LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 33 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SFAMUTR122123WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@57260.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.358 15 21 34 rVB2 21486 24263 3.07% 0.195%
2 1.518 66 71 78 rVB 15629 16281 2.06% 0.131%
3 1.599 85 96 108 rVB 128963 155978 19.74%  1.255%
4 1.911 185 193 209 rVB 88538 121287 15.35% 0.976%
5 2.563 384 396 412 rVB 176012 289057 36.58%  2.325%
6 3.132 563 573 583 rBV2 10675 20378 2.58% 0.164%
7 3.361 630 644 658 rBV3 8814 19829 2.51% 0.160%
8 4.634 1028 1040 1083 rBV 67509 247397 31.31%  1.990%
9 5.055 1155 1171 1204 rVB2 146242 336702 42.61% 2.709%
10 5.721 1355 1378 1407 rBV2 279572 724432 91.68% 5.828%
11  6.245 1527 1541 1563 rBV 195978 381289 48.25% 3.067%
12 6.682 1664 1677 1696 rBV 170871 340185 43.05% 2.737%
13 7.560 1938 1950 1964 rBV 77133 141113 17.86% 1.135%
14  7.894 2041 2054 2069 rBV 312977 554276 70.15%  4.459%
15 7.968 2071 2077 2086 rVB3 6442 10910 1.38% ©0.088%
16 8.177 2128 2142 2159 rBV 48600 89151 11.28% 0.717%
17 8.467 2222 2232 2246 rVB4 6040 10703 1.35% 0.086%
18 8.631 2271 2283 2322 rBV2 324420 662598 83.86% 5.330%
19 9.412 2509 2526 2549 rBV 291382 502246 63.56% 4.040%
20 9.595 2567 2583 2594 rBV4 5899 10655 1.35% ©0.086%
21  9.695 2602 2614 2628 rVBS8 5995 12380 1.57% 0.100%
22 10.100 2734 2740 2757 rVB6 4524 8800 1.11% 0.071%
23 10.750 2931 2942 2956 rBvV2 123793 204489 25.88% 1.645%
24 10.888 2975 2985 2997 rVB4 9104 16178 2.05% 0.130%
25 11.605 3198 3208 3219 rBV3 10013 16342 2.07% 0.131%

26 11.807 3258 3271 3285 rBV 288278 468304 59.27%
27 12.000 3321 3331 3340 rBv4 14607 23572 2.98%
28 12.087 3340 3358 3371 rBV2 68698 134791 17.06%
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29 12.187 3377 3389 3407 rVB 326993 555032 70.24% 465%
30 12.296 3413 3423 3436 rVB2 54189 84239 10.66% 678%
31 12.547 3488 3501 3507 rBV6 6540 12765 1.62% ©.103%
32 12.605 3508 3519 3533 rBV3 76816 129531 16.39% 1.042%
33 12.676 3533 3541 3547 rBV4 9228 14847 1.88% 0.119%
34 12.756 3559 3566 3573 rVB4 12945 18888 2.39% ©0.152%
35 12.859 3582 3598 3612 rVB3 46086 88670 11.22% 0.713%
36 12.936 3612 3622 3629 rBV2 27681 45366 5.74%  ©.365%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 33 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SFAMUTR122123WMA.M
Title : TRACE VOA SFAM1.0
37 13.029 3645 3651 3661 rVB5 9294 13406 1.70% 0.108%
38 13.110 3667 3676 3687 rVB 41557 62714 7.94% 0.504%
39 13.245 3703 3718 3725 rBV 85499 140429 17.77% 1.130%
40 13.286 3725 3731 3736 rVV2 47127 73798 9.34% 0.594%
41 13.319 3737 3741 3752 rVV2 47849 69001 8.73% ©.555%
42 13.386 3754 3762 3770 rVV6 11638 20586 2.61% 0.166%
43 13.450 3770 3782 3795 rVV 304532 487242 61.66%  3.920%
44 13.521 3795 3804 3814 rVV3 36128 62991 7.97% 0.507%
45 13.579 3814 3822 3831 rVV3 20066 34124  4.32%  0.275%
46 13.624 3831 3836 3850 rVB3 6986 12640 1.60% 0.102%
47 13.730 3855 3869 3879 rBV5 53188 105586 13.36%  0.849%
48 13.836 3892 3902 3908 rBv4 82913 137582 17.41% 1.107%
49 13.904 3908 3923 3926 rVV3 175315 341239 43.19% 2.745%
50 13.933 3927 3932 3944 rVW 323635 485358 61.42%  3.904%
51 13.981 3944 3947 3956 rVB5 6675 8581 1.09% 0.069%
52 14.052 3963 3969 3976 rBv2 12986 19057 2.41% 0.153%
53 14.110 3980 3987 3999 rVB3 23284 49593  6.28% ©0.399%
54 14.183 3999 4010 4022 rBV 366057 561614 71.07% 4.518%
55 14.277 4023 4039 4050 rBV 484483 790171 100.00% 6.356%
56 14.338 4050 4058 4067 rVWW3 96977 169479 21.45% 1.363%
57 14.386 4069 4073 4081 rVB3 23729 29765 3.77% 0.239%
58 14.479 4090 4102 4109 rBV2 98235 163692 20.72% 1.317%
59 14.576 4125 4132 4135 rBvV3 8943 12461 1.58% 0.100%
60 14.659 4149 4158 4176 rBV3 88326 196414 24.86% 1.580%
61 14.756 4183 4188 4193 rVB2 21077 21968 2.78% 0.177%
62 14.801 4194 4202 4212 rVB2 103659 152987 19.36% 1.231%
63 14.872 4214 4224 4236 rVB3 114007 205605 26.02% 1.654%
64 14.933 4236 4243 4256 rVB7 23812 43065 5.45% 0.346%
65 15.010 4256 4267 4279 rBV2 215806 384248 48.63% 3.091%
66 15.074 4280 4287 4301 rVB4 26115 46475 5.88% 0.374%
67 15.190 4303 4323 4328 rBV3 114955 223225 28.25% 1.796%
68 15.267 4339 4347 4362 rVB3 94653 168585 21.34% 1.356%
69 15.344 4364 4371 4378 rVB6 15299 20693 2.62% 0.166%
70 15.415 4386 4393 4400 rBV2 27363 43768 5.54% 0.352%
71 15.460 4400 4407 4413 rVW5 61932 103636 13.12% 0.834%
72 15.495 4414 4418 4428 rVB5 52998 78001 9.87% 0.627%
73 15.582 4432 4445 4456 rVB6 47442 106883 13.53% 0.860%
74 15.756 4487 4499 4509 rVB7 17981 35423 4.48% 0.285%
75 15.917 4537 4549 4565 rVB4 50754 122007 15.44% 0.981%
76 16.007 4567 4577 4591 rVB1O® 20768 46439 5.88% 0.374%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 33 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SFAMUTR122123WMA.M
Title : TRACE VOA SFAM1.0

