LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO011019\
Data File : VU029127.D

Aca On : 10 Jan 2019 19:06

Operator : MD/SY

Sample : K1123-04

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 26 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 U\METHOD\82U010319W.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 1.331 38 49 50 rBv3 13159 18882 2.70% 0.371%
2 2.321 349 357 371 rVB 5342 8843 1.26% 0.174%
3 2.833 509 516 528 rVB3 4038 8346 1.19% 0.164%
4 3.000 556 568 584 rVB2 9556 20666 2.95% 0.406%
5 3.572 732 746 764 rBV3 7354 17927 2.56% 0.352%
6 4.196 923 940 959 rBV 4521 12147 1.74% 0.238%
7 4.881 1137 1153 1170 rBvV 103514 233906 33.43% 4 .590%
8 4.981 1170 1184 1207 rVB 153875 341124 48.76% 6.695%
9 5.308 1270 1286 1304 rBV 109230 232698 33.26% 4_.567%
10 5.884 1451 1465 1486 rBV 249436 493024 70.47% 9.676%

11 7.562 1974 1987 2021 rBV 391846 699591 100.00% 13.730%
12 9.086 2449 2461 2485 rBvV 342336 582417 83.25% 11.430%

13 10.151 2783 2792 2803 rBV5 4364 7047 1.01% 0.138%
14 10.305 2828 2840 2858 rBV 260661 416499 59.53% 8.174%
15 10.427 2871 2878 2888 rVB3 11482 17848 2.55% 0.350%
16 10.784 2979 2989 2994 rBV4 7427 11106 1.59% 0.218%
17 10.845 3003 3008 3018 rVB5 6663 9320 1.33% 0.183%
18 11.401 3172 3181 3186 rBV5 5585 8602 1.23% 0.169%
19 11.482 3195 3206 3228 rVB2 347981 558761 79.87% 10.966%
20 11.588 3231 3239 3247 rVBS8 5211 8043 1.15% 0.158%
21 11.768 3283 3295 3304 rBV2 8776 14321 2.05% 0.281%
22 12.353 3469 3477 3489 rVB 10530 15810 2.26% 0.310%

23 12.614 3543 3558 3578 rBV 167393 290038 41.46% 5.692%
24 12.958 3654 3665 3685 rBV2 90662 150517 21.51% 2.954%

25 13.122 3707 3716 3724 rBV2 20051 28950 4.14% 0.568%
26 13.183 3724 3735 3757 rVB 117414 201307 28.77% 3.951%
27 13.299 3761 3771 3778 rVV5 6509 9826 1.40% 0.193%
28 13.392 3789 3800 3815 rvVv 171806 286159 40.90% 5.616%
29 13.469 3815 3824 3829 rVV5 7875 14061 2.01% 0.276%
30 13.504 3829 3835 3846 rVB6 11498 18940 2.71% 0.372%
31 13.594 3852 3863 3885 rVB 29907 55920 7.99% 1.097%
32 13.704 3885 3897 3905 rBV2 56720 99464 14.22% 1.952%
33 14.536 4146 4156 4171 rVB3 9016 14749 2.11% 0.289%
34 14.823 4236 4245 4256 rBV2 6391 10725 1.53% 0.210%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO011019\
Data File : VU029127.D

Aca On : 10 Jan 2019 19:06

Operator : MD/SY

Sample : K1123-04

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 26 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 - 0 Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U010319W.M

Title : SW846 8260

35 15.064 4312 4320 4332 rVB3 5578 10274 1.47% 0.202%
36 16.060 4621 4630 4647 rVB2 18110 30184 4_.31% 0.592%
37 16.289 4697 4701 4713 rVB4 6212 9746 1.39% 0.191%
38 16.739 4830 4841 4861 rBV 69213 118658 16.96% 2.329%
39 16.913 4888 4895 4905 rBV6 5606 9031 1.29% 0.177%

Sum of corrected areas: 5095477
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO011019\
Vu029127.D

10 Jan 2019 19:06

MD/SY

K1123-04

5.0mL/MSVOA U/WATER

26 Sample Multiplier: 1

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .M
SW846 8260

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO011019\
Data File : VU029127.D

Aca On : 10 Jan 2019 19:06

Operator : MD/SY

Sample : K1123-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.61 25.95 ug/1 290038 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.1Theptan-2-one. 1.3.... 152 C10H160 001195-79-5 95
2 L-Fenchone 152 C10H160 007787-20-4 95
3 D-Fenchone 152 C10H160 004695-62-9 94
4 Cvclohexanone. 5-methvl-2-(1-met... 152 C10H160 015932-80-6 45
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 000529-00-0 39

