LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO0O31419\

Data File : VNO0O54257.D

Acq On - 14 Mar 2019 13:09

Operator : JC/SP

Sample - K1844-02

Misc - 5.00mL/MSVOA N/WATER Dl
ALS Vial : 6 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 - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W_M

Title : SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.821 631 637 651 rvB 45221 97721 1.46% 0.227%
2 7.593 1787 1810 1821 rBV 895269 2265097 33.73% 5.270%
3 7.667 1821 1833 1868 rVB 1370701 3376461 50.28% 7 .856%
4 8.027 1928 1945 1974 rBV 812066 1960731 29.20% 4.562%
5 8.587 2104 2119 2178 rVB 2201517 5039667 75.05% 11.726%

10.091 2570 2587 2600 rBVY 3458151 6714883 100.00% 15.624%
10.156 2601 2607 2635 rVB 401682 843959 12.57% 1.964%
11.406 2981 2996 3019 rBV 3529236 6528585 97.23% 15.190%
118529 219243 3.27% 0.510%
11.619 3048 3062 3083 rBV 369850 730892 10.88% 1.701%
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11 11.947 3148 3164 3182 rBV 233626 411084 6.12% 0.956%
12 12.403 3291 3306 3331 rBV 3042886 5310005 79.08% 12.355%

13 12.654 3375 3384 3391 rBV 42542 77818 1.16% 0.181%
14 13.040 3494 3504 3515 rVB 106142 171120 2.55% 0.398%
15 13.287 3571 3581 3586 rBv4 48760 74991 1.12% 0.174%

16 13.342 3586 3598 3610 rVvV 3348836 5676058 84.53% 13.206%
17 13.406 3610 3618 3630 rVB 497343 829421 12.35% 1.930%
18 14.586 3972 3985 4000 rBv4 55860 122760 1.83% 0.286%
19 14.795 4038 4050 4070 rBvV 793021 1494499 22.26% 3.477%
20 14.901 4071 4083 4106 rVVv6 366034 858965 12.79% 1.999%

21 15.004 4107 4115 4127 rVB7 48948 90781 1.35% 0.211%
22 15.133 4145 4155 4166 rVB 46900 84635 1.26% 0.197%
Sum of corrected areas: 42979376
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO031419\
Data File : VN054257.D

Acqg On : 14 Mar 2019 13:09

Operator : JC/SP

Sample : K1844-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .M
SW846 8260

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

Abundance TIC: VN054257.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO031419\
Data File : VN054257.D

Acq On : 14 Mar 2019 13:09

Operator : JC/SP

Sample - K1844-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Eucalyptol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.41 7.31 ug/l 829421 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eucalyptol 154 C10H180 000470-82-6 99
2 Trifluoroacetyl-_alpha.-terpineol 250 C12H17F302 1000058-17-6 74
3 2-Cyclohexen-1-ol, 1-methyl-4-(1... 154 C10H180 029803-82-5 38
4 2-Oxabicyclo[2.2.2]octan-6-0l, 1... 170 C10H1802 018679-48-6 27
5 2-l1sopropyl-5-methylhex-2-enal 154 C10H180 035158-25-9 22
Abundance Scan 3619 (13.410 min): VN054257.D (-3610) (-) m/z 43.00 100.00%
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Abundance #101946: Trifluoroacetyl-.alpha.-terpineol
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Abundance #26913: 2- Cyclohexen 1-ol, 1-methyl-4-(1-methylethyl)-, cis- T R e
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO031419\
Data File : VN054257.D

Acq On : 14 Mar 2019 13:09

Operator : JC/SP

Sample - K1844-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Cyclohexanone, 5-methyl-2-(... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.80 13.16 ug/Il 1494500 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 000089-80-5 98
2 I1-Menthone 154 C10H180 014073-97-3 97
3 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 010458-14-7 96
4 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 000491-07-6 96
5 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 001196-31-2 96
Abundance Scan 4051 (14.799 mm) VN054257.D (-4038) (-) m/z 112.10 100.00%
41 !
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125 14.40 14.60 14.80 15.00 15.20
0 .,....,....,....,..1??,2.0.7.. m/z 69.00 68.40%
m/z--> 40 120 140 160 180 200
Abundance #26912 Cyclohexanone 5 methyl 2-(1-methylethyl)-, trans-
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83 m/z 41.10 55.68%
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Abundance #26851. Cyclohexanone, 5-methyl-2-(1-methylethyl)- I AR RRRE S
112 14.40 14.60 14.80 15.00 15.20
6 m/z 139.10 48.17%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN031419\
Data File : VN054257.D

Acq On : 14 Mar 2019 13:09

Operator : JC/SP

Sample - K1844-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 6 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W_M
SW846 8260

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Eucalyptol 13.41 7.3 ug/l 829421 4 13.35 5676060 50.0
Cyclohexanone, 5-... 14.80 13.2 ug/1 1494500 4 13.35 5676060 50.0
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