LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11224\
Data File : VN@80699.D

Acqg On : 12 Jan 2024 18:54

Operator : JC\MD

Sample : P1111-05

Misc : 2.55g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 18 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@80699.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.818 137 147 148 rBvV6 18525 38362 3.09% 0.581%
2 2.871 148 156 157 rVvwV7 16453 30836 2.48% 0.467%
3 5.489 592 601 613 rBv4 7752 24938 2.01% 0.378%
4 6.300 728 739 748 rBV3 27669 85880 6.91% 1.301%
5 8.165 1046 1056 1060 rBV 134298 315409 25.38% 4.779%

6 8.218 1060 1065 1078 rVB2 250726 583337 46.94%  8.839%
7 8.577 1117 1126 1136 rBV2 150247 336956 27.11% 5.106%
8 9.100 1206 1215 1225 rBV 471395 956086 76.94% 14.487%
9 9.383 1256 1263 1270 rBV5 5612 12670 1.02% 0.192%
10 10.565 1456 1464 1473 rBV 576889 1078012 86.75% 16.335%

11 11.865 1677 1685 1696 rBV 672825 1242697 100.00% 18.830%
12 12.853 1846 1853 1861 rVB 419964 725414 58.37% 10.992%
13 13.794 2004 2013 2020 rBV 646452 1088563 87.60% 16.495%

14 14.959 2205 2211 2217 rBvV4 10401 18719 1.51% 0.284%

15 16.170 2413 2417 2424 rVB6 6921 12548 1.01% 0.190%

16 16.476 2463 2469 2476 rBV 23200 49038 3.95% 0.743%
Sum of corrected areas: 6599465
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11224\
Data File : VN@80699.D

Acqg On : 12 Jan 2024 18:54

Operator : JC\MD

Sample : P1111-05

Misc : 2.55g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 18 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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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11224\
Data File : VN@80699.D

Acqg On : 12 Jan 2024 18:54

Operator : JC\MD

Sample : P1111-05

Misc : 2.55g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 18 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 7.36 ug/1 85880  Pentafluorobenzene 8.218

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 86
2 n-Hexane 86 C6H14 000110-54-3 80
3 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 43
4 Propane, 2-methyl-2-nitro- 103 C4HSNO2 000594-70-7 35
5 Hydroperoxide, hexyl 118 C6H1402 004312-76-9 28

Abundance Scan 739 (6.300 min): VN080699.D\data.ms (-728) (-) m/z 57.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11224\
Data File : VN@80699.D

Acqg On : 12 Jan 2024 18:54

Operator : JC\MD

Sample : P1111-05

Misc : 2.55g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 18 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 7.4 ug/l 85880 1 8.218 583337 50.0
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