LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acqg On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 13  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\SFAMUTR111323WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@56482.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 33 rVvB2 21608 26202 1.06% 0.144%
2 1.595 84 95 107 rBvV 105172 129591 5.22% 0.711%
3 1.967 185 192 209 rVB 89353 119395 4.81% 0.655%
4 2.560 380 395 415 rBV 170450 281009 11.32% 1.541%
5 4.637 1027 1041 1086 rBV2 93749 364690 14.69%  2.001%
6 5.055 1155 1171 1192 rBV 188436 421945 17.00% 2.315%
7 5.721 1358 1378 1412 rBV4 339199 908459 36.60%  4.983%
8 6.245 1528 1541 1565 rBV 343486 667310 26.89% 3.661%
9 6.685 1654 1678 1697 rBV 221029 441094 17.77% 2.420%
10 7.563 1938 1951 1968 rBV2 107187 189156 7.62% 1.038%
11  7.894 2040 2054 2071 rBV 385066 688451 27.74% 3.777%
12 8.177 2129 2142 2160 rBV2 65120 113480 4.57% 0.623%
13 8.631 2271 2283 2321 rBV 494813 980255 39.49% 5.377%
14  9.415 2513 2527 2546 rBV 489128 860181 34.66% 4.719%
15 9.499 2546 2553 2567 rVV3 40342 72514  2.92% ©.398%

16 9.695 2602 2614 2629 rVB2 17040 31681 1.28%
17 10.479 2846 2858 2879 rBV 199126 339561 13.68%
18 10.753 2931 2943 2959 rVB 174405 283088 11.41%

OCORr PO
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19 10.897 2975 2988 3005 rBV5 27327 60756 2.45% 333%
20 11.023 3010 3027 3039 rVB2 12224 28349 1.14% 156%
21 11.315 3114 3118 3130 rVB7 19037 28865 1.16% 158%

22 11.640 3210 3219 3232 rVB2 70324 116979 4.71%
23 11.807 3259 3271 3288 rBV 499911 852482 34.35%
24 12.093 3350 3360 3375 rVB2 69703 117978  4.75%

PO pPpOO®
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25 12.190 3375 3390 3403 rBV 449899 751947 30.30% 125%
26 12.299 3414 3424 3436 rVB3 103202 174329 7.02% 0.956%
27 12.373 3438 3447 3459 rVB2 35471 58445 2.35% ©0.321%
28 12.563 3493 3506 3518 rBV9 16048 31561 1.27% ©0.173%
29 12.675 3522 3541 3560 rBV 127730 241687 9.74%  1.326%
30 12.920 3608 3617 3626 rBV 94982 153488 6.18% 0.842%
31 12.968 3626 3632 3638 rBV3 28908 41905 1.69% ©0.230%
32 13.019 3639 3648 3660 rVV6 65879 132245 5.33% ©.725%
33 13.103 3670 3674 3689 rVB5 49376 90053 3.63% 0.494%
34 13.251 371@ 3720 3727 rBV5 36962 59547  2.40% ©.327%
35 13.322 3737 3742 3759 rVB2 35465 54577  2.20% ©.299%
36 13.444 3772 3780 3790 rBV3 34993 53997 2.18% 0.296%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acqg On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 13  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\SFAMUTR111323WMA.M
Title : TRACE VOA SFAM1.0
37 13.515 3791 3802 3816 rVB2 145977 238850 9.62% 1.310%
38 13.624 3819 3836 3849 rBvV2 145367 263014 10.60% 1.443%
39 13.781 3875 3885 3893 rBV 111978 183815 7.41% 1.008%
40 13.826 3893 3899 3909 rVB3 29781 44239 1.78% 0.243%
41 13.907 3917 3924 3930 rBV 32977 46932 1.89% 0.257%
42 13.955 3930 3939 3950 rVB4 104075 184534 7.43% 1.012%
43 14.055 3960 3970 3977 rBV 168836 279968 11.28% 1.536%
44 14.100 3978 3984 3996 rVV3 121597 234909 9.46% 1.289%
45 14.180 3997 4009 4018 rVVW6 70874 188971 7.61% 1.037%
46 14.238 4019 4027 4035 rVV2 136407 251678 10.14% 1.381%
47 14.283 4036 4041 4049 rVW5 63509 90282 3.64%  0.495%
48 14.335 4049 4057 4067 rVB 76030 113773 4.58% 0.624%
49 14.389 4068 4074 4091 rVB2 39868 66946 2.70% 0.367%
50 14.470 4091 4099 4106 rBV5 34008 57939 2.33% 0.318%
51 14.537 4106 4120 4137 rBV5 53046 164186 6.61% 0.901%
52 14.608 4138 4142 4151 rVB5 29131 40272 1.62% 0.221%
53 14.672 4151 4162 4171 rBV5 64300 152185 6.13% 0.835%
54 14.804 4190 4203 4218 rBV2 203664 439386 17.70%  2.410%
55 14.875 4219 4225 4238 rVB2 106000 182544  7.35% 1.001%
56 14.968 4248 4254 4260 rBV 24497 27894 1.12% 0.153%
57 15.016 4261 4269 4278 rBV7 33137 63025 2.54% 0.346%
58 15.135 4297 4306 4313 rBV 85778 146537 5.90% 0.804%
59 15.257 4335 4344 4361 rVB3 95293 172249 6.94% 0.945%
60 15.341 4363 4370 4377 rBV7 17041 27931 1.13% 0.153%
61 15.405 4378 4390 4415 rVV6 223548 588822 23.72%  3.230%
62 15.553 4431 4436 4444 rVB3 18843 25904 1.04% 0.142%
63 15.643 4455 4464 4486 rVB2 90376 198037 7.98% 1.086%
64 15.740 4488 4494 4503 rBV 15146 29061 1.17% ©.159%
65 15.797 4506 4512 4524 rVB8 28990 50641 2.04% 0.278%
66 15.910 4539 4547 4558 rBV3 29688 53075 2.14% 0.291%
67 16.006 4562 4577 4586 rVB4 49890 100298 4.04% 0.550%
68 16.058 4586 4593 4608 rVB8 21424 37376  1.51% 0.205%
69 16.145 4611 4620 4622 rBV5 24328 31072 1.25% 0.170%
70 16.180 4623 4631 4647 rVB2 146804 259326 10.45% 1.423%
71 16.296 4660 4667 4681 rVB2 42769 75129 3.03% 0.412%
72 16.386 4681 4695 4710 rBV7 64790 149392 6.02% 0.820%
73 16.608 4753 4764 4769 rBV 120047 192883 7.77% 1.058%
74 16.640 4770 4774 4792 rVB2 98829 145572 5.86% ©.799%
75 16.781 4807 4818 4829 rBV3 22376 40213 1.62% 0.221%
76 16.875 4838 4847 4858 rBV4 27800 49661 2.00% ©.272%

