LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO31319\
Data File : VN054223.D

Aca On - 13 Mar 2019 20:04

Operator : JC/SP

Sample - K1844-02

Misc - 5_.00mL/MSVOA N/WATER DIl s
ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: 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 heiaht area % max. total
1 7.593 1788 1810 1821 rBV 928964 2326670 33.13% 5.044%
2 7.667 1821 1833 1874 rVB 1406942 3545224 50.48% 7.686%
3 8.030 1924 1946 1976 rBV 857072 2039593 29.04% 4_.422%
4 8.587 2104 2119 2179 rVB 2268806 5244677 74.68% 11.370%
5 10.091 2570 2587 2600 rBV 3624683 7022445 100.00% 15.224%

10.156 2601 2607 2644 rVB 414810 904874 12.89%% 1.962%
11.406 2982 2996 3019 rBV 3741217 6937783 98.79% 15.041%
11.509 3020 3028 3047 rVB 148412 264503 3.77% 0.573%
11.619 3047 3062 3080 rBV 422279 828148 11.79%% 1.795%
11.947 3154 3164 3179 rVB 246906 429416 6.11% 0.931%

=
QO ~NO®

11 12.400 3290 3305 3327 rBV 3370851 5810975 82.75% 12.598%
12 12.654 3376 3384 3390 rBV2 45865 74632 1.06% 0.162%
13 12.731 3401 3408 3434 rVB2 88840 198602 2.83% 0.431%
14 13.040 3491 3504 3515 rBV 165218 277050 3.95% 0.601%
15 13.345 3586 3599 3611 rVV 3848442 6473829 92.19% 14.035%

16 13.406 3611 3618 3629 rVB 528187 852883 12.15% 1.849%
17 14.593 3973 3987 3998 rBV5 64885 145007 2.06% 0.314%
18 14.795 4039 4050 4071 rBV 803754 1496435 21.31% 3.244%
19 14.901 4071 4083 4107 rVB5 396099 867436 12.35% 1.881%
20 15.133 4146 4155 4167 rBV 76267 129063 1.84% 0.280%

21 16.159 4463 4474 4485 rBV2 64211 132821 1.89% 0.288%
22 16.351 4523 4534 4546 rBV2 56790 125236 1.78% 0.272%

Sum of corrected areas: 46127302
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO31319\
Data File : VNO054223.D

Aca On : 13 Mar 2019 20:04

Operator : JC/SP

Sample . K1844-02

Misc - 5.00mL/MSVOA N/WATER

ALS Vial :© 25 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: VN054223.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO31319\
Data File : VN054223.D

Aca On : 13 Mar 2019 20:04

Operator : JC/SP

Sample : K1844-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N031219W.M
Quant Title : 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 6.59 ug/Il 852883 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eucalvptol 154 C10H180 000470-82-6 95
2 Trifluoroacetvl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 74
3 exo-2-Hvdroxvcineole 170 C10H1802 092999-78-5 32
4 3-Hepten-2-one. 3-propvl- 154 C10H180 032064-69-0 25
5 trans-Cyclohexane-1,4-dimethanol... 228 C12H2004 010412-78-9 14

Abundance Scan 3619 (13.409 min): VN054223.D (-3611) (-) m/z 43.00 100.00%
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO31319\
Data File : VN054223.D

Aca On : 13 Mar 2019 20:04

Operator : JC/SP

Sample : K1844-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 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 11.56 ug/Il 1496440 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 5-methvl-2-(l-met... 154 C10H180 000089-80-5 98
2 I-Menthone 154 C10H180 014073-97-3 97
3 Cvclohexanone. 5-methvl-2-(1l-met... 154 C10H180 003391-87-5 97
4 Cvclohexanone. 5-methvl-2-(1-met... 154 C10H180 000491-07-6 97
5 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 010458-14-7 96

Abundance Scan 4051 (14.799 min): VN054223.D (-4039) (-) m/z 112.10 100.00%
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Abundance #26952: Cyclohexanone, 5-methyl-2-(1-methylethyl)-, (2R-tr...
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m/z 139.10 47 . 70%
69.0
50001 410 139.0
‘ ‘ 1 1
0,.“ M.“,”..Pné.ﬁﬁ T e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00 15.20

82N031219W.M Thu Mar 14 13:30:17 2019 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO31319\
Data File : VN054223.D

Acq On : 13 Mar 2019 20:04

Operator : JC/SP

Sample - K1844-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 25 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 6.6 ug/Il 852883 4 13.35 6473830 50.0
Cyclohexanone, 5-... 14.80 11.6 ug/l 1496440 4 13.35 6473830 50.0
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