LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO51920\

Data File : VN061482.D

Aca On - 19 May 2020 14:46

Operator : JC/MD

Sample - L2679-05

Misc - 6.510/5mL/100uL/5.00mL/MSVOA_N/MEOH e S
ALS Vial : 9 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\82N051820W.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 7.545 1772 1795 1803 rBv2 137989 365133 1.38% 0.149%
2 7.619 1807 1818 1833 rVB 304456 788566 2.97% 0.322%
3 7.831 1866 1884 1899 rBv2 128433 323141 1.22% 0.132%
4 7.982 1916 1931 1950 rBV 173701 404967 1.53% 0.165%
5 8.394 2040 2059 2078 rBvV2 159524 340777 1.28% 0.139%
6 8.545 2090 2106 2127 rBV2 443226 944409 3.56% 0.386%
7 9.043 2233 2261 2273 rBv2 583340 1447811 5.46% 0.591%
8 9.632 2433 2444 2452 rBvV2 146132 271282 1.02% 0.111%
9 9.696 2452 2464 2471 rBV 590649 1127311 4._.25% 0.461%
10 9.837 2487 2508 2530 rBV 754612 1847285 6.96% 0.755%

11 10.056 2562 2576 2603 rVV3 1152234 2502809 9.44% 1.023%
12 10.252 2621 2637 2650 rVB5 460143 1133631 4.27% 0.463%
13 10.400 2674 2683 2700 rvB2 270193 506685 1.91% 0.207%
14 10.497 2700 2713 2724 rBV5 234246 536462 2.02% 0.219%
15 10.596 2736 2744 2754 rVB3 181453 306704 1.16% 0.125%

16 10.690 2755 2773 2782 rBV3 294367 537330 2.03% 0.220%
17 10.792 2796 2805 2817 rBV 244319 474645 1.79% 0.194%
18 10.921 2838 2845 2854 rVB 475930 721734 2.72% 0.295%
19 10.976 2854 2862 2873 rVB2 562999 972204 3.67% 0.397%
20 11.095 2887 2899 2906 rBV5 313524 588043 2.22% 0.240%

21 11.172 2907 2923 2943 rVB6 1062436 2637231 9.94% 1.077%
22 11.271 2943 2954 2977 rBV 938728 1794557 6.77% 0.733%
23 11.381 2978 2988 3006 rBV 672420 1211199 4._.57% 0.495%
24 11.564 3036 3045 3054 rBV6 262960 562457 2.12% 0.230%
25 11.628 3055 3065 3072 rVvVv 529129 1066321 4.02% 0.436%

26 11.670 3074 3078 3088 rVB2 377427 543991 2.05% 0.222%
27 11.895 3135 3148 3161 rBV7 516958 1337503 5.04% 0.546%
28 12.017 3179 3186 3193 rBV 339178 466085 1.76% 0.190%
29 12.091 3202 3209 3215 rBV3 427476 656999 2.48% 0.268%
30 12.140 3216 3224 3241 rVB6 897356 1655476 6.24% 0.676%

31 12.223 3243 3250 3258 rVB 323161 459522 1.73% 0.188%
32 12.378 3291 3298 3305 rVB 575618 830585 3.13% 0.339%
33 12.423 3306 3312 3320 rBV4 303537 453221 1.71% 0.185%
34 12.538 3339 3348 3351 rBV3 606720 924910 3.49% 0.378%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO51920\

Data File : VN061482.D

Aca On - 19 May 2020 14:46

Operator : JC/MD

Sample - L2679-05

Misc - 6.510/5mL/100uL/5.00mL/MSVOA_N/MEOH e S
ALS Vial : 9 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .M
SW846 8260

35 12.615 3365 3372 3381 rBV7 220775 393883 1.48% 0.161%

36 12.702 3386 3399 3408 rVV6 1181573 2831671 10.68% 1.157%
37 12.754 3409 3415 3425 rVB2 545641 862965 3.25% 0.353%
38 12.841 3435 3442 3449 rBV6 277809 417477 1.57% 0.171%
39 12.937 3465 3472 3486 rVB3 959335 1695831 6.39% 0.693%
40 13.146 3525 3537 3544 rBV2 1110774 2023047 7.63% 0.827%

