LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43612.D

Acqg On : 07 May 2021 15:07
Operator : SY/MD

Sample : M2304-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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@43612.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 1214 1231 1244 rBV 132846 281070 34.04%  3.680%
2 5.382 1244 1257 1275 rVB 179972 364925 44.19% 4.777%
3 5.710 1342 1359 1382 rBV 158794 324735 39.32% 4.251%
4 6.256 1512 1529 1548 rBV 288494 537899 65.14% 7.042%
5 7.906 2024 2042 2059 rBV 485035 825776 100.00% 10.810%
6 9.423 2501 2514 2535 rBV 421325 675485 81.80%  8.843%
7 10.491 2833 2846 2856 rBV 22797 34046 4.12% 0.446%
8 10.639 2879 2892 2906 rBV 349727 544674 65.96% 7.130%
9 10.912 2968 2977 2985 rBV 6743 9887 1.20% 0.129%
10 11.427 3129 3137 3146 rVB3 5825 8379 1.01% 0.110%
11 11.619 3185 3197 3199 rBV2 7583 10676 1.29% 0.140%
12 11.648 3199 3206 3218 rVB 29021 44228 5.36% 0.579%
13 11.819 3246 3259 3274 rBV 400527 634176 76.80% 8.302%
14 12.015 3310 3320 3329 rBV2 11093 15453 1.87% 0.202%
15 12.105 3338 3348 3359 rVB2 51447 79949 9.68% 1.047%
16 12.214 3364 3382 3390 rBV7 7795 18713 2.27% 0.245%
17 12.308 3398 3411 3424 rVB2 26602 39801 4.82% 0.521%
18 12.578 3476 3495 3501 rBV2 36406 58220 7.05% 0.762%
19 12.619 3501 3508 3519 rvv2 41106 65399 7.92% 0.856%
20 12.690 3519 3530 3549 rVV2 124368 237719 28.79% 3.112%
21 12.767 3549 3554 3564 rVV4 5974 8351 1.01% 0.109%
22 12.870 3579 3586 3602 rVB2 16071 26234 3.18% 0.343%
23 12.980 3602 3620 3634 rBV 94647 157912 19.12% 2.067%
24 13.115 3650 3662 3674 rVB5 17281 28830 3.49% 0.377%
25 13.205 3682 3690 3698 rBV3 6590 9992 1.21% 0.131%
26 13.259 3698 3707 3713 rBV3 30578 48187 5.84% 0.631%
27 13.301 3713 3720 3729 rVB 43522 61835 7.49% 0.810%
28 13.423 3745 3758 3760 rBV6 6625 10099 1.22% 0.132%
29 13.462 3760 3770 3785 rVB3 120946 206074 24.96% 2.698%
30 13.539 3785 3794 3798 rBV4 8701 12424 1.50% 0.163%
31 13.632 3817 3823 3835 rVB6 10683 17733  2.15% 0.232%
32 13.745 3848 3858 3863 rBv2 9472 13969 1.69% 0.183%
33 13.793 3863 3873 3880 rVvw2 38196 66258 8.02% 0.867%
34 13.844 3880 3889 3898 rvww4 57501 94145 11.40% 1.232%
35 13.918 3898 3912 3915 rvw4 36395 75006 9.08% 0.982%

36 13.947 3916 3921 3937 rVB2 67083 119063 14.42% 1.559%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43612.D

