LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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\SFAMUTRO40424WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@58757.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.354 14 20 34 rvB2 9106 13498 2.11% 0.317%
2 1.589 84 93 104 rVB 23486 27699 4.33% 0.651%
3 1.904 183 191 203 rVB 18037 22502 3.52% 0.529%
4 2,557 383 394 410 rVB 40564 66851 10.46% 1.571%
5 4.634 1028 1040 1070 rBV 18572 56816 8.89% 1.335%
6 5.052 1156 1170 1187 rBV 40853 90634 14.18% 2.130%
7 5.717 1359 1377 1389 rBvV2 78733 203933 31.91% 4.792%
8 6.242 1528 1540 1564 rBV 100160 192504 30.12% 4.524%
9 6.682 1666 1677 1693 rBV 48740 94144 14.73% 2.212%
10 7.560 1941 1950 1970 rBV 21862 38882 6.08% 0.914%
11 7.894 2042 2054 2068 rBV 88496 158822 24.85% 3.732%
12 7.968 2069 2077 2093 rVB2 5095 9759 1.53% 0.229%
13 8.177 2132 2142 2157 rBV3 11431 20663 3.23% 0.486%
14  8.631 2273 2283 2315 rBV2 72455 146327 22.90%  3.438%
15 9.412 2514 2526 2542 rBV 140573 234574 36.70% 5.512%
16 9.495 2542 2552 2565 rVV 143035 222648 34.84% 5.232%
17 9.566 2565 2574 2587 rVB 17563 27964  4.38% 0.657%
18 9.692 2599 2613 2632 rBB2 19699 33318 5.21% 0.783%
19 10.097 2730 2739 2756 rVB2 13805 22640 3.54% 0.532%
20 10.479 2847 2858 2875 rBV 75613 119582 18.71% 2.810%
21 10.749 2931 2942 2958 rBB 30442 48659 7.61% 1.143%
22 10.901 2979 2989 3002 rBV 9402 14517 2.27% 0.341%
23 11.020 3012 3026 3037 rBV2 6558 11630 1.82% 0.273%
24 11.290 3101 3110 3115 rBV 5374 7636 1.19% 0.179%
25 11.463 3155 3164 3175 rVB 7402 11456 1.79% 0.269%
26 11.637 3210 3218 3227 rVB 14489 20909 3.27% 0.491%
27 11.807 3258 3271 3286 rBV 144016 236174 36.95% 5.550%
28 11.888 3289 3296 3307 rVB2 5353 7377 1.15% 0.173%
29 12.087 3347 3358 3373 rBV 96367 151758 23.75% 3.566%
30 12.187 3378 3389 3404 rBV 96709 157869 24.70%  3.710%
31 12.299 3414 3424 3437 rBV4 24831 43785 6.85% 1.029%
32 12.373 3439 3447 3461 rVB2 6683 10319 1.61% 0.242%
33 12.675 3527 3541 3559 rBV 43259 69384 10.86% 1.630%
34 12.923 3609 3618 3624 rBV2 10669 17548 2.75% 0.412%
35 12.968 3624 3632 3639 rvv 16882 28213 4.41% 0.663%
36 13.019 3639 3648 3664 rVW4 22808 55386 8.67% 1.301%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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\SFAMUTRO40424WMA .M
Title : TRACE VOA SFAM1.0
37 13.103 3668 3674 3690 rVB6 8252 16969 2.66% 0.399%
38 13.248 3711 3719 3725 rVwv4 6035 8594 1.34% 0.202%
39 13.290 3725 3732 3738 rVWv2 11865 18647 2.92% 0.438%
40 13.318 3738 3741 3755 rVB2 5306 7878 1.23% 0.185%
41 13.447 3771 3781 3793 rVB3 20734 33827 5.29% 0.795%
42 13.515 3793 3802 3813 rBv4 11990 18354 2.87% 0.431%
43 13.621 3822 3835 3848 rVB3 24444 41734 6.53% 0.981%
44 13.781 3874 3885 3892 rBv4 15951 25751 4.03% 0.605%
45 13.830 3892 3900 3911 rVV6 6632 11410 1.79% 0.268%
46 13.904 3916 3923 3928 rVV2 8421 12972 2.03% 0.305%
47 13.952 3928 3938 3951 rVB7 19781 39205 6.13% 0.921%
48 14.080 3958 3978 3998 rBV 370237 639098 100.00% 15.018%
49 14.199 3998 4015 4022 rVV3 26523 59282 9.28% 1.393%
50 14.238 4022 4027 4034 rVW5 16131 27555 4.31% 0.648%
51 14.280 4035 4040 4050 rVV5 12672 19491 3.05% 0.458%
52 14.335 4050 4057 4066 rVBS8 5979 8753 1.37% 0.206%
53 14.669 4151 4161 4170 rBVS8 7143 16026 2.51% 0.377%
54 14.801 4190 4202 4211 rBV2 22026 34866 5.46% 0.819%
55 14.875 4211 4225 4237 rVB5 10958 24894  3.90% ©.585%
56 15.016 4258 4269 4278 rBV5 4155 6916 1.08% 0.163%
57 15.135 4293 4306 4307 rBvV3 8557 10193 1.59% 0.240%
58 15.164 4308 4315 4326 rVB 16829 28630 4.48% 0.673%
59 15.254 4338 4343 4354 rVBS8 8480 14023 2.19% 0.330%
60 15.405 4378 4390 4416 rBV7 44463 104833 16.40% 2.463%
61 15.904 4537 4545 4557 rBV7 3695 7055 1.10% 0.166%
62 16.006 4569 4577 4588 rVB5 5191 6922 1.08% 0.163%
63 16.177 4622 4630 4643 rVB3 14818 22085 3.46% 0.519%
64 16.605 4754 4763 4769 rBvV2 13241 21637 3.39% 0.508%
65 16.640 4769 4774 4788 rVB2 10345 15214 2.38% 0.358%
66 17.090 4902 4914 4936 rBV 144445 246648 38.59% 5.796%
67 17.270 4960 4970 4979 rVB3 6270 9710 1.52% 0.228%

