LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX121219\
Data File : VX013977.D

Aca On - 12 Dec 2019 15:59

Operator : JC/SP

sample - K6249-09 -
Misc - 5.0mL/MSVOA X/WATER Sl e
ALS Vial : 12 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\82X112619W.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 42 rBV 1234137 1599101 59.60% 10.017%

1.162 42 45 49 rvv 34083 33856 1.26% 0.212%
rBv 154237 191598 7.14% 1.200%
1.387 77 82 87 rBV5 15261 28899 1.08% 0.181%

abrwWNPEF
=
N
()}
al
a0
o0}
(9}
N
()}
©

1.625 108 121 122 rBVS 50489 156126 5.82% 0.978%

2.600 275 281 287 rBV 33491 66807 2.49% 0.418%
3.685 452 459 470 rBvV 70709 170606 6.36% 1.069%
5.490 743 755 769 rBV 294857 860857 32.08% 5.393%
5.649 771 781 796 rVB 543568 1519011 56.61% 9.515%
10 6.051 838 847 860 rBvV 347212 889315 33.14% 5.571%

©oo~NO®

11 6.850 967 978 991 rBV 825437 1939033 72.27% 12.147%
12 8.709 1275 1283 1291 rBV 1783838 2683155 100.00% 16.808%
13 10.111 1507 1513 1521 rBV 1632934 2249594 83.84% 14.092%
14 11.135 1675 1681 1694 rBV 1290251 1665896 62.09% 10.436%
15 12.074 1830 1835 1842 rBV 1568827 1909736 71.18% 11.963%

Sum of corrected areas: 15963590
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX121219\

Data File : VX013977.D

Aca On : 12 Dec 2019 15:59

Operator : JC/SP

Sample : K6249-09 0
Misc - 5.0mL/MSVOA X/WATER Sl e
ALS Vial :© 12 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112619W .M
SW846 8260

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX013977.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX121219\
Data File : VX013977.D

Aca On - 12 Dec 2019 15:59

Operator : JC/SP

sample - K6249-09 -
Misc - 5.0mL/MSVOA X/WATER Sl e
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112619W_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Aminoethyl hydrogen sulfate Concentration Rank 2

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

1.27 6.31 ug/l 191598 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Aminoethvl hvdroaen sulfate 141 C2H7NO4S 000926-39-6 83
2 Sulfur dioxide 64 02S 007446-09-5 83
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
4 2-Benzimidazolvl methane thiosul... 244 C8H8N203S2 1000256-39-2 9

5 Thiosulfuric acid (H2S203), S-(2... 320 C11H16N203S3 040284-00-2 9

Abundance Scan 63 (1.271 min): VX013977.D (-58) (-) m/z 63.95 100.00%
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Obrrrrprrrrprbrr oo o 28, 492 173 195 215 243261 288 . 'm/z 48.00  48.20%
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Abundance #18804: 2-Aminoethyl hydrogen sulfate
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64 1.00 120 140 160

m/z 44.10 1.24%

5000 48
17
. | o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.00 120 140 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX121219\

Data File : VX013977.D

Aca On - 12 Dec 2019 15:59

Operator : JC/SP

sample - K6249-09

Misc - 5.0mL/MSVOA X/WATER Sl e
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112619W_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 unknownl.62 Concentration Rank 3

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

1.62 5.14 ug/Il 156126 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.3.5-Trichloro-2.4-dithiahexane... 288 C4H7C1304S2 068483-82-9 43
2 2-Chloroethvl methvl sulfoxide 126 C3H7CIOS 005331-57-7 40
3 Benzene. 1-T(2-chloroethvDsulfo... 249 C8H8CINO4S 006461-63-8 38
4 Benzene. 1l-chloro-4-(2-chloroeth... 190 C8H8CI20 013001-28-0 32
5 2-Pyrrol2-[2-(2-chloro-ethoxy)-e... 260 C12H17Cl104 1000317-43-5 28

Abundance Scan 120 (1.619 min): VX013977.D (-108) (-) m/z 35.05 100.00%
3b 49 6
5000
9 115130144158173 196 220 243 55274288 120 140 160 1.80 2.00
0 m/z 63.10 94 _.55%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #134795: 3,3,5-Trichloro-2,4-dithiahexane 2,2,4,4-tetroxide
63 161
5000
1.20 1.40 1.60 1.80 2.00
m/z 49.10 84.48%
48 83 130
111
0...||.”...| III.
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
63
ar 120 1.40 1.60 1.80 2.00
5000 m/z 45.10 70.49%
126
o 83 110
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- I EEREEERTAL S
63 1.20 1.40 1.60 1.80 2.00
m/z 64.00 49 .53%
5000
122 186
7 92 ‘ 170 ‘ 213 249
0'”P'“I”ﬂl”hl”““““f”“l”"ﬂ"”J'”"”M'”'W”"" RS SR SR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.20 1.40 1.60 1.80 2.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA X\DATA\VX121219\

Data File : VX013977.D

Acg On - 12 Dec 2019 15:59

Operator : JC/SP

Sample - K6249-09 :
Misg - 5.0mL/MSVOA_X/WATER Saara b
ALS Vial : 12 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112619W_M
SW846 8260

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Aminoethyl hydr... 1.27 6.3 ug/Il 191598 1 5.65 1519010 50.0
unknownl .62 1.62 5.1 ug/Il 156126 1 5.65 1519010 50.0
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