SFAMUTR111323WMA.M Thu Nov 30 ©9:18:07 2023 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acqg On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 13  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\SFAMUTR111323WMA.M
Title : TRACE VOA SFAM1.0

77 17.090 4901 4914 4928 rBV 1579613 2482053 100.00% 13.616%
78 17.267 4960 4969 4984 rVB 55337 91785 3.70% ©.503%

Sum of corrected areas: 18229611
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59

Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

Abundance TIC: VU056482.D\data.ms
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Abundance TIC: VU056482.D\data.ms

1400000
1200000
1000000
800000
600000 8.631 9.415

400000 7.894

200000 10.479 19,753

8.177 49% 605

11.807 12 1

11.640|| 12.09:
A

N 2
0 — A I — HVIVIL:S R L
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

10-/8\_9_.7023 11.315
T T ‘ T T T T T
11.00 11.50 12.00

Abundance TIC: VU056482.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Benzeneacetaldehyde, .alpha... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
11.640 0.69 ug/L 116979 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 87
2 Benzene, 1-methyl-4-propyl- 134 CleHi4 001074-55-1 87
3 2-Tolyloxirane 134 C9H100 002783-26-8 83
4 Benzene, (1-methylpropyl)- 134 C1eH14 000135-98-8 76
5 .beta.-Methylphenethylamine, N-p... 281 C12H12F5NO 1000417-34-2 72
Abundance Scan 3219 (11.640 min): VU056482.D\data.ms (-3210) (- m/z 105.00 100.00%
105.0
5000 /\
o L ]
50.9 76‘-9 13‘4'0 11.50 12.00
35. : o
v e el m/z 134,000 14.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17625: Benzeneacetaldehyde, .alpha.-methyl-
105.0
5000 ‘A_M“A‘
11.50 12.00
77.0 m/z 76.90  12.83%
\\‘HH‘%Z\.‘?\H“Hf]ill\()\\‘\‘H\‘\HH‘\H\“\H\‘\‘{1\‘\\\\‘\\\%‘3\14’\.\()‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0 f’\
VAV ‘/\/\‘m\‘ ¥ WM
11.50 12.00
5000 m/z 103.00 9.87%
134.0
77.0
270 I 5170 I ‘\‘ , ‘\‘ L I
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17529: 2-Tolyloxirane ‘ Am‘ R AA% ‘
105.0 11.50 12.00
m/z 78.90 9.73%
5000
134.0
51.0 77.0
et O eraeirr et el e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00

SFAMUTR111323WMA.M Thu Nov 30 ©9:18:09 2023 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Benzene, 1,3-diethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.093 0.69 ug/L 117978 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 92
2 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 70
3 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 70
4 Benzene, 1,3-diethyl- 134 CleHi4 000141-93-5 70
5 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 70
Abundance Scan 3360 (12.093 min): VU056482.D\data.ms (-3350) (] | m/z 105.00 100.00%
105.0
5000 134.0 J\ J\]\\
77.0 IRV, WATA o
‘ H 12.00
H_‘H_Hw‘uhHHHuAMUH_HM‘HMHH‘thﬂ‘kuwmhwu m/z 119.00  96.10%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 134.0 A\ /‘\ /\ SiWi}
12.00
91.0 m/z 117.00 54.19%
39.0 65.0 ‘ ‘
\\‘HH‘H\‘\“\\H“‘\H\““\\\’H‘H‘\HH‘HH‘\\H‘\H!\’Hw\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0 /\A—A
A S n U W A
12.00
5000 1340 m/Z 134.90 42-63°D
77.0
as0 o Lo p L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl- YA viv A
119.0 12.00
m/z 90.90  36.36%
5000 134.0
91.0
65.0
SEC T N PR TN W 0 WLV YN LV ELT WY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00

SFAMUTR111323WMA.M Thu Nov 30 ©9:18:10 2023 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Benzene, 1,2-diethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.299 1.02 ug/L 174329 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
2 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 90
3 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 87
4 Benzene, 1,3-diethyl- 134 CleHi4 000141-93-5 87
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 81

Abundance Scan 3424 (12.299 min): VU056482.D\data.ms (-3414) (- m/z 105.00 100.00%

105.0
5000 134.0
77.0 /\\ ‘ T T ‘ T
50.9 ‘ | H 12.00 12.50
380 e Az 119.00 79.61%
miz--> 20 40 60 80 100 120 140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0 L [\\ ‘A ‘/\‘A‘ /‘\
12.00 12.50
390 77.0 m/z 134.00 41.97%
\]_\5\0‘\‘\\\“‘\\‘?7‘()“\‘\\ ‘H’\\‘“\"‘\‘ “’\\\‘\’\\
miz--> 20 40 80 100 120 140
Abundance #17029.Benzene,lA~meﬂwL
105.0 A
WA VAN AV i\
12.00 12.50

m/z 91.00  33.44%

5000 134.0
77.0
27.0 10 ‘
HWMM m\ \\,m [T Jk
miz--> 20 40 100 120 140
Abundance #17032.Benzene,12—meﬂwL \*“h“

119.0 1200 1250
m/z 115.00  23.03%

5000 134.0
91.0
650
150 |, \\ A ‘M Cl et —

miz--> 20 60 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59

Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 1Indan, 1-methyl- Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
12.675 1.42 ug/L 241687 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 86
3 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 83
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 74
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 72

Abundance Scan 3541 (12.675 min): VU056482.D\data.ms (-3522) (- m/z 116.95 100.00%
11v.0
5000
132.0
P =
51.0 91.0 12.50 13.00
H_m_m_m_H‘;Mw‘ﬂ:hﬁaﬂm,w‘w”‘,HHWHUMW m/z 114.95  36.90%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
5000 1250JL 13.00
132.0 . :
910 m/z 132.00  28.86%
ST AN R T
| L4y | I | min
\\‘\\\\‘\\\\‘\H\‘\\\\‘H\\‘\\\\‘\H\‘\\\\’H\\‘HH’HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
A —
12.50 13.00
5000 132.0 m/z 90.95  14.37%
91.0
270 0 74 | I
SRS N M WSV AN N TN | R (R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- e ——
117.0 12.50 13.00
m/z 116.00 10.28%
5000 132.0 M/\
91.0
51.0
wHHﬁ??mhH¢HWWZﬁ%HwMHmmwﬂwmﬁhW‘ SA, ﬂmW””A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Benzofuran, 2-methyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.920 0.90 ug/L 153488 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
3 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 93
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91

Abundance Scan 3617 (12.920 min): VU056482.D\data.ms (-3608) (- m/z 130.95 100.00%
130.9

