LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111724\
Data File : VN©84885.D

Acq On : 17 Nov 2024 11:02

Operator : JC\MD

Sample : VN1117MBLO1

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

ALS Vial : 4 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\82N103024W.M

Title : SW846 8260

Signal : TIC: VNe84885.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.807 140 145 146 rBV2 5880 7013 1.02% 0.174%
2 2.836 146 150 151 rvv4 9753 14430 2.10% 0.358%
3 2.895 151 160 169 rVB8 19525 70677 10.28% 1.756%
4 8.159 1045 1055 1060 rBV 109747 261509 38.04% 6.496%
5 8.218 1060 1065 1080 rVB 186978 407903 59.33% 10.133%

6 8.571 1117 1125 1132 rBV 115404 268349 39.03% 6.666%
7 9.094 1206 1214 1226 rBV 267030 545169 79.30% 13.543%
8 10.565 1456 1464 1472 rBV 378693 687495 100.00% 17.079%
9 11.865 1677 1685 1697 rVV 330724 596403 86.75% 14.816%
0 12.412 1769 1778 1784 rVB4 5448 9912 1.44% 0.246%

11 12.847 1842 1852 1862 rBB 263004 440154 64.02% 10.934%
12 12.971 1864 1873 1879 rVVv4 5520 13132 1.91% ©.326%
13 13.212 1911 1914 1923 rVB2 6245 11152
14 13.729 1996 2002 2006 rBvV2 13759 21948
15 13.788 2006 2012 2024 rVB 346313 584309 84.99% 14.515%
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16 14.053 2050 2057 2061 rBV 9094 13168 1.92% 0.327%

17 14.106 2061 2066 2071 rVB 7771 11445 1.66% 0.284%

18 15.388 2278 2284 2290 rVB2 10530 17620 2.56% ©0.438%

19 15.500 2299 2303 2307 rBV3 6414 9187 1.34% 0.228%

20 15.635 2321 2326 2335 rVB2 8185 17155 2.50% 0.426%

21 15.835 2353 2360 2368 rVB3 9437 17361 2.53% 0.431%
Sum of corrected areas: 4025491
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111724\

: VNO84885.D

: 17 Nov 2024 11:02

: JC\MD

: VN1117MBLO1

: 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH
: 4  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.M

Quant Title

TIC Library

: SW846 8260

: 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\VN111724\
Data File : VN©84885.D

Acqg On : 17 Nov 2024 11:02

Operator : JC\MD

Sample : VN1117MBLO1

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

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown2.895 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.895 8.66 ug/1l 70677  Pentafluorobenzene 8.218

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Chloroethyl methyl sulfoxide 126 C3H7C10S 005331-57-7 38
2 Ethene, (2-chloroethoxy)- 106 C4H7C10 000110-75-8 25
3 Bis(.beta.-chloroethyl) sulfoxide 174 C4H8C120S 005819-08-9 9
4 Dimethyl Sulfoxide 78 C2H60S 000067-68-5 9
5 Disulfide, bis(2-chloroethyl) 190 C4H8C12S2 001002-41-1 9

Abundance Scan 160 (2.895 min): VN084885.D\data.ms (-151) (-) m/z 63.15 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111724\
Data File : VN©84885.D

Acq On : 17 Nov 2024 11:02

Operator : JC\MD

Sample : VN1117MBLO1

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

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.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|

unknown2.895 2.895 8.7 wug/l 70677 1 8.218 407903 50.0
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