LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43616.D

Acqg On : 07 May 2021 16:40

Operator : SY/MD

Sample : M2304-06

Misc : 5.0mL/MSVOA_U/WATER OWL-C7-GW

ALS Vvial : 18 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\82U050621W.M

Title : SW846 8260

Signal : TIC: VU@43616.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.787 127 139 150 rVB5 6246 10832 1.29% 0.158%
2 2.761 432 442 461 rBV 6769 13196 1.57% 0.192%
3 5.298 1212 1231 1244 rBV 135525 281658 33.45% 4.099%
4 5.382 1244 1257 1277 rVB 187231 379997 45.13% 5.530%
5 5.710 1345 1359 1382 rBV 161702 324201 38.50% 4.718%
6 6.256 1513 1529 1547 rBV 294968 552193 65.58% 8.036%
7 7.906 2025 2042 2059 rBV 492801 842015 100.00% 12.254%
8 8.260 2141 2152 2166 rVVv8 4319 11142 1.32% 0.162%
9 9.423 2496 2514 2535 rBV 424575 694047 82.43% 10.100%
10 10.491 2837 2846 2854 rBV2 10904 16168 1.92% 0.235%
11 10.639 2880 2892 2908 rBV 351847 562880 66.85% 8.192%
12 11.427 3128 3137 3147 rBV2 7834 11759 1.40% 0.171%
13 11.616 3185 3196 3201 rBV3 5936 9937 1.18% 0.145%
14 11.648 3201 3206 3216 rVB2 12445 17859 2.12% 0.260%
15 11.819 3247 3259 3274 rBV 421917 667454 79.27%  9.713%
16 12.015 3308 3320 3329 rVB2 12434 18634 2.21% 0.271%
17 12.105 3329 3348 3359 rVW3 59460 93517 11.11% 1.361%
18 12.189 3362 3374 3391 rVB9 4708 10885 1.29% 0.158%
19 12.308 3399 3411 3422 rBV2 25060 39457 4.69% 0.574%
20 12.578 3485 3495 3501 rBV 35241 52034 6.18% 0.757%
21 12.619 3501 3508 3520 rVVv2 32228 52488 6.23% 0.764%
22 12.690 3520 3530 3547 rVV 121609 207457 24.64% 3.019%
23 12.767 3547 3554 3563 rVB4 6228 9029 1.07% 0.131%
24 12.873 3579 3587 3601 rVB2 21241 33853 4.02% 0.493%
25 12.980 3601 3620 3632 rBV 83893 144672 17.18%  2.105%
26 13.121 3653 3664 3676 rVB6 10353 18258 2.17% 0.266%
27 13.259 3698 3707 3715 rVV3 23259 37816 4.49%  0.550%
28 13.301 3715 3720 3726 rVV2 11285 16352 1.94% 0.238%
29 13.336 3726 3731 3740 rVB5 6600 9582 1.14% 0.139%
30 13.462 3759 3770 3786 rVB3 156600 266249 31.62%  3.875%
31 13.536 3786 3793 3799 rBvV3 7181 9646 1.15% 0.140%
32 13.632 3817 3823 3832 rVB6 8495 13579 1.61% 0.198%
33 13.790 3863 3872 3880 rBV4 10793 18079 2.15% 0.263%
34 13.844 3880 3889 3897 rVW4 39059 62339 7.40% 0.907%
35 13.893 3897 3904 3905 rvVv 13714 15847 1.88% 0.231%
36 13.918 3906 3912 3915 rWw 27018 39180 4.65% 0.570%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43616.D

