LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112922\
Data File : VN@75464.D

Acqg On : 29 Nov 2022 10:09

Operator : JC\MD

Sample : VN1129MBLO1

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 3  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 : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M

Title : SW846 8260

Signal : TIC: VNO75464.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.300 36 42 59 rvB3 13911 42075 6.30% 1.385%
2 2.800 121 127 129 rBV 8424 14896 2.23% 0.490%
3 3.077 172 174 185 rVB7 23007 66617 9.97% 2.193%
4 8.171 1031 1040 1043 rBV2 41311 99314 14.86% 3.270%
5 8.224 1043 1049 1059 rVB 223804 494623 74.03% 16.285%

6 8.577 1102 1109 1119 rBV2 32190 71005 10.63% 2.338%
7 9.100 1187 1198 1212 rBV 305969 620213 92.83% 20.420%
8 10.565 1440 1447 1455 rBV 90256 165290 24.74%  5.442%
9 11.865 1660 1668 1677 rBV 380476 668132 100.00% 21.997%
10 12.853 1829 1836 1843 rBV 117794 202259 30.27% 6.659%

11 13.794 1989 1996 2005 rVB 333208 561324 84.01% 18.481%

12 15.394 2262 2268 2276 rBv4 3618 6955 1.04% 0.229%

13 15.647 2304 2311 2316 rVB2 8403 16037 2.40% 0.528%

14 15.835 2338 2343 2350 rVB4 4839 8616 1.29% 0.284%
Sum of corrected areas: 3037356
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112922\
Data File : VNO75464.D

Acqg On : 29 Nov 2022 10:09

Operator JC\MD

Sample ¢ VN1129MBLO1

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VNO75464.D\data.ms
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Abundance TIC: VNO75464.D\data.ms
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Abundance TIC: VNO75464.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112922\
Data File : VN@75464.D

Acqg On : 29 Nov 2022 10:09

Operator : JC\MD

Sample ¢ VN1129MBLO1

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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.
3.077 6.73 ug/1 66617 Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Sulfur dioxide 64 02S 007446-09-5 64
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 43
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 (N-(-2-Acetamido))-2-aminoethane... 182 C4H10N204S 007365-82-4 9
5 Ethyl Chloride 64 C2H5C1 000075-00-3 7

Abundance Scan 174 (3.077 min): VN0O75464.D\data.ms (-172) (-) m/z 64.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112922\
Data File : VN@75464.D

Acqg On : 29 Nov 2022 10:09

Operator : JC\MD

Sample : VN1129MBLO1

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.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|

Sulfur dioxide 3.077 6.7 ug/l 66617 1 8.224 494623 50.0
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