Abundance Scan 3557 (12.610 min): VU029127.D (-3543) (-) m/z 81.10 100.00%
il
5000 69
41 15 S
53 109 12.20 12.40 12.60 12.80 13.00
o R s | 20T Tm/z 69.10  50.63%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #25249: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethy!-
81
69
5000 e
a1 12/20 12.40 12.60 12.80 13.00
15 m/z 41.10 21.91%
53
AT AN AL P
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
81
12.20 12.40 12.60 12.80 13.00
5000 69 m/z 80.10 14._.78%
41
152
oL 4 15 27| 53 95 109 153 137
m/z--> 0 20 40 60 8 100 120 140 160 180 200
Abundance #25071: D-Fenchone L T
8 12/20 12.40 12.60 12.80 13.00
6 m/z 152.20 12.09%
5000
41
152
27
o N e A O o< S |
m/z--> 0 20 40 60 8 100 120 140 160 180 200 12/20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO011019\
Data File : VU029127.D

Aca On : 10 Jan 2019 19:06

Operator : MD/SY

Sample : K1123-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .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 Bicyclo[2.2_.1]heptan-2-o0l, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.96 13.47 ug/Il 150517 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptan-2-o0l. 1.3.3... 154 C10H180 001632-73-1 96
2 Fenchol. exo- 154 C10H180 022627-95-8 50
3 Cvclohexane. 1.2-dichloro-. trans- 152 C6H10CI2 000822-86-6 38
4 Cvclohexene. 3-(1-methvlethvl)- 124 C9H16 003983-08-2 35
5 Cyclopentanecarboxylic acid, 3-m... 140 C8H1202 037575-80-7 32

Abundance Scan 3666 (12.961 min): VU029127.D (-3654) (-) m/z 81.10 100.00%

5000

12.60 12.80 13.00 13.20

o} m/z 80.10 60.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26872: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethy!-
81
5000 LI LN L L L L L L B B
12.60 12.80 13.00 13.20
41 m/z 41.10 29.68%
ST T
0.q””“”M”““”qhﬂ“”q”nwmqﬂw“”W””M”q””“”ﬁ?”“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81
43
12.60 12.80 13.00 13.20
5000 m/z 43.10 26.91%
55 69
93 11199
0 103 139 154
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25620: Cyclohexane, 1,2-dichloro-, trans-
81 12.60 12.80 13.00 13.20
m/z 69.10 25.90%
5000
41 55
27 67 6
oots Lo Al Ll oo o w2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO011019\
Data File : VU029127.D

Aca On : 10 Jan 2019 19:06

Operator : MD/SY

Sample : K1123-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .M
SW846 8260

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 3 Cyclohexanemethanol, .alpha... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.18 18.01 ug/Il 201307 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. .alpha...al... 156 C10H200 005114-00-1 72
2 Cvclohexanemethanol. .alpha...al... 156 C10H200 000498-81-7 72
3 2.4-Dimethvl-4-penten-2-ol 114 C7H140 019781-53-4 64
4 2.3-Dimethvl-4-penten-2-ol 114 C7H140 019781-52-3 64
5 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 007322-63-6 50
Abundance Scan 3734 (13.180 min): VU029127.D (-3724) (-) m/z 59.10 100.00%
50
5000
3 e 81 s i 12,80 13,00 1320 130
Obrrprrrrrrrrrrrrrat b S e 08T T L /7 B5.10  13.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28369: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-,...
59
5000
12.80 13.00 13.20 13.40
m/z 81.05 10.95%
o 3 osy ) 67 Bl % 59 1238 141 g5
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
12.80 13.00 13.20 13.40
5000 m/z 43.05 9.72%

o 20 4l 5 67 8L 96 109 123 141
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7568: 2,4-Dimethyl-4-penten-2-ol
59 12.80 13.00 13.20 13.40
m/z 95.05 9.51%
5000 43
31 81
0 15 M‘ \‘ S\JT‘\\ 67 \‘ 99
T T T T T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO011019\
Data File : VU029127.D

Aca On : 10 Jan 2019 19:06

Operator : MD/SY

Sample : K1123-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .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 4

(+)-2-Bornanone

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

13.39 25.61 ug/1 286159 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 98
2 Camphor 152 C10H160 000076-22-2 98
3 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 98

4 2-Butanone.

