LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11224\
Data File : VN@80698.D

Acqg On : 12 Jan 2024 18:30

Operator : JC\MD

Sample : P1111-04

Misc : 2.32g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 17 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\82N011024W.M

Title : SW846 8260

Signal : TIC: VN@80698.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.800 137 144 145 rBv4 12800 19353 1.82% 0.326%
2 2.859 146 154 155 rBV6 18809 35207 3.31% 0.594%
3 6.300 729 739 749 rVB4 44024 129087 12.14% 2.177%
4 8.165 1044 1056 1060 rBV2 126850 294648 27.72%  4.970%
5 8.224 1060 1066 1077 rVB 212777 476600 44.83%  8.039%

6 8.577 1117 1126 1136 rBV 133675 311312 29.29% 5.251%
7 9.100 1206 1215 1224 rBV 390870 795369 74.82% 13.415%
8 10.565 1456 1464 1473 rBV 525152 999738 94.05% 16.862%
9 11.276 1580 1585 1591 rBV4 7565 12930 1.22% 0.218%
10 11.865 1677 1685 1697 rBV 578066 1063036 100.00% 17.930%

11 12.853 1845 1853 1863 rVB 397819 701393 65.98% 11.830%

12 13.335 1930 1935 1942 rBV3 14526 24808 2.33% 0.418%
13 13.794 2005 2013 2021 rBV 546727 944451 88.84% 15.930%
14 14.100 2061 2065 2070 rBV7 6234 11632 1.09% 0.196%
15 14.553 2135 2142 2149 rBvV7 4328 11951 1.12% 0.202%
16 14.959 2205 2211 2216 rBV3 6118 10921 1.03% 0.184%
17 15.835 2354 2360 2365 rVB6 7685 15246 1.43% 0.257%
18 16.170 2412 2417 2423 rBV7 9668 16921 1.59% 0.285%
19 16.476 2461 2469 2477 rBV 25968 54228 5.10% 0.915%
Sum of corrected areas: 5928831
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11224\
Data File : VN@80698.D

Acqg On : 12 Jan 2024 18:30

Operator : JC\MD

Sample : P1111-04

Misc : 2.32g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11024W.M
Quant Title : SW846 8260

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

Abundance TIC: VN080698.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11224\
Data File : VN@80698.D

Acqg On : 12 Jan 2024 18:30

Operator : JC\MD

Sample : P1111-04

Misc : 2.32g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11024W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 n-Hexane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.300 13.54 ug/l 129087  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 90
2 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 40
3 Butanal, 2-methyl- 86 C5H100 000096-17-3 38
4 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 33
5 1-Butanol, 3,3-dimethyl- 102 C6H140 000624-95-3 33
Abundance Scan 739 (6.300 min): VN080698.D\data.ms (-729) (-) m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11224\
Data File : VN@80698.D

Acqg On : 12 Jan 2024 18:30

Operator : JC\MD

Sample : P1111-04

Misc : 2.32g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N011024W.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|

n-Hexane 6.300 13.5 wug/l 129087 1 8.224 476600 50.0
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