LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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@58725.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.351 14 19 34 rvB2 9535 11972 1.95% 0.244%
2 1.589 83 93 103 rVB2 23465 26599 4.33% 0.541%
3 1.721 128 134 145 rVB 8684 10156 1.65% 0.207%
4 1.994 183 191 201 rVB 25109 30375 4.95% 0.618%
5 2.554 381 393 406 rBV 30316 49965 8.14% 1.017%
6 4.640 1031 1042 1073 rBV2 24541 82877 13.50% 1.687%
7 5.052 1156 1170 1194 rBV 44539 97348 15.85% 1.981%
8 5.714 1359 1376 1386 rBvV2 77200 202598 32.99% 4.123%
9 6.242 1528 1540 1565 rVB 79905 153874 25.06% 3.131%
106 6.682 1665 1677 1698 rBV 55422 108040 17.59%  2.199%
11  7.560 1939 1950 1963 rBv2 19081 33891 5.52% 0.690%
12 7.891 2042 2053 2068 rBV 75012 131220 21.37% 2.670%
13 7.965 2070 2076 2094 rVB2 6005 10346 1.68% 0.211%
14  8.177 2133 2142 2158 rBV2 10176 17819 2.90% 0.363%
15 8.631 2272 2283 2314 rBV2 109786 223668 36.42%  4.552%
16 9.412 2514 2526 2542 rBV 117099 197512 32.16% 4.019%
17 9.496 2542 2552 2565 rVWW 161624 250231 40.75% 5.092%
18 9.566 2565 2574 2585 rVB 20139 32879 5.35% 0.669%
19 9.688 2603 2612 2626 rBV 21720 36400 5.93% 0.741%
20 10.097 2730 2739 2754 rVB3 13642 22138 3.60% 0.451%
21 10.476 2847 2857 2871 rBV 86471 134581 21.91% 2.739%
22 10.750 2931 2942 2956 rVB 38531 61987 10.09% 1.261%
23 10.901 2977 2989 3004 rBV 11539 18966 3.09% 0.386%
24 11.020 3011 3026 3038 rBV2 7982 13618 2.22% 0.277%
25 11.290 3099 3110 3126 rVB4 6000 13228 2.15% 0.269%
26 11.463 3155 3164 3175 rVB2 7587 11746 1.91% 0.239%
27 11.637 3210 3218 3230 rVB2 15520 23156 3.77% 0.471%
28 11.804 3257 3270 3286 rBV 120614 196943 32.07% 4.008%
29 11.891 3289 3297 3306 rVB3 5422 8736 1.42% 0.178%
30 12.087 3347 3358 3375 rVB 102159 161691 26.33%  3.290%
31 12.187 3377 3389 3402 rBV 94653 157017 25.57%  3.195%
32 12.299 3414 3424 3439 rBV5 29607 54553 8.88% 1.110%
33 12.373 3439 3447 3462 rVB 7529 12172 1.98% 0.248%
34 12.566 3498 3507 3516 rvB3 5380 7927 1.29% 0.161%
35 12.675 3529 3541 3560 rVB 47666 77680 12.65% 1.581%
36 12.920 3608 3617 3625 rvwW 15703 26207 4.27% 0.533%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 12.965 3625 3631 3638 rvV 18567 29962 4.88% 0.610%
38 13.020 3638 3648 3667 rvve 29932 76044 12.38% 1.547%
39 13.106 3669 3675 3688 rVB8 9751 17636 2.87% 0.359%
49 13.251 3710 3720 3725 rBV6 6707 10605 1.73% 0.216%
41 13.286 3725 3731 3738 rBV 13159 18021 2.93% 0.367%
42 13.444 3771 3780 3792 rVWV5 22266 37191 6.06% 0.757%
43 13.515 3792 3802 3815 rVB3 19745 31305 5.10% ©0.637%
44 13.621 3821 3835 3850 rvVvB2 38118 66219 10.78% 1.348%
45 13.778 3873 3884 3892 rBV 18075 30704 5.00% ©0.625%
46 13.827 3892 3899 3905 rBV5 6552 9209 1.50% 0.187%
47 13.904 3917 3923 3928 rBv2 6338 8561 1.39% 0.174%
48 13.952 3929 3938 3955 rVB6 19432 39341 6.41% ©0.801%
49 14.081 3960 3978 3997 rBV 345350 614121 100.00% 12.497%
50 14.200 3997 4015 4022 rVVv2 34157 75415 12.28% 1.535%
51 14.238 4023 4027 4034 rVvv4 20516 31481 5.13% 0.641%
52 14.280 4034 4040 4049 rVV5 15238 25633 4.17% 0.522%
53 14.335 4050 4057 4068 rvVv5 9359 14948 2.43% 0.304%
54 14.473 4091 4100 4107 rBV5 6045 9861 1.61% 0.201%
55 14.534 4107 4119 4124 rBvVie 3756 7873 1.28% 0.160%
56 14.666 4150 4160 4169 rBV7 9737 20521 3.34% 0.418%
57 14.801 4186 4202 4210 rBvV2 26191 45473 7.40% ©.925%
58 14.872 4217 4224 4239 rVB5 15545 27336 4.45% 0.556%
59 15.016 4260 4269 4280 rVV5 5682 11124 1.81% 0.226%
60 15.164 4294 4315 4326 rBV3 29410 78049 12.71% 1.588%
61 15.254 4337 4343 4353 rVB8 11793 20335 3.31% 0.414%
62 15.405 4377 4390 4413 rVV5 56781 138290 22.52% 2.814%
63 15.643 4453 4464 4484 rVB 14910 29671 4.83% 0.604%
64 15.910 4537 4547 4556 rBV7 4691 9663 1.57% 0.197%
65 16.007 4568 4577 4587 rVB8 6990 11568 1.88% 0.235%
66 16.177 4608 4630 4642 rBvV4 21195 39644 6.46% 0.807%
67 16.293 4659 4666 4681 rVB3 5453 8419 1.37% 0.171%
68 16.386 4683 4695 4709 rBV3 7129 17109 2.79% 0.348%
69 16.605 4753 4763 4768 rBV2 19430 30720 5.00% 0.625%
790 16.637 4769 4773 4786 rVB2 15559 23264 3.79% 0.473%
71 16.778 4809 4817 4827 rBV2 4869 7069 1.15% 0.144%
72 17.087 4899 4913 4930 rBV 323176 512522 83.46% 10.430%
73 17.267 4960 4969 4979 rBV2 11819 19048 3.10% 0.388%