77 16.142 4611 4619 4623 rBvV8 7139 11972 1.52% 0.096%
78 16.177 4623 4630 4639 rVB6 20465 32313 4.09% 0.260%
79 16.302 4663 4669 4682 rVB9 14623 26694 3.38% 0.215%
80 16.518 4729 4736 4743 rBV5 5183 8067 1.02% 0.065%
81 16.643 4768 4775 4782 rBVS5 5404 8654 1.10% 0.070%

Sum of corrected areas: 12431155
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\

: VU@57260.D

: 27 Dec 2023 03:20

: MD/SY

: 06002-08

: 25.0mL/MSVOA_U/WATER
. 33

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU057260.D\data.ms
400000
300000 5.721
200000 2563
1.599 5.055
100000 1911
4.634
.358 5 3.1323.361
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: VU057260.D\data.ms
400000
7.894 8.631 12
300000 9.412 11.807
200000
10.750
100000 7560 12.087
8.177
. 7,968 /\ 8.467 9.98695  10.100 0.888 11605 | | 12.0
—— — ‘ S S —— B e —— D I e
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: VU057260.D\data.ms
14.277
400000 14.18%
13.933
13.450
300000
15.010
200000 4
15.190
16.267
100000 15.460
o7 157149682 15.917
3 . 7
é 15.75616.90B, 467302 . ¢ 10
0 T ‘ T T ‘ T T ‘ T T T ‘ T T T T ‘ T T T T ‘/\WW
Time--> 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\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 1Indane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.087 1.44 ug/L 134791 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 81
2 Deltacyclene 118 C9H10 007785-10-6 53
3 1,3-Methanopentalene, 1,2,3,5-te... 118 C9H10 128600-88-4 53
4 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 50
5 Deltacyclene 118 C9H1e 007785-10-6 50
Abundance Scan 3358 (12.087 min): VU057260.D\data.ms (-3340) (- | m/z 117.00 100.00%
117.0
5000
IV
38.9 63.0 77.0 ‘ 12.00
O el Sl 03T L gz 118,00 51.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10181: Indane
117.0
5000 e \
12.00
m/z 115.00 49.13%
300 630 91.0
O\\‘\\\\‘\\\‘-\0‘\\\\“.\\\\i‘\\\1‘}‘\“\\‘\7\7{(‘)\\\\“\\\\]]9\4'\.\0‘\\!\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10182: Deltacyclene
117.0
T \
12.00
5000 m/z 116.00 18.83%
91.0
39.0 65.0
b 280, RO TEY L a0a0 I
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance  #10213: 1,3-Methanopentalene, 1,2,3,5-tetrahydro- Ak /‘\\ o
117.0 12.00
m/z 91.00 16.75%
5000
91.0
390 65.0 A J\)
~ 78.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzene, 1,2-diethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.296 0.90 ug/L 84239  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 87
4 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 87
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 83
Abundance Scan 3423 (12.296 min): VU057260.D\data.ms (-3413) (- | m/z 105.00 100.00%
105.0
5000 134.0 A
77.0 ‘_‘H‘M‘/\“
50.9 ‘ ‘ 12.00 12.50
IR IOl Y OO ‘“‘!“ Al 19220y 7 119,00 82.05%
m/z--> 20 40 60 80 100 120 140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0 AV el
12.00 12.50
77.0 m/z 134.00 51.08%
39.0 ‘
0 \1\5‘\-?\‘\‘\ \““\ \‘EZ.‘Q‘{‘\ \‘1”‘ i “‘\‘\ \‘}M i T
miz-> 20 40 60 80 100 120 140
Abundance #17030: Benzene, 1,3-diethyl-
105.0 /\
P L
134.0 12.00 12.50
5000 m/z 91.00 36.74%
77.0
270 510 ‘ ‘
P Y T VI P | N 1 S
m/iz--> 20 40 60 80 100 120 140 /\ M
Abundance #17032: Benzene, 1,2-diethyl- e LV
119.0 12.00 12.50
m/z 117.10 31.82%
5000
91.0
39.0 65.0
obds0 T Pl Ll aseo o L UL
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 1H-Indene, 2,3-dihydro-2-me... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.605 1.38 ug/L 129531 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 94
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 93
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 93
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 93
5 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 93
Abundance Scan 3519 (12.605 min): VU057260.D\data.ms (-3508) (- | m/z 117.00 100.00%
117.0
91.0 /\ R
39 62.9 ‘ | 12.50 13.00
o] SR Wi w ‘U‘ et MG m/z 132,05 46.89%
m/z--> 20 40 80 100 120 140
Abundance #16161: 1H-Indene, 2,3-dihydro-2-methyl-
117.0
5000 o A T \/\\"\/\\ ‘/\
12.50 13.00
390 QLO m/z 115.00 46.40%
U 65‘0 ‘ 133.0
O\\\‘\‘\\\“‘\\‘H\"‘H\\\“\\‘\\“m\\H‘\‘}‘\‘\‘\\\\
miz-> 20 40 80 100 120 140
Abundance #16168:Benzene,14neﬂwh2{2¢n0penwy
117.0
12.50 13.00
5000 m/z 90.95 23.06%
91.0
39.0 65.0
SIEL T O W I -
m/iz--> 20 40 60 80 100 120 140
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0 12 50 13 00
m/z 116.00 15.09%
5000
91.0
27.0 >1.0 133.0 \ /
PR o O . T N A | Y D 1PN
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.859 0.95 ug/L 88670 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 94
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91

