LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33121\
Data File : VU@42854.D

Acqg On : 31 Mar 2021 13:59

Operator : SY/MD

Sample : M1836-14 10X

Misc : 11.71g/5.emL/100uL/5.emL/MSVOA_U/MEOH B6-10-12

ALS vial : 9 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 U\Method\82U032421W.M

Title : SW846 8260

Signal : TIC: VU@42854.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.298 1216 1231 1244 rBV2 94018 197336 32.48% 2.825%
2 5.382 1244 1257 1275 rVB 148805 303489 49.96% 4.344%
3 5.710 1345 1359 1376 rBV 105512 214105 35.24%  3.065%
4 6.256 1514 1529 1546 rBV 213925 403841 66.48% 5.781%
5 7.906 2021 2042 2059 rBV 335270 577578 95.08%  8.268%
6 9.423 2498 2514 2538 rBvV 319054 521420 85.83% 7.464%
7 9.578 2553 2562 2571 rBV 4354 6461 1.06% ©.092%
8 9.703 2593 2601 2610 rBV5 4754 8203 1.35% 0.117%
9 9.754 2610 2617 2628 rVB5 3676 6448 1.06% 0.092%
10 10.259 2763 2774 2789 rBV9 3617 10006 1.65% 0.143%
11 10.365 2798 2807 2815 rBV7 5574 10153 1.67% 0.145%
12 10.639 2878 2892 2908 rBV 280068 445260 73.29% 6.374%
13 10.815 2939 2947 2959 rVB8 4846 7914 1.30% 0.113%
14 10.909 2965 2976 2987 rBV3 13049 24608 4.05% 0.352%
15 11.031 2999 3014 3020 rBV2 12470 22303 3.67% 0.319%
16 11.317 3088 3103 3114 rBV9 4891 11604 1.91% 0.166%
17 11.423 3128 3136 3142 rBV5S 5355 8071 1.33% 0.116%
18 11.475 3143 3152 3164 rVB2 50057 77472 12.75% 1.109%
19 11.648 3200 3206 3218 rVB 11885 17997 2.96% 0.258%
20 11.719 3220 3228 3235 rBV5S 5653 8838 1.45% 0.127%

21 11.819 3246 3259 3274 rBV 386941 607493 100.00%  8.696%

22 11.902 3274 3285 3298 rVB 17845 33828 5.57% 0.484%
23 12.008 3311 3318 3326 rVB1o 5158 8164 1.34% 0.117%
24 12.105 3337 3348 3362 rBV2 30766 57687 9.50% ©0.826%
25 12.192 3366 3375 3392 rVB4 33428 73886 12.16% 1.058%
26 12.307 3398 3411 3427 rBV1e 6704 17670  2.91% 0.253%
27 12.385 3428 3435 3452 rVB2 15104 25260 4.16% 0.362%
28 12.471 3452 3462 3467 rBV2 22746 35365 5.82% ©.506%
29 12.503 3467 3472 3481 rVB 19605 25534  4.20% 0.365%
30 12.577 3485 3495 3503 rBV 35768 51350  8.45% ©.735%
31 12.616 3503 3507 3517 rVB2 9740 13739  2.26% ©.197%
32 12.690 3517 3530 3538 rBV 27276 56647 9.32% 0.811%
33 12.822 3562 3571 3575 rBv4 8280 12954 2.13% 0.185%
34 12.880 3585 3589 3598 rvB4 11079 15306  2.52% ©0.219%
35 12.944 3598 3609 3611 rBVS8 9426 15267 2.51% ©.219%
36 12.979 3613 3620 3628 rVB 24064 36012 5.93% 0.515%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33121\
Data File : VU@42854.D

