LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN103122\
Data File : VN@75089.D

Acqg On : 31 Oct 2022 16:11

Operator : JC\MD

Sample : N5378-09

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13

Sample Multiplier: 1

Integration Parameters: RTEINT.P

Integrator: RTE
Smoothing : ON
Sampling : 1
Start Thrs: 0.2
Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M
Title : SW846 8260
Signal : TIC: VN@75089.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.283 34 39 40 rBV 7760 8944 1.49%  0.286%
2 2.842 119 134 143 rVB6 11325 47767 7.95% 1.526%
3 4.736 448 456 469 rVB2 6622 18743 3.12% 0.599%
4 7.441 907 916 923 rBV 8606 22356 3.72% 0.714%
5 8.171 1031 1040 1045 rBV 83579 199817 33.24% 6.382%
6 8.230 1045 1050 1063 rVB 140283 315396 52.47% 10.074%
7 8.583 1101 1110 1122 rBV 99562 219559 36.53% 7.013%
8 8.735 1130 1136 1139 rBV3 4796 11107 1.85% ©.355%
9 9.106 1191 1199 1209 rVB 217217 446326 74.25% 14.256%
10 10.571 1437 1448 1460 rBV 338622 601116 100.00% 19.200%
11 11.871 1661 1669 1681 rBV 276381 496930 82.67% 15.872%
12 12.853 1828 1836 1844 rBV 201594 340972 56.72% 10.891%
13 13.794 1989 1996 2006 rBV 242900 401791 66.84% 12.833%

Sum of corrected areas: 3130824
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN103122\
Data File : VN@75089.D

Acqg On : 31 Oct 2022 16:11

Operator JC\MD

Sample : N5378-09

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M
: SW846 8260

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

Abundance

TIC: VNO75089.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN103122\
Data File : VN@75089.D

Acqg On : 31 Oct 2022 16:11
Operator : JC\MD

Sample : N5378-09

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown2.842 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.842 7.57 ug/1 47767  Pentafluorobenzene 8.235

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 38
2 Sulfur dioxide 64 02S 007446-09-5 38
3 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 38
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Ethyl Chloride 64 C2H5C1 000075-00-3 7

Abundance Scan 134 (2.842 min): VN075089.D\data.ms (-119) (-) m/z 63.95 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN103122\
Data File : VN@75089.D

Acqg On : 31 Oct 2022 16:11
Operator : JC\MD

Sample : N5378-09

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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|

unknown2.842 2.842 7.6 ug/l 47767 1 8.235 315396 50.0
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