LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122123\
Data File : VN@80583.D

Acqg On : 21 Dec 2023 19:01

Operator : JC\MD

Sample : 05975-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  Sample Multiplier: 1
Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Filtering: 5
Min Area: 3 % of largest Peak
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\82N121223W.M

Title : SW846 8260

Signal : TIC: VN@80583.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.430 920 931 944 rVB 24322 65902 2.97% 0.454%
2 8.171 1044 1057 1061 rBvV2 325939 782434 35.22%  5.390%
3 8.224 1061 1066 1081 rVB 507311 1093525 49.23% 7.533%
4 8.577 1117 1126 1136 rBV 320216 683040 30.75% 4.705%
5 9.100 1204 1215 1227 rBV 862730 1748531 78.71% 12.045%

6 10.571 1454 1465 1475 rBV 1206084 2221471 100.00% 15.303%
7 11.865 1677 1685 1698 rBV 1231986 2153926 96.96% 14.838%
8 12.853 1844 1853 1862 rBV 883594 1512345 68.08% 10.418%
9 13.794 2005 2013 2023 rBV 1296479 2132655 96.00% 14.691%
0 14.100 2055 2065 2074 rBV7 9288 30263 1.36% ©.208%

11 15.235 2243 2258 2282 rBV2 571644 2092389 94.19% 14.414%

Sum of corrected areas: 14516481

82N121223W.M Fri Dec 22 15:15:27 2023 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122123\
Data File : VN@80583.D

Acqg On : 21 Dec 2023 19:01
Operator : JC\MD

Sample : 05975-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.M
Quant Title : SW846 8260

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

Abundance TIC: VN080583.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122123\
Data File : VN@80583.D

Acqg On : 21 Dec 2023 19:01
Operator : JC\MD

Sample : 05975-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 trans-.beta.-Ionone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.235 49.06 ug/l 2092390 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-.beta.-Ionone 192 C13H200 000079-77-6 98
2 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 98
3 5-Aminomethylene-6-hydroxy-4-met... 177 C8H7N302 1000223-27-4 50
4 2,6-Diisopropylanisole 192 C13H200 002944-52-7 50
5 2-(1,1-Dimethylethyl)-6-(1-methy... 192 C13H200 022791-95-3 50
Abundance Scan 2258 (15.235 min): VN080583.D\data.ms (-2243) (- | m/z 177.10 100.00%
177.1
5000 43.0 J\
91.0 —— ——
‘ 135.0 15.00 15.50
0brerrerel el -l ! ol d 2080 281004305 39.93%
m/z--> 20 40 60 80 100120 140 160 180200220240260280
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Abundance #66933: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1
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Abundance #52161: 5-Aminomethylene-6-hydroxy-4-methyl-2-oxo-2, =t -
177.0 15.00 15.50
m/z 77. 13.55%
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105.0
41.0 5.0 148.0
m/z--> 20 40 60 80 100120140160180200220240260280 15 00 15 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122123\
Data File : VN@80583.D

Acqg On : 21 Dec 2023 19:01
Operator : JC\MD

Sample : 05975-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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|

trans-.beta.-Io... 15.235 49.1 ug/l 2092390 4 13.794 2132660 50.0
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