Abundance Scan 3598 (12.859 min): VU057260.D\data.ms (-3582) (- | m/z 131.00 100.00%

131.0
5000
91.0 115.0 146.0 T A "/\‘ T
12.50 13.00
509 709 el
Ot Ll m/z 91.00  25.12%
miz--> 20 40 60 80 100 120 140
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000 = NJL
12.50 13.00

910 m/z 115.00  18.66%

115.0 146.0
0+ ‘2\7‘\.0\ \“ \5\11\‘0\ T ‘“\7\5\10‘ T T “\ T \H T \‘H‘! | \‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0 /\JM }\
!m‘ L B

12.50 13.00
5000 ITI/Z 146.00 16.20%
91.0 146.0
’ 115.0
39.0 640 ‘ |
miz--> 20 40 60 80 100 120 140 /\ J\
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- ek
131.0 12.50 13.00
m/z 129.00  15.23%
5000 146.0
115.0
20 10 830, 0 T /\M\J\ A
0""9"“H“;M“1“‘1“‘H““u‘ul“““u‘:“” e e
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Benzene, (3-methyl-2-butenyl)- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
13.110 0.67 ug/L 62714  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
5 Benzene, (1,2-dimethyl-1- pr‘openyl)- 146 C11H14 000769-57-3 90

Abundance Scan 3676 (13.110 min): VU057260.D\data.ms (-3667) (- | m/z 131.05 100.00%
131.1
5000 j\J\
91.0 1150 LA ~ s
389 647 M ‘ 4‘7.0 13.00 13.50
b B0 L M0 s 1a6.es 24.58%
miz--> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 }\ /\
5000 /\H_‘A‘_
13.00 13.50
39.0 m/z 91.080  21.69%
5.0 115.0
oo LT e
O\\\\‘\\\\H‘ w\“}w‘\\“\\‘\\“‘U‘\\“‘\‘\‘L\“N\\\
m/z--> 60 80 100 120 140
Abundance #25028. 1H—Indene, 2,3-dihydro-1,6-dimethyl-
131.0 M
Jo LV U
13. 00 13.50
5000 m/z 128.95 21.44%
91.0 115.0
B0 L0 T T o
e A [TEN T LR N [ [
miz--> 20 40 60 80 100 120 140 & J\ ]\
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- A, [ P
131.0 13.00 13.50
m/z 114.95 20.99%
5000
115.0
39.0 63.0 91.0 ‘ H | 147.0
0 bl “‘H i M A el el
m/z--> 20 40 60 80 100 120 140 13.00 13.50

SFAMUTR122123WMA.M Fri Dec 29 14:20:35 2023 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20

Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.245 1.50 ug/L 140429 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 95
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87