41 13.214 3546 3558 3566 rvVVv3 1062248 2117790 7.98% 0.865%
42 13.320 3580 3591 3604 rVB3 1147526 2485516 9.37% 1.015%
43 13.400 3610 3616 3625 rBV3 317964 580124 2.19% 0.237%
44 13.487 3636 3643 3648 rBV 1261890 1845635 6.96% 0.754%
45 13.586 3661 3674 3681 rBV2 1273948 2943366 11.10% 1.202%

46 13.638 3681 3690 3700 rVB6 2024477 3828269 14.43% 1.564%
47 13.863 3751 3760 3769 rVB 4575527 7043929 26.56% 2.878%
48 13.918 3770 3777 3783 rVvVv2 805239 1193424 4_50% 0.488%
49 13.969 3783 3793 3803 rVB3 4644553 7872437 29.68% 3.216%
50 14.146 3839 3848 3853 rBV9 1706647 3265053 12.31% 1.334%

51 14.268 3877 3886 3892 rBV3 2545633 4100853 15.46% 1.675%
52 14.307 3893 3898 3904 rVB3 1222084 1716052 6.47% 0.701%
53 14.451 3935 3943 3954 rBV3 3031014 5613442 21.16% 2.293%
54 14.564 3966 3978 3989 rBV4 8539529 17800855 67.11% 7.272%
55 14.622 3989 3996 4007 rVB4 2676781 4665427 17 .59% 1.906%

56 14.715 4017 4025 4034 rVB 4316582 6655028 25.09% 2.719%
57 14.789 4041 4048 4050 rBV4 1739547 2012767 7.59% 0.822%
58 14.824 4053 4059 4066 rVB3 3563822 5441353 20.51% 2.223%
59 14.931 4083 4092 4104 rVB2 4820848 9774037 36.85% 3.993%
60 15.104 4135 4146 4155 rVB 3581545 7690354 28.99% 3.142%

61 15.162 4156 4164 4171 rBV 3391099 5227139 19.71% 2.136%
62 15.217 4172 4181 4190 rBV6 3494916 7551421 28.47% 3.085%
63 15.387 4223 4234 4247 rBV2 3584544 7676925 28.94% 3.136%
64 15.541 4267 4282 4286 rBV5 2908867 6893024 25.99% 2.816%
65 15.580 4288 4294 4309 rVB 6608999 11665163 43.98% 4._.766%

66 15.664 4313 4320 4330 rVB6 1687140 2952287 11.13% 1.206%
67 15.734 4332 4342 4353 rBV5 2552257 5610557 21.15% 2.292%
68 15.876 4375 4386 4397 rBV2 4307193 8574685 32.33% 3.503%
69 16.066 4436 4445 4453 rBV3 4263326 8142087 30.70% 3.326%
70 16.123 4454 4463 4487 rVB 11575257 26524365 100.00% 10.836%

71 16.313 4510 4522 4534 rBV 7327076 16342971 61.61% 6.677%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO51920\

Data File : VN061482.D

Aca On - 19 May 2020 14:46

Operator : JC/MD

Sample - L2679-05

Misc - 6.510/5mL/100uL/5.00mL/MSVOA_N/MEOH e S
ALS Vial : 9 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .M
SW846 8260

Sum of corrected areas: 244772195
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN051920\
VN061482.D

19 May 2020 14:46

JC/MD

L2679-05
6.51a/5mL/100uL/5.00mL/MSVOA_N/MEOH

9 Sample Multiplier: 1

SB-4-14.0-14.5ME

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: VN061482.D

05
Time--> 1.

802

00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 6.40 6.60
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1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: VN061482.D

9.04
AR

3462 8,54
hg 783798 8.39%

0
Time-->
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TIC: VN061482.D
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN051920\
VN061482.D

19 May 2020 14:46

JC/MD

L2679-05
6.51a/5mL/100uL/5.00mL/MSVOA_N/MEOH

9 Sample Multiplier: 1

SB-4-14.0-14.5ME

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .M
SW846 8260

= 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 1-Phenyl-1-butene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.97 158.37 ug/Il 7872440 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 83
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 64
3 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 64
4 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 60
5 Indan, l-methyl- 132 C10H12 000767-58-8 60