Acqg On : 31 Mar 2021 13:59

Operator : SY/MD

Sample : M1836-14 10X

Misc : 11.71g/5.emL/100uL/5.emL/MSVOA_U/MEOH B6-10-12

ALS vial : 9 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 U\Method\82U032421W.M
Title : SW846 8260
37 13.034 3628 3637 3652 rVB2 36537 66412 10.93% ©.951%
38 13.118 3652 3663 3668 rBV3 16858 29122 4.79% 0.417%
39 13.262 3702 3708 3712 rBv4 9305 11528 1.90% 0.165%
40 13.298 3713 3719 3729 rVB2 29265 44800 7.37% 0.641%
41 13.359 3730 3738 3746 rVB4 16306 24088 3.97% 0.345%
42 13.413 3746 3755 3761 rBv2 19502 30643 5.04% 0.439%
43 13.462 3761 3770 3783 rVV3 78244 141262 23.25% 2.022%
44 13.568 3797 3803 3809 rBV 10559 12792 2.11% 0.183%
45 13.632 3815 3823 3846 rVB3 48141 101893 16.77% 1.459%
46 13.741 3848 3857 3864 rBV3 17690 29660 4.88% 0.425%
47 13.793 3864 3873 3880 rBV2 26265 40435 6.66% ©.579%
48 13.844 3880 3889 3902 rBV6 38982 79276 13.05% 1.135%
49 13.950 3916 3922 3937 rVB5 31105 61094 10.06% 0.875%
50 14.092 3959 3966 3974 rVB 42388 59506 9.80% 0.852%
51 14.198 3986 3999 4012 rVB3 41054 84447 13.90%  1.209%
52 14.294 4014 4029 4041 rBV5 46572 102420 16.86% 1.466%
53 14.355 4042 4048 4055 rVB3 14233 19974 3.29% 0.286%
54 14.400 4058 4062 4069 rvv4 5010 6764 1.11% 0©.097%
55 14.494 4080 4091 4100 rBV2 38854 68623 11.30% ©.982%
56 14.613 4122 4128 4135 rVB3 9055 13395 2.20% 0.192%
57 14.690 4136 4152 4172 rBV4 81462 201927 33.24%  2.890%
58 14.818 4184 4192 4200 rBV3 23695 37285 6.14% 0.534%
59 14.886 4205 4213 4222 rVB3 44682 72272 11.90% 1.035%
60 14.947 4222 4232 4246 rVB7 13498 26376 4.34% 0.378%
61 15.024 4246 4256 4271 rBV4 54333 105594 17.38% 1.511%
62 15.230 4304 4320 4329 rBV2 191745 374317 61.62% 5.358%
63 15.278 4330 4335 4349 rVB3 33658 57513 9.47% 0.823%
64 15.355 4350 4359 4367 rBV5 17987 30152 4.96% 0.432%
65 15.420 4367 4379 4389 rVV 114872 196866 32.41% 2.818%
66 15.474 4390 4396 4402 rVV5 20215 31620 5.20% 0.453%
67 15.513 4402 4408 4419 rVB8 16421 28490 4.69% 0.408%
68 15.587 4420 4431 4445 rBVv4 15120 37358 6.15% 0.535%
69 15.770 4472 4488 4498 rBV8 12290 27601 4.54% 0.395%
70 15.934 4525 4539 4556 rBV5 38009 91391 15.04% 1.308%
71 16.018 4556 4565 4582 rVB5 9067 23384 3.85% 0.335%
72 16.156 4598 4608 4615 rBV2 42904 70194 11.55% 1.005%
73 16.191 4615 4619 4629 rVB2 16019 22691 3.74% 0.325%
74 16.269 4629 4643 4654 rBV2 79839 145202 23.90% 2.078%
75 16.416 4679 4689 4696 rBV 110358 179469 29.54% 2.569%

76 16.455 4696 4701 4717 rVB 65637 102599 16.89% 1.469%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33121\
Data File : VU@42854.D

Acqg On : 31 Mar 2021 13:59

Operator : SY/MD

Sample : M1836-14 10X

Misc : 11.71g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 U\Method\82U032421W.M