Acqg On : 07 May 2021 15:07
Operator : SY/MD

Sample : M2304-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 14.066 3944 3958 3967 rBV5 12247 23417 2.84% 0.307%
38 14.124 3967 3976 3988 rVvv3 12618 24234 2.93% 0.317%
39 14.198 3988 3999 4011 rVB 123471 192995 23.37% 2.527%
40 14.295 4011 4029 4040 rBV 121531 213067 25.80% 2.789%
41 14.356 4040 4048 4057 rVW4 21593 37536 4.55% 0.491%
42 14.491 4078 4090 4099 rBV 54754 89110 10.79% 1.167%
43 14.677 4136 4148 4171 rBV2 65388 149329 18.08% 1.955%
44 14.815 4182 4191 4202 rBV2 44270 68310 8.27% 0.894%
45 14.883 4203 4212 4224 rVB2 65812 109970 13.32% 1.440%
46 14.947 4224 4232 4243 rVB5 10265 16554 2.00% 0.217%
47 15.024 4244 4256 4269 rBV3 120876 207811 25.17% 2.721%
48 15.089 4271 4276 4290 rVB4 8323 13668 1.66% 0.179%
49 15.205 4305 4312 4317 rBV3 30625 46296 5.61% 0.606%
50 15.282 4328 4336 4348 rVB4 31338 54287 6.57% 0.711%
51 15.356 4351 4359 4367 rBV6 10576 16413 1.99% 0.215%
52 15.433 4372 4383 4389 rVW4 14919 30099 3.64% 0.394%
53 15.475 4389 4396 4403 rVV4 20492 37642 4.56% 0.493%
54 15.510 4403 4407 4418 rVB7 17616 25316 3.07% 0.331%
55 15.600 4422 4435 4446 rBV6 12892 29257 3.54% 0.383%
56 15.774 4475 4489 4497 rVB7 7184 13715 1.66% 0.180%
57 15.931 4525 4538 4555 rVB5 38311 86381 10.46% 1.131%
58 16.021 4555 4566 4579 rBV8 13152 23263 2.82% 0.305%
59 16.156 4600 4608 4613 rBV7 9376 13512 1.64% 0.177%
60 16.192 4613 4619 4628 rVB3 17207 24549 2.97% 0.321%
61 16.272 4629 4644 4653 rBvV2 37848 68512 8.30% 0.897%
62 16.320 4653 4659 4671 rVB7 10926 20194 2.45% 0.264%
63 16.417 4679 4689 4699 rVB3 50892 78877 9.55% 1.033%
64 16.455 4699 4701 4717 rVB9 5272 9095 1.10% 0.119%
65 16.539 4717 4727 4735 rBV1e 7343 14392 1.74% 0.188%
66 16.622 4740 4753 4756 rBV2 18701 29705 3.60% 0.389%
67 16.651 4756 4762 4772 rVB3 30287 49815 6.03% 0.652%
68 16.793 4797 4806 4816 rBV3 23302 39189 4.75% 0.513%
69 17.105 4890 4903 4917 rBV3 7150 14832 1.80% 0.194%
Sum of corrected areas: 7638664

82U050621W.M Mon May 10 ©08:43:13 2021 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43612.D

Acqg On : 07 May 2021 15:07
Operator : SY/MD

Sample : M2304-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 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: VU043612.D\data.ms
400000
300000 6.256
200000 5.382
5.710
5.29
100000
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: VU043612.D\data.ms
7.906
9.423
400000 11.819
10.639
300000
200000
100000
12.10&
11.648
o k 10‘/‘\13 10.912 11.4271.619 12.2#2.:
T — e — — T — A
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU043612.D\data.ms
400000
300000
200000
12.690 13.462 1419895 15.024
100000 12.980
1353947 .6774.883
305 1250 13301 1318318 3154 I TR 15,8 15.931 16251 703
A g7 a‘éf& 303745/ 14080417 9089151 58E1008, 77416.0 mﬂ.m
0 L e ‘/\AT/\\ T T [ L \A‘ L A B A B B \\‘/\\ T /\\"\'_A\/‘\“/“Awd
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43612.D

Acqg On : 07 May 2021 15:07
Operator : SY/MD

Sample : M2304-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 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-ethenyl-3-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.690 18.74 ug/l 237719 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 86
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 86
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 86
5 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 83
Abundance Scan 3530 (12.690 min): VU043612.D\data.ms (-3519) (- | m/z 117.00 100.00%
117.0
5000
132.0
— 4
39.0 63.0 8.0 ‘ 12.50 13.00
\\‘\\\\‘\\\\‘\\\\“\\\\N\‘\\‘\‘Hmu‘\ii‘uuH“‘\\H‘1‘\H‘HH“H\‘M‘\‘\H’\ m/Z 114.95 36.7100
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 132.0 s AN
12.50 13.00
91.0 m/z 132.00 27.98%
51.0
H‘\H\‘%\7\.‘()\\\\“\\Hi‘\H‘\‘\‘{‘\\Tﬁ'\ﬁ)’H\\“‘H\\‘M‘\\‘HH‘\HM‘\‘H\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
— —
132.0 12.50 13.00
5000 m/z 91.00 16.38%
91.0
39.0 65.0
T T R e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A A\ ,A A
Abundance #14048: Benzene, 2-butenyl- T L B
117.0 12.50 13.00
m/z 118.00 9.81%
132.0
5000
91.0
39.0 65.0 ‘ Aj\
H_‘H_HM_H«uHqm‘wNM‘HNM‘NMH‘NMW‘ﬂMHanH,‘ AL ‘A y
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\
: VUe43612.D

: 07 May 2021 15:07

: SY/MD

: M2304-02

: 5.0mL/MSVOA_U/WATER

: 14  Sample Multiplier: 1

Library Search Compound Report

: 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

2 Benzene, 1,2,4,5-tetramethyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.980 12.45 ug/l 157912 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 97
2 o-Cymene 134 C1eH14 000527-84-4 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