Abundance Scan 3793 (13.969 min): VN061482.D (-3783) (-) m/z 117.00 100.00%
117
5000
o1 105 132
39 51 65 /7 148 13.60 13.80 14.00 14.20
o! i} 164 207 "m/z 119.00 46.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117
5000 132
o1 13.60 13.80 14.00 14.20
m/z 115.00 34 .45%
27 39 51 65 77 ‘ 105 ‘
0|||||‘|||‘|||“i”||‘=‘|||h|||‘i||”l“||“||M:‘:luuuul||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.60 13.80 14.00 14.20
5000 m/z 105.00 28.13%
91 132
27 39 51 g5 77 105
O T T T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 13.60 13.80 14.00 14.20
m/z 132.00 25.51%
5000 132
91
15 27 39 ﬁl 63 77 | 103 |
| 1l L n | | 1y wlil
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN051920\
VN061482.D

19 May 2020 14:46

JC/MD

L2679-05
6.51a/5mL/100uL/5.00mL/MSVOA_N/MEOH

9 Sample Multiplier: 1

SB-4-14.0-14.5ME

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .M
SW846 8260

C:\DATABASENNIST11.L
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 Benzene, l-methyl-2-(2-prop... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.56 358.09 ug/Il 17800900 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 91
2 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 91
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 91
4 2.4-Dimethvilstvrene 132 C10H12 002234-20-0 89
5 Benzene, l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 86

Abundance Scan 3977 (14.561 min): VN061482.D (-3966) (-) m/z 117.00 100.00%
i Ing
5000
o1 134
39 51 65 7/ 148 14.20 14.40 14.60 14.80
0 bG8 180 193 208 m/z 119.00 94.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117
5000 132
o1 14.20 14.40 14.60 14.80
m/z 134.00 38.32%
27 39 51 65 77 ‘ 105
0 |||||‘||||||“|||‘|‘|||h|||‘|||‘l‘||H||M|‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
14.20 14.40 14.60 14.80
5000 130 m/z 132.00 36.35%
91
77
65
5 27 39 51 105
e S UL SR FUL A WAL WL IS W S W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethy!l-
117 14.20 14.40 14.60 14.80
132 m/z 115.00 34 .74%
5000
91
39 51 65 77 ‘ 108 ‘
0 ||1|5||||||||“l‘|‘|“l‘||i‘|||‘=||M|‘|||‘||‘l‘|‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO51920\

Data File : VN061482.D

Aca On - 19 May 2020 14:46

Operator : JC/MD

Sample - L2679-05

Misc - 6.510/5mL/100uL/5.00mL/MSVOA_N/MEOH e S
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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 3 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.93 196.62 ug/Il 9774040 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 64
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 64
3 Bicvclol4.2.0locta-1.3.5-triene.... 146 C11H14 027087-54-3 64
4 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 64
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 64
Abundance Scan 4092 (14.931 min): VN061482.D (-4083) (-) m/z 131.00 100.00%
131
5000
146
39 51 65 77 9|1 103 11|5 | 162 184 207 14.60 14.80 15.00 15.20
O itk Ll 162 184 207 | 579337600 38.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000 146 LR AN S UL IR

14.60 14.80 15.00 15.20
m/z 146.00  23.32%

0 27 3 51 6 77 Mgl |
s A B B AL B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
14.60 14.80 15.00 15.20
5000 m/z 91.00 16.96%
146
91 118
15 27 39 51 63 77 104
Ol bl A e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21684: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropy!- R e R RRREEaE
131 14.60 14.80 15.00 15.20
m/z 115.00 14 .35%
5000 o1
146
0....,....,..“a‘.,‘l‘..‘a‘,..‘..,“l‘...,..H. L R e e Rl
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO51920\

Data File : VN061482.D

Aca On - 19 May 2020 14:46

Operator : JC/MD

Sample - L2679-05

Misc - 6.510/5mL/100uL/5.00mL/MSVOA_N/MEOH e S
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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 Benzene, (2-methyl-1-butenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.22 151.91 ug/Il 7551420 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 50
2 Benzene. (l-ethvl-1-propenvl)- 146 C11H14 004701-36-4 46
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 45
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 42
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 42

Abundance Scan 4182 (15.220 min): VN061482.D (-4172) (-) m/z 131.00 100.00%
13
117