5000
s09 770 1030

o
‘ M H 13.00
H_Hw‘HwH‘MHH\MHMhm_w‘_uw‘uwh‘wuu‘uu,‘HM m/z 131.95  89.60%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16664: Benzofuran, 2-methyl-
131.0
LA,

5000
13.00
51.0 m/z 77.00 26.47%
77.0
27.0 ‘ ‘ 103.0
\\‘\\\\‘\\\\‘\\\‘1“\‘\\\l\\H‘f“f!\‘\fw!‘\\\\‘\\\\‘1‘1\\‘\\\\‘\\\\"‘\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16665: Benzofuran, 2-methyl-
131.0 ’/\\«/\
/\’\N/\ T ‘ T
13.00
5000 m/z 103.00  24.58%
510 770 4030
‘W‘HWEKR‘WNHﬂMH‘HH_MM‘HWHH_MH_HWH‘W\HV
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16663: Benzofuran, 7-methyl- mﬂfﬁﬂ‘ — ager Lk
132.0 13.00
m/z 104.00 22.11%
5000
51.0
770 1030
27.0 ‘ |
Lol “ Lol | |

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1300

SFAMUTR111323WMA.M Thu Nov 30 ©9:18:17 2023 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Benzofuran, 7-methyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.020 0.78 ug/L 132245 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 96
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 93
3 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 83
4 5-Methylbenzimidazole 132 C8H8N2 000614-97-1 81
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 81

Abundance Scan 3648 (13.019 min): VU056482.D\data.ms (-3639) (- m/z 131.00 100.00%
131.0

5000

/

| 13.00 |

77.0
51. 104.0

18502069 1/z 132.00  83.86%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16663: Benzofuran, 7-methyl-
132.0
| LTKNN

5000
51.0 13.00
77.0 103.0 m/z 76.95 31.32%
[
| !
‘\\\\[\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16665: Benzofuran, 2-methyl-
131.0 ﬂﬁkwﬁ
N/\ T T T ‘\ ‘
13.00
5000 m/z 119.00 31.21%
510770 1030
270 | |
H“H‘Jmﬂlwwuwhu“ﬁ“w“V“H“H“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 /\/NA
Abundance #16670: 3-Phenyl-2-propyn-1-ol A e ‘
131.0 13.00

m/z 104.00  24.07%

103.0
5000
77.0
51.0 ‘ ‘
29.0, \‘ i Ll Jl A T ) foyp 1L

m/z--> 20 40 60 80 100 120 140 160 180 200 1300

SFAMUTR111323WMA.M Thu Nov 30 ©9:18:18 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
13.103 0.53 ug/L 90053 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 72
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 59
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 59
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 58
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 58
Abundance Scan 3674 (13.103 min): VU056482.D\data.ms (-3670) (- m/z 131.00 100.00%
131.0
5000 90.9
56.0 - ‘ ‘/\/
185 2206.7 13.00 13.50
m/z 90.90 42.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 e —
13.00 13.50
91.0 m/z 146.05 34.31%
390 630 ‘ |
\‘\‘V\ \“‘\ \“1‘\““1‘\ \‘\“‘ T “‘\‘\ T U‘ \‘M T HM\ L B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 /\
a0 U Y
13.00 13.50
5000 ITI/Z 133.00 32.29%
390 65.0 91.0 ‘
‘_HM_m“‘Mu‘H‘H‘m‘l“uw‘_MHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200 /k JU\/\/\
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- LTAWAY et VAL
131.0 13.00 13.50
m/z 127.95 27.31%
5000
39.0 91.0
63.0
\‘\‘m\“HH‘;M“U\‘i\“H‘H“h\h“\‘w\‘1“\”‘””‘””‘”” /\\4\ — /\\\/\’\/\ﬁ* —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

SFAMUTR111323WMA.M Thu Nov 30 ©9:18:19 2023 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Cycloprop[a]lindene, 1,1a,6,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.515 1.40 ug/L 238850 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cycloprop[alindene, 1,1a,6,6a-te... 130 CleH10 015677-15-3 94
2 2-Methylindene 130 C10H10 002177-47-1 94
3 1,4-Dihydronaphthalene 130 CleHie 000612-17-9 92
4 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 91
5 Benzene, 1-butynyl- 130 CleH1ie 000622-76-4 91

Abundance Scan 3802 (13.515 min): VU056482.D\data.ms (-3791) (- m/z 130.00 100.00%

130.0
5000
63.0 1250 |
102.0 13.50
390 H\ Hﬁ 5.8 $\ ‘ \ ‘ 146.0 %
““““““‘,‘ Syl TR m/z 115.80  96.83%
miz--> 20 40 80 100 120 140
Abundance  #15060: Cycloprop[a]lndene, 1,1a,6,6a-tetrahydro-
129.0
5000 IR :

13.50
m/z 129.00  87.86%

64.0
e e L
m/z--> 20 40 60 80 100 120 140
Abundance #15022: 2-Methylindene
130.0
— T \

13.50

5000 m/z 128.00 48.64%
51.0
280 | 710 1020 | ]
H“HH‘HH,H‘m””‘u”“MH‘HH
miz—-> 20 40 80 100 120 140

Abundance #15034.1q4{mhydronaphthMene JAN AN ‘

130.0 1350

m/z 127.00  22.47%

5000
5.0 770 1020 ﬂLJ%\
27.0 d m ww | J\ | \‘ AW N& T

miz--> 20 40 80 100 120 140 13.50

SFAMUTR111323WMA.M Thu Nov 30 ©9:18:21 2023 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 1H-Indene, 1-methyl- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
13.624  1.54 g/l 263014  1,4-Dichlorobenzene-d4  11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 1-methyl- 130 cleie 000767-59-9 96

2 2-Methylindene

130 CleH1ie

3 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 C1l0H10
4 Benzene, (1-methyl-2-cyclopropen... 130 C10H10
5 Benzene,1l-methyl-1,2-propadienyl- 130 CleH1ie