Abundance Scan 3620 (12.980 min): VU043612.D\data.ms (-3602) (- | m/z 119.00 100.00%
119.0
5000 /\
390 910 T \A T T T \/\ \J\\
Tl T o5
\\\‘\\\\“\\“1‘\“1‘\\\H‘\\1\“1‘\\\“\\\‘\‘\\\\ m/Z 134.05 46.05%
miz--> 20 40 60 80 100 120 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 ]\\ /\\ T T T T j\
13.00
91.0 m/z 91.00 18.48%
39.0 65.0
\1\5\.0‘ T \“‘\ \“\‘\ “\“\ T \““ T “\‘\ \‘\‘l T \1??‘0\ T
miz--> 20 40 60 80 100 120 140
Abundance
119.0
ALLL,
13.00
5000 m/z 39.00 11.03%
91.0
410 650 135.0
B o A o B e e
miz--> 20 40 60 80 100 120 140
Abundance #14870: Benzene, 1,2,3,5-tetramethyl- : ‘”f“‘
119.0 13.00
m/z 133.05 10.65%
5000
39.0 91.0
65.0 135.0 Nj\
T W“‘u“ﬁ“‘w“Jﬂ‘ w“‘w“‘ﬁl“ﬁh“ — L ‘A‘ ‘AA ‘"A ‘
m/z--> 20 40 60 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@43612.D

Acqg On : 07 May 2021 15:07
Operator : SY/MD

Sample : M2304-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 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 3 3-Phenylbut-1-ene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.462 16.25 ug/l 206074 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 78
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 76
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1OH12 000874-35-1 74
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 64
Abundance Scan 3770 (13.462 min): VU043612.D\data.ms (-3760) (- | m/z 117.00 100.00%
11y7.0
5000 1320
91.0 A L A
51.0 ‘ ‘ 13.50
\\‘HH‘H\\‘H\\“‘H\\M“\\‘\“\‘H\\Zﬂi.‘}g“\H\“\H\‘M‘H‘H!MH\M\‘!H‘H m/Z 119.00 37.2600
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14033: 3-Phenylbut-1-ene
117.0
5000 A \’/\\ f ‘K\A\
13.50
91.0 132.0 m/z 132.00  36.89%
390 g50 M
H‘H\\‘H\\‘HH“H\\M“\\\‘\H‘\\‘\HH“\H\“iH\‘M‘H‘HH‘HH“\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
JI Y.
132.0 13.50
5000 m/z 115.00 36.11%
91.0
51.0
27.0 74.0
T T T e R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ jJ\ M
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl- e
117.0 13.50
m/z 131.00 20.76%
5000 132.0
39.0 91.0
b - I
‘wHuwuhumhuuMHWNM_mMHHwH‘NmWHHMNMMHM‘ AL J¥K‘
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@43612.D

Acqg On : 07 May 2021 15:07

Operator : SY/MD

Sample : M2304-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 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 4 Benzene, (3-methyl-2-butenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.844 7.42 ug/l 94145 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 64
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 64
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 50
4 Benzene, (2-methyl-1-butenyl)- 146 C1l1H14 056253-64-6 50
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 50

Abundance Scan 3889 (13.844 min): VU043612.D\data.ms (-3880) (- | m/z 133.00 100.00%
138.0
5000 Jk
]
390 649 ‘ 13.50 14.00
\\\\‘\\\\“‘\\M W\‘ \H‘\\“ “‘\‘\\H‘ ‘\ \1\6?\0\ m/Z 131.09 83.8400
m/z--> 60 80 100 120 140 160
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000 1
13.50 14.00
39.0 m/z 146.00  34.32%
‘ 65.0
\\\\‘\\ H“ ““\“ }\\“\\1\“‘”‘]\-1\-4‘\"‘0\ 1\8.\q‘\\
m/z--> 60 80 100 120 140 160
Abundance
131.0
e
91.0 13.50 14.00 .
5000 m/z 115.00 27.72%
51.0
27.0
74.0 113,0
I T I o e T
miz--> 20 40 60 80 100 120 140 160 M
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro- L
131.0 13.50 14.00
m/z 91.00 26.21%
5000
91.0 AfAJAA
w | M
Ly 0 o AV
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@50721\
Data File : VU@43612.D

Acqg On : 07 May 2021 15:07
Operator : SY/MD

Sample : M2304-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 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 5 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.947 9.39 ug/l 119063 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 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 87
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 81

Abundance Scan 3921 (13.947 min): VU043612.D\data.ms (-3916) (- | m/z 131.00 100.00%
1