Title : SW846 8260

77 16.651 4745 4762 4775 rBV2 21986 52907 8.71% ©.757%

78 16.793 4799 4806 4816 rBvV4 12990 21554 3.55% ©0.309%

79 16.892 4830 4837 4844 rBV9 4245 6804 1.12% 0.097%

80 17.127 4903 4910 4923 rVB2 6977 11923 1.96% 0.171%

81 17.336 4970 4975 4984 rVBS 7398 9583 1.58% 0.137%

82 17.387 4984 4991 5003 rVB5 7138 12297 2.02% 0.176%

83 17.548 5033 5041 5051 rVB3 7311 11287 1.86% 0.162%
Sum of corrected areas: 6986059
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33121\
Data File : VU@42854.D

Acqg On : 31 Mar 2021 13:59

Operator : SY/MD

Sample : M1836-14 10X

Misc : 11.71g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U032421W.M
Quant Title : SW846 8260

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

Abundance TIC: VU042854.D\data.ms
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Abundance TIC: VU042854.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33121\
Data File : VU@42854.D

Acqg On : 31 Mar 2021 13:59

Operator : SY/MD

Sample : M1836-14 10X

Misc : 11.71g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U032421W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2,4-Dimethylstyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.462 11.63 ug/l 141262  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C10H12 002234-20-0 91
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 70
4 Benzene, 2-butenyl- 132 C1OH12 001560-06-1 70
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70

Abundance Scan 3770 (13.462 min): VU042854.D\data.ms (-3761) (- m/z 117.00 100.00%

117.0
5000 AJ\JL\
L

134.0
m 13.50
L

0 “““‘NN‘WWuNU “n;wub“l L B /7 119,00 56.10%

m/z--> 20 40 60 100 140
Abundance #14041: 2,4-D|methylstyrene
117.0

5000 T T T T T T T T T
13.50
390 a0 m/z 114.95  37.83%
5o | 17 Ee
O\\‘\‘\‘\\\‘i‘\\‘”“‘ H‘ \\}\‘m\\M‘\‘U\‘\‘\\\\
m/z--> 20 40 100 120 140
Abundance #14074: Benzene, 2—ethenyl—1,4—d|methyl—
117.0 fﬂﬂ”A
M pa gt AN
13.50
5000 m/z 132.00 36.46%
91.0
51.0
27.0 | ‘ 133.0
0 ““““w“‘U‘JH i AT T ]
miz--> 20 40 60 80 100 120 140 )
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)- ;
117.0 13.50

m/z 90.95 24.85%

5000
91.0
390 650 ‘ ‘ 133.0
0 | | L H‘ ‘H i M‘ H AL ‘ —

m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33121\
Data File : VU@42854.D

Acqg On : 31 Mar 2021 13:59

Operator : SY/MD

Sample : M1836-14 10X

Misc : 11.71g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U032421W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.632 8.39 ug/l 101893 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
2 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 42
3 m-Toluic acid, 2-phenylethyl ester 240 C16H1602 006641-74-3 38
4 Pentafluoropropionic acid, 2-phe... 268 C11H9F502 081089-48-7 38
5 Acetic acid, trichloro-, 2-pheny... 266 C10H9C1302 071965-07-6 38
Abundance Scan 3823 (13.632 min): VU042854.D\data.ms (-3815) (- m/z 104.00 100.00%
104.0
5000 132.0
Ly P
51‘-0 78.0 m 1510 13.50 14.00
0“"“M‘lepm‘uw,‘wlwﬂh“‘iw‘ Cr m/z 91.00 44.38%
miz--> 20 40 60 80 100 120 140 160
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 —— —r—
13.50 14.00
m/z 132.00 41.08%
78.0
270 | *1° ) ] -
O\‘\‘\\\‘\\W\“H\\”i’\\w\“ \\1‘\‘1‘\‘\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #14049: Benzene, cyclobutyl-
104.0 M/\
e
13.50 14.00
5000 m/z 115.00 18.87%
50.0 8.0 132.0
B I RS N MV I
miz--> 20 40 60 80 100 120 140 160 m
Abundance #94207: m-Toluic acid, 2-phenylethyl ester e
104.0 13.50 14.00
m/z 119.00 16.47%
5000
39.0 6a.0
o 20 L ma | L mee ) Ul
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33121\
Data File : VU@42854.D