5 Benzene, (1,2-dimethyl-1- propenyl)- 146 C11H14 000769-57-3 87
Abundance Scan 3718 (13.245 min): VU057260.D\data.ms (-3703) (- | m/z 131.00 100.00%
131.0
5000 ﬂ
91.0 1150 Ul VATANE
200 630 ‘ “ M 14‘71 13.00 13.50
0 b et M ST m/z 146.05  25.66%
miz--> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 A A
5000 \ LB R T
13.00 13.50
39.0 m/z 115.00  24.47%
5.0 115.0
15.0 | ‘ | “ 147.0
O\\\\‘\\\\H‘ w\ “1‘1‘\ \“ T ‘\ T “‘U‘\ T “‘ \‘\‘L T “N\ T
miz--> 60 80 100 120 140
Abundance #25026. 1H—Indene, 2,3-dihydro-1,2-dimethyl-
131.0
S LW 1
13.00 13.50
5000 ITI z 91.00 24.01%
91.0
115.0
39.0 63.0 ‘ ‘ 147.0
0“‘“‘Mu“H‘MMWH“‘H“W“MH‘!"M“‘WM“
miz--> 20 40 60 80 100 120 140 J\
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- /\"L\A« J
131.0 13.00 1350
m/z 129.0 20.01%
5000
115.0
A A LA W
0“‘“‘M"V‘JN‘H”N‘H“M““‘““U“‘lh“ A
m/z--> 20 40 60 80 100 120 140 13. 00 13 50

SFAMUTR122123WMA.M Fri Dec 29 14:20:37 2023

Page:

10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.286 0.79 ug/L 73798 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 86
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 83
Abundance Scan 3731 (13.286 min): VU057260.D\data.ms (-3725) (- | m/z 117.00 100.00%
117.0
5000 ft
132.0
e o
509 70 1029 ‘
Ol oo Rt e et e m/z 132,00 34.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11v.0
5000
1320 13.00 13, 50
o 910 m/z 115.00 %
O\\‘H\\‘%\7\?\\\“\\\\i‘\\\\‘\‘\‘\\7\4;!9’H\\“\\H‘U\‘\\‘HH‘\HM‘\‘\H’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
117.0
13.00 13. 50
5000 132.0 m/z 127.95 %
91.0
270 | \ 760 ‘ |
0‘wu‘wu‘wu‘wu‘qu‘wﬂhwu‘MH‘WH‘WMHWH‘WHuMMH,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ /\ M /\f
Abundance #16143: Benzene, (2-methyl-1-propenyl)- ‘
117.0 132.0 13. 00 13 50
' m/z 116.10 8.20%
5000
39.0 65.0 ‘
OB bbbt bbbl A o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13 00 13 50

SFAMUTR122123WMA.M Fri Dec 29 14:20:38 2023 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Ethyl-2-benzofuran Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.319 0.74 ug/L 69001 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl-2-benzofuran 146 C10H1e0 003131-63-3 53
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 50
3 1,2,3,4-Tetrahydro-1-naphthalene... 206 C12H140S 1000470-19-5 50
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 45
5 Benzene, (1,2-dicyclopropyl-2-ph... 262 C20H22 110330-90-0 45

Abundance Scan 3741 (13.319 min): VU057260.D\data.ms (-3737) (- | m/z 131.00 100.00%

131.0
5000 jLJ
= e

asg 648 d ‘ 13.00 13.50
0"H"H“H“NMuM‘dM“H“H“Mu‘W‘H“H“_“‘ m/z 146.00  23.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24909: Ethyl-2-benzofuran
131.0
5000
13.00 13.50

m/z 129.00  22.88%

77.0
270 °%0 ‘ 103.0
O\\\\‘\‘\\\“\\“\\““\‘\\m}‘\\‘\\“‘\\\‘\‘\\1\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0 /1 /\ Am
-l Pt
1300 13.50
91.0 o
39.0
65.0
15.0
0! N
m/z--> 20 40 60 80 100 120 140 160 180 200 /\AAAJ\M NJ\J
Abundance #82375: 1,2,3,4-Tetrahydro-1-naphthalenethiol, S-acetyl-
131.0 1300 1350
m/z 128.00 12.23%

5000
91.0
5,150 B30 650 || Ml 1630 2060 |, || W
A

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

SFAMUTR122123WMA.M Fri Dec 29 14:20:39 2023 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1@ Benzene, (1-methyl-1-propen... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.450 5.20 ug/L 487242  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 87
2 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 87
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 87
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1OH12 000874-35-1 87
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 81
Abundance Scan 3782 (13.450 min): VU057260.D\data.ms (-3770) (- | m/z 117.00 100.00%
11v.0
5000
132.0
390 641 910 ‘ 146.9 1350
Ot i b el 1489 sz 132,00 33.45%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
11v.0
132.0 /ﬂ
5000 \/\/\\\\ T T \/\\
13.50
91.0 m/z 114.95  31.90%
027?11176”
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #16147: Cyclopropane, 1-methyl-1-phenyl-
117.0
IEWI
13.50
5000 m/z 131.05 19.07%
91.0
51.0 132.0
O LT .
O brpretiprrtider D Uil ettt e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 /kﬂ
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- DINAY M
117.0 13.50
m/z 91.00 13.44%
5000 132.0
390  g5g 910 ‘ ‘
R TSN N s NS W0 A WL
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 13.50