Sum of corrected areas: 4255552
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU058757.D\data.ms
350000
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250000
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150000
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Abundance TIC: VU058757.D\data.ms
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100000 7.894 121081
8.631 10.479

50000 10.749
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.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 Benzene, 1-chloro-4-(triflu... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.495 4.75 ug/L 222648 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-4-(trifluorome... 180 C7HACLF3 000098-56-6 98
2 Benzene, 1-chloro-4-(trifluorome... 180 C7H4C1F3 000098-56-6 98
3 Benzene, 1-chloro-4-(trifluorome... 180 C7H4C1F3 000098-56-6 95
4 Benzene, 1-chloro-4-(trifluorome... 1890 C7H4ClF3 000098-56-6 93
5 Benzene, 1-chloro-3-(trifluorome... 180 C7HACLF3 000098-15-7 93
Abundance Scan 2552 (9.495 min): VU058757.D\data.ms (-2542) (-) m/z 180.00 100.00%
180.0
145.0
5000
75.0
50.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ ‘ 94.9 12?-9 | 9.20 9.40 9.60 9.80
Ot AL sy “1 fy HM el ‘ “ e - m/z 145.00 61.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55324: Benzene, 1-chloro-4-(trifluoromethyl)-
180.0
145.0
5000 LN L B I BN LR
75.0 9.20 9.40 9.60 9.80
m/z 160.90 57.08%
O\\\\‘\\.\\‘\\‘\\‘\\‘}“1i\‘\\‘\“\\\\‘\\1\‘\\\\‘\\\\“\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55326: Benzene, 1-chloro-4-(trifluoromethyl)-
180.0
AR A RaEEEEE T
145.0 9.20 9.40 9.60 9.80
5000 m/z 75.00 36.87%
75.0
50‘ 0 ‘ 95.0 125.0
ol 289l ‘J‘um‘_HW‘MW;MH_M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55323: Benzene, 1-chloro-4-(trifluoromethyl)- e w/\‘ T
180.0 9.20 9.40 9.60 9.80
145.0 ITI/Z 129.90 35.82%
75.0
5000 50.0
95.0 125, o
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.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 1Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.087 3.21 ug/L 151758 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 76
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 70
4 Indane 118 C9H1e 000496-11-7 70
5 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 68
Abundance Scan 3358 (12.087 min): VU058757.D\data.ms (-3347) (- | m/z 117.00 100.00%
117.0
5000
910 \/\\\ ‘ \/\\A/\\\ ‘
389 630 |, 1341 12.00
oHWwm‘,WMmm“m“‘MWHH‘HH,HHw‘_wcw m/z 118.60  53.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 .. :
12.00
910 m/z 115.00 39.40%
39.0 63.0
O\H‘HH‘H\\’\\H“HHi‘\\H‘}‘\‘H‘H\\‘\\H“HH’HH‘H!\‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10179: Indane
117.0
T 1
12.00
5000 m/z 91.00 17 .45%
39.0 sg9 91.0 ‘
o230 b T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 f& A
Abundance #10203: Benzene, 1-ethenyl-2-methyl- : . ‘/5 A A
117.0 12.00
m/z 116.00 14.63%
5000
91.0
390 630
0‘H%?QHﬁwHw‘uwuuw“wmﬁwuﬂmuﬂhwuwwHWHH‘H A‘ : IWAY :
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.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 Benzene, 1,2-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.299 0.93 ug/L 43785 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 64
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 60
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 58
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 53
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 53

