LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11023\
Data File : VNO©76181.D

Acqg On : 10 Jan 2023 14:25

Operator : JC\MD

Sample : N6245-03ME

Misc : 3.60gr/5.0mL/100uL/5.0mL/MSVOA_N/MeOH

ALS vial : 1 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\82N121422W.M

Title : SW846 8260

Signal : TIC: VN@76181.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.488 909 924 958 rBV 11860339 30253459 100.00% 45.789%
2 8.171 1029 1040 1044 rBV 218004 523449 1.73% 0.792%
3 8.224 1044 1049 1064 rVB 439550 974601 3.22% 1.475%
4 8.582 1099 1110 1122 rBV 215672 492592 1.63% 0.746%
5 9.100 1190 1198 1211 rBV 567214 1167612 3.86% 1.767%
6 9.353 1231 1241 1266 rBV 7860660 15824151 52.31% 23.950%
7 10.571 1439 1448 1453 rBV 836373 1574862 5.21% 2.384%
8 10.629 1453 1458 1471 rVB 1752449 3233419 10.69% 4.894%
9 11.865 1660 1668 1677 rBV 741889 1324706 4.38% 2.005%
10 11.965 1677 1685 1694 rVWV 910344 1529423 5.06% 2.315%
11 12.071 1694 1703 1716 rVV 2974836 5494191 18.16% 8.316%
12 12.400 1751 1759 1769 rBV 546732 930020 3.07% 1.408%
13 12.853 1828 1836 1846 rVB 569305 1017317 3.36% 1.540%
14 13.265 1897 1906 1916 rBV 298402 489397 1.62% 0.741%
15 13.794 1989 1996 2002 rBV 741063 1241735 4.10% 1.879%

Sum of corrected areas: 66070934
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11023\
Data File : VN@76181.D

Acqg On : 10 Jan 2023 14:25

Operator : JC\MD

Sample : N6245-03ME

Misc : 3.60gr/5.emL/100ul/5.0mL/MSVOA_N/MeOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO76181.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11023\
Data File : VNO©76181.D

Acqg On : 10 Jan 2023 14:25

Operator : JC\MD

Sample : N6245-03ME

Misc : 3.60gr/5.emL/100ul/5.0mL/MSVOA_N/MeOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 4-Heptanone, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.265 19.71 ug/1 489397  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 CS9H180 000108-83-8 94
2 2,4-Hexanedione, 5,5-dimethyl- 142 C8H1402 007307-04-2 59
3 5-Nonanone 142 C9H180 000502-56-7 59
4 3-Buten-2-o0l, 2,3-dimethyl- 100 C6H120 010473-13-9 53
5 2,4-Heptanedione, 6-methyl- 142 C8H1402 003002-23-1 45

Abundance Scan 1906 (13.265 min): VN076181.D\data.ms (-1897) (- | m/z 85.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11023\
Data File : VNO76181.D

Acqg On : 10 Jan 2023 14:25

Operator : JC\MD

Sample : N6245-03ME

Misc : 3.60gr/5.emL/100ulL/5.0mL/MSVOA_N/MeOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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|

4-Heptanone, 2,... 13.265 19.7 wug/l 489397 4 13.794 1241740 50.0
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