5000

162
176191 208 267282 15.00 15.20 15.40 15.60

39

0 m/z 117.00 68.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131
146
5000 a1 AN B BRI B B
15.00 15.20 15.40 15.60
115 m/z 105.00 44 _18%
3953 77 |y
obr e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
15.|00 15.|20 15.I4O 15.|60
5000 o1 146 m/z 146.00 40.78%
39 63 77 131
15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21674: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-

15.00 15.20 15.40 15.60
m/z 106.00  40.70%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO51920\

Data File : VN061482.D

Aca On - 19 May 2020 14:46

Operator : JC/MD

Sample - L2679-05

Misc - 6.510/5mL/100uL/5.00mL/MSVOA_N/MEOH e S
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.39 154.43 ug/I 7676930 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 93
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 90
3 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 90
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 90
5 Benzene, l-methyl-4-(1-methyl-2-_._. 146 C11H14 097664-18-1 90
Abundance Scan 4235 (15.390 min): VN061482.D (-4223) (-) m/z 131.00 100.00%
131
5000
146
s, 0 1 15.00 15.20 15.40 15.60 15.80
39 63 : : : : :
ol 102176 198 282 "m/z 146.00 34.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000
146 15.00 15.20 15.40 15.60 15.80
115 m/z 115.00 17.02%
1 27 51 77 91

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131

e e N N S BN R

15.00 15.20 15.40 15.60 15.80

5000 m/z 105.00 13.06%

146

39 91 115
o 25 64

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl- L B o
15.00 15.20 15.40 15.60 15.80
m/z 129.00 12.95%

5000

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN051920\
Data File : VN061482.D

Aca On : 19 May 2020 14:46

Operator : JC/MD

Sample : L2679-05

Misc : 6.51a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.58 234.66 ug/Il 11665200 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 58
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 58
3 5H-Benzocvcloheptene.6.7.8.9-tet. .. 146 Cl11H14 001075-16-7 50
4 Benzene. (l-ethvl-1-propenvl)- 146 C11H14 004701-36-4 38
5 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 38
Abundance Scan 4294 (15.580 min): VN061482.D (-4288) (-) m/z 118.00 100.00%
118
131 146
5000

160 15.20 15.40 15.60 15.80
ol 174 192207 232 281 m/z 146.00 61.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
118131
146
5000
o1 15.20 15.40 15.60 15.80
39 4377 m/z 131.00 55.23%
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
118131
3 146
15.20 15.40 15.60 15.80
5000 m/z 117.00 53.44%
91
39 63 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21657: 5H-Benzocycloheptene,6,7,8,9-tetrahydro- AN LA man e
146 15.20 15.40 15.60 15.80
104 m/z 105.00  34.90%
5000 131
118
i
0,.”.“.”?i...”.“.””.w.”...” e — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15 20 15. 40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO51920\

Data File : VN061482.D

Aca On - 19 May 2020 14:46

Operator : JC/MD

Sample - L2679-05

Misc - 6.510/5mL/100uL/5.00mL/MSVOA_N/MEOH e S
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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 7 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.88 172.49 ug/Il 8574690 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 90
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 86
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 81
4 1H-Benzimidazole. 5.6-dimethvl- 146 C9H10N2 000582-60-5 53
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 53

Abundance Scan 4387 (15.879 min): VN061482.D (-4375) (-) m/z 131.00 100.00%

5000

160 15.60 15.80 16.00 16.20

m/z 146.00 65.42%

o 175190 210 260 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-

5000
15.60 15.80 16.00 16.20

m/z 118.00 63 .55%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
146 15.60 15.80 16.00 16.20
5000 117 m/z 145.00 55.45%
39 91
15 63 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- R Emas w s e
131 15.60 15.80 16.00 16.20
m/z 117.00 34 .50%
146
5000 117
15 63 77
ol R A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO51920\

Data File : VN061482.D

Aca On - 19 May 2020 14:46

Operator : JC/MD

Sample - L2679-05

Misc - 6.510/5mL/100uL/5.00mL/MSVOA_N/MEOH e S
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.07 163.79 ug/Il 8142090 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 91
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 81
3 Benzene. 1-(1-methvlethenvIl)-3-(... 160 C12H16 001129-29-9 64
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 007524-63-2 64
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 60