Abundance Scan 3424 (12.299 min): VU058757.D\data.ms (-3414) (- m/z 104.95 100.00%
105.0

5000 134.0 /\ /\
77.0 ‘/\ boo o
88 g7, 12.00 12.50
N
0 H‘WHH‘H‘:,‘HH\1‘”‘,”‘”‘»:“_‘m‘,;uH‘\H‘,Hmlmww m/z 119.00 86.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0 Ly wA /\ /\/\ /\ ’
12.00 12.50
77.0 m/z 115.00 70.97%
0 \\‘J-HSHO‘\\\‘\“H\\"‘\\H“ﬁz\ﬂ\\\‘\H‘H‘H\\"U\H‘\‘\1\’H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 j\
12.00 12.50
5000 134.0 m/z 115.90  50.90%
91.0
65.0
R T il R N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 N /\ /\
Abundance #17030: Benzene, 1,3-diethyl- e
105.0 12.00 12.50
m/z 134.00 46.70%
134.0
5000
77.0
0 e Ll
Obrrreprediereegiery e e il bbb | U LHLA R 0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.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 1Indan, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.675 1.47 ug/L 69384 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 Indan, 1-methyl- 132 C10H12 000767-58-8 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 83
5 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 74
Abundance Scan 3541 (12.675 min): VU058757.D\data.ms (-3527) (- | m/z 117.00 100.00%
11v.0
5000
132.0 M
A <
509 91"0 12.50 13.00
O Wvﬂym“ﬂ?“ﬁ“‘w“ M“WM‘,‘ m/z 115.00 37.57%
miz-> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
11v.0
5000 ‘2‘6 ‘356
132.0 12.5 13.
910 m/z 132.00 27.89%
39.0 650 " ‘
O\\\\‘\‘\\\"\\“\‘\“H‘\\\“\\‘\\‘\\\H‘\M\‘\’\
miz-> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
OO0y e
12.50 13.00
5000 132.0 m/z 91.00  14.87%
91.0
51.0
N T A S | R
miz--> 20 40 60 80 100 120 140 \\ /\ A /\
Abundance #16103: Indan, 1-methyl- i, A‘ﬂ\ ‘ Al -
117.0 12.50 13.00
m/z 118.00 10.03%
5000
132.0
91.0
15.0 39‘-0 63.0 ‘ 1
ol e e el MW I —L
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\VU041824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.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, 1,2,4,5-tetramethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.968 0.60 ug/L 28213 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 91
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91

