LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90222\
Data File : VN@74306.D

Acqg On : 02 Sep 2022 23:50

Operator : JC\MD

Sample : N4329-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 29

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\82N©90222W.M
Title : SW846 8260
Signal : TIC: VN@74306.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.552 107 113 119 rBv4 19259 39189 3.07% 0.530%
2 2.704 131 139 147 rVB5 58530 164550 12.89% 2.225%
3  3.093 200 205 216 rVB5 29260 75237 5.89% 1.017%
4 5.534 608 620 634 rBV5 16257 60387 4.73% 0.816%
5 7.951 1021 1031 1036 rBV 198424 467873 36.64% 6.326%
6 8.016 1036 1042 1052 rVB 296052 696929 54.58% 9.422%
7 8.375 1093 1103 1112 rBV 190037 450418 35.27% 6.090%
8 8.628 1135 1146 1149 rBV5S 5910 16451 1.29% 0.222%
9 8.904 1184 1193 1205 rBV 455903 940312 73.64% 12.713%
10 10.380 1436 1444 1460 rBV 716658 1276989 100.00% 17.265%
11 11.686 1657 1666 1678 rBV 664788 1207650 94.57% 16.327%
12 12.669 1826 1833 1845 rBV 561575 917305 71.83% 12.402%
13 13.610 1986 1993 2002 rBV 673938 1083293 84.83% 14.646%

Sum of corrected areas: 7396583
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90222\
Data File : VN@74306.D

Acqg On : 02 Sep 2022 23:50
Operator : JC\MD

Sample : N4329-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.M
Quant Title : SW846 8260

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

Abundance TIC: VN074306.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90222\
Data File : VN@74306.D

Acqg On : 02 Sep 2022 23:50
Operator : JC\MD

Sample : N4329-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknown3.093 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.093 5.40 ug/l1 75237  Pentafluorobenzene 8.022

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-methyl-N-[4-[4-fluo... 226 C12H19FN20 1000117-62-6 45
2 tert-Butyl methyl sulfoxide 120 C5H120S 014094-11-2 23
3 2,1,3-Benzothiadiazole, 4-nitro- 181 C6H3N302S 006583-06-8 23
4 3-Buten-1-ol 72 C4H80 000627-27-0 9
5 4-Hydroxypiperidine-4-carboxylic... 145 C6H11NO3 050289-06-0 9

Abundance Scan 205 (3.093 min): VN074306.D\data.ms (-200) (-) m/z 41.00 100.00%
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Abundance #56019: 2,1,3-Benzothiadiazole, 4-nitro-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90222\
Data File : VN@74306.D

Acqg On : 02 Sep 2022 23:50
Operator : JC\MD

Sample : N4329-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©906222W.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|

unknown3.093 3.093 5.4 ug/l 75237 1 8.022 696929 50.0
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