Abundance Scan 4446 (16.069 min): VN061482.D (-4436) (-) m/z 118.00 100.00%

5000

15.80 16.00 16.20 16.40
m/z 145.00 82.04%

o 176190 249 267

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-

15.80 16.00 16.20 16.40
m/z 160.10 62.58%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
118
145
15.80 16.00 16.20 16.40
5000 m/z 117.00 36.30%
91 160
51 77
o 15 28 105 132
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #30953: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- R B e B
145 15.80 16.00 16.20 16.40
m/z 105.00 35.29%
5000 160
117
a7 g ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15. 80 16. 00 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO51920\
Data File : VN061482.D

Aca On - 19 May 2020 14:46

Operator : JC/MD

Sample - L2679-05

Misc - 6.510/5mL/100uL/5.00mL/MSVOA_N/MEOH e S
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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 9 Naphthalene, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.12 533.58 ug/Il 26524400 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 87
5 3,4-Difluorobenzaldehyde 142 C7H4F20 034036-07-2 52
Abundance Scan 4462 (16.120 min): VN061482.D (-4454) (-) m/z 142.05 100.00%
142
5000 115 (k “
63 15.80 16.00 16.20 16.40
39 89 160
0 ”.w.mwixwwm.ﬁunﬂ??|L”,”¥??%L$P..”...2@%38% m/z 141.05 88.33%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142
5000 115 15.80 16.00 16.20 16.40
m/z 115.00 46.40%

63
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
142
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l—r

15.80 16.00 16.20 16.40

5000 m/z 145.00 21.15%
115
27 5063 89 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- B B L A T
141 15.80 16.00 16.20 16.40
m/z 143.00 16.25%
5000 115
39 63 g9
0 S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN051920\
Data File : VN061482.D

Aca On : 19 May 2020 14:46

Operator : JC/MD

Sample : L2679-05

Misc : 6.51a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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 10 Naphthalene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.31 328.76 ug/Il 16343000 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 Bicvclol4.4_.11lundeca-1.3.5.7.9-p... 142 C11H10 002443-46-1 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 Benzocycloheptatriene 142 C11H10 000264-09-5 90

Abundance Scan 4521 (16.310 min): VN061482.D (-4510) (-) m/z 142.00 100.00%

142 h
5000 115

160 16.00 16.20 16.40 16.60

0 17188 207 282 m/z 141.00  89.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19233: Naphthalene, 2-methyl-
142

39 51 63 714 89 10

5000 e e
115 16.00 16.20 16.40 16.60

m/z 115.00 43.70%

Lz s 89 15
T T T T T e T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
142
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—[

16.00 16.20 16.40 16.60

0,
5000 1s m/z 145.00 15.40%

27 39 51 6374 89 100 126

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19244: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene A AR R
141 16.00 16.20 16.40 16.60

115 m/z 143.00 13.50%

5000

39 51 63 89

27 ‘ \‘\ dl iy \‘\ 102 J 126 ‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.20 16.40 16.60

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN051920\

Data File : VN061482.D

Acq On : 19 May 2020 14:46

Operator : JC/MD

Sample : L2679-05 SR
Misc : 6.519/5mL/100uL/5.00mL/MSVOA_N/MEOH —
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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]
1-Phenyl-1-butene 13.97 158.4 ug/l 7872440 4 13.32 2485520 50.0
Benzene, l-methyl... 14.56 358.1 ug/l1 17800900 4 13.32 2485520 50.0
1H-Indene, 2,3-di... 14.93 196.6 ug/l 9774040 4 13.32 2485520 50.0
Benzene, (2-methy... 15.22 151.9 ug/l 7551420 4 13.32 2485520 50.0
1H-Indene, 2,3-di... 15.39 154 .4 ug/l 7676930 4 13.32 2485520 50.0
Naphthalene, 1,2,... 15.58 234.7 ug/l 11665200 4 13.32 2485520 50.0
Naphthalene, 1,2,... 15.88 172.5 ug/l 8574690 4 13.32 2485520 50.0
Naphthalene, 1,2,... 16.07 163.8 ug/l 8142090 4 13.32 2485520 50.0
Naphthalene, 1-me... 16.12 533.6 ug/l 26524400 4 13.32 2485520 50.0
Naphthalene, 2-me... 16.31 328.8 ug/l 16343000 4 13.32 2485520 50.0
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