Acqg On : 07 May 2021 16:40
Operator : SY/MD

Sample : M2304-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 18 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\82U050621W.M
Title : SW846 8260
37 13.947 3916 3921 3944 rVB4 51545 107218 12.73% 1.560%
38 14.066 3944 3958 3966 rBvV4 7918 13959 1.66% 0.203%
39 14.124 3967 3976 3986 rVB6 12698 20293 2.41% 0.295%
40 14.198 3987 3999 4012 rBvV 90880 142142 16.88% 2.069%
41 14.295 4012 4029 4040 rBV 80187 142100 16.88% 2.068%
42 14.353 4040 4047 4058 rVB5 13213 19138 2.27% 0.279%
43 14.491 4079 4090 4098 rBv2 24786 41316 4.91% 0.601%
44 14.674 4137 4147 4172 rVB4 29965 67338 8.00% 0.980%
45 14.816 4182 4191 4201 rBV2 39319 60278 7.16% 0.877%
46 14.886 4204 4213 4226 rVV3 48690 85732 10.18% 1.248%
47 15.025 4245 4256 4267 rBV2 79413 130738 15.53% 1.903%
48 15.208 4306 4313 4315 rBV6 9856 11371 1.35% 0.165%
49 15.282 4328 4336 4346 rVB6 15357 25945 3.08% 0.378%
50 15.433 4372 4383 4391 rVV4 16632 35107 4.17% 0.511%
51 15.478 4391 4397 4402 rVWV7 10997 18184 2.16% 0.265%
52 15.513 4402 4408 4418 rVB7 14018 23033 2.74% 0.335%
53 15.603 4421 4436 4445 rVB8 8529 18089 2.15% 0.263%
54 15.931 4526 4538 4555 rBV5 21156 48278 5.73% 0.703%
55 16.021 4555 4566 4580 rVB7 13113 24476 2.91% 0.356%
56 16.156 4601 4608 4613 rBV7 7591 11847 1.41% 0.172%
57 16.192 4613 4619 4628 rVB 15814 23939 2.84% 0.348%
58 16.269 4628 4643 4652 rBvV2 23377 42799 5.08% 0.623%
59 16.417 4679 4689 4698 rVB3 28108 44264 5.26% 0.644%
60 16.536 4715 4726 4738 rBV6 7891 14961 1.78% 0.218%
61 16.623 4743 4753 4756 rVV4 16757 25784 3.06% 0.375%
62 16.655 4757 4763 4773 rVB3 26432 42463 5.04% 0.618%
63 16.793 4797 4806 4816 rBV3 24835 40565 4.82% 0.590%
64 17.105 4892 4903 4916 rBV3 8939 17325 2.06% 0.252%
65 17.552 5035 5042 5050 rVB5 5811 8449 1.00% 0.123%
Sum of corrected areas: 6871422
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43616.D

Acqg On : 07 May 2021 16:40
Operator : SY/MD

Sample : M2304-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.M
Quant Title : SW846 8260

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

Abundance TIC: VU043616.D\data.ms
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5.29

100000

1.787 2.761

A
U B L L L L L L L L I L L L L L L I L B B

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance TIC: VU043616.D\data.ms
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Abundance TIC: VU043616.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43616.D

Acqg On : 07 May 2021 16:40
Operator : SY/MD

Sample : M2304-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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 Benzene, 1,4-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.105 7.01 ug/l 93517 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 87
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 83
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 70
4 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 55
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 55
Abundance Scan 3348 (12.105 min): VU043616.D\data.ms (-3329) (- | m/z 117.00 100.00%
111.0
5000 91.0 134.0 /\}
39.0 62.9 [ \A\ T
‘ M “ I | 12.00 12.50
H‘HH‘HH‘HH“H\\‘“\\H\MH\‘\‘\‘H“HH‘\H\‘\1\\‘\\\l\\\\“\‘\\‘\\ m/z 119.09 98.1300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14840: Benzene, 1,4-diethyl-
105.0
5000 ‘ A /\ e
134.0 12.00 12.50
7.0 m/z 105.08  97.68%
70 |
H‘HH‘HH‘HH“‘H\\}“\H‘H‘H‘\H!‘HH‘M‘H\‘\H1\‘\\‘\\}\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0 /\
— —
12.00 12.50
5000 ITI/Z 118.10 49,97%
91.0
390 630
15.0
R AARaa N L A e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #8966: Benzene, cyclopropyl- i A y
117.0 12.00 12.50
m/z 134.00 44.08%
5000 91.0
51.0
30 O W 1 W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43616.D