SFAMUTR122123WMA.M Fri Dec 29 14:20:40 2023 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.730 1.13 ug/L 105586  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 93
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 81
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 81
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 81
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 70
Abundance Scan 3869 (13.730 min): VU057260.D\data.ms (-3855) (- | m/z 131.00 100.00%
131.0
5000
910 1150 W Ve AN
389  64.9 ‘ | ‘ | M 1148.0 13.50 14.00
Ob e b sl LG 7 146,05 29.90%
miz--> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000 /\ 1 T
13.50 14.00
39.0 5.0 1150 m/z 114.95  24.63%
o | UL L
O T \‘“‘\ \‘i‘\ \‘r“\ M‘l ‘\”1“‘ T “‘U‘\ T “‘ A T N\ T
miz--> 20 40 60 80 100 120 140
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
LAWINWW N
13.50 14.00
5000 91.0 m/z 90.95 24.29%
39.0 115.0
Y
0“‘““‘““LV‘HW"M“H“WM‘!M‘EM““ :
m/iz--> 20 40 60 80 100 120 140 MJLW
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- . =
131.0 13.50 14.00
m/z 129.00 21.06%
5000 91.0
115.0
39.0
| 65.0 ‘ H 147.0
L Y O TN T (1 WAV W L LA
m/z--> 20 40 60 80 100 120 140 13.50 14.00

SFAMUTR122123WMA.M Fri Dec 29 14:20:42 2023 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20

Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
: TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.904 3.64 ug/L 341239 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene,
2 1H-Indene,
3 1H-Indene,
4 1H-Indene,

-dihydro-4,7-dimet... 146
-dihydro-1,2-dimet... 146
-dihydro-4,7-dimet... 146
-dihydro-5,6-dimet... 146

006682-71-9 95
017057-82-8 94
006682-71-9 91
001075-22-5 91

C11H14
C1l1H14
C11H14
C11H14

017059-48-2 91

NNNNN
WUJUJWW

5 1H-Indene, -dihydro-1,6-dimet... 146 C11H14

Abundance Scan 3923 (13.904 min): VU057260.D\data.ms (-3908) (- | m/z 131.00 100.00%
1

3L.0
w Mﬂ\ AJL
Mo pJUL

115.0

S
owm_mmm‘_”wwm A m/z 146.05  21.50%
miz--> 20 40 60 80 100 120 140 160
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 A/\/k
5000 T
14.00
m/z 115.00 19.36%

115.0
39.0 63.0 91.0

‘ ‘ m 147.0
0\‘\1\\“r\‘1‘\‘m\‘\\“r\\\‘\\\“‘\ \\“1‘\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
==
14.00
5000 ITI/Z 129.00 16.22%
91.0
115.0
39.0
A S I | e
S R ST P R NP Y | ot
m/z--> 20 40 60 80 100 120 140 160 JlAbfk
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl- A —
131.0 14.00
m/z 90.95 15.30%
5000
390 650 910 11‘5'0 - 1470 jk\&
) S I RN R NP YOO | o S — IV
m/z--> 20 40 60 80 100 120 140 160 14.00

SFAMUTR122123WMA.M Fri Dec 29 14:20:43 2023 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20

Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.933 5.18 ug/L 485358 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 93
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91

5 Benzene, (1,2-dimethyl-1- propenyl)- 146 C11H14 000769-57-3 91
Abundance Scan 3932 (13.933 min): VU057260.D\data.ms (-3927) (- | m/z 131.00 100.00%
131.0
- &/j\
oLo Ao A SV
' 14.00
51.0 70.8 4 ‘
Y S T L o [l 1820 14665 26.33%
miz--> 20 40 60 80 100 120 140 160
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 T
14.00
m/z 115.00 19.34%
39.0
63.0
O\\\\‘\M\\“‘\ \“1‘\“”\‘\ \“\\\\‘\'1\ \3“ \M\‘l‘\ \g\.(\)‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
o
14.00
5000 ITI/Z 91.00 15.46%
39.0 ga0 910
M O N i R R L .- X
m/z--> 20 40 60 80 100 120 140 160 &fw\
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- Pt ==
131.0 14.00
m/z 129.00 13.57%
5000
27.0 51.0 91.0 M
o‘m_‘”“‘m“um‘?‘l“(‘)_”wﬁj“ AMW‘MHW UGS
m/z--> 20 40 60 80 100 120 140 160 14.00

SFAMUTR122123WMA.M Fri Dec 29 14:20:44 2023

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Benzene, 1-(1-methylethenyl... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
14.110 0.53 ug/L 49593  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 59
2 1H-Indene, 2,3-dihydro-1,1,6-tri... 160 C12H16 014276-95-0 59
3 Benzene, 1-(1-methylethenyl)-4-(... 160 C12H16 002388-14-9 59
4 1H-Indene, 2,3-dihydro-1,1,4-tri... 160 C12H16 016204-72-1 59
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 58
Abundance Scan 3987 (14.110 min): VU057260.D\data.ms (-3980) (- | m/z 145.00 100.00%
145.0
5000
105.0 s Chas
56.9 ‘ 14.00 14.50
ol ‘3‘9‘19‘ il w‘ w el “““mh‘u W ““1 ‘ u‘ ~ | m/z 185.00  19.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36309: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0
5000 M : T T
14.00 14.50
m/z 146.05 17.60%
2410 10 105.0
O\\]-\S\O‘\\\\“‘\\‘\\‘ \\\“‘\\\\“\‘\\“g‘ ?“\\‘\‘\\\“\\\
miz--> 20 60 80 100 120 140 160