Sum of corrected areas: 4914071

SFAMUTRO40424WMA.M Wed Apr 17 18:16:42 2024 2



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe41624\

: VU@58725.D

: 16 Apr 2024 18:48

: MD/SY

: P2079-01

: 25.0mL/MSVOA_U/WATER
. 25

Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO40424WMA .M

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
tion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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.
9.496 6.33 ug/L 250231 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 98

4 Benzene, 1-chloro-4-(trifluorome... 1890 C7H4ClF3 000098-56-6 98
5 Benzene, 1-chloro-4-(trifluorome... 180 C7HACLF3 000098-56-6 95

Abundance Scan 2552 (9.496 min): VU058725.D\data.ms (-2542) (-) m/z 179.90 100.00%

179.9
144.9
5000
74.9
49.9 ‘ ‘
‘ 94.9 124l9 | 9.50
0 m_m_“wm ‘H“J_Hw“mw;mwm“m m/z 144.90  55.85%
m/z--> 20 80 100 120 140 160 180
Abundance #55324. Benzene, 1-chloro-4-(trifluoromethyl)-
180.0
145.0
5000 T
75.0 9.50
m/z 160.90 51.07%
50.0 95.0 125/0
O ““2‘6;0‘“““““““1i“‘““““““‘1“““““““““
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55320: Benzene, 1-chloro-4-(trifluoromethyl)-
180.0
—
9.50
5000 145.0 m/z 74.90  36.44%
50.0
95.0 125‘0
0 270\w\w\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55326: Benzene, 1-chloro-4-(trifluoromethyl)- =
180.0 9.50
m/z 181.90 32.48%
145.0
5000
75.0
50.0 ‘ 95.0 125.0
ozeo\w\\\\\ AL
m/z--> 20 80 100 120 140 160 180 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 Benzene, (1-methylpropyl)- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

