836 2284 2288 2291 rVB 19470 23082 1.12% 0.153%
31 15.238 2348 2354 2356 rBV7 18391 28367 1.37% 0.187%
32 15.543 2400 2404 2409 rBV3 21931 34186 1.66% 0.226%
33 15.677 2422 2426 2430 rBV2 23374 38745 1.88% 0.256%
34 15.714 2430 2432 2439 rVB6 13709 22515 1.09% 0.149%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX021020\

Data File : VX014894.D

Aca On - 10 Feb 2020 17:38

Operator : JC/SP

Sample - L1393-04ME :
Misc - 5.92a/5mL/100uL/5.00mL/MSVOA_X/MEOH ARG S8 DR A
ALS Vial =: 20 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X021020W.M
SW846 8260

35 16.171 2500 2507 2510 rBVS8 12734 26565 1.29% 0.176%
36 16.409 2539 2546 2553 rVB 49324 95382 4.62% 0.630%
37 16.769 2601 2605 2608 rBV3 13737 23699 1.15% 0.157%

Sum of corrected areas: 15132325

82X021020W.M Tue Feb 11 15:21:38 2020 Page: 2



Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

5.920/5mL/100uL/5.00mL/MSVOA_X/MEOH
20

> Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021020\
: vX014894.D

: 10 Feb 2020 17:38

: JC/SP

: L1393-04ME

Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X021020W.M

Quant Title

TIC Library

SW846 8260

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

HAM-SB-03-1-2ME
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX021020\

Data File : VX014894.D

Aca On - 10 Feb 2020 17:38

Operator : JC/SP

Sample - L1393-04ME :
Misc - 5.92a/5mL/100uL/5.00mL/MSVOA_X/MEOH ARG S8 DR A
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X021020W.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Benzene, 1-[(2-chloroethyl)... Concentration Rank 2

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

1.63 9.31 ug/l 214782 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-T(2-chloroethvl)sulfo... 249 C8H8CINO4S 006461-63-8 50
2 Ethane. 1.2-bis(2-chloroethoxv)- 186 C6H12CI1202 000112-26-5 32
3 Carbonochloridic acid. 4-nitroph... 201 C7H4CINO4 007693-46-1 25
4 Carbonfluoridodithioic acid. tri... 164 C2F4S2 000371-73-3 17
5 5-Methoxybenzofurazan, l-oxide 166 C7H6N203 007791-49-3 14

Abundance Scan 122 (1.631 min): VX014894.D (-105) (-) m/z 63.10 100.00%
3B 6

94

5000
110 129 156 179 201 220 245 277288 120 140 160 1.80 2.00
0 m/z 35.10 89.25%
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
1.20 1.40 1.60 1.80 2.00
122 186 m/z 45.05  65.69%
7 92 249
141 170 213
05t
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
63
e B e,
03 1.20 1.40 1.60 1.80 2.00
5000 m/z 49.05 61.71%
45 107
137
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62074: Carbonochloridic acid, 4-nitrophenyl ester
63 1.20 1.40 1.60 1.80 2.00
m/z 93.95 59.87%
5000
2 192 201
o Il 77 92 107 ‘ 139 166
”w.”q.”w.“q.”..”..”..”..”..”..”..”..”.P”... e L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.20 140 1.60 1.80 2.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_ X\DATA\VX021020\

Data File : VX014894.D

Acq On - 10 Feb 2020 17:38

Operator : JC/SP

Sample - L1393-04ME :
Misc - 5.92g/5mL/100uL/5 .00mL/MSVOA_X/MEOH PRSI A
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X021020W.M
Quant Title : 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... 1.63 9.3 ug/Il 214782 1 5.65 1152980 50.0
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