LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11224\
Data File : VN@80695.D

Acqg On : 12 Jan 2024 17:19

Operator : JC\MD

Sample : P1111-01

Misc : 2.45g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 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@80695.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.142 30 32 41 rVB 6637 16061 1.66% 0.294%
2 2.812 135 146 147 rBVS 18525 32333 3.34% 0.592%
3 2.907 156 162 164 rBV6 18202 39282 4.06% 0.719%
4 5.501 592 603 610 rBv2 6802 20349 2.10% 0.373%
5 6.300 726 739 751 rBv4 45789 143963 14.87% 2.637%

6 7.465 929 937 938 rBvV3 7042 12664 1.31% ©

7 8.165 1045 1056 1060 rBV 109539 259687 26.83% 4

8 8.224 1060 1066 1077 rVB 196055 443990 45.87%  8.132%

9 8.577 1117 1126 1137 rBV 125081 273770 28.28% 5
9.100 1205 1215 1222 rBV 362346 724786 74.87% 13.

11 10.565 1455 1464 1472 rBV 474567 881881 91.10% 16.152%
12 11.277 1580 1585 1597 rVB6 8024 16205 1.67% 0.297%
13 11.865 1678 1685 1696 rBV 528286 968018 100.00% 17.730%
14 12.853 1846 1853 1862 rVB 348859 603834 62.38% 11.059%

15 13.165 1901 1906 1912 rVB7 6824 12275 1.27% 0.225%
16 13.794 2006 2013 2021 rVB 500984 840555 86.83% 15.395%
17 14.959 2204 2211 2215 rBv4 13674 20059 2.07% 0.367%
18 15.035 2221 2224 2229 rBv4 6738 10806 1.12% 0.198%
19 15.594 2313 2319 2323 rBV6 6301 12080 1.25% 0.221%
20 15.635 2323 2326 2333 rVB5 9141 18954 1.96% 0.347%
21 15.829 2354 2359 2365 rVB3 28556 50917 5.26% 0.933%
22 16.412 2452 2458 2461 rBV7 5176 10892 1.13% 0.199%
23 16.476 2461 2469 2474 rVV5 8537 23649 2.44% 0.433%
24 16.547 2478 2481 2487 rVB7 6672 11162 1.15% 0.204%
25 16.617 2487 2493 2498 rBV6 5665 11704 1.21% 0.214%
Sum of corrected areas: 5459876
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11224\
Data File : VN@80695.D

Acqg On : 12 Jan 2024 17:19

Operator : JC\MD

Sample : P1111-01

Misc : 2.45g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 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: VN080695.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11224\
Data File : VN@80695.D

Acqg On : 12 Jan 2024 17:19

Operator : JC\MD

Sample : P1111-01

Misc : 2.45g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 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 2-Ethyl-oxetane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.300 16.21 ug/l 143963  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 78
2 n-Hexane 86 C6H14 000110-54-3 72
3 Butanal, 2-methyl- 86 C5H100 000096-17-3 38
4 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 38
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 28

Abundance Scan 739 (6.300 min): VN080695.D\data.ms (-726) (-) 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@80695.D

Acqg On : 12 Jan 2024 17:19

Operator : JC\MD

Sample : P1111-01

Misc : 2.45g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 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|

2-Ethyl-oxetane 6.300 16.2 wug/l 143963 1 8.224 4439990 50.0
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