LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020782.D

Acqg On : 27 Jan 2021 19:51
Operator : JC/SP

Sample : M1217-17

Misc : 5.0mL/MSVOA_X/WATER

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_X\METHOD\82X012521W.M

Title : SW846 8260

Signal : TIC: VX@20782.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.471 708 719 731 rBV 63505 181254 23.81% 4.247%
2 5.635 734 746 762 rW 234024 647785 85.08% 15.178%
3 6.038 799 812 823 rBvV2 49149 131328 17.25% 3.077%
4 6.836 933 943 958 rBV 259565 603703 79.29% 14.145%
5 8.696 1241 1248 1256 rBV 497980 761403 100.00% 17.840%

6 10.098 1469 1478 1488 rBV 345283 492643 64.70% 11.543%
7 11.122 1641 1646 1651 rBV 239231 302275 39.70% 7.083%
8 12.061 1795 1800 1807 rVB2 287152 385922 50.69% 9.042%
9 12.140 1808 1813 1824 rVV 340644 447685 58.80% 10.490%
10 13.548 2040 2044 2054 rVB 82330 120951 15.89%  2.834%

11 13.744 2071 2076 2081 rBV ~ 158339 192964 25.34% 4.521%

Sum of corrected areas: 4267913
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020782.D

Acqg On : 27 Jan 2021 19:51
Operator : JC/SP

Sample : M1217-17

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX020782.D\data.ms
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Abundance TIC: VX020782.D\data.ms
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Abundance TIC: VX020782.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020782.D

Acqg On : 27 Jan 2021 19:51
Operator : JC/SP

Sample : M1217-17

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Eucalyptol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.140 58.00 ug/l 447685 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 99
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 64
3 Ketone, methyl 2,2,3-trimethylcy... 154 C10H180 017983-22-1 35
4 exo-2-Hydroxycineole 170 C10H1802 092999-78-5 32
5 2-Cyclohexen-1-0l, 1-methyl-4-(1... 154 C1@H180 029803-82-5 27
Abundance Scan 1813 (12.140 min): VX020782.D\data.ms (-1808) (- 43.10 100.00%
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Abundance #26615: Eucalyptol
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Abundance #101946: Trifluoroacetyl-.alpha.-terpineol
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Abundance  #26842: Ketone, methyl 2,2,3-trimethylcyclopentyl = ——
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020782.D

Acqg On : 27 Jan 2021 19:51
Operator : JC/SP

Sample : M1217-17

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (+)-2-Bornanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.549 15.67 ug/1l 120951 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 98
2 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 97
3 Camphor 152 C1eH160 000076-22-2 96
4 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 006752-80-3 43
5 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 38

Abundance Scan 2044 (13.548 min): VX020782.D\data.ms (-2040) (-  m/z 95.05 100.00%
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Abundance #25105: (+)-2-Bornanone
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Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0
T
13.50
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Abundance #25051: Camphor T ‘
95.0 13.50
410 m/z 69.10  36.96%
5000 69.0
152.0
o 1240 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50

82X012521W.M Mon Feb 01 13:26:27 2021

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020782.D

Acqg On : 27 Jan 2021 19:51
Operator : JC/SP

Sample : M1217-17

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Benzene, 1-methoxy-4-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.744  25.00 ug/l 192964 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methoxy-4-propyl- 150 C10H140 000104-45-0 91
2 Propanoic acid, 2-amino-3-(4-met... 241 C11H15NO3S 1000260-39-5 78
3 Phenol, 4-(1-methylpropyl)- 150 C1@H140 000099-71-8 78
4 Phenol, 2-(1-methylpropyl)- 150 C10H140 000089-72-5 78
5 Benzeneacetic acid, 4-methoxy-, ... 180 C10H1203 023786-14-3 72
Abundance Scan 2076 (13.744 min): VX020782.D\data.ms (-2071) (- m/z 121.10 100.00%
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150.1 T ‘ T T ‘ T
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Ol et e e 29522308 /7 150,05 17.47%
m/z--> 0 20 40 60 80 100120140 160 180 200 220 240
Abundance #23749: Benzene, 1-methoxy-4-propyl-
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Abundance #94640: Propanoic acid, 2-amino-3-(4-methoxybenzylthic
121.0
e =4
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152.0
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Abundance #23739: Phenol, 4-(1-methylpropyl)- —— ——
121.0 13.50 14.00
m/z 77.00 7.77%
5000
oo 770 150.0
m/z--> 0 20 40 60 80 100120140160 180 200 220 240 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020782.D

Acqg On : 27 Jan 2021 19:51
Operator : JC/SP

Sample : M1217-17

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Eucalyptol 12.140 58.0 ug/l 447685 4 12.061 385922 50.0
(+)-2-Bornanone 13.549 15.7 ug/l 120951 4 12.061 385922 50.0
Benzene, 1-meth... 13.744 25.0 wug/l 192964 4 12.061 385922 50.0
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