LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11224\
Data File : VN@80697.D

Acqg On : 12 Jan 2024 18:06

Operator : JC\MD

Sample : P1111-03

Misc : 2.67g/1lemL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 16 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@80697.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.818 138 147 148 rBv4 18444 34492 1.91% 0.428%
2 2.871 150 156 157 rBV5 15940 27116 1.50% 0.337%
3 6.300 725 739 751 rBV 600171 1806847 100.00% 22.436%
4 7.318 902 912 921 rVB3 17206 50645 2.80% 0.629%
5 8.165 1047 1056 1060 rBV2 128728 297265 16.45%  3.691%

.218 1060 1065 1081 rVB 233747 560132 31.00% 6.955%
.577 1116 1126 1135 rBV 139773 319681 17.69%  3.969%
.100 1207 1215 1226 rBV 433932 870477 48.18% 10.809%
10.565 1456 1464 1472 rBV 525874 1013712 56.10% 12.587%
10 11.865 1675 1685 1695 rBV 644621 1165973 64.53% 14.478%

O 00 0

11 12.853 1846 1853 1862 rVB 421931 730271 40.42%  9.068%

12 13.335 1930 1935 1942 rVB5 11708 20646 1.14% 0.256%

13 13.794 2005 2013 2020 rBV 631500 1051415 58.19% 13.055%

14 15.829 2354 2359 2368 rVB3 28213 58068 3.21% 0.721%

15 16.306 2434 2440 2446 rBV9 9389 20568 1.14% ©.255%

16 16.476 2463 2469 2476 rBV5 10113 26175 1.45% 0.325%
Sum of corrected areas: 8053483

82N011024W.M Mon Jan 15 14:54:52 2024 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11224\
Data File : VN@80697.D

Acqg On : 12 Jan 2024 18:06

Operator : JC\MD

Sample : P1111-03

Misc : 2.67g/1lemL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 16 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: VN080697.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11224\
Data File : VN@80697.D

Acqg On : 12 Jan 2024 18:06

Operator JC\MD

Sample : P1111-03

Misc : 2.67g/1lemL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@11024W.M
: 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.
6.300 161.29 ug/l 1806850 Pentafluorobenzene 8.224
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Heane 86 coMla 000110-54-3 91

2 Pentane, 2,2,3,4-tetramethyl-
3 Hydroperoxide, hexyl

128 C9H20
118 C6H1402

001186-53-4 53
004312-76-9 40

4 Methane, isocyanato- 57 C2H3NO 000624-83-9 37
5 2-Ethyl-oxetane 86 C5H100 1010386-40-2 37
Abundance Scan 739 (6.300 min): VN080697.D\data.ms (-725) (-) 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@80697.D

Acqg On : 12 Jan 2024 18:06

Operator : JC\MD

Sample : P1111-03

Misc : 2.67g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 16 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 6.300 161.3 wug/l 1806850 1 8.224 560132 50.0
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