LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61323\
Data File : VN@78187.D

Acqg On : 13 Jun 2023 15:36

Operator : JC\MD

Sample : IBLK

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13

Sample Multiplier: 1

Integration Parameters: RTEINT.P

Integrator: RTE
Smoothing : ON
Sampling : 1
Start Thrs: 0.2
Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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@78187.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 15459 27396 1.30% 0.270%
2 2.818 141 147 155 rVB3 26531 53342 2.54% 0.526%
3 8.177 1047 1058 1062 rBV 303130 714730 34.03% 7.043%
4 8.230 1062 1067 1083 rVB 516164 1150564 54.78% 11.337%
5 8.588 1118 1128 1140 rBV 303327 684999 32.61% 6.750%

9.106 1206 1216 1231 rBV 739692 1536868 73.17% 15.144%

10.571 1456 1465 1476 rBV 1113758

6

7 2100399 100.00% 20.696%
8 11.871 1678 1686 1697 rBV

9

(]

933379 1711724 81.50% 16.867%
12.853 1845 1853 1864 rVB 609532 1078115 51.33% 10.623%
10 13.800 2006 2014 2022 rBV 559079 980398 46.68% 9.660%

11 16.482 2461 2470 2479 rBV3 47659 110082  5.24%

Sum of corrected areas: 10148617
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN@78187.D

Acqg On : 13 Jun 2023 15:36
Operator : JC\MD

Sample : IBLK

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  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: VN078187.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VNO©78187.D

Acqg On : 13 Jun 2023 15:36
Operator : JC\MD

Sample : IBLK

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  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 unknownl6.482 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.482 5.61 ug/1 110082 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trisulfide, bis(1,1-dimethylethyl) 210 C8H18S3 004253-90-1 38
2 Ethane-1,2-diyl diisobutyl dicar... 262 C12H2206 1000378-28-0 28
3 Butane, 1-chloro-2-methyl-, (S)- 106 C5H11Cl 040560-29-0 25
4 1,2-Dibutoxyethane 174 C1OH2202 000112-48-1 25
5 Oxalic acid, ethyl isobutyl ester 174 C8H1404 1000309-36-7 25
Abundance Scan 2470 (16.482 min): VN0O78187.D\data.ms (-2461) (- | m/z 57.00 100.00%
57.0
5000 /\
1530 M E maa
90.0 ‘ . 210.2 281.( 16.20 16.40 16.60
0! e e e e m/z 41.10 55.26%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #87938: Trisulfide, bis(1,1-dimethylethyl)
57.0
5000
16.20 16.40 16.60
m/z 39.10 33.96%
\H‘HH‘\H\’\\H‘HH‘HH‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #150126: Ethane-1,2-diyl diisobutyl dicarbonate
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Abundance #5681: Butane, 1-chloro-2-methyl-, (S)-
57.0 16.20 16.40 16.60
m/z 153.90  11.95%
5000
m/z--> 20 40 60 80 100120140160180200220240260280 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61323\
Data File : VNO78187.D

Acqg On : 13 Jun 2023 15:36
Operator : JC\MD

Sample : IBLK

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  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|

unknownl16.482 16.482 5.6 ug/l 110082 4 13.794 980398 50.0
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