002177-47-1 96
034324-40-8 96
065051-83-4 96
022433-39-2 95

Abundance Scan 3836 (13.624 min): VU056482.D\data.ms (-3819) (- m/z 114.95 100.00%
115.0
5000 JU\_/\/\N
38.9 | 62"9 91.0 ‘ 1 1-01472 13.50 14.00
SN N M‘ bl ol 2472 m/z 129.95  95.08%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15031: 1H-Indene, 1-methyl-
130.0
5000 el S
13.50 14.00
51.0 m/z 129.05 72.73%
‘2\7‘\.(\) \“’ T \“} T “\‘\Tﬂ‘.‘()\ ‘\‘\]\-()’“2‘\‘?\ 1 ‘ \“ ‘\ T ‘ L ’ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #15022: 2-Methylindene
130.0
13 50 14 00
5000 ITI/Z 128.00 39.85%
51.0
20, | _u»\?ﬂcf" Ml I
miz--> 20 40 80 100 120 140 160
Abundance #15064: Tetracyclo[S.3.0.0<2,6>.O<3,10>]deca—4,8—diene /V/\M
129.0 13. 50 14 00
m/z 127.00 18.41%
5000
510 770 1020 /LN\
270 | . mh_m‘,\mm_‘MW,H A
m/z--> 20 40 80 100 120 140 160 13 50 14. 00
SFAMUTR111323WMA.M Thu Nov 30 ©9:18:23 2023 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.781 1.08 ug/L 183815 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 76
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 74
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 68
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 68
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 64

Abundance Scan 3885 (13.781 min): VU056482.D\data.ms (-3875) (- m/z 131.00 100.00%

131.0
5000 J\W
-

S
389 648 L0 h ‘ 13.50 14.00

H‘wH‘w‘uwmww_ il 200 m/z 128,95 40.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 I 0
13.50 14.00
39.0 m/z 128.00 25.00%
\\\\‘\\\\‘H\\‘\\‘HM}\\‘\\‘}\“H\\H“\L‘m\‘\M\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
/k"“r - T
91.0 13.50 14.00
5000 ’ ITI/Z 146.00 24.71%
39.0
15.0 65.0 “
i
N A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- it e
131.0 13.50 14.00
m/z 114.95 21.14%
h /\JJMJ\M\M
39.0 91 0
63
\‘\m\\ ‘\‘M‘ SRV AW

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMUTR111323WMA.M Thu Nov 30 ©9:18:26 2023 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Benzene, 1,2,4-triethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.955 1.08 ug/L 184534  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4-triethyl- 162 C12H18 000877-44-1 90
2 Benzene, 1,3,5-triethyl- 162 C12H18 000102-25-0 90
3 Benzene, 1,3,5-triethyl- 162 C12H18 000102-25-0 90
4 Benzene, 1,3,5-triethyl- 162 C12H18 000102-25-0 81
5 Benzene, 1,3,5-triethyl- 162 C12H18 000102-25-0 70
Abundance Scan 3939 (13.955 min): VU056482.D\data.ms (-3930) (| | m/z 133.00 100.00%
138.0
56.0
SVANA VAR
NN e
m‘H‘wm‘wu‘wmmm“m S m/z 147.00 92.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37923: Benzene, 1,2,4-triethyl-
147.0
5000
119.0 1400
91.0 m/z 55.95 50.22%
29.0 65.0 ‘ ‘
\\\‘\‘\‘\\“‘\\‘\\‘\\\\“‘\\\\‘\\\\‘\N\‘\‘\!\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37922: Benzene, 1,3,5-triethyl-
147.0
/\A\ T ‘ T
14.00
5000 m/z 162.10 43.44%
105.0
2050 L
N Y o | T 1 O |
R e o  aRmman T e
m/z--> 20 40 60 80 100 120 140 160 180 200 PA
Abundance #37926: Benzene, 1,3,5-triethyl- : el
1338.0 14.00
m/z 105.00 37.82%
5000 105.0 162.0
770
39.0
150 Ao,
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

SFAMUTR111323WMA.M Thu Nov 30 ©9:18:26 2023

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59

Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 13 1H-Benzimidazole, 5,6-dimet... Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
14.055  1.64 ug/l 279968  1,4-Dichlorobenzene-d4  11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Benzimidazole, 5,6-dimethyl- 146 COHION2 000582-60.5 87

038865-47-3 86
017496-14-9 83
006072-57-7 80

2 2-(2-Hydroxyphenyl)buta-1,3-diene 146 C10H100
3 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100
4 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C1@H100

5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 72
Abundance Scan 3970 (14.055 min): VU056482.D\data.ms (-3960) (- m/z 130.95 100.00%
130.9
5000
91.0 T I
50.9 ‘ 14.00
Sl W “”“\ 2220 A8 g 145,95 97.16%
miz--> 20 40 60 100 120 140 160
Abundance #25699: 1H-Ben2|m|dazole, 5,6-dimethyl-
146.0
5000 o : »/\
14.00
m/z 144.95 71.51%
91.0
39.0 65.0 118.0
\1\4\0’\\\\“‘\\‘H\“\‘\\\‘\\‘\\‘ \\w"\\‘\\"}‘\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #24949: 2-(2-Hydroxyphenyl)buta-1,3-diene
131.0
N f
14.00
m/z 114.95 27.17%
5000 91.0
H"HH‘H‘MH‘H‘\\‘\ ‘H\‘ “H “H’MH‘H
m/z--> 20 40 60 80 100 120 140 160
Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl- —
131.0 14.00
m/z 116.95 21.70%
5000
103.0
9 77.0 ‘
? b AL g8 A WL
miz--> 20 80 100 120 140 160 14.00

SFAMUTR111323WMA.M Thu Nov 30 ©9:18:28 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Benzofuran, 4,7-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.100 1.38 ug/L 234909 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 4,7-dimethyl- 146 C10H100 028715-26-6 64
2 Benzonitrile, 4-(dimethylamino)- 146 C9H1ON2 001197-19-9 59
3 2-Thiophenecarboxaldehyde, 5-chl... 146 C5H3C10S 007283-96-7 53
4 Benzonitrile, 4-(dimethylamino)- 146 CSH1ON2 001197-19-9 53
5 Benzonitrile, 4-(dimethylamino)- 146 C9H1ON2 001197-19-9 53
Abundance Scan 3984 (14.100 min): VU056482.D\data.ms (-3978) (- m/z 145.00 100.00%
145.0
5000 /\/\/\/\M
115.0 S A
509 719 910 14.00 14.50
SR FEUTI A i \“‘ SSUB m/z 146.00  74.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24930: Benzofuran, 4,7-dimethyl-
146.0
5000 1 ‘ '/\
14.00 14.50
117.0 m/z 115.00 23.65%
39.0 72.0 91.0
LI ‘ \“\‘\ \““‘\ \““ \““‘i‘\ !mi”‘ T \“\ T ‘M\ T \m"‘ T \‘} T ‘ \‘\ T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #25703: Benzonitrile, 4-(dimethylamino)-
145.0
= T
14.00 14.50
5000 m/z 117.00 13.36%
102.0
50 420 750 0 40
T e LA B A e L B L
m/z--> 20 40 60 80 100 120 140 160
Abundance #25165: 2-Thiophenecarboxaldehyde, 5-chloro- A —r 1
145.0 14.00 14.50
m/z 90.95 12.67%
5000
73.0 117.0
29\.0\” 49'0\‘ ‘\ i 92.0 ‘H |
T B R e B e e T P e
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