31.0
5000 M
115.0 146.0 /\/\ =

w00 642 91‘-0 | ‘ 14.00
I \“ T \“\‘ \“ ‘\“\ ‘\‘\“‘ T ‘”\‘\ T !“ \“\H‘\ T T m/Z 146.00 24.6700
m/z--> 20 40 60 80 100 120 140
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
14.00
146.0

m/z 115.00 21.71%

115.0
390 g0 910 | “

240 1
miz--> 20 40 60 80 100 120 140
Abundance
131.0 M
e

14.00
m/z 91.00 15.53%
5000 146.0 /
39.0 910 1150
24.0 63.0
X VEES RS S MRS 1| RS A
m/z--> 20 40 60 80 100 120 140 M/J\
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro- L
131.0 14.00

m/z 128.00  14.60%

146.0
5000
o 910 150 M
\.\ il 76\10 \‘\ iyl M\ \M il /\‘J\‘ —H

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@43612.D

Acqg On : 07 May 2021 15:07

Operator : SY/MD

Sample : M2304-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 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 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14108 15.22 ug/l 192995  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

002461-34-9 70
000530-93-8 58
022364-68-7 50
020071-09-4 35

2 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C1@H100
3 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H100
4 2-Methylbenzyl cyanide 131 C9H9N

5 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C16H16

Abundance Scan 3999 (14.198 min): VU043612.D\data.ms (-3988) (- | m/z 104.00 100.00%
104.0
5000 146.1
131.0 — e
390 g30 780 ‘ ‘ 14.00 14.50
w‘kuubuuwm‘NWWHJMHHM‘HJLW‘WMHﬂMmHmmM_H m/z 146.05  44.50%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance  #21659: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0 ”ﬂﬂ/q ‘ ‘ A\ﬁ
14.00 14.50
131.0 m/z 90.95 32.90%
90 e300
L L, | 1l M , I AL il
\‘HH’H\\‘\H\‘HH‘HH‘HH’HH‘HH‘\ H‘\\H‘HH’HH‘HH‘H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance
A ML
C =
14.00 14.50
5000 146.0 m/z 131.00  23.23%
39.0 58.0 78.0 119.0
L T
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #21571: 2(1H)-Naphthalenone, 3,4-dihydro- —— e
104.0 14.00 14.50
146.0 m/z 114.95  23.21%
5000
90 S0 MO | o
PO | PN L L i 1
e e e e e po =
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 14.00 14.50

82U050621W.M Mon May 10 ©8:43:19 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43612.D

Acqg On : 07 May 2021 15:07
Operator : SY/MD

Sample : M2304-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 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 7 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.295 16.80 ug/l 213067 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 93
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 91
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 90
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 81
Abundance Scan 4029 (14.295 min): VU043612.D\data.ms (-4011) (- | m/z 131.00 100.00%
131.0
w M J\\A j\
91.0 A viu
39.0 @29 ‘ 14.00 14.50
\\\‘\\\\“‘\\“i‘\“‘\”\\‘\“‘\\‘i\“M\‘J\-]T \‘:‘L\‘\s'\l\’\\\ m/Z 146.05 33.4500
m/z--> 20 40 60 80 100 120 140 160
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 /\A
5000 Uk/\ i T ﬂ\“p\
14.00 14.50
m/z 117.00 31.02%
39.0 91.0
63.0
LI ‘\‘i T \“‘\ \“\‘\ ‘W\H \“ T \‘\ T ‘ \‘]\-J\-«‘.‘O\‘M T ‘1‘\ \9\.(\)’ L
miz--> 20 40 60 80 100 120 140 160
Abundance j\
131.0
L VAT ‘4W¢/¥”
91.0 14.00 14.50
5000 m/z 114.95 27 .54%
51.0
27.0
74.0 113.0
T e e e e e e
miz--> 20 40 60 80 100 120 140 160
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl- po s
131.0 14.00 14.50
m/z 90.95 26.35%
5000 91.0
39.0
EQ?‘\‘qh‘m‘ﬂﬁhwm‘wm‘ﬂu‘ﬁw S A e A
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@43612.D

Acqg On : 07 May 2021 15:07
Operator : SY/MD

Sample : M2304-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 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 7
R.T. EstConc Area Relative to ISTD R.T.
14.677 11.77 ug/l 149329 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 93
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 87
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 83
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 81
Abundance Scan 4148 (14.677 min): VU043612.D\data.ms (-4136) (- | m/z 131.00 100.00%
131.0
- J\\K MA
1450 1500
389 63.0 ‘ - :
e J, PR ‘}\“1‘??“1‘ 2988 m/z 146.00  32.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 J\/\
5000 ‘ Jk/\ ‘ /\
14.50 15.00
91.0 m/z 115.00 23.02%
39.0 ‘
\\\\‘\‘\\\“\\“\‘\“U\\\’\\\\‘\\\‘U‘\‘M\‘}M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
et
910 14.50 15 00 .
5000 m/z 128.95 20.03%
39.0
15.0 65.0
R L R o Rmmma E e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl- o
131.0 14.50 1500
m/z 128.00 17.80%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