Acqg On : 31 Mar 2021 13:59

Operator : SY/MD

Sample : M1836-14 10X

Misc : 11.71g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U032421W.M
. SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.294 8.43 ug/l 102420 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 74
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 64
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 60
4 Benzene, (2-methyl-1-butenyl)- 146 C1l1H14 056253-64-6 53
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 49

Abundance Scan 4029 (14.294 min): VU042854.D\data.ms (-4014) (-
1

m/z 131.00 100.00%

o T M AJ\/\/M
] e
39.0 630 111 160.1 14.00 14.50
| A “‘1“”\“:‘“‘ U, m/z 117.00  56.75%
miz--> 40 60 80 100 120 140 160
Abundance  #21674: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 ha S S~
105.0 14.00 14.50
m/z 146.00 46.60%
39.0 77.0 ‘
O \\\‘\‘\\\“‘\\“F\S‘.‘(H\‘\‘HH\‘M‘\\‘}\““\‘\\ \‘H\‘\\\’\\\
miz-> 40 60 80 100 120 140 160
Abundance #21632: Benzene, (1-methyl-1-butenyl)-
131.0
et AL L
14.00 14.50
5000 91.0 m/z 114.95 41.00%
39.0 65.0
8 R P . T
miz--> 20 40 60 80 100 120 140 160
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl- — 1
131.0 14.00 14.50
m/z 90.95 38.47%
5000 91.0
39.0
‘ 65.0 ‘ ‘
0 ‘1‘5{?“"uihJ‘:“p‘l“‘m“uHmph‘u”“_ S| e e
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33121\
Data File : VU@42854.D

Acqg On : 31 Mar 2021 13:59

Operator : SY/MD

Sample : M1836-14 10X

Misc : 11.71g/5.6mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U032421W.M
. SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.690 16.62 ug/l 201927 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 86
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 68
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64

Abundance Scan 4152 (14.690 min): VU042854.D\data.ms (-4136) (-  m/z 131.00 100.00%
131.0
- J\ANMAJ
91'0 T ‘ T T ‘ T
39.0
63.0 14.50 15.00
‘\ \‘\ ‘H i ‘h \‘\ pllo 162.0 9
Ol L i m/z 118.00  55.23%
miz--> 0O 60 80 100 120 140 160
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 s, P R
39.0 91.0 14.50 15.00
15.0 63.0 L m/z 146.65  55.16%
0- ‘\‘\H\“‘Hl\ ‘\““!\“\“\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance  #21673: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0 A
Py AL A
14.50 15.00
5000 m/z 117.00  34.44%
105.0
270 510 77.0 ‘ M
0\\\\‘\M\\u\whw‘mwuww\ww\ﬂw\\ R R
miz--> 20 40 60 80 100 120 140 160
Abundance #21630: Benzene, (3-methyl-2-butenyl)- = T
131.0 14.50 15.00
m/z 115.00 30.87%
91.0
5000
39.0
65.0
15.0 ‘
OH““u‘l“u“““‘M“‘l“lww“‘mlw“lq"l#“c‘)‘ S R .
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33121\
Data File : VU@42854.D

Acqg On : 31 Mar 2021 13:59

Operator : SY/MD

Sample : M1836-14 10X

Misc : 11.71g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U032421W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 2-Propyn-1-ol, 3-(4-methylp... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.024 8.69 ug/l 105594  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 89
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 81
3 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 68
4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14 004489-84-3 58
5 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 58
Abundance Scan 4256 (15.024 min): VU042854.D\data.ms (-4246) (-  m/z 131.00 100.00%
131.0
5000
91.0 byl M
39.0 3.0 ‘ L 160.0 15.00
0 m,mu‘\m‘w I “h_wﬁu‘g; ‘mml” m/z 118.80 55.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 S /‘W
39.0 91.0 15.00
15.0 63.0 L m/z 146.60  53.63%
0! ‘\‘\H\“‘\ \l\ \““!\}\\8.\0\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance  #21661: Naphthalene, 1,2,3,4- tetrahydro 5-methyl- A
31.0
\
15.00
5000 m/z 115.00 36.05%
39.0 91.0
15.0 ‘ 63.0
0 H“,mm;hw w‘“ mwm ‘1“1‘4?‘0"”
miz--> 20 40 60 100 120 140 160
Abundance #21577: 2- Propyn 1-ol, 3-(4-methylphenyl)- M ‘
146.0 15.00
m/z 116.95 33.89%
5000 115.0
85.0
63.0
m/z--> 20 40 60 80 100 120 140 160 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33121\
Data File : VU@42854.D