Abundance Scan 3632 (12.968 min): VU058757.D\data.ms (-3624) (- | m/z 119.00 100.00%
119.0
5000 134.0 /\A
91.0 \\A By
Obrrrrrrrrerrarbieri i e i myz 13400 40.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 ‘/\‘ RN
13.00
91.0 m/z 90.95  19.54%
65.0
O \\‘]_\\5\9\H‘\‘H\\"‘\\H“\‘H\’\‘\‘\\‘\H‘\‘H\\"\\H‘\‘\‘\\’H‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- J\/\
119.0
AN da /WA
134.0 13.00
5000 m/z 115.00 10.88%
91.0
39.0 650
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 AA\ A
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl- A p
119.0 13.00
m/z 133.00 10.27%
5000
134.0
AL
Obrerrerpredrrerbirefbeep et Ay
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.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 7 Benzofuran, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.019 1.17 ug/L 55386 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 86
2 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 64
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1leH14 000874-41-9 50
4 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 50
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 49
Abundance Scan 3648 (13.019 min): VU058757.D\data.ms (-3639) (- | m/z 119.00 100.00%
119.0
5000 184.0
50.9 103.0 /\ AN AW
b L
ob e el Ll W w2 130,08 79.02%
miz-> 20 40 60 80 100 120 140
Abundance #16665: Benzofuran, 2-methyl-
131.0 Nﬁ
5000 /\m/\ & \/\‘/
13.00
m/z 132.00 67.63%
510 770 1030 /
0 \\‘\‘Z\K\'O\ \““‘\\“1\““\“\\“}“‘ \\‘\\“M\\\‘\\ ‘\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #16658: Cinnamaldehyde, (E)-
131.0 /\ /\
a T ‘ T \A T T ‘
103.0 13.00
5000 770 m/z 134.00 40.48%
51.0
0
miz--> 20 40 60 80 100 120 140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- A ol ‘
119.0 13.00
m/z 76.90 31.68%
5000
91.0 134.0
390  65.0 ‘ ‘ ﬂ N&\ [
L ol i P o N N AL el
m/z--> 20 40 60 80 100 120 140 13.00

SFAMUTRO40424WMA.M Fri Apr 19 15:59:24 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vvue41824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04

Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA .M
: TRACE VOA SFAM1.0

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 (E)-1-Phenyl-1-butene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.447 @72 ug/l 33827 1,4-Dichlorobenzene-d4  11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 cle2 001005-64-7 93
2 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 83

001587-04-8 83
000767-99-7 70
003333-13-9 64

3 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12
5 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12

Abundance Scan 3781 (13.447 min): VU058757.D\data.ms (-3771) (- m/z 117.00 100.00%
11y7.0
5000
134.0
91.0 Ay o200 ‘HPA/
389 649 | ‘ ‘ 13.50
o‘wmwmww‘;hH\‘\MH‘umu_M‘_m_m‘U\w‘H\HJUMW m/z 119.00  71.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
A A M1
5000 T T T T T T T T
91.0 132.0 13.50
51.0 m/z 114.90 37.92%
28.0 | 76,0 |
O\\‘H\\‘H\‘l‘M\\“HH}M\1‘m‘\\‘\Mh\‘\H\‘HH\‘MH‘H\!‘\H‘““\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 J\\ /\ M
A gy JULLL S
13.50
5000 132.0 m/z 134.00  34.95%
91.0
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)- b d ol
117.0 13.50
m/z 132.00 33.88%
5000
91.0 132.0
39.0 65.0 A
o"‘1”5:9‘”m‘H‘;“H"}‘:u"‘M"‘MMM‘H“‘:H"1‘!‘”W!!_ml““uuw \ At [\“/L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50

SFAMUTRO40424WMA.M Fri Apr 19 15:59:26 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.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 1H-Indene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.621 0.88 ug/L 41734  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 96
2 Naphthalene, 1,2-dihydro- 130 C1oH1e 000447-53-0 95
3 Benzene,1-methyl-1,2-propadienyl- 130 C1eH1e 022433-39-2 94
4 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 94
5 1H-Indene, 3-methyl- 130 C1oH1e 000767-60-2 90
Abundance Scan 3835 (13.621 min): VU058757.D\data.ms (-3822) (- | m/z 115.00 100.00%
115.0130.0
5000 A
50.9 91.0 mAx AN M‘M
et e e
oHwwWHHw\mWHH"Mw‘w_‘Mu!‘m‘W m/z 130.00  90.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15031: 1H-Indene, 1-methyl-
130.0
115.0
5000 fy \/\‘ . \[\y"\’\‘”‘j\
13.50 14.00
m/z 129.00  78.59%
OH‘H\\‘%\7\‘()\\\\“\\H}‘HHMH‘H‘\MM‘HH‘H]\_\oﬂ\-\(\)\‘\\l\‘\\}‘\‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15043: Naphthalene, 1,2-dihydro-
130.0
p A )
13.50 14.00
m/z 128.00  45.44%
5000 115.0
51.0
Obrgrrr B eyt A el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15050: Benzene,1-methyl-1,2-propadienyl- — —
11101300 13.50 14.00
m/z 104.00  41.27%
5000
51.0
27.0 0 ‘
0‘wmwm‘l‘HH‘WH}mWH‘HMHMWth‘w‘lmwlwm‘w‘ A -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.50 14.00