82U050621W.M Mon May 10 08:43:20 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43612.D

Acqg On : 07 May 2021 15:07
Operator : SY/MD

Sample : M2304-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 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 Benzene, 2-ethenyl-1,3,5-tr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.883 8.67 ug/l 109970 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 76
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 70
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
4 Benzene, (1l-methyl-1-butenyl)- 146 C1l1H14 053172-84-2 58
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 52
Abundance Scan 4212 (14.883 min): VU043612.D\data.ms (-4203) (- | m/z 131.00 100.00%
131.0
5000
91'0 T T T M
39.0 63.0 ‘ ‘ JM 160.0 14.50 15.00
\H’\H\“‘H“\‘\‘w\‘\ \““H‘M“WHU“\ h\ M‘\H‘JHH‘ m/Z 145.00 45.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
5000 91.0 [\ - —
14.50 15.00
39.0 m/z 146.00 34.63%
i L)
\1\5\-(’)\‘\ T i‘\ \“M\ “M\H ‘\‘H‘ T H T “‘\“\ T \“‘ T T ‘ \‘\ T ’ L
miz--> 20 40 60 80 100 120 140 160
Abundance
131.0
el
14.50 15.00
5000 91.0 m/z 115.00 24 .59%
39.0 65.0
L I e e
miz--> 20 40 60 80 100 120 140 160
Abundance #21631: Benzene, (3-methyl-2-butenyl)- VAR s
131.0 14.50 15.00
m/z 129.00 20.87%
91.0
5000
41.0 65.0
SO OO = RO (P 2 7
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@43612.D

Acqg On : 07 May 2021 15:07
Operator : SY/MD

Sample : M2304-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 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 3
R.T. EstConc Area Relative to ISTD R.T.
15.025 16.38 ug/l 207811 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 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
4 2-Propyn-1-0l, 3-(4-methylphenyl)- 146 C10H100 016017-24-6 64
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 62

Abundance Scan 4256 (15.024 min): VU043612.D\data.ms (-4244) (- | m/z 131.00 100.00%

131.0
5000
105. A
e AN N

390 770 ‘ 15.00
160.1 -
\H\‘HH“‘\\“‘\‘\““U\‘\‘\‘h‘\M\“‘\‘H \M“H\iuu‘uuz‘O\?.\q m/Z 118.00 64.7600
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
Bl
5000 T T ‘ T T T T ‘
105.0 15.00
m/z 146.05 57.29%
39.0 770 ‘ /
\\\\‘\‘\\\“‘\\“U\““\‘\\‘\“‘\\‘\\“‘\\\ \‘\M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
AR
15.00
5000 m/z 117.00 39.04%

39.0 91.0
15.0 63.0
R e e L B e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 pjxvﬁv\ﬂ ﬂﬂJ\A,JA
Abundance #21630: Benzene, (3-methyl-2-butenyl)- \ e O
131.0

15.00
m/z 115.00 33.27%
91.0
5000
39.0
15.0 65.0 |
i
e P

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@43612.D

Acqg On : 07 May 2021 15:07
Operator : SY/MD

Sample : M2304-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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, 1l-ethe... 12.690 18.7 ug/l 237719 4 11.819 634176 50.0
Benzene, 1,2,4,... 12.980  12.4 ug/l 157912 4 11.819 634176 50.0
3-Phenylbut-1-ene 13.462 16.3 ug/l 206074 4 11.819 634176 50.0
Benzene, (3-met... 13.844 7.4 ug/l 94145 4 11.819 634176 50.0
1H-Indene, 2,3-... 13.947 9.4 ug/l 119063 4 11.819 634176 50.0
Naphthalene, 1,... 14.198 15.2 ug/l 192995 4 11.819 634176 50.0
1H-Indene, 2,3-... 14.295 16.8 ug/l 213067 4 11.819 634176 50.0
1H-Indene, 2,3-... 14.677 11.8 ug/l 149329 4 11.819 634176 50.0
Benzene, 2-ethe... 14.883 8.7 wug/l 109970 4 11.819 634176 50.0
Naphthalene, 1,... 15.025 16.4 ug/l 207811 4 11.819 634176 50.0
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