Acqg On : 07 May 2021 16:40
Operator : SY/MD

Sample : M2304-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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 Indan, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.690 15.54 ug/1l 207457 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 87
2 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 86
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 83
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 80
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 80
Abundance Scan 3530 (12.690 min): VU043616.D\data.ms (-3520) (- | m/z 116.95 100.00%
117.0
5000
132.0
39.0 63.0 QTO ‘ 1250 1300
\\\’\\H‘\H\’\H\“\H\HH\‘\‘\‘\‘H‘H\‘H\\\\‘\H\‘HH‘H}\‘HH"‘HH‘\ m/z 115.06 35-6700
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14030: Indan, 1-methyl-
117.0
5000 —r JLA‘
12.50 13.00
610 132.0 m/z 132.60  27.01%
g0 B0 @0 N0 |
I | | I |
\\\’\\H‘\H\’\H\‘\H\‘H\\‘\\H‘HH’\\\\‘\H\‘HH‘HH‘HH’HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
12.50 13.00
5000 132.0 m/z 90.95 16.09%
91.0
27.0 510 74.0
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /&
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 1250 1300
m/z 118.00 10.26%
132.0
5000
91.0
e Mmoo il )
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
: VU043616.D

: 07 May 2021 16:40

: SY/MD

: M2304-06

: 5.0mL/MSVOA_U/WATER

: 18 Sample Multiplier:

Library Search Compound Report

1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.M

. SW846 8260

¢ 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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.980 10.84 ug/l 144672  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 3620 (12.980 min): VU043616.D\data.ms (-3601) (- | m/z 119.00 100.00%
119.0
5000 j\
91.0 : s
357.0 650 || 1350 13.00
\\\’\\\\“\\“i‘\‘w\\\”’\\1\“1‘\\1“‘\\\‘\‘\\\\ m/Z 134.05 45.7100
miz--> 20 40 60 80 100 120 140
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 A ]
13.00
m/z 91.00 18.75%
39.0 65.0 91.0 135.0
\1\5\.0’\‘\\\“"\\‘\‘\“\.\\\“’\\\\“\‘\\‘\‘l\\\‘\.‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
119.0
Mip e,
13.00
5000 m/z 39.00 10.33%
91.0
150 390 650 135.0
L A T
m/z--> 20 80 100 120 140
Abundance #14811: o-Cymene K«c ‘ P‘?ﬂ%ﬂ‘
119.0 13.00
m/z 77.00 10.06%
5000
s % e
. 65.0
m/z--> 20 40 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43616.D

Acqg On : 07 May 2021 16:40
Operator : SY/MD

Sample : M2304-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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 4 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.462 19.95 ug/l 266249 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 90
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 78
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 76
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 76
Abundance Scan 3770 (13.462 min): VU043616.D\data.ms (-3759) (- | m/z 117.00 100.00%
11y7.0
5000
132.1
610 ]
51.0 ‘ ‘ ‘ 13.50
\\‘H\\‘HH‘H\\“H\\H“H\‘\m\\‘\HP\‘\H\‘\H\‘\\H‘HH‘\H‘M\‘!H‘H m/z 132.05 32-5100
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000 T (A
91.0 13.50
51.0 m/z 114.95 32.46%
27.0 | ‘
\\‘H\\‘H\‘\‘H\\“H\\}UH‘\H‘H\\‘\H\‘\H\‘\H\‘H\‘H‘\H!‘\H‘U‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0 M
\ ot Jlon
13.50
5000 m/z 119.00 27.26%
91.0 132.0
39.0 650
T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)- A 5
117.0 13.50
m/z 130.95 17.38%
132.0
5000
91.0
27.0
H‘HH‘HJWH‘«H‘AMHwﬁw‘_dhwu‘_‘uuﬁu‘uw‘uwwu‘wu 'A/LAJ\A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43616.D

Acqg On : 07 May 2021 16:40

Operator : SY/MD

Sample : M2304-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.M

. SW846 8260

¢ 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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.947 8.03 ug/l 107218 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 93
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90

5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 90
Abundance Scan 3921 (13.947 min): VU043616.D\data.ms (-3916) (- | m/z 131.00 100.00%
131.0
- /\ M
115.0 180 = LI
91.0 :
38.9 64.2 | ‘ “ ‘ 14.00
‘“"‘uu“ww‘w‘uﬁw“““w“!“ﬂh“v;u“ m/z 146.00  24.87%
miz--> 20 40 60 80 100 120 140
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 T AA/K
14.00
o 146.0 m/z 129.00  17.49%
39.0 a0 91.0 : ‘
\2‘4\.9\ \“ T \“\‘\ ‘W'\‘\ \“ T \‘\ T ‘ \‘\ \H ‘ \‘U‘! T ‘ \“\ T
miz--> 20 40 60 80 100 120 140
Abundance
131.0
LAV Ll VA,
14.00
5000 146.0 ITI/Z 115.00 16.67%
39.0 65.0 91.0 115.0
e R L T a2
m/z--> 20 40 60 80 100 120 140 M M
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl- e e
131.0 14.00
m/z 91.00 13.58%
5000
91.0 146.0
39.0 640 ‘ 1150 ‘
\‘\M\\‘V\HM\‘W\\\H \\\\‘W\\MH\‘WE\‘JH\\ e
m/z--> 20 40 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43616.D