Abundance #36249. 1H—Indene, 2,3-dihydro-1,1,6-trimethyl-

145.0 /k

14.00 14.50
5000 m/z 114.90 17.09%
115.0
P M i Y R B
m/z--> 20 40 60 80 100 120 140 160
Abundance #36307: Benzene, 1-(1-methylethenyl)-4-(1-methylethyl)- R R
145.0 14.00 14.50

m/z 129.00  15.82%
5000

105.0
770
o“1‘5‘?mm‘“ 500 70 | | 2o |

m/z--> 20 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\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.184 6.00 ug/L 561614 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4 tetr‘ahydr‘o-... 146 C11H14 003877-19-8 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 003877-19-8 87
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 87
5 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10OH100 002461-34-9 70
Abundance Scan 4010 (14.183 min): VU057260.D\data.ms (-3999) (- | m/z 104.00 100.00%
104.0
5000 146.1
8.0 o =
s09 7 12ﬂ}0 14.00 14.50
olv o e e el sl m/z 146.05  43.05%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance  #25046: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0 = /\\\J\
14.00 14.50
m/z 91.00  34.49%
15.0 77.0 ‘
O\‘\\\\‘\\\\“\\\LJS?‘%‘\\\H‘\\}\“H\ 17”\’“‘\”\\\‘\\
miz--> 0 20 80 100 120 140 160
Abundance  #25045: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
e o
14.00 14.50
5000 146.0 m/z 130.95 22.86%
39.0
15.0 }
0 ‘_HWHM“‘WW H“‘_um“ “:“123‘0‘,””_‘
m/z--> 0 20 40 60 80 100 120 140 160
Abundance  #25044: Naphthalene, 1,2,3,4-tetrahydro-2-methyl- —— —
104.0 14.00 14.50
m/z 115.00 22.30%
146.0
5000
NI i | M, L JUR A
m/z--> 0 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\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 Benzene, (1-methyl-1-butenyl)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.277 8.44 ug/L 790171 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 90
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 87
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 87
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 87
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 87

Abundance Scan 4039 (14.277 min): VU057260.D\data.ms (-4023) (- | m/z 130.95 100.00%

130.9
5000 A/\
91.0 A i

510 ‘ M m L0 1400 1450
O e eb o e ALl 2600 2070y 46 00 30.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
1310 A
91.0 }\\
5000 T T T T T TA‘
14.00 14.50

m/z 116.95  28.43%

51.0
0 bd ]
O\H‘\‘\‘\‘H“i‘\\H‘\“M‘HHH“H‘}\“‘MH\“‘\‘!H\‘\“\H‘\H\‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
e £
91.0 14.00 14.50
5000 ’ ITI/Z 115.00 27.02%
39.0
15.0 65.0
0! O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- == =
131.0 14.00 14.50
m/z 91.00 24.63%
5000
91.0
00 650
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.338 1.81 ug/L 169479 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 60
2 trans-1-Phenyl-1-pentene 146 C11H14 016002-93-0 55
3 2-Ethyl-2,3-dihydro-1H-indene 146 C1l1H14 056147-63-8 53
4 Benzene, (1-ethyl-1-propenyl)- 146 C1l1H14 004701-36-4 49
5 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 43
Abundance Scan 4058 (14.338 min): VU057260.D\data.ms (-4050) (- | m/z 117.00 100.00%
117.0
145.0
5000 ]\&\
= e
39.0 6458 550 14.00 14.50
0 bl Ll ul il \“ 179.9 )
el R m/z 145.00 62.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
5000 P SRAS
14.00 14.50
1150 m/z 114.95 40.05%
sso 910 U,
O‘HH‘H‘HH‘\‘H“HH“\Hi‘\\\‘HH‘[\\H‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24988: trans-1-Phenyl-1-pentene
117.0
== ==
14.00 14.50
5000 m/z 146.00 33.09%
91.0 146.0
39.0 65.0
) SSPRRE EREY N WHS ] S N A —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24997: 2-Ethyl-2,3-dihydro-1H-indene [ ‘ /\‘\‘Jp
117.0 14.00 14.50
m/z 131.00 32.25%
146.0
5000
91.0
65.0 ‘
0 ““w“hu‘W“JH‘Jl‘yw““WH“““““““ — —
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.479 1.75 ug/L 163692 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91

Abundance Scan 4102 (14.479 min): VU057260.D\data.ms (-4090) (- | m/z 130.95 100.00%
130.9

-

5000
115.0
90.9
o w0 1| o
Ol ety B m/z 146.05 32.58%
miz--> 20 40 60 80 100 120 140
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0

14.50

m/z 129.00 17.98%
‘ 147.0

270 510 o10 1150
05—+ T \“\ T “‘ T \“f‘ ™7 ‘}‘7\]‘70\‘ [T ‘\ ™ T M“‘ T ‘U‘\ T o
miz-> 20 40 60 80 100 120 140
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0

T
14.50

5000 m/z 114.95 17.10%
91.0
115.0
39.0
63.0 ‘ 147.0
ol e “‘M H‘c“““l“ ety “1“ ‘M“ el
miz--> 20 40 60 80 100 120 140
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl- I
131.0 14.50
m/z 127.95 16.03%
5000
0 680 10 MY uro
0t e S
m/z--> 20 40 60 80 100 120 140 14.50

SFAMUTR122123WMA.M Fri Dec 29 14:20:51 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20

Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 22 Benzene, pentamethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.801 1.63 ug/L 152987 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 91
2 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 68
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C1l1H16 004706-90-5 64
4 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 64
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 64