11.637 0.59 ug/L 23156  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 87
2 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 76
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 76
4 Oxirane, 2-methyl-2-phenyl- 134 C9H100 002085-88-3 68
5 3-Phenylpropanoic anhydride 282 C18H1803 1000333-89-6 64

Abundance Scan 3218 (11.637 min): VU058725.D\data.ms (-3210) (- | m/z 104.95 100.00%
105.0

L)

134.0 15

50.9 ‘ ‘ 11.50 12.00
Obeerrerrrrrreprertfereetbseeptier el el Ll w2 76.90  19.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17044: Benzene, (1-methylpropyl)-
105.0
5000 /\/\/\ T \ﬂ T T
11.50 12.00
m/z 134.00 16.84%
270 510 (1O 134.0 /
0\\‘HH‘\\‘1‘\“H\i"‘\\H}‘}‘H\’\‘\‘\\‘\\}m‘H\\"‘\\H‘{‘\1\’\\‘\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17625: Benzeneacetaldehyde, .alpha.-methyl-

105.0 ﬂ | A

11.50 12.00
5000 ITI/Z 102.90 12.19%
77.0
A e
Ot e e bt e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 N
Abundance #17624: Benzeneacetaldehyde, .alpha.-methyl- ‘ ‘A‘ o ﬂ ‘
105.0 11.50 12.00
m/z 78.90 11.16%
5000
77.0 134.0 m m ﬂ
51.0
0“MHw‘Hw‘Hq‘th‘wmuwuhhuuﬂuuwhkw‘uwu‘wu‘w‘ e e ﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 1Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.087 4.11 ug/L 161691 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 94
3 Indane 118 C9H1e 000496-11-7 92
4 Indane 118 C9H1e 000496-11-7 92
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 89
Abundance Scan 3358 (12.087 min): VU058725.D\data.ms (-3347) (- | m/z 117.00 100.00%
117.0
5000
910 NSO RV S N—
39.0 62.9 ‘ 12.00
om,‘m_m_H“_H‘\m‘,1““Wmm‘,m‘_Wm‘,wlﬁ?’ﬂ m/z 118.00  51.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10179: Indane
117.0
5000 b :
12.00
m/z 115.00 43.15%
37.0 58.0 910 ‘ /
O\H’\\H‘\H‘\‘\H\‘\H\‘\H\’M\‘H‘HH‘HH’\H\‘HH‘H}\"HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
12.00
5000 m/z 116.00 17.24%
390 630 %0 |
0"Wuh‘Hm‘uHM‘Hw‘JNM‘_Hu_Hﬁ‘uwuuwu‘ﬁuu‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10180: Indane A — A 4
117.0 12.00
m/z 91.00 16.59%
5000
0“W‘HW‘JM_HJ_H‘W‘mﬂhu‘uﬂ‘HHHH‘WH‘WHEM‘HW‘H‘_ ﬁ&‘ NEYFELTAWAVY
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\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 1-Propyne, 3-phenyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.299 1.38 ug/L 54553  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propyne, 3-phenyl- 116 CSH8 010147-11-2 55
2 Benzene, 1-propynyl- 116 C9H8 000673-32-5 55
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 55
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 49
5 2-Methylphenylacetylene 116 CSH8 000766-47-2 49
Abundance Scan 3424 (12.299 min): VU058725.D\data.ms (-3414) (- | m/z 114.95 100.00%
115.0
5000 9.9 134.0 m /\
389 629 769 —— ar
‘ e ‘ L 12.00 12.50
0 rerreprrer el il L w2 105,00 94.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9545: 1-Propyne, 3-phenyl-
115.0
5000 T A/\ L — {\’
12.00 12.50
890 m/z 119.00  78.44%
39.0 63"0 '
O‘HH‘\\H‘HH“HH“\H‘\’}\‘H‘\}‘H‘\\MiHH‘HH‘\w‘\‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9547: Benzene, 1-propynyl- A A
115.0
L UL AA
12.00 12.50
5000 m/z 115.90 75.65%
. 250 39.0 63‘.0 89.0 |
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #9544: Benzene, 1-propynyl- \ 1 A L
115.0 12.00 12.50
m/z 134.00  45.36%
5000
63.0 89.0 A ﬂ
NIETT T R N N NN I PO 1001V
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\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 6 1-Methyl-2-phenylcyclopropane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.676 1.97 ug/L 77680 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 91
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
3 Indan, 1-methyl- 132 C10H12 000767-58-8 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 87
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87