Acqg On : 31 Mar 2021 13:59

Operator : SY/MD

Sample : M1836-14 10X

Misc : 11.71g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U032421W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Naphthalene, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.230 30.81 ug/l 374317 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 Cl1l1H10 002443-46-1 94
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
Abundance Scan 4320 (15.230 min): VUO42854 D\data.ms (-4304) (- m/z 142.00 100.00%
2.0
5000
115.0
— —
63.0 15.00 15.50
39.0 89.0
Ob by S My 1759 2069 1o 141 60 92.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 —— AR
115.0 15.00 15.50
m/z 114.95  37.40%
ol 500 9 920 I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142.0
. —
15.00 15.50
m/z 139.00  12.21%
5000 115.0
39.0 P99, 890 I
L 1l 1 11 L
R T A A o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- e e
141.0 15.00 15.50
m/z 143.00 11.73%
5000 115.0
39.0 630 ggp ‘
R OV Y S AN | B A\ e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33121\
Data File : VU@42854.D

Acqg On : 31 Mar 2021 13:59

Operator : SY/MD

Sample : M1836-14 10X

Misc : 11.71g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U032421W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzocycloheptatriene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.420 16.20 ug/l 196866 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 97
2 Benzocycloheptatriene 142 C11H1e 000264-09-5 97
3 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 94
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
Abundance Scan 4379 (15.420 min): VU042854.D\data.ms (-4367) (- m/z 142.00 100.00%
142.0
5000 115.0
63.0 15.50
39.0 88.9
Ol 1581 14100 92.97%
miz--> 20 40 60 80 100 120 140 160
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 T
115.0 15.50
m/z 115.00 40.16%
s10, 710 890 I
0 ’\\\\‘\\‘\\“‘\\‘\”\‘\‘\\\‘\\\‘\“\‘\\\i\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #19230: Benzocycloheptatriene
141.0
—=5
15.50
5000 m/z 139.00 12.63%
115.0
39.0 63.0 89.0
o) PR PR H“‘v‘“‘u BV i | —
miz--> 20 40 60 80 100 120 140 160
Abundance #19232: Naphthalene, 1-methyl- T
142.0 15.50
m/z 143.00 11.41%
5000 115.0
390 630 890 |
m/z--> 20 40 60 80 100 120 140 160 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33121\
Data File : VU@42854.D

Acqg On : 31 Mar 2021 13:59

Operator : SY/MD

Sample : M1836-14 10X

Misc : 11.71g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U032421W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Naphthalene, 2,7-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.269  11.95 ug/l 145202  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 4643 (16.269 min): VU042854.D\data.ms (-4629) (- m/z 156.00 100.00%

156.0
5000
128.0 - ﬂ\ — /L
77.0 16.00 16.50
51.0
101.9
I O T P “M w‘\‘w “MLM 28l myz 140.95  72.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28483: Naphthalene, 2,7-dimethyl-
156.0
5000 e —r=
16.00 16.50
m/z 155.00 36.39%
77.0 128.0
41.0
0 ‘\‘\ T \“‘\ Pty ‘H | \‘H“ T \1\0‘2\.\0\‘\ T \‘!‘\ \‘i‘\ \‘w‘ L B R I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28485: Naphthalene, 2,3-dimethyl-
156.0 /NM
A — st
16.00 16.50
5000 m/z 127.95 17.76%
6.0 115.0
51.0 .
o2 Py
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28498: Naphthalene, 1,4-dimethyl- — —
156.0 16.00 16.50
m/z 114.95 17.24%
5000
115.0
77.0
O‘2\7\'9\‘?\]'\'9‘”H“‘\H\‘H\‘1‘\‘!‘\\‘i‘mw‘uu‘uu‘uu e e
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33121\
Data File : VU@42854.D