SFAMUTR111323WMA.M Thu Nov 30 ©9:18:29 2023 Page: 17



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

vVue56482.D

: 18 Nov 2023 15:59

: MD/SY

: 05452-02

: 25mL/MSVOA_U/WATER

: 13 Sample Multiplier: 1

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.M

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
1480 1.1 ugl 188971  1,4-Dichlorobenzene-d4  11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 64

2 Benzene, (1,2-dimethyl-1-propenyl)- 146

C11H14 000769-57-3 64

3 1-Methylindan-2-one 146 C10H100 035587-60-1 64
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 64
5 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 64
Abundance Scan 4009 (14.180 min): VU056482.D\data.ms (-3997) (- | m/z 146.05 100.00%
104.0 146.1
5000 /j\\/
=l .
509 770 ‘1280 14.00 14.50
e " w“‘“ w“‘vh‘ ol ““u : H“ Al | ‘}?g.‘z‘ m/z 104.00  90.09%
miz--> 20 40 60 80 100 120 140 160
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 P02 AR
105.0 14.00 14.50
m/z 131.00 75.97%
39.0 77.0 147.0
T ‘ \‘\ T \“‘\ \“F\S‘.‘(ﬂ‘\“l“\““ T \“} T ““\‘\ T T “j‘\ T ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
—— s
14.00 14.50
5000 91.0 m/z 91.00 36.61%
115.0
370 65.0 ‘ ‘ 147 0
“““H“M“Mu‘wm‘u:“hk‘lh‘ﬂm“‘t“““
m/z--> 20 40 60 80 100 120 140 160
Abundance #24910: 1-Methylindan-2-one —— —
131.0 14.00 14.50
m/z 114.95 32.56%
5000
103.0
51.0 77.0 o
ST I T Y W T W L
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\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 16 2-Propenal, 2-methyl-3-phenyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.238 1.48 ug/L 251678 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propenal, 2-methyl-3-phenyl- 146 C1OH100 000101-39-3 72
2 1H-Benzimidazole, 2-ethyl- 146 C9H1ON2 001848-84-6 64
3 2-Propenal, 2-methyl-3-phenyl- 146 C10H100 000101-39-3 64
4 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1@ON2 000582-60-5 59
5 1H-Benzimidazole, 2-ethyl- 146 C9H1ON2 001848-84-6 59

Abundance Scan 4027 (14.238 min): VU056482.D\data.ms (-4019) (- m/z 145.00 100.00%

145.0
5000
115.0

P
14.00 14.50

51.0 ‘ ‘ )
Ao B0 “u dod 2001 2810 Tnyz 146.00  91.37%
m/z--> 50 100 150 200 250
Abundance #24937: 2-Propenal, 2-methyl-3-phenyl-
145.0
T Moo
5000 T
8.0 14.00 14.50

m/z 131.00  25.38%

39.0
Tk ‘L }‘M‘\H‘H\‘\ ”L‘ ““r M\ ‘\‘ T L L B B B B B
Miz> 50 100 150 200 250
Abundance #25691: 1H-Benzimidazole, 2-ethyl-
145.0

A
14.00 14.50
5000 m/z 115.00  23.50%

28.0 630 92‘-0 L
TR IO N A N L

L B L e e R — —

m/z--> 50 100 150 200 250
Abundance #24945: 2-Propena

[, 2-methyl-3-phenyl- 7
5. 14.00 14.50

145.0
m/z 116.95  18.53%

115.0
5000 78.0
39.0
I

L ‘
miz--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 2-(2-Hydroxyphenyl)buta-1,3... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
14.283 0.53 ug/L 90282  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 58
2 2-(2-Hydroxyphenyl)buta-1,3-diene 146 C10H100 038865-47-3 53
3 2-Amino-4,6-dimethylbenzonitrile 146 C9H1ON2 1010461-05-1 50
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 49
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 49
Abundance Scan 4041 (14.283 min): VU056482.D\data.ms (-4036) (- m/z 131.00 100.00%
131.0
5000
91.0
64.1 ‘ 14.00 14.50
160.0 : :
S I T wh‘!m‘! b 2958 hy7 145.00  58.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25699: 1H-Benzimidazole, 5,6-dimethyl-
146.0
5000 S —
14.00 14.50
m/z 146.00 53.74%
91.0
39.0 65.0 118.0
\:\L‘}\.(‘)\‘\H"\\‘H\‘h\‘\H“’\\”‘1\‘1\\N“\\1\‘”\‘\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: 2-(2-Hydroxyphenyl)buta-1,3-diene
1310 M
4 T
14.00 14.50
m/z 133.00 46.81%
5000 91.0
51.0
H“_‘H,‘“MAHMLWMHNMWMJW‘HM‘W‘H‘_“W‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 m
Abundance #25704: 2-Amino-4,6-dimethylbenzonitrile e =L
146.0 14.00 14.50
m/z 114.95 36.73%
5000
39.0 g50 910 118.0
Hlﬁ'?ﬂm“,‘uH‘lw“;‘uM“,‘““1“‘lu‘1““‘H“‘m“m‘uu“m —r— T
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\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 18 3-Buten-2-one, 4-phenyl-, (E)- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
14.335 0.67 ug/L 113773 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Buten-2-one, 4-phenyl-, (E)- 146 C10H100 001896-62-4 78
2 2-Propenal, 3-(4-methylphenyl)- 146 C10H1e0 001504-75-2 53
3 Benzene, (2-methyl-1-butenyl)- 146 C1l1Hi4 056253-64-6 52
4 3-Buten-2-one, 4-phenyl- 146 C10H1e0 000122-57-6 52
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 52