SFAMUTRO40424WMA.M Fri Apr 19 15:59:27 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.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 10 Benzene, 2-ethenyl-1,3,5-tr... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.781 0.55 ug/L 25751 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 90
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 87
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 86
Abundance Scan 3885 (13.781 min): VU058757.D\data.ms (-3874) (- | m/z 131.00 100.00%
131.0
J\ M/W
114.9 A s
o R —p
509 4,4 909 h ” 146.9 13.50 14.00
0 bt uu'ﬁ, e i i ,‘ﬁul - m/z 129.00  27.73%
miz--> 20 40 60 80 100 120 140
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
5000 91.0 \ ‘/\\/\\ P
115.0 13.50 14.00
39.0 m/z 146.05  27.28%
| 65.0 H 147.0
04 \1\5\.0‘\‘\ T \‘i‘\ \“H\ “M\M‘W‘H’ e ““\“\ T \“‘ \‘\H T \‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0 /\A
I S )
910 13.50 14.00 )
5000 m/z 114.90 22.08%
39.0
65.0 115.0
o | LT LT
0 T O O I T
m/z--> 20 40 60 80 100 120 140 ’\ /\ M W
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- B
131.0 13.50 14.00
m/z 128.00 18.21%
5000
51.0 0 uso 147.0
0““‘“‘“"M\‘WM?%Q"w“WM‘HH‘WW‘,‘W"‘ —— —
m/z--> 20 40 60 80 100 120 140 13.50 14.00

SFAMUTRO40424WMA.M Fri Apr 19 15:59:28 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.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 11 unknown-01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.952 0.83 ug/L 39205 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-triethyl- 162 C12H18 000102-25-0 49
2 Benzene, 1,2,4-triethyl- 162 C12H18 000877-44-1 49
3 Benzene, 1,3,5-triethyl- 162 C12H18 000102-25-0 49
4 Benzene, 1,2,4-triethyl- 162 C12H18 000877-44-1 47
5 Benzene, 2,4-dimethyl-1-(1-methy... 162 C12H18 001483-60-9 46
Abundance Scan 3938 (13.952 min): VU058757.D\data.ms (-3928) (- | m/z 133.00 100.00%
138.0
56.0
5000 1050 162.1 f\ A A J\
76 9 \ ﬁ/\\‘/\ T T T ‘M/\\ T T f\‘
w HH Ll
oHH,HH mw “ H“'\““ “‘_‘lw‘m m/z 146.95  73.05%
m/z--> 20 100 120 140 160
Abundance #37927.Benzene,L3,5¢nethw-
147.0
5000 Aoy /\/\/k/w”
14.00
105.0 m/z 56.00  62.90%
Lyme e )
O\\\\’\\\“\\““\‘\‘\\\““\\\\‘M‘ H‘ \‘\\‘\!\\“\\\
miz--> 60 80 100 120 140 160
Abundance #37923.Benzene,1”Z4¢Heﬂwh
147.0
A ALl A
14.00
5000 m/z 162.10 44 .87%
119.0
91.0
29.0 65.0 ‘ ‘ ‘
) Sy T v RO R | S R N
m/z--> 20 40 60 80 100 120 140 160
Abundance #37928: Benzene, 1,3,5-triethyl- bt
147.0 14.00
m/z 105.00  38.90%
5000
29.0 105.0
510 77.0 ‘ ‘ /\ /\
S N T By P T
m/z--> 80 100 120 140 160 14.00

SFAMUTRO40424WMA.M Fri Apr 19 15:59:30 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.081 13.53 ug/L 639098 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 97
2 Naphthalene 128 C10H8 000091-20-3 95
3 Azulene 128 C10H8 000275-51-4 91
4 Naphthalene 128 C10H8 000091-20-3 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3978 (14.080 min): VU058757.D\data.ms (-3958) (- | m/z 128.00 100.00%
128.0
5000
102.0 ‘14‘00‘ |
510 739 : :
O trerperrire bbbt syl 2459 myz 127.00 13.47%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13684: Naphthalene
128.0
5000 - :
14.00
102.0 m/z 129.00  11.29%
51.0 740 : ‘
O \‘\??"O\H\“HHHHHMHH‘\UM‘\H‘\‘H\H‘HH‘HH‘H! ‘HH‘HH‘\H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13686: Naphthalene
128.0
Noa N ‘
14.00
5000 m/z 102.00 9.67%
5]‘_‘() 75.0 102.0 “ ‘
O Frprrrrprrrr e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13678: Azulene T ‘
128.0 14.00
m/z 51.00 7.96%
5000
. 5]\“0 1 7.0 i \H
Ot e e e e e a
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 14.00