Acqg On : 07 May 2021 16:40
Operator : SY/MD

Sample : M2304-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.198 10.65 ug/l 142142  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 94
2 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10H100 002461-34-9 62
3 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H1e0 000530-93-8 58
4 2-Methylbenzyl cyanide 131 CY9HSN 022364-68-7 50
5 1,3-Propanediamine, 2-phenyl- 150 C9H14N2 055165-09-8 35
Abundance Scan 3999 (14.198 min): VU043616.D\data.ms (-3987) (- | m/z 104.00 100.00%
104.0
5000 146.1
— ey
78.0 H m 12@-0 14.00 14.50
\’\\\\‘\\\\“‘\\‘\\FU\\\H’\\W\‘ T “\‘\‘1\‘”1”\\\ m/Z 146.05 45.6500
m/z--> 0 20 40 60 80 100 120 140
Abundance  #21665: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0 W/\ ‘ ‘ A J\
14.00 14.50
39.0 m/z 90.95 33.92%
150 | ‘ 78.0 1280
\’\\\\‘\h‘\\“”‘\‘q‘\‘\\\’\\}\“‘\\}h‘\‘l‘\\‘\“\\\
miz--> 0O 20 40 60 80 100 120 140
Abundance
104.0 M
— Py
14.00 14.50
5000 146.0 m/z 115.0 23.79%
39.0 580 78.0
128.0
e e e T e e e
miz--> 0O 20 40 60 80 100 120 140 M
Abundance #21572: 2(1H)-Naphthalenone, 3,4-dihydro- -
104.0 1400 1450
m/z 131.00 22.71%
146.0
5000
390 58.0 78.0 A j\
iyl 11280 ) s A
m/z--> 0 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43616.D

Acqg On : 07 May 2021 16:40

Operator : SY/MD

Sample : M2304-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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 7 Benzene, (3-methyl-2-butenyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.295 10.64 ug/l 142100 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
3 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 87
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 87
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 86

Abundance Scan 4029 (14.295 min): VU043616.D\data.ms (-4012) (- | m/z 131.00 100.00%
131.0
5000
91.0 1150
—r— e
51.0 73 ‘ 7 H 14\‘7.0 14.00 14.50
‘H‘““H“N““J“MP‘HH““1‘”H,““!“,MH,H m/z 146.85 33.81%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21631: Benzene, (3-methyl-2-butenyl)-
131.0
NN
5000 e P
14.00 14.50
m/z 117.00 31.29%
41.0 65.0 115.0 147.0
T \‘\‘\ \““\ \“\“\“‘1“}‘\ \““ T \‘1 T ‘H‘\ \H" \‘EH ™ \H\ L
m/z--> 20 40 60 80 100 120 140 160
Abundance
131.0
VT g
14.00 14.50
5000 m/z 90.95 27.20%
91.0 4150
51.0 75.0 147.0
T e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #21579: 1H-Inden-1-one, 2,3-dihydro-2-methyl- — ‘J}Vﬂfﬁw
131.0 14.00 14.50
m/z 114.95 26.17%
5000
103.0
39.0 77.0 ‘
58. 147.0 m
H‘““\"M;‘\ﬂ\”n“\‘HM‘H‘\UH‘\" M "\H"H /\/\
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@50721\
Data File : VU@43616.D