Abundance Scan 4057 (14.335 min): VU056482.D\data.ms (-4049) (- m/z 131.00 100.00%
131.0
P s
50.9 77.0 103 o‘ 14.00 14.50
160.0 : :
bl T TOP01819 2068 g 00 g4 o5y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24939: 3-Buten-2-one, 4-phenyl-, (E)-
103.0 131.0
5000 - e e
51.0 14.00 14.50
m/z 145.00 84.34%
\\\‘2\7\\0\“\\‘1\““\‘\\ ‘\\\\‘H\\‘\“\\1\‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24946: 2-Propenal, 3-(4-methylphenyl)-
131.0
- —t—
14.00 14.50
5000 91.0 ITI/Z 115.00 24.77%
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)- T T
131.0 14.00 14.50
m/z 76.95 13.15%
5000 91.0
390\65\0 | m \H I
| ull I l
S P e
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\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Benzene, 1-methyl-4-(1-meth... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.537 0.96 ug/L 164186 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 64
2 Benzofuran, 4,7-dimethyl- 146 C10H1e0 028715-26-6 60
3 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 58
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 58
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 53
Abundance Scan 4120 (14.537 min): VU056482.D\data.ms (-4106) (- m/z 131.00 100.00%
131.0
T \
50"9 73.P 97'0 sg‘ 162.0 14.50
e el 3088 ) 1820 1g 00 89.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25699: 1H-Benzimidazole, 5,6-dimethyl-
146.0
5000 ‘ M ‘
14.50
m/z 145.00 75.86%
91.0
39.0 65.0 118.0
\1\4.\0‘\‘\ T \“‘\ \‘H T “i‘\ f 1“‘ T \”‘1 \“\\\N“ \\1\“}‘\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #24930: Benzofuran, 4,7-dimethyl-
146.0
T \
14.50
5000 m/z 115.00 32.12%
117.0
72.0 91.0 ‘
] oy \““‘\ \“1‘ w‘“‘;‘\ !‘”1”‘ \ \“\ el \‘1 - \‘\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- T
131.0 14.50
m/z 117.00 19.02%
5000
91.0
39.0 ‘
65.0
0 mso ) uso W
m/z--> 20 40 60 80 100 120 140 160 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 2-Ethyl-1-H-indene Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.672 0.89 ug/L 152185 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Ethyl-1-H-indene 144 C11H12 017059-50-6 78
2 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 60
3 1H-Indene, 1-ethenyl-2,3-dihydro- 144 C11H12 051783-46-1 60
4 Naphthalene, 1,2-dihydro-6-methyl- 144 C11H12 002717-47-7 60
5 1H-Indene, 4,7-dimethyl- 144 C11H12 006974-97-6 60

Abundance Scan 4162 (14.672 min): VU056482.D\data.ms (-4151) (-] | m/z 129.00 100.00%
129.

9.0
5000
145.0

510 711 91.0 11J “ ‘ 1622 14.50 15.00
- MuWM‘Mwu‘JL“m“fﬁ“ 5T wyz 144.85  58.58%

m/z--> 20 40 60 80 100 120 140 160
Abundance #23550: 2-Ethyl-1-H-indene
129.0
A

5000 A N
14.50 15.00

m/z 128.00  45.37%

| 63\".‘0\ L 8710 19\4'0 ‘\ l“:S.O
T ‘ L ‘ LI ‘ L ‘ L ‘ L ‘ L ‘ L ‘ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #23557: 1H-Indene, 1,3-dimethyl-
129.0

= T
14.50 15.00

5000 m/z 131.05 38.43%
39.0 . . 145.0
30, 080, ee0220 | N RS
m/z--> 20 40 60 80 100 120 140 160
Abundance #23568: 1H-Indene, 1-ethenyl-2,3-dihydro- P e
129.0 14.50 15.00

m/z 114.95  36.25%

39.0 63.0 91.0
| | il L | 1 A1 HO H 1p0

‘ 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\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 21 Benzene, pentamethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.804 2.58 ug/L 439386 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, pentamethyl- 148 C11H1e 000700-12-9 90
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11lH16 004706-90-5 60
3 Benzene, pentamethyl- 148 C11Hi6 000700-12-9 60
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 60
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11lH16 004706-89-2 55
Abundance Scan 4203 (14.804 min): VU056482.D\data.ms (-4190) (- m/z 133.00 100.00%
133.0
- i
\/\ ‘ T T ‘ T
38.9 91‘-0 | ‘ , 14.50 15.00
e L W 2072 2810 ) 159 00 42.20%
m/z--> 0 50 100 150 200 250
Abundance #26355: Benzene, pentamethyl-
133.0
5000 — ool
14.50 15.00
91.0 m/z 148.05 41.86%
39.0 ‘
T E ‘M \h‘\“‘\ T “‘\M“\ ”\“\h‘ L e s B B B
miz--> 0 50 100 150 200 250
Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0 fkk
— e
14.50 15.00
5000 m/z 144.00 28.03%
39.0 91.0
20 bt b L
m/z--> 0 50 100 150 200 250
Abundance #26354: Benzene, pentamethyl- i A
133.0 14.50 15.00
m/z 128.00  25.91%
5000
a0 MO
L 1w L n blu. "
e e — T
m/z--> 0 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 22 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.875 1.07 ug/L 182544  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 83
2 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 81
3 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 74
4 Benzaldehyde, 2-hydroxy-4-methyl- 136 C8H802 000698-27-1 72
5 4-Hydroxy-2-methylbenzaldehyde 136 C8H802 041438-18-0 64

Abundance Scan 4225 (14.875 min): VU056482.D\data.ms (-4219) (- m/z 135.00 100.00%

135.0
5000
91.0

63.0 1450 1500

ettt 2072690 136 6 73.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18797: Benzolb]thiophene, 2,3-dihydro-
135.0
5000 91.0
14. 50 15 00
m/z 134.00 32.77%
\‘\\H‘[\‘\“\\“\“”\\“HM\“\\\\‘H\“\\\\‘\H\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18800: Benzolc]thiophene, 1,3-dihydro-
135.0
14.50 15.00
5000 m/z 90.95 27.33%

91.0
39.0 \‘ \‘ H
L 1. | | L
R e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance i i

#18798: Benzo[c]thiophene, 1,3-dihydro-
135.0 1450 1500

m/z 131.00  11.94%

5000
91.0
S|
I A 1

m/z--> 20 40 60 80 100120140160180200220240260280 1450 1500
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 23 2,5-Dimethyl-1H-indol-6-amine  Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
15.135 0.86 ug/L 146537 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,5-Dimethyl-1H-indol-6-amine 160 C1OH12N2 1000410-59-3 58
2 2,5,6-Trimethylbenzimidazole 160 C10H12N2 003363-56-2 58
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 49
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 47
5 Benzene, 1,2,4-trimethyl-5-(1-me... 160 C12H16 054340-84-0 46

Abundance Scan 4306 (15.135 min): VU056482.D\data.ms (-4297) (- m/z 160.05 100.00%
0.1

16
5000
115.0

91.0 L
15.00 15.50

50.9 719 ‘
""H"VuJm‘wmMM‘nL‘WH‘U‘u%ﬁ?“‘nV‘?g?@ m/z 159.05  87.42%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36016: 2,5-Dimethyl-1H-indol-6-amine
160.0

5000 Pt o
15.00 15.50
41.0 m/z 145.00 58.67%
80.0 117.0
L I \‘H‘ﬁ:‘ur“\ th T T \‘i“‘ T \“1 T ‘”M\ T \“\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36014: 2,5,6-Trimethylbenzimidazole
160.0
T T
15.00 15.50
5000 m/z 115.00 23.38%

