LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006173.D

Acq On : 26 Nov 2018 14:18

Operator : JC/MD

Sample - J6050-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 10 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 - 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\82X112018W_M
Title : SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.282 16 21 31 rBv2 122313 140684 9.53% 1.738%
2 1.605 67 74 78 rBV5 14413 23441 1.59% 0.290%
3 5.501 702 713 728 rBY 188014 540183 36.58% 6.675%
4 5.665 728 740 756 rvvV 313605 877699 59.43% 10.845%
5 6.068 797 806 819 rBV 212625 530894 35.95% 6.560%
6 6.860 924 936 951 rBV 468769 1097669 74.33% 13.563%
7 8.713 1233 1240 1256 rBV 951452 1476768 100.00% 18.248%
8 10.116 1464 1470 1485 rVB 918247 1265555 85.70% 15.638%
9 11.140 1632 1638 1651 rBVY 762326 965647 65.39% 11.932%
10 12.079 1786 1792 1803 rBV 952069 1174348 79.52% 14.511%

Sum of corrected areas: 8092888
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112618\
Data File : VX006173.D

Acq On : 26 Nov 2018 14:18

Operator : JC/MD

Sample - J6050-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112018W.M
Quant Title : SW846 8260

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

Abundance TIC: VX006173.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006173.D

Acq On : 26 Nov 2018 14:18

Operator : JC/MD

Sample - J6050-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112018W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknownl.28 Concentration Rank 1

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

1.28 8.01 ug/Il 140684 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 46
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 37
3 Dibenzo[cd,g]indazole-3-sulfonic... 300 C14H8N204S 293765-87-4 25
4 10-Undecenoic acid, propyl ester 226 C14H2602 094230-80-5 9
5 1,4,7-Oxadithionane 164 C6H120S2 040474-73-5 9

Abundance Scan 21 (1.282 min): VX006173.D (-16) (-) m/z 61.00 100.00%
61
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46
1.30 1.40 1.50 1.60 1.70
Ol rprrrr b S0 o A0 130 146 193207 236 264 m/z 59.95 72.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #357: Sulfur dioxide
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Abundance
64
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5000 48 m/z 46.00 33.89%
17
o 32 9%
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Abundance #144216: Dibenzo[cd,g]indazole-3-sulfonic acid, 2,6-dihydr... R NN R R R
64 1.30 1.40 1.50 1.60 1.70
m/z 48.00 27.88%
48
5000
0 33 | 82 96110124138 164 192206220 235
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 1.30 1.40 1.50 1.60 1.70
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006173.D

Acq On : 26 Nov 2018 14:18

Operator : JC/MD

Sample - J6050-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112018W.M
Quant Title : SW846 8260

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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

unknownl.28 1.28 8.0 ug/Il 140684 1 5.67 877699 50.0
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