Abundance Scan 4202 (14.801 min): VU057260.D\data.ms (-4194) (- m/z 133.00 100.00%
133.0
5000 Jt
910 160.1 ‘14‘—5/(:‘\/&‘ 15.00
64.9 . . .
[ E— ‘To"s‘(?‘ e ‘ i ‘H‘\ b A 2072 s 148,05 37.63%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26355: Benzene, pentamethyl-
133.0
5000 T T ]k !
14.50 15.00
91.0 m/z 145.00  31.58%
0 T \%\5\.‘0\‘\:\3\9“;\()\‘\‘\6“51‘.\(\)\“‘| T \‘\‘\ “\‘\ \w‘“ T M‘\ T \‘\‘H EEARNRERRERRRE
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26380: Benzene, 2,4-diethyl-1-methyl-
133.0
= —
14.50 15.00
5000 m/z 117.00 19.12%
91.0
39.0
150,050 | 1)
R R R e B o e  RRRE
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)- =L e
133.0 14.50 15.00
m/z 91.00 17.20%
5000
15.0 39.0 65.0 91.0
Y s TR D — o N
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.50 15.00

SFAMUTR122123WMA.M Fri Dec 29 14:20:53 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 23 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.872 2.20 ug/L 205605 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 70
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 70
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 70
4 Benzene, (1,3-dimethyl-2-butenyl)- 160 C12H16 050704-01-3 58
5 1H-Pyrrolo[2,3-b]pyridine, 2-ethyl- 146 C9H1@N2 023612-49-9 58
Abundance Scan 4224 (14.872 min): VU057260.D\data.ms (-4214) (- m/z 145.00 100.00%
145.0
5000
115.0
B i
39 0 62 9 ‘ 14.50 15.00
Ol ey ‘ iy M“ Al 27820, 131,00 66.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1- methylethenyl)
145.
5000 posr =
14.50 15.00
115.0 m/z 128.00 33.73%
39.0 650 91.0 ‘
OHH.‘\‘H\“H“i‘\‘m\‘\ \‘H‘\\“r\“‘\\\}“i\ \\\“‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145.0
— ——
14.50 15.00
5000 m/z 129.00 32.67%
115.0
15,0 390 91.0 ‘
[ ““H” ‘1“\ “”Www‘mh ‘MH R
m/z--> 20 60 80 100 120 140 160
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- — —r—
145.0 14.50 15.00
m/z 146.05 30.94%
5000
105.0 /J\MA
39.0 ... 77.0 A
I il Y I/ L N U N A WV LN YA V1
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\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 24 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.010 4.10 ug/L 384248 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 90
2 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 89
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 002809-64-5 83
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 81
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 78
Abundance Scan 4267 (15.010 min): VU057260.D\data.ms (-4256) (- | m/z 131.00 100.00%
131.0
w MM
91.0 WA ‘
50.9 160.1 ) 15.00
0 b 283 2690 m/z 118.00  62.52%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 Aty /\/\
39.0 91.0 15.00
m/z 146.05 56.91%
O
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-
146.0 LK
VI,
15.00
5000 118.0 m/z 115.00 35.56%
52\'0 90\\.0\ \‘\ ‘\ I
Ol erretprrbeptretr e phee el e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- —— ‘
131.0 15.00
m/z 116.95 34.31%
5000
91.0
39.0
0 N — VAL ‘
m/z--> 20 40 60 80 100120140160180200220240260 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 25 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.190 2.38 ug/L 223225 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 76
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 70
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 55
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 49
Abundance Scan 4323 (15.190 min): VU057260.D\data.ms (-4303) (- | m/z 117.95 100.00%
118.0
145.0
5000 ]k j\/\
91.0 WIVAVARY Ll
50.9 ‘ 15.00 15.50
70.
P S W V- ) O W22z 145.00  79.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 A SERVE
15.00 15.50
91.0 m/z 160.05  65.23%
28.0 510
Ot T \‘1‘1 \‘“\ \“”\‘V‘H?‘\]T\.ﬂ“‘ bl “U\ T = “‘\‘\ T “\ ™
m/z--> 20 40 60 80 100 120 140 160
Abundance #36283: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl-
118.0
160.0 T ] T
15.00 15.50
5000 ITI/Z 117.00 52.50%
91.0 ‘
39.0
LRl i PR e Y
m/z--> 20 40 60 80 100 120 140 160
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- P —
145.0 15.00 15.50
m/z 131.05 38.98%
5000
105.0
39.0 77.0
oo 580, T 1| 11210 ] a0 |l L Mla sl
m/z--> 20 40 60 80 100 120 140 160 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 26 1H-Indene, 2,3-dihydro-4,5,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.267 1.80 ug/L 168585 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 83
2 1H-Indene, 2,3-dihydro-4,5,7-tri... 160 C12H16 006682-06-0 72
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 72
4 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 70
5 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 64