SFAMUTRO40424WMA.M Fri Apr 19 15:59:31 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.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 13 Benzo[b]thiophene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.200 1.26 ug/L 59282 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 81
3 Benzo[c]thiophene 134 C8H6S 000270-82-6 81
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 74
5 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 64
Abundance Scan 4015 (14.199 min): VU058757.D\data.ms (-3998) (- | m/z 133.90 100.00%
133.9
5000
e —
9 62‘9 ‘ 107.8 ! 162.1 14.00 14.50
0 b sy el L T m/z 88.98 14.73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17521: Benzo[b]thiophene
134.0
5000 ﬂ\ T T T \n\ T T T
14.00 14.50
89.0 m/z 133.00 12.79%
480 O30 ) 080 |
O\\\\‘\\\\‘\\h\\“\\\‘\‘\\\\‘\\\\‘\\\}’\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17520: Benzo[b]thiophene AJ\
134.0 K
— W‘/\‘ o ol
14.00 14.50
5000 m/z 146.90 10.73%
67.0 89.0
ol 200 130 L LB L
m/z--> 20 40 60 80 100 120 140 160 /qu
Abundance #17519: Benzo[c]thiophene Oy ‘Aﬁ ; ‘“‘A‘W>A
134.0 14.00 14.50
m/z 62.90 9.73%
5000
89.0
45.0 6%0 H 108.0 m
o1l P e
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

SFAMUTRO40424WMA.M Fri Apr 19 15:59:33 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vvue41824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04

Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA .M
: 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 14 Benzene, cyclopentyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.238 0.58 ug/L 27555 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopentyl- 146 C11H14 000700-88-9 64
2 Benzene, cyclopentyl- 146 C11H14 000700-88-9 60
3 1H-Indazole, 3,6-dimethyl- 146 C9H1ON2 007746-28-3 53
4 1H-1,3-Benzodiazole-5-carbaldehyde 146 C8H6N20 058442-17-4 50
5 1H-Indole-5-methanamine 146 C9H1ON2 1000362-58-9 50

Abundance Scan 4027 (14.238 min): VU058757.D\data.ms (-4022) (- m/z 146.00 100.00%
145.0
117.0
5000 90.9 A
o IV
50.9 74-f M ‘ 14.00 14.50
Ob “M “‘H, L UW‘ — “H‘ A m/z 145.60  98.73%
m/z--> 20 40 60 80 100 120 140
Abundance #24986: Benzene, cyclopentyl-
117.0
146.0
91.0
5000 ALYAN : ‘/\“M
14.00 14.50
39.0 o
‘ 65.0 “ “ m/z 117.00 60.09%
0 T \‘\‘\ \‘i“\ \“1“\ "‘}N — “ T \“! T ““\ T !" T 1“\ T \“\ T
m/z--> 20 40 60 80 100 120 140
Abundance #24985: Benzene, cyclopentyl- A ﬂ&
117.0
ol 1Y My oy
14.00 14.50
146.0
5000 91.0 m/z 104.00 45 .86%
39.0
s
‘\\ m‘ \‘\u \H\‘ min \“ | ‘ | mn |
L
miz--> 20 40 60 80 100 120 140 /m
Abundance #25692: 1H-Indazole, 3,6-dimethyl- AL f -
146.0 14.00 14.50
m/z 90.90 36.16%
5000 51.0
131.0
77.0 104.0 ‘ M /\
0 _‘H_“! by \““ i p‘!“ “‘W, e 1“ — e m AL
m/z--> 20 80 100 120 140 14.00 14.50

SFAMUTRO40424WMA.M Fri Apr 19 15:59:34 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.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 15 Benzene, pentamethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.801 0.74 ug/L 34866 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 89
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 76
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C1l1H16 004706-90-5 70
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 70
5 2-tert-Butyltoluene 148 C11H16 001074-92-6 62