Acqg On : 31 Mar 2021 13:59

Operator : SY/MD

Sample : M1836-14 10X

Misc : 11.71g/5.6mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U032421W.M
. SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Naphthalene, 2,6-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.416 14.77 ug/l 179469 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 4689 (16.416 min): VU042854.D\data.ms (-4679) (-

m/z 156.00 100.00%

156.0
5000
115.0
77.0 ‘ 16.50
39.0
Y W WY w‘“‘ Ll 2079 2810 /5 140.95  87.34%
miz--> 50 100 150 200 250
Abundance #28488: Naphthalene, 2,6-dimethyl-
156.0
5000 U
16.50
115.0 m/z 154.95 31.84%
77.0 ‘
0 \‘\\39‘\0}‘ \‘h‘ \‘“H‘\ — “ \”\““\ U ‘M\ L B S S B B e
miz--> 50 100 150 200 250
Abundance #28500: Naphthalene, 1,6-dimethyl-
156.0
AWLW
16.50
5000 m/z 115.00 22.57%
770 115.0
39.0 '
[} m— I i‘ ‘\‘\ “\\H\‘ " T ““\“\‘ U ‘l“lm‘ P P
miz--> 50 100 150 200 250
Abundance #28469: Naphthalene, 2,3-dimethyl- —
141.0 16.50
m/z 128.00  18.31%
5000
76.0
S Y 1) T Y s
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33121\
Data File : VU@42854.D

Acqg On : 31 Mar 2021 13:59

Operator : SY/MD

Sample : M1836-14 10X

Misc : 11.71g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U032421W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Naphthalene, 1,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.455 8.44 ug/l 102599 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 90
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 90
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 90
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 83

Abundance Scan 4701 (16.455 min): VU042854.D\data.ms (-4696) (-  m/z 156.05 100.00%
1

56.1
5000
76.0 115. 16.50
390 I /190.0 281.( ' ,
0! bt e M/z 141,00 80.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28481: Naphthalene, 2,7-dimethyl-
156.0
5000 T
16.50
770 m/z 155.10 43.22%
. 39.0 ' 115.0
N ’\H\’HH‘HH‘H\\‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28502: Naphthalene, 1,5-dimethyl-
156.0
AWLW!
16.50
5000 ITI/Z 128.00 19.81%
77.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28477: Naphthalene, 1,6-dimethyl- —
156.0 16.50
m/z 153.00 18.99%
5000 M
77.0 1150 \
P LWV R YR 1 R i MYV 10 B AW

——
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33121\
Data File : VU@42854.D

Acqg On : 31 Mar 2021 13:59

Operator : SY/MD

Sample : M1836-14 10X

Misc : 11.71g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U032421W.M
Quant Title : 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|
2,4-Dimethylsty... 13.462 11.6 wug/l 141262 4 11.819 607493 50.0
Naphthalene, 1,... 13.632 8.4 ug/l 101893 4 11.819 607493 50.0
Naphthalene, 1,... 14.294 8.4 ug/l 102420 4 11.819 607493 50.0
Naphthalene, 1,... 14.690 16.6 wug/l 201927 4 11.819 607493 50.0
2-Propyn-1-01, ... 15.024 8.7 wug/l 105594 4 11.819 607493 50.0
Naphthalene, 1-... 15.230 30.8 wug/l 374317 4 11.819 607493 50.0
Benzocyclohepta... 15.420 16.2 wug/l 196866 4 11.819 607493 50.0
Naphthalene, 2,... 16.269 11.9 ug/l 145202 4 11.819 607493 50.0
Naphthalene, 2,... 16.416 14.8 wug/l 179469 4 11.819 607493 50.0
Naphthalene, 1,... 16.455 8.4 wug/l 102599 4 11.819 607493 50.0
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