LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71921\
Data File : VN@67789.D

Acqg On : 19 Jul 2021 13:26

Operator : JC/MD

Sample : M3032-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 5 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\82N070721W.M

Title : SW846 8260

Signal : TIC: VN@67789.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.746 246 282 284 rBV3 39375 115700 5.52% 1.082%
2 5.066 1122 1147 1176 rBv4 18865 67550 3.22% 0.632%
3 8.016 2226 2247 2258 rBV2 238362 572953 27.32% 5.358%
4 8.080 2259 2271 2299 rVB2 440486 1021703 48.72%  9.555%
5 8.432 2381 2402 2427 rBV 287845 669858 31.94% 6.264%

6 8.660 2471 2487 2508 rVB6 11541 28182 1.34% 0.264%
7 8.965 2581 2601 2628 rBV 668826 1431205 68.25% 13.384%
8 10.440 3133 3151 3189 rBV 1092525 2097080 100.00% 19.611%
9 11.746 3618 3638 3670 rBV 1000368 1815581 86.58% 16.979%
10 12.736 3990 4007 4034 rVB 768953 1311251 62.53% 12.262%

11 13.677 4341 4358 4379 rBV 913704 1562198 74.49% 14.609%

Sum of corrected areas: 10693261
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71921\
Data File : VN@67789.D

Acq On : 19 Jul 2021 13:26

Operator JC/MD

Sample : M3032-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@70721W.M
: SW846 8260

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

Abundance TIC: VN067789.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©71921\
Data File : VN@67789.D

Acq On : 19 Jul 2021 13:26

Operator : JC/MD

Sample : M3032-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N070721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown2.746 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.746 5.66 ug/1 115700  Pentafluorobenzene 8.078

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloroethyl methyl sulfoxide 126 C3H7C10S 005331-57-7 23
2 Ethene, (2-chloroethoxy)- 106 C4H7C10 000110-75-8 23
3 Bis(2-chloroethyl) sulfone 190 C4H8C1202S 000471-03-4 12
4 Methane, bromochloro- 128 CH2BrCl 000074-97-5 9
5 Ethane, 1,1-dichloro- 98 C2H4C12 000075-34-3 9

Abundance Scan 282 (2.746 min): VN067789.D\data.ms (-246) (-) m/z 62.90 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71921\
Data File : VN@67789.D

Acqg On : 19 Jul 2021 13:26

Operator : JC/MD

Sample : M3032-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N070721W.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|

unknown2.746 2.746 5.7 ug/l 115700 1 8.078 1021700 50.0
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