LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041922\
Data File : VX028161.D

Acqg On : 19 Apr 2022 15:42

Operator : JC/MD

Sample : N2390-01

Misc : 5.05g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 15 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 X\Method\82X041922W.M
Title : SW846 8260
Signal : TIC: VX@28161.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 1.599 68 84 88 rBv8 29008 132349 6.60% 1.211%
2 2.947 298 305 316 rBV 9624 30736 1.53% 0.281%
3 5.391 690 706 720 rBV 235505 707878 35.29% 6.476%
4 5.550 720 732 748 rVB 398219 1146586 57.16% 10.489%
5 5.958 787 799 817 rBV = 233246 663622 33.08% 6.971%
6 6.367 856 866 881 rBV5 7983 27961 1.39% 0.256%
7 6.763 921 931 948 rBV 605609 1470742 73.31% 13.455%
8 8.647 1233 1240 1254 rBV 1237562 2006099 100.00% 18.352%
9 10.055 1465 1471 1483 rBV 1228113 1742936 86.88% 15.945%
10 11.085 1634 1640 1649 rBV 1009886 1337344 66.66% 12.234%

11 12.024 1788 1794 1803 rBV 1344457 1664799 82.99% 15.230%

Sum of corrected areas: 10931052
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041922\
Data File : VX028161.D

Acqg On : 19 Apr 2022 15:42

Operator : JC/MD

Sample : N2390-01

Misc : 5.05g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.M
Quant Title : SW846 8260

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

Abundance TIC: VX028161.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041922\
Data File : VX028161.D

Acqg On : 19 Apr 2022 15:42

Operator : JC/MD

Sample : N2390-01

Misc : 5.05g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknownl.599 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.599 5.77 ug/1 132349  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-[(2-chloroethyl)sulfo... 249 C8H8C1NO4S 006461-63-8 36
2 Bis(2-chloroethyl) sulfone 190 C4H8C1202S 000471-03-4 32
3 2-Chloroethyl vinyl sulfone 154 C4H7C102S 007327-58-4 32
4 2-[2-(2-Chloro-ethoxy)-ethoxy]-p... 216 C1@H13C1l03 1000317-46-1 25
5 Carbonochloridic acid, 4-nitroph... 201 C7H4C1NO4 007693-46-1 23

Abundance  Scan 84 (1.599 min): VX028161.D\data.ms (-68) (-) m/z 63.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041922\
Data File : VX028161.D

Acqg On : 19 Apr 2022 15:42

Operator : JC/MD

Sample : N2390-01

Misc : 5.05g/10mL/100ul/5.00emL/MSVOA_X/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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|

unknownl.599 1.599 5.8 ug/l 132349 1 5.550 11465990 50.0
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