LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021119\
Data File : VX007478.D

Aca On : 11 Feb 2019 19:46

Operator : JC/SP

Sample : K1449-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 23 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\82X020119W.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 1.282 18 21 22 rBv 26634 27837 1.13% 0.176%
2 1.325 22 28 42 rBV 546774 1982786 80.25% 12.553%
3 1.587 68 71 77 rBv 57565 147911 5.99% 0.936%
4 2.452 208 213 217 rVB 19986 32825 1.33% 0.208%
5 2.617 236 240 247 rVwV 22925 46027 1.86% 0.291%
6 3.196 333 335 342 rVB 32848 67820 2.74% 0.429%
7 5.507 700 714 726 rBV 305612 885543 35.84% 5.606%
8 5.665 728 740 754 rVB 511197 1419864 57.46% 8.989%
9 6.068 796 806 817 rBV 304497 788428 31.91% 4.991%
10 6.860 924 936 951 rBV 754305 1769900 71.63% 11.205%

11 8.714 1232 1240 1248 rBV 1639354 2470879 100.00% 15.643%
12 8.781 1248 1251 1258 rVB 17242 29240 1.18% 0.185%
13 10.110 1463 1469 1477 rBV 1597334 2171462 87.88% 13.747%
14 11.134 1632 1637 1644 rBV 1368125 1750285 70.84% 11.081%

15 11.804 1740 1747 1754 rBV2 18031 29617 1.20% 0.187%

16 12.079 1786 1792 1799 rBV 1685498 2147329 86.91% 13.594%

17 13.835 2076 2080 2087 rVB 20359 28174 1.14% 0.178%
Sum of corrected areas: 15795927
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021119\
Data File : VX007478.D

Aca On - 11 Feb 2019 19:46

Operator : JC/SP

Sample . K1449-04

Misc - 5.0mL/MSVOA X/WATER

ALS Vial :© 23 Sample Multiplier: 1

Ouant Method Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .M

Quant Title SW846 8260
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX007478.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021119\
Data File : VX007478.D

Aca On : 11 Feb 2019 19:46

Operator : JC/SP

Sample : K1449-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Sulfur dioxide Concentration Rank 1

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

1.32 69.82 ug/1 1982790 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene. 1l.1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5CI 000075-00-3 3

Abundance Scan 27 (1.319 min): VX007478.D (-22) (-) m/z 63.95 100.00%
61
5000 48
1.30 1.40 1.50 1.60 1.70
Obrrrrprrrrprbrr b on 00 114 133 160 187 228 L 296 "m/z 48.00 50.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #357: Sulfur dioxide
64
5000 48
1.30 1.40 1.50 1.60 1.70
m/z 65.95 4 _96%
16 32
A B R R LA LA AR LA LA SRS LARAN NARAN SR LAAAS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
64
1.30 1.40 1.50 1.60 1.70
5000 48 m/z 50.00 2.07%
17
o 32 9%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #37600: L-Alanine, 3-sulfo- R L RARanas EE L
64 1.30 1.40 1.50 1.60 1.70
m/z 65.00 0.98%
5000 48
28
ol12 |, ‘ 93 115 143 169
m/z--> 20 4b 60 80 100 120 140 160 180 200 220 240 260 280 300 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021119\
Data File : VX007478.D

Aca On : 11 Feb 2019 19:46

Operator : JC/SP

Sample : K1449-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (N-(-2-Acetamido))-2-aminoe... Concentration Rank 2

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

1.59 5.21 ug/l 147911 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (N-(-2-Acetamido))-2-aminoethane... 182 C4H10N204S 007365-82-4 83
2 2-Benzimidazolvl methane thiosul... 244 C8H8N203S2 1000256-39-2 78
3 Ethanesulfonvl chloride 128 C2H5CI02S 000594-44-5 64
4 Sulfur dioxide 64 02S 007446-09-5 64
5 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 64

Abundance Scan 72 (1.593 min): VX007478.D (-68) (-) m/z 63.90 100.00%
61
48
5000
140 160 180 200
Olerer el i 2 107 137 159 180 207 225242 276 299 | “n77 48.00  63.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #47364: (N-(-2-Acetamido))-2-aminoethanesulfonic acid
64
5000 30 48 U I L AL A
1.40 1.60 1.80 2.00
L m/z 44.00 24 .50%
o 79 9% 119134149165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
64
140 160 180 200
5000 48 m/z 47.00 13.96%
o o1 18134 162 4 244
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #11952: Ethanesulfonyl chloride
29 1.40 1.60 1.80 2.00
m/z 49.00 11.41%
5000
48 64
o4 L B 128
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240 260 280 300 140 160 1.80 2.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX021119\
Data File : VX007478.D

Acq On : 11 Feb 2019 19:46

Operator : JC/SP

Sample : K1449-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 23 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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]
Sulfur dioxide 1.32 69.8 ug/1 1982790 1 5.67 1419860 50.0
(N-(-2-Acetamido). .. 1.59 5.2 ug/Il 147911 1 5.67 1419860 50.0
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