Abundance Scan 4202 (14.801 min): VU058757.D\data.ms (-4190) (- | m/z 133.00 100.00%
138.0

5000
91 O \ T ‘ T /\\ T ‘ T
389 650 | ‘ ‘11‘4-9 [| | )1se1 14.50 15.00
Ob e bl b TRES m/z 148,00 36.91%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26355: Benzene, pentamethyl-
133.0
5000 — /\ ——
14.50 15.00
91.0 1150 m/z 90.95 15.55%
39.0 . )
O T ‘ T \1\5\.(‘)\‘\ T \“‘\ \‘\‘\?ﬁ\o\ \““ T \‘\‘\ “\‘\ \m“‘ T }“\‘\ ‘ \‘\‘\ T ‘ T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26354: Benzene, pentamethyl-
138.0 \(\ M /\
(AT ]
14.50 15.00
5000 m/z 129.00 15.06%

ol 450, 410 880 P2 M0 | L M
m/z--> 0 20 40 60 80 100 120 140 160 ANWN
Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)- | A : (WM
133.0 14.50 15.00
m/z 134.00 11.41%

5000

150 390 g5 910 4459

Y N O N PR Y oy W SRS
miz--> 0 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\VU041824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.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 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.875 0.53 ug/L 24894  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 64
2 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 59
3 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 59
4 4-Hydroxy-2-methylbenzaldehyde 136 C8H802 041438-18-0 58
5 N-Methyl-4-pyridinecarboxamide 136 C7H8N20 006843-37-4 58
Abundance Scan 4225 (14.875 min): VU058757.D\data.ms (-4211) (- | m/z 134.90 100.00%
134.9
5000
90.9
62.8 'c9 15 00
RN L, 2068 |
0 e e et e e m/z 135,90 75.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18799: Benzo[b]thiophene, 2,3-dihydro-
135.0
5000 — F—
91.0 14.50 15.00
390 g30 m/z 133.90 37.66%
ol 12.
‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18797: Benzo[b]thiophene, 2,3-dihydro-
135.0
‘ b
14.50 15.00
5000 91.0 m/z 90.90 36.36%
39.0 67‘-0 M
Ol e M
m/iz--> 20 40 60 80 100 120 140 160 180 200 /\M /\
Abundance #18800: Benzo[c]thiophene, 1,3-dihydro- q ,M : ‘”‘ U
135.0 14.50 15.0
m/z 130.90 23.12%
5000
670 70 /\
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.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 Benzo[b]thiophene, 6-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.164 0.61 ug/L 28630 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 91
2 3-Methylbenzothiophene 148 C9H8S 001455-18-1 87
3 Benzo[b]thiophene, 2-methyl- 148 CO9H8S 001195-14-8 80
4 5-Methylthiophene-2,3-dicarbonit... 148 C7H4N2S 1000305-40-8 80
5 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 80
Abundance Scan 4315 (15.164 min): VU058757.D\data.ms (-4308) (- | m/z 146.90 100.00%
146.9
5000
fo -
449 689 . o1019 1209 15.00 15.50
OF e L 225 LT Ll m/z 147.95  91.68%
miz--> 20 40 60 80 100 120 140
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0
5000 /\ ’\/\
15.00 15.50
450 m/z 149.00 14.07%
0 10301210
O ‘\\\\“ T \H\ \"“\ \‘\“\“‘\ \‘\‘\ “‘\ T \‘\ ‘ T T ‘ \H ‘\ \’
miz--> 20 40 60 80 100 120 140
Abundance #26955: 3-Methylbenzothiophene
147.0
e P
15.00 15.50
5000 m/z 120.90 9.93%
O i 820 L VS0
m/iz--> 20 40 60 80 100 120 140 m
Abundance #26962: Benzo[b]thiophene, 2-methyl- T T
147.0 15.00 15.50
m/z 68.90 9.00%
5000
45.0 74.0 115.0
ozre B0 w0 T | bl I v
m/z--> 20 40 60 80 100 120 140 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.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 18 1,4-Methanonaphthalene, 1,4... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.405 2.22 ug/L 104833  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 50
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 50
3 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C1l1H10 002443-46-1 50
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 50
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 50
Abundance Scan 4390 (15.405 min): VU058757.D\data.ms (-4378) (- | m/z 142.00 100.00%
142.0
111.0
5000 }\
68.9 NS FL N
41.0 ‘ ‘ ‘ 160.0 15.50
Or Hm \‘;\ I “‘MH \‘MH \“H‘H‘H‘H\‘ ‘\L [ f u‘h : ‘ I ‘\w“ : m/z 141.00 86.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0
5000
115.0 15.50
m/z 111.00 77.84%
390 630 ggg
O ‘\\\\"\\H\\“\‘\H\H\’\‘\‘\\‘\\\\‘\\\\u‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22147: Naphthalene, 1-methyl-
142.0 AM
e
15.50
5000 115.0 m/z 115.00 56.00%
0 _uH,‘J“w‘w‘wu,m‘_m_”w‘mw‘
miz--> 20 40 60 80 100 120 140 160 M
Abundance  #22155: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene ! ——ol—p g [
141.0 15.50
115.0 m/z 146.90  44.16%
5000
390 630  ggpo
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\VU041824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.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 1,4-Ethenonaphthalene, 1,4-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.090 5.22 ug/L 246648 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 96
2 Acenaphthene 154 C12H10 000083-32-9 90
3 Acenaphthene 154 C12H1e 000083-32-9 76
4 Acenaphthene 154 C12H1e 000083-32-9 64
5 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 58
Abundance Scan 4914 (17.090 min): VU058757.D\data.ms (-4902) (- | m/z 153.00 100.00%
153.0
76.0 L ‘
17.00
38.9 ‘
ol 55 bl 1150 M 2079 2804 n/7 154.00  89.22%
miz-> 50 100 150 200 250
Abundance #31486: Acenaphthene
153.0
5000 — :
76.0 17.00
’ m/z 152.00 57.21%
0 T T \39‘\.()” \“‘ H\ ”‘]‘_1\3.\ ‘\ T m\ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #31487: Acenaphthene
154.0
T \
17.00
5000 m/z 76.00 24.94%
76.0
o Ol uso |
miz--> 50 100 150 200 250
Abundance #31489: Acenaphthene M —
154.0 17.00
m/z 151.00 19.69%
5000
76.0
39.0 115.
Ot R = ‘Q“ w‘ T T T
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\VU@41824\
Data File : VU@58757.D

