LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90424\
Data File : VN@83643.D

Acqg On : 04 Sep 2024 12:42

Operator : JC\MD

Sample : P3744-01

Misc : 2.13g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 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\82N083024W.M

Title : SW846 8260

Signal : TIC: VN@83643.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.295 52 58 69 rvB 57759 105038 10.64% 1.780%
2 2.812 139 146 148 rBV2 10092 24025 2.43% 0.407%
3 4.671 452 462 473 rVB 3951 12310 1.25% 0.209%
4 6.288 725 737 749 rBV 40421 121035 12.26% 2.051%
5 7.247 891 900 914 rBV2 3689 13432 1.36% 0.228%
6 8.165 1045 1056 1060 rBV2 125633 303814 30.77% 5.149%
7 8.218 1060 1065 1075 rVB 206781 449685 45.55% 7.621%
8 8.571 1117 1125 1136 rBV 129687 297039 30.08% 5.034%
9 8.788 1155 1162 1170 rVB5 4205 10291 1.04% 0.174%
10 9.094 1204 1214 1224 rBV 346355 711628 72.08% 12.060%
11  9.376 1255 1262 1272 rVB6 3961 10281 1.04% 0.174%
12 10.565 1455 1464 1471 rBV 499766 926259 93.81% 15.697%
13 10.623 1471 1474 1481 rVB3 7078 11691 1.18% 0.198%
14 11.865 1677 1685 1697 rBV 550426 987336 100.00% 16.732%
15 12.070 1713 1720 1726 rVB3 6003 10765 1.09% 0.182%
16 12.406 1767 1777 1784 rBV7 6292 14848 1.50% 0.252%
17 12.847 1844 1852 1862 rBV 403485 701435 71.04% 11.887%
18 13.223 1911 1916 1922 rVB2 8295 12123 1.23% 0.205%
19 13.335 1928 1935 1942 rBV 56844 90929 9.21% 1.541%
20 13.617 1976 1983 1989 rBV3 4541 10814 1.10% 0.183%
21 13.688 1989 1995 1998 rVV3 15662 25879 2.62% 0.439%
22 13.735 1998 2003 2006 rvv4 13236 21681 2.20% 0.367%
23 13.794 2006 2013 2021 rVB 547150 937468 94.95% 15.887%
24 14.059 2052 2058 2061 rBV4 8287 13421 1.36% 0.227%
25 14.106 2061 2066 2071 rVB6 6406 10810 1.09% ©0.183%
26 15.394 2279 2285 2290 rVV5 11010 23456 2.38% 0.397%
27 15.641 2321 2327 2332 rBV 10613 21635 2.19% 0.367%
28 15.841 2356 2361 2367 rVB7 11760 21834  2.21% 0.370%

Sum of corrected areas: 5900962
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90424\
Data File : VN@83643.D

Acqg On : 04 Sep 2024 12:42

Operator : JC\MD

Sample : P3744-01

Misc : 2.13g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83024W.M
Quant Title : SW846 8260

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

Abundance TIC: VN083643.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90424\
Data File : VN@83643.D

Acqg On : 04 Sep 2024 12:42

Operator : JC\MD

Sample : P3744-01

Misc : 2.13g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83024W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Ethyl-oxetane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.288 13.46 ug/l 121035 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 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 38
5 Morpholine 87 C4H9NO 000110-91-8 36

Abundance Scan 737 (6.288 min): VN083643.D\data.ms (-725) (-) m/z 57.20 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90424\
Data File : VN@83643.D

Acqg On : 04 Sep 2024 12:42

Operator : JC\MD

Sample : P3744-01

Misc : 2.13g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83024W.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 6.288 13.5 ug/l 121e35 1 8.218 449685 50.0
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