Abundance Scan 4347 (15.267 min): VU057260.D\data.ms (-4339) (- | m/z 145.05 100.00%
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39.0 64.9
o il B700 2069 ;160,10 31.10%
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Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
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Abundance #36251: 1H-Indene, 2,3-dihydro-4,5,7-trimethyl-
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Abundance #36299: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl- — —
145.0 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 27 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
15.460 1.11 ug/L 103636 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 168 C12H16 013065-87-1 58
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 58
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 58
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 50
Abundance Scan 4407 (15.460 min): VU057260.D\data.ms (-4400) (- | m/z 118.05 100.00%
118.1 145.0
5000 Jk M
91.0 A
0 64.8 ‘ ‘ 15.50
0 ‘H,‘Hm‘ﬁuwup‘l‘uw‘q‘wm”ahm‘,““‘h‘ el 1730 sz 145,00 96.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 T
15.50
91.0 160.05  69.40%
28.0
O\\\’\H\‘i\“\\}\"7‘9“‘\\‘\\“”\\ \\“‘\‘\\\‘\\\\‘\
miz--> 20 40 60 100 120 140 160
Abundance #36284: Naphthalene, 1,2,3,4—tetrahydr0—2,7—dimethyl—
118.0 j\
j\\ T
160.0 15 50
5000 m/z 117.00 47 .55%
39.0 91.0
‘ ‘ 141/0
0 m,ww‘m:m“‘ ' i 1 R
m/iz--> 60 80 100 120 140 160
Abundance #36283: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- — r"J‘\
118.0 15.50
160.0 m/z 105.00 36.81%
5000
91.0 ‘
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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\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 28 unknown-01 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
15.495 0.83 ug/L 78001 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 68
2 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 49
3 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 46
4 4-Chloro-3-fluoroanisole 160 C7H6CLFO 000501-29-1 46
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 45
Abundance Scan 4418 (15.495 min): VU057260.D\data.ms (-4414) (- | m/z 118.00 100.00%
118.0
160.1
5000 M
63.7 L_““u ‘15\50‘
207.8 . :
281.:
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Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 29 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.582 1.14 ug/L 106883 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 91
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 76
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 68
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 62
Abundance Scan 4445 (15.582 min): VU057260.D\data.ms (-4432) (- | m/z 145.00 100.00%
145.0
5000
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T I
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Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-
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m/iz--> 50 100 150 200 250
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 30 Benzene, 1-(2-butenyl)-2,3-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.916 1.30 ug/L 122007 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 91
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 87
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 81
4 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 81
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 74
Abundance Scan 4549 (15.917 min): VU057260.D\data.ms (-4537) (- | m/z 145.00 100.00%
145.0
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77.0 16.00
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0 ik 2970 281l m/z 159.95  36.42%
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Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
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Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
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Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl- —
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122623\
Data File : VU@57260.D

Acqg On : 27 Dec 2023 03:20
Operator : MD/SY

Sample : 06002-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Indane 12.087 1.4 ug/L 134791 3 11.807 468304 5.0
Benzene, 1,2-di... 12.296 0.9 ug/L 84239 3 11.807 468304 5.0
1H-Indene, 2,3-... 12.605 1.4 ug/L 129531 3 11.807 468304 5.0
1H-Indene, 2,3-... 12.859 0.9 ug/L 88670 3 11.807 468304 5.0
Benzene, (3-met... 13.110 0.7 ug/L 62714 3 11.807 468304 5.0
1H-Indene, 2,3-... 13.245 1.5 ug/L 140429 3 11.807 468304 5.0
Benzene, 1l-ethe... 13.286 0.8 ug/L 73798 3 11.807 468304 5.0
Ethyl-2-benzofuran 13.319 0.7 ug/L 69001 3 11.807 468304 5.0
Benzene, (1-met... 13.450 5.2 ug/L 487242 3 11.807 468304 5.0
Benzene, (1,2-d... 13.730 1.1 ug/L 105586 3 11.807 468304 5.0
1H-Indene, 2,3-... 13.904 3.6 ug/L 341239 3 11.807 468304 5.0
1H-Indene, 2,3-... 13.933 5.2 ug/L 485358 3 11.807 468304 5.0
Benzene, 1-(1-m... 14.110 0.5 ug/L 49593 3 11.807 468304 5.0
Naphthalene, 1,... 14.184 6.0 ug/L 561614 3 11.807 468304 5.0
Benzene, (1-met... 14.277 8.4 ug/L 790171 3 11.807 468304 5.0
1H-Indene, 2,3-... 14.338 1.8 wug/L 169479 3 11.807 468304 5.0
1H-Indene, 2,3-... 14.479 1.8 ug/L 163692 3 11.807 468304 5.0
Benzene, pentam... 14.801 1.6 ug/L 152987 3 11.807 468304 5.0
Benzene, 1,3,5-... 14.872 2.2 ug/L 205605 3 11.807 468304 5.0
Naphthalene, 1,... 15.010 4.1 ug/L 384248 3 11.807 468304 5.0
Naphthalene, 1,... 15.190 2.4 ug/L 223225 3 11.807 468304 5.0
1H-Indene, 2,3-... 15.267 1.8 ug/L 168585 3 11.807 468304 5.0
Naphthalene, 1,... 15.460 1.1 ug/L 103636 3 11.807 468304 5.0
unknown-01 15.495 0.8 ug/L 78001 3 11.807 468304 5.0
Naphthalene, 1,... 15.582 1.1 ug/L 106883 3 11.807 468304 5.0
Benzene, 1-(2-b... 15.916 1.3 ug/L 122007 3 11.807 468304 5.0

SFAMUTR122123WMA.M Fri Dec 29 14:21:05 2023

31