Acqg On : 18 Apr 2024 13:04
Operator : MD/SY

Sample : P2181-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA.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|
Benzene, 1-chlo... 9.495 4.8 ug/L 222648 2 9.412 234574 5.0
Indane 12.087 3.2 wug/L 151758 3 11.807 236174 5.0
Benzene, 1,2-di... 12.299 0.9 ug/L 43785 3 11.807 236174 5.0
Indan, 1-methyl- 12.675 1.5 ug/L 69384 3 11.807 236174 5.0
Benzene, 1,2,4,... 12.968 0.6 ug/L 28213 3 11.807 236174 5.0
Benzofuran, 2-m... 13.019 1.2 ug/L 55386 3 11.807 236174 5.0
(E)-1-Phenyl-1-... 13.447 0.7 ug/L 33827 3 11.807 236174 5.0
1H-Indene, 1-me... 13.621 0.9 ug/L 41734 3 11.807 236174 5.0
Benzene, 2-ethe... 13.781 0.6 ug/L 25751 3 11.807 236174 5.0
unknown-01 13.952 0.8 ug/L 39205 3 11.807 236174 5.0
Azulene 14.081 13.5 wug/L 639098 3 11.807 236174 5.0
Benzo[b]thiophene 14.200 1.3 ug/L 59282 3 11.807 236174 5.0
Benzene, cyclop... 14.238 0.6 ug/L 27555 3 11.807 236174 5.0
Benzene, pentam... 14.801 0.7 ug/L 34866 3 11.807 236174 5.0
Benzo[b]thiophe... 14.875 0.5 ug/L 24894 3 11.807 236174 5.0
Benzo[b]thiophe... 15.164 0.6 ug/L 28630 3 11.807 236174 5.0
1,4-Methanonaph... 15.405 2.2 ug/L 104833 3 11.807 236174 5.0
1,4-Ethenonapht... 17.090 5.2 ug/L 246648 3 11.807 236174 5.0
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