91.0
150 3 O b
m/z--> 20 40 60 80 100 120 140 160 180
Abundance

#36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- T
145.0 15.00 15.50

m/z 91.00 17.17%

5000
115.0
91.0
39.0 650
15.0 R M ‘ ‘ ‘ \‘h \M i

T T
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 24 2,5,6-Trimethylbenzimidazole Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
15.257 1.01 ug/L 172249 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,5,6-Trimethylbenzimidazole 160 C10H12N2 003363-56-2 72
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 64
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 60
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 55
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 49

Abundance Scan 4344 (15.257 min): VU056482.D\data.ms (-4335) (- m/z 160.05 100.00%
160.1
5000
91.0
T —
38 9 %28.0 ) 15.00 15.50
e it b Dl 2070 2BL s ee 76.22%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36014: 2,5,6-Trimethylbenzimidazole
160.0
5000 S s
15.00 15.50
m/z 159.00 74.41%
91.0
39.0
\H‘H\\“‘\\‘}\“\‘H\Mi\\“H‘\\\}rﬂ‘-\\H‘\‘\\\“\H\‘\H\’HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-
145.0
e —
15.00 15.50
5000 m/z 91.00 33.73%
N L O A
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl- —— —
145.0 15.00 15.50
m/z 104.00 31.44%
5000
91.0
| sl
m‘whwwu‘,Wu“”:“‘AH‘HWwmW‘,w,wwww A Vgl
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 26 2H-Pyran-2-carboxaldehyde, ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.643 1.16 ug/L 198037 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2H-Pyran-2-carboxaldehyde, 3,4-d... 140 C8H1202 001920-21-4 72
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 59
3 (Z)-6-Methyl-2-(tricos-14-en-1-y... 432 C29H5202 243118-20-9 59
4 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 53
5 2-(Butyliden-2-one)tetrahydrofuran 140 C8H1202 343270-50-8 50

Abundance Scan 4464 (15.643 min): VU056482.D\data.ms (-4455) (-] ' m/z 111.00 100.00%
111.0

5000

55.0

—~L —r—
‘M | 1740 15.50 16.00
b 22— m/z 54.95 25.13%

m/z--> 0 50 100 150 200 250 300 350 400

Abundance #21330: 2H-Pyran-2-carboxaldehyde, 3,4-dihydro-2,5-dirn
111.0

o

5000 L AV
43.0 15.50 16.00
m/z 69.00 16.37%

N ”\ s ‘

[T T \\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

miz—> 0 50 100 150 200 250 300 350 400

Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
111.0
— M‘W/
15.50 16.00
5000/ 55 m/z 41.00  15.91%
‘HL“L“,‘“‘J!«‘M —
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #319176: (2)-6-Methyl-2-(tricos-14-en-1-yl)-2H-pyran-4(3 P —
111.0 15.50 16.00

m/z 140.05 12.85%

5000

55.0
e 163.0 223.0 279.0 333.0 432.( AA oL

‘\\\\’\\\\“\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\l\ \\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 27 1,1'-Biphenyl, 2-methyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
16.006 0.59 ug/L 100298 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 97
2 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 93
3 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 91
4 Diphenylmethane 168 C13H12 000101-81-5 90
5 Diphenylmethane 168 C13H12 000101-81-5 90
Abundance Scan 4577 (16.006 min): VU056482.D\data.ms (-4562) (- m/z 168.00 100.00%
168.0
5000
83.0 1150 Ta00 |
50.9 208.8 269.0 16.00 -
b m/z 167.10  99.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43634: 1,1'-Biphenyl, 2-methyl-
167.0
5000 A :

16.00
m/z 165.00  42.88%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43633: 1,1'-Biphenyl, 2-methyl-
168.0
WP L W AYAS
16.00
5000 ITI/Z 153.00 35.26%
390 830 1150 ‘
"“H"\“‘“‘;"\‘;\‘\‘\\1\"‘“\\”‘\H“"‘ul"\‘\"\!\“\}H‘""H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43642: 1,1'-Biphenyl, 2-methyl- A f\w i ‘”/\‘ ; a2,
168.0 16.00

m/z 152.00  29.51%
5000

51.0 83.0 115.0

m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 28 Naphthalene, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.180 1.52 ug/L 259326  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 95
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 93
3 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 93
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 92
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 76
Abundance Scan 4631 (16.180 min): VU056482.D\data.ms (-4623) (- m/z 141.00 100.00%
141.0
5000 M
76.0 J 16.00 16 50
38.9
Sk 1199, ‘H‘ pral2o89 281040 1se.e0  38.22%
m/z--> 50 100 150 200 250
Abundance #33125: Naphthalene, 2-ethyl-
141.0
5000 e A .
16.00 16.50

m/z 115.00  25.10%

T T \39\ “ ‘ “ “”‘\ ‘\ J‘-l\or\ “‘\ ‘\‘ H“\ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #33122: Naphthalene, 1-ethyl-
141.0

16 00 16 50
5000 m/z 162.00 15.64%
27.0 \63\0\ 102'4 ||
! h \ \ i M PRI il
i T s o e
m/z--> 50 100 150 200 250
Abundance #33127: Naphthalene, 1-ethyl- —— ; /\
141.0 16.00 16.50

m/z 146.95 14.47%

5000 /\M\
270 630 1024 I \‘ H\\ MAAW

m/z--> 50 100 150 200 250 16. 00 16. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 29 2-Allylnaphthalene Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
16.386 0.88 ug/L 149392  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Allylnaphthalene 168 C13H12 002489-87-4 95
2 Diphenylmethane 168 C13H12 000101-81-5 94
3 Diphenylmethane 168 C13H12 000101-81-5 93
4 Diphenylmethane 168 C13H12 000101-81-5 93
5 Fluorene, 2,4a-dihydro- 168 C13H12 059247-36-8 89
Abundance Scan 4695 (16.386 min): VU056482.D\data.ms (-4681) (| | m/z 168.10 100.00%
168.1
5000
90.9 L L
50.9 ‘ H ? 4 16.00 16.50
_—y “w\mh bl Ll m‘ 20002890 /7 167018 93.29%
m/z--> 20 40 60 80 100 120 140 160180200220 240260280
Abundance #43627: 2-Allylnaphthalene
167.0
A n
5000 P el
115.0 16.00 16.50
m/z 165.00  43.05%
39.0 82.0
H‘HH‘HH‘HH‘\H\‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43625: Diphenylmethane
168.0
s Ly gl
16. 00 16. 50
5000 m/z 90.90  29.65%
91.0
3%0\ L | 1394“H
e e e e e
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #43622: Diphenylmethane ST
167.0 16. 00 16 50
m/z 152.05 24.18%
5000
91.0
51.0
139.
m/z--> 20 40 60 80 100120140160180200220240260280 16. 00 16 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 30 Naphthalene, 2,3-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.608 1.13 ug/L 192883 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 96
Abundance Scan 4764 (16.608 min): VU056482.D\data.ms (-4753) (- m/z 140.95 100.00%
140.9
NSRS
389 77. d | m 16.50 17.00
i WY w‘”‘ 109 || Jl176.92089 280 . 156 09 85.30%
miz--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 A‘ LA 4
16.50 17.00
m/z 155.00  23.22%
76.0
T T \39‘\ 0“ . ‘h H‘h‘\ ‘\ l“l\o ““\ ‘\‘ ‘M\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0 fN«
ey
16.50 17.00
5000 m/z 114.95 19.00%
76.0 1150
390 ) Layd
T ‘\ ‘\ “ H T “\ T ‘ T T “\ T ‘” T T ‘ T T ‘ T
miz--> 50 100 150 200 250
Abundance #33151: Naphthalene, 1,2-dimethyl- s —
156.0 16.50 17.00
m/z 128.00  16.83%
5000
76.0 115.0 m
LW W W LYYW )
m/z--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 31 Naphthalene, 1,8-dimethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
16.640 0.85 ug/L 145572  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 93
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 91
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 91
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 91
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 90

