LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11122\
Data File : VN@70568.D

Acqg On : 11 Jan 2022 14:19

Operator : JC/MD

Sample : N1080-01ME

Misc : 4.17g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 11 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\82N122721W.M

Title : SW846 8260

Signal : TIC: VNO70568.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.228 79 89 130 rVB4 76945 290885 3.79% 0.735%
2 8.016 2219 2247 2258 rBV2 705342 1705148 22.24% 4.311%
3 8.078 2258 2270 2303 rVB 1231192 2878645 37.55% 7.278%
4  8.432 2380 2402 2429 rBV 840082 1927913 25.15% 4.874%
5 8.963 2581 2600 2635 rBV 2218219 4640213 60.52% 11.731%

6 10.438 3130 3150 3173 rBV 3804900 7125572 92.94% 18.015%
7 11.116 3381 3403 3411 rBV2 44070 119935 1.56% ©.303%
8 11.741 3617 3636 3669 rBV 4232890 7666998 100.00% 19.384%
9 12.728 3987 4004 4035 rBV 3441275 6022960 78.56% 15.227%
0 13.672 4340 4356 4391 rVB 4153755 7175567 93.59% 18.141%

Sum of corrected areas: 39553836
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11122\
Data File : VN@70568.D

Acqg On : 11 Jan 2022 14:19

Operator : JC/MD

Sample : N1080-01ME

Misc : 4.17g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11122\
Data File : VN@70568.D

Acqg On : 11 Jan 2022 14:19

Operator : JC/MD

Sample : N1080-01ME

Misc : 4.17g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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.
2.228 5.05 ug/1 290885  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 80
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 40
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,2-difluoro- 64 C2H2F2 001691-13-0 7
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 5

Abundance  Scan 89 (2.228 min): VN070568.D\data.ms (-79) (-) m/z 63.90 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11122\
Data File : VN@70568.D

Acqg On : 11 Jan 2022 14:19

Operator : JC/MD

Sample : N1080-01ME

Misc : 4.17g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 2.228 5.0 ug/l 290885 1 8.080 2878650 50.0
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