4-(5-methvl-2-furanvl)- 152 C9H1202

5 Bicyclo[3.1.0]hexan-2-one, 4-met... 152 C10H160

013679-56-6 49
002506-61-8 46

Abundance Scan 3799 (13.389 min): VU029127.D (-3789) (-) 95.10 100.00%
95
81
5000 41
55 99 108
152
13.00 13.20 13.40 13.60 13.80
123 137 |
o! ek || m/z 81.10  70.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25104: (+)-2-Bornanone
95
81
5000 69
41 108 152 13.00 13.20 13.40 13.60 13.80
m/z 41.10 44 _87%
o35, »\ . m\
m/z--> 100 120 140 160 180 200
Abundance
41 95
81 13.00 13.20 13.40 13.60 13.80
5000 m/z 69.10 40.44%
55 69 108
152
27
121 137
o IR Y Y S RN S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95 13.00 13.20 13.40 13.60 13.80
81 m/z 108.10 38.64%
5000
55 69 108
152
27 ‘
P P T .. W) () G § WP
m/z--> 20 40 60 80 100 120 140 160 180 200 13. 00 13.20 13.40 13. 60 13 80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO011019\
Data File : VU029127.D

Aca On : 10 Jan 2019 19:06

Operator : MD/SY

Sample : K1123-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .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 5 endo-Borneol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.59 5.00 ug/1l 55920 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 endo-Borneol 154 C10H180 000507-70-0 90
2 Bicvclol2.2.11heptan-2-ol. 1.7.7... 154 C10H180 000464-45-9 90
3 (+)-Borneol 154 C10H180 1000150-76-3 78
4 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 64
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 64
Abundance Scan 3862 (13.591 min): VU029127.D (-3852) (-) 95.10 100.00%
95 T
5000
41 110
| 55 67 79 |1m1w 007 13.20 13.40 13.60 13.80 14.00
Ot gty ol gl A 207 Tz 110,10 0 17.93%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26646: endo-Borneol
95
5000

13.20 13.40 13.60 13.80 14.00

m/z 41.10 16.49%
41 55 67 M0 1 139 |
Ll B 12l
0.,.‘.‘..‘,‘...‘.,..‘ e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95
13.20 13.40 13.60 13.80 14.00
5000 m/z 93.10 11.26%
41
27 110
55
67
79 121 139 154
O T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26633: (+)-Borneol
95 13.20 13.40 13.60 13.80 14.00
m/z 67.10 10.04%
5000
a 110
55 @7
O 0 U S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO011019\
Data File : VU029127.D

Aca On : 10 Jan 2019 19:06

Operator : MD/SY

Sample : K1123-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .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 6 Acenaphthene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.74 10.62 ug/Il 118658 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acenaphthene 154 C12H10 000083-32-9 81
2 Naphthalene. 2-ethenvl- 154 C12H10 000827-54-3 59
3 3-Fluoro-para-anisaldehvde 154 C8H7F02 000351-54-2 50
4 Biphenvl 154 C12H10 000092-52-4 43
5 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 42
Abundance Scan 4841 (16.739 min): VU029127.D (-4830) (-) m/z 153.10 100.00%
153
5000
76
63 16.40 16.60 16.80 17.00
50 126
ol 3 878 WS Ml 19827 n/z 154.10  92.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27112: Acenaphthene
154
5000 NN UL SN I
16.40 16.60 16.80 17.00
76 m/z 152.10 57.81%
0 27 39 51 83 | g7 102115126 139 ||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
153
16.40 16.60 16.80 17.00
5000 m/z 76.10 26.67%
76
o 27 39 51 63 | g7 101 115126 139
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27565: 3-Fluoro-para-anisaldehyde A o
153 16.40 16.60 16.80 17.00
m/z 151.10 17.88%
5000
83 95 125
110
15 29 44 " 68 | ‘ l ‘ 138 | A
m/z--> 20 40 6|0 80 100 120 140 160 180 200 16.40 16.60 16.80 17.00 |
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU011019\
Data File : VU029127.D

Acq On : 10 Jan 2019 19:06

Operator : MD/SY

Sample : K1123-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Bicyclo[2.2.1]hep... 12.61 25.9 ug/I1 290038 4 11.48 558761 50.0
Bicyclo[2.2.1]hep... 12.96 13.5 ug/I1 150517 4 11.48 558761 50.0
Cyclohexanemethan... 13.18 18.0 ug/I1 201307 4 11.48 558761 50.0
(+)-2-Bornanone 13.39 25.6 ug/I1 286159 4 11.48 558761 50.0
endo-Borneol 13.59 5.0 ug/Il 55920 4 11.48 558761 50.0

4

Acenaphthene 16.74 10.6 ug/Il 118658 11.48 558761 50.0
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