Abundance Scan 4774 (16.640 min): VU056482.D\data.ms (-4770) (-} ' m/z 156.10 100.00%
156.1
5000
AL
’ 16.50 17.00
: ?%'{3\‘ u“”“”‘u - ) ““ A 208l 2L 0z 141.00  83.48%
miz--> 50 100 150 200 250
Abundance #33154: Naphthalene, 1,8-dimethyl-
156.0 ﬂ\
5000 T T T T j\\ T T T
16.50 17.00
76.0 115.0 m/z 155.08  37.44%
20 0, Ll
T T ‘\ ‘\ i‘ ‘\““ “H\ ”\ “ T ‘\ ““\ U i T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33165: Naphthalene, 1,5-dimethyl-
156.0
16.50 17.00
5000 ITI/Z 114.95 25.80%
770 1150
B i 0 I
miz-> 50 100 150 200 250
Abundance #33152: Naphthalene, 2,6-dimethyl- s e
156.0 16.50 17.00
m/z 153.00 17.21%
5000
77.0 115.0
LU ST B S—
m/z--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acq On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 32 Naphthalene, 2-ethenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.090 14.56 ug/L 2482050 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 96
2 Acenaphthene 154 C12H1e 000083-32-9 93
3 Acenaphthene 154 C12H1e 000083-32-9 92
4 Acenaphthene 154 C12H1e 000083-32-9 81
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 58
Abundance Scan 4914 (17.090 min): VU056482.D\data.ms (-4901) (- m/z 153.00 100.00%
153.0
5000
76.0
s ‘ 17.00
ol b 215, m —2070 2810 n/7 153.95 91.86%
miz--> 50 100 150 200 250
Abundance #31486: Acenaphthene
153.0
5000 e :
76.0 17.00
m/z 152.00 51.36%
T T \39\ Q‘ “ “ T \Q\ T m\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #31487: Acenaphthene
154.0
T T
17.00
5000 m/z 76.00 24.43%
76.0
“390_\‘\\‘\”‘119 | I
miz--> 50 100 150 200 250
Abundance #31488: Acenaphthene
154.0 1700
m/z 151.00 18.17%
5000
76.0
cpso M
m/z--> 50 100 150 200 250 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56482.D

Acqg On : 18 Nov 2023 15:59
Operator : MD/SY

Sample : 05452-02

Misc : 25mL/MSVOA_U/WATER

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.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|
Benzeneacetalde... 11.640 0.7 wug/L 116979 3 11.810 852482 5.0
Benzene, 1,3-di... 12.093 0.7 ug/L 117978 3 11.810 852482 5.0
Benzene, 1,2-di... 12.299 1.0 ug/L 174329 3 11.810 852482 5.0
Indan, 1-methyl- 12.675 1.4 wug/L 241687 3 11.810 852482 5.0
Benzofuran, 2-m... 12.920 0.9 ug/L 153488 3 11.810 852482 5.0
Benzofuran, 7-m... 13.020 0.8 ug/L 132245 3 11.810 852482 5.0
1H-Indene, 2,3-... 13.103 0.5 ug/L 90053 3 11.810 852482 5.0
Cycloprop[alind... 13.515 1.4 ug/L 238850 3 11.810 852482 5.0
1H-Indene, 1-me... 13.624 1.5 ug/L 263014 3 11.810 852482 5.0
Benzene, (1,2-d... 13.781 1.1 ug/L 183815 3 11.810 852482 5.0
Benzene, 1,2,4-... 13.955 1.1 ug/L 184534 3 11.810 852482 5.0
1H-Benzimidazol... 14.055 1.6 wug/L 279968 3 11.810 852482 5.0
Benzofuran, 4,7... 14.100 1.4 ug/L 234909 3 11.810 852482 5.0
Naphthalene, 1,... 14.180 1.1 ug/L 188971 3 11.810 852482 5.0
2-Propenal, 2-m... 14.238 1.5 ug/L 251678 3 11.810 852482 5.0
2-(2-Hydroxyphe... 14.283 0.5 ug/L 90282 3 11.810 852482 5.0
3-Buten-2-one, ... 14.335 0.7 ug/L 113773 3 11.810 852482 5.0
Benzene, 1-meth... 14.537 1.0 ug/L 164186 3 11.810 852482 5.0
2-Ethyl-1-H-indene 14.672 0.9 ug/L 152185 3 11.810 852482 5.0
Benzene, pentam... 14.804 2.6 ug/L 439386 3 11.810 852482 5.0
Benzo[b]thiophe... 14.875 1.1 ug/L 182544 3 11.810 852482 5.0
2,5-Dimethyl-1H... 15.135 0.9 ug/L 146537 3 11.810 852482 5.0
2,5,6-Trimethyl... 15.257 1.0 ug/L 172249 3 11.810 852482 5.0
2H-Pyran-2-carb... 15.643 1.2 ug/L 198037 3 11.810 852482 5.0
1,1'-Biphenyl, ... 16.006 0.6 ug/L 100298 3 11.810 852482 5.0
Naphthalene, 2-... 16.180 1.5 ug/L 259326 3 11.810 852482 5.0
2-Allylnaphthalen 16.386 0.9 ug/L 149392 3 11.810 852482 5.0
Naphthalene, 2,... 16.608 1.1 ug/L 192883 3 11.810 852482 5.0
Naphthalene, 1,... 16.640 0.8 ug/L 145572 3 11.810 852482 5.0
Naphthalene, 2-... 17.090 14.6 ug/L 2482050 3 11.810 852482 5.0
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