LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60723\
Data File : VNO©78109.D

Acqg On : 07 Jun 2023 17:27
Operator : JC\MD

Sample : 03067-08

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 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\82N060623W.M

Title : SW846 8260

Signal : TIC: VN@78109.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.089 18 23 31 rvB3 16715 32380 1.59% 0.302%
2 2.818 139 147 150 rBV 14995 28718 1.41% 0.268%
3 8.177 1046 1058 1062 rBV 290296 692135 33.99% 6.462%
4 8.229 1062 1067 1078 rVB 493148 1120345 55.02% 10.461%
5 8.588 1118 1128 1141 rBV 292032 670470 32.93% 6.260%

6 9.106 1208 1216 1229 rBV 720233 1504116 73.86% 14.044%
7 10.570 1455 1465 1472 rBV 1092095 2036354 100.00% 19.014%
8 10.635 1472 1476 1485 rVB 63750 127551 6.26% 1.191%
9 11.870 1678 1686 1699 rBV 947621 1700678 83.52% 15.879%
10 12.070 1713 1720 1728 rBv4 11325 24292 1.19% 0.227%

11 12.853 1843 1853 1862 rBV 620365 1112149 54.61% 10.384%

12 13.800 2005 2014 2022 rVB 610616 1076215 52.85% 10.049%
13 14.000 2042 2048 2056 rBV8 11016 30496 1.50% ©.285%
14 14.123 2062 2069 2072 rBV9 11402 21971 1.08% ©0.205%
15 14.670 2158 2162 2170 rVB8 22972 47401 2.33% 0.443%
16 14.794 2177 2183 2184 rBV6 19105 26975 1.32% 0.252%
17 15.058 2219 2228 2229 rBV5 20816 45317 2.23% 0.423%
18 15.229 2251 2257 2260 rVB7 14795 25094  1.23% 0.234%
19 15.323 2268 2273 2277 rBV8 14995 23004 1.13% 0.215%
20 15.441 2288 2293 2300 rVB1o 19215 42060 2.07% ©.393%
21 15.517 2304 2306 2310 rVB4 18312 22045 1.08% ©.206%
22 15.600 2315 2320 2329 rVB2 47582 90189 4.43% 0.842%
23 16.041 2390 2395 2405 rVB2 37376 89528 4.40% 0.836%

24 16.617 2486 2493 2505 rBV9 46594 120551 5.92% 1.126%

Sum of corrected areas: 10710034
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60723\
Data File : VN@©78109.D

Acqg On : @07 Jun 2023 17:27
Operator : JC\MD

Sample : 03067-08

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.M
Quant Title : SW846 8260

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

Abundance TIC: VN078109.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60723\
Data File : VN@©78109.D

Acqg On : @07 Jun 2023 17:27
Operator : JC\MD

Sample : 03067-08

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 1-Octadecanesulphonyl chloride Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.617 5.60 ug/l 120551 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 64
2 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 64
3 Bacchotricuneatin ¢ 342 C20H2205 066563-30-2 58
4 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 53
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60723\
Data File : VN@78109.D

Acqg On : 07 Jun 2023 17:27
Operator : JC\MD

Sample : 03067-08

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.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|

1-Octadecanesul... 16.617 5.6 ug/l 120551 4 13.800 1076220 50.0
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