Acqg On : 07 May 2021 16:40
Operator : SY/MD

Sample : M2304-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.674 5.04 ug/1 67338 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 90
4 Benzene, (1l-methyl-1-butenyl)- 146 C1l1H14 053172-84-2 87
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
Abundance Scan 4147 (14.674 min): VU043616.D\data.ms (-4137) (- | m/z 130.95 100.00%
130.9
AJM MK
ey
389 629 “ m 160.1 14.50 15.00
‘H“““u““ﬂwm“““““ﬂ LA 8" m/z 146.00  30.75%
miz-> 20 40 60 100 120 140 160
Abundance #21646:lH%ndene,23—mhydmr12—mnuﬂhyk
131.0
5000 ‘ f\\A /\ T
14.50 15.00
39.0 91.0 L m/z 115.00  26.20%
: 63.0
\H\‘\‘V\ \‘|‘\ \“i‘\ “H‘ T \“ T \‘\ T “\'1\ AH ‘M T ‘1‘\ \g\'(\)‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance
131.0
e o
14.50 15.00
5000 91.0 m/z 129.05 20.95%
39.0 65.0
L i o
miz--> 20 40 60 80 100 120 140 160 AM
Abundance #21630: Benzene, (3-methyl-2-butenyl)- e A0 Ay
131.0 14.50 15.00
m/z 128.00 16.77%
91.0
5000
39.0
‘ 65.0 /\m
H“_Hm‘mw‘uw_uwx%l?!*ﬂ" SR sl v
m/z--> 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@50721\
Data File : VU@43616.D

Acqg On : 07 May 2021 16:40
Operator : SY/MD

Sample : M2304-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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 9 Benzo[c]thiophene, 1,3-dihy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.886 6.42 ug/l 85732 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 50
2 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 42
3 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 42
4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14 004489-84-3 42
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 38
Abundance Scan 4213 (14.886 min): VU043616.D\data.ms (-4204) (- | m/z 135.00 100.00%
135.0
5000
— 0
14.50 15.00
m/z 131.00  84.94%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16365: Benzolc]thiophene, 1,3-dihydro-
1 /\ ﬂkNJ&m
5000 . LA
14.50 15.00
91.0 m/z 136.00 72.71%
39.0 67.0
\\\‘\\\\“\‘\“\\"‘\“P\\“\\“\\‘]_\0\8.\0\’\\\ “\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance
131.0
— A
14.50 15.00
5000 91.0 m/z 90.95 46.11%
39.0
65.0
15.0 148.0
e R
m/z--> 20 40 60 80 100 120 140 160
Abundance #16364: Benzo[b]thiophene, 2,3-dihydro- L —
135.0 14.50 15.00
m/z 145.00 42.27%
5000 91.0
39.0 67.0
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@50721\
Data File : VU@43616.D

Acqg On : 07 May 2021 16:40
Operator : SY/MD

Sample : M2304-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.025 9.79 ug/l 130738 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 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64
5 2-Propyn-1-o0l, 3-(4- methylphenyl)- 146 C10H100 016017-24-6 64
Abundance Scan 4256 (15.025 min): VU043616.D\data.ms (-4245) (- | m/z 131.00 100.00%
131.0
5000
105.0
oo 769 VANT VN
: ‘1601 15.00
92 2089 118,00 71.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 /\ T T T /\\“\ \f‘/\
15.00
m/z 146.05 60.80%
\‘“!\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0 j\ /\
VTV
15.00
m/z 117.00 38.17%
5000 105.0 /
39.0 77.0
B B T R L e EmanE e
miz--> 20 40 60 80 100 120 140 160 180 200 MVJ\A M M//\
Abundance #21630: Benzene, (3-methyl-2-butenyl)- AN M R
131.0 15.00
m/z 115.00 37.06%
91.0
5000
39.0
15.0 65.0 ‘
e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43616.D

Acqg On : 07 May 2021 16:40
Operator : SY/MD

Sample : M2304-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U050621W.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|
Benzene, 1,4-di... 12.105 7.0 ug/l 93517 4 11.819 667454 50.0
Indan, 1-methyl- 12.690 15.5 wug/l 207457 4 11.819 667454 50.0
Benzene, 1,2,4,... 12.980 10.8 ug/l 144672 4 11.819 667454 50.0
Benzene, 2-ethe... 13.462 19.9 ug/l 266249 4 11.819 667454 50.0
1H-Indene, 2,3-... 13.947 8.0 ug/l 107218 4 11.819 667454 50.0
Naphthalene, 1,... 14.198 10.7 ug/l 142142 4 11.819 667454 50.0
Benzene, (3-met... 14.295 10.6 ug/l 142100 4 11.819 667454 50.0
1H-Indene, 2,3-... 14.674 5.0 ug/l 67338 4 11.819 667454 50.0
Benzo[c]thiophe... 14.886 6.4 ug/l 85732 4 11.819 667454 50.0
Naphthalene, 1,... 15.025 9.8 ug/l 130738 4 11.819 667454 50.0
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