Abundance Scan 3541 (12.675 min): VU058725.D\data.ms (-3529) (- | m/z 117.00 100.00%
117.0
5000
132.0
90.9 /\/\/\\"\ ‘ T T ‘ f
0. ‘ ‘ 12.50 13.00
Obrrerererdreereb b P32 il il m/z 115.00 37.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16134: 1-Methyl-2- phenylcyclopropane
1r.0
5000 132.0 [ =
91.0 12.50 13.00
m/z 132.00 26.17%
51.0 ‘
OH‘\\\\‘\H\‘\()\H“\\\\i‘m\‘\‘\H‘H‘?ﬁH\O‘H\\‘\H\‘\wH’HH‘H\W‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
132.0 s A . )
P e
12.50 13.00
5000 m/z 90.90 17.21%
39.0 65.0
b 230 bt b eyl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 \h
Abundance #16104: Indan, 1-methyl- NVANANLYAAVAY
117.0 12.50 13.00
m/z 117.90 9.74%
5000
132.0
mo w0 O 1 !
Orrprrrr ettt b AL
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\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 24
R.T. EstConc Area Relative to ISTD R.T.
12.920 0.67 ug/L 26207 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
2 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 94
3 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 94
4 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 94
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 91
Abundance Scan 3617 (12.920 min): VU058725.D\data.ms (-3608) (- | m/z 131.00 100.00%
131.0
5000
50.9 76.9 102.9 /\r\/\ "
A Ee
b
Ob e b e el m/z 132,00 87.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16660: Benzofuran, 2-methyl-
131.0
5000 Ao = ‘”/\
13.00
m/z 76.90  27.72%
51.0 77.0 103.0
O\\‘\\\\‘%\7\‘9\H“\‘\\\H}\\\‘N\‘l\‘\HM’HH‘HHHMH‘HH‘HH"H\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16663: Benzofuran, 7-methyl-
132.0 NH
n ALy " Al
13.00
5000 m/z 50.90 26.70%
51.0
770 1030
27.0 ‘
o"""""m"ul“"‘“1;u"M"w1,H‘w‘HH“!HH_WH;‘m,‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #16670: 3-Phenyl-2-propyn-1-ol 1 W Y A
131.0 13.00
m/z 102.90  24.78%
103.0
5000
77.0
AN O |
0‘w‘Hw‘%%9‘ﬁHHHMHMMHMmuwmﬂuuwmhwmh‘uumhuw L0 ﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00

SFAMUTRO40424WMA .M Wed Apr 17 18:16:51 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vvue41624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48

Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 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 8 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
12.965 .76 ug/l 29962  1,4-Dichlorobenzene-d4  11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 clemia 000488-23-3 95

2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl1l0OH14 076089-59-3 94
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94

Abundance Scan 3631 (12.965 min): VU058725.D\data.ms (-3625) (- | m/z 118.95 100.00%
119.0
5000 134.0 /\
90.9 \\\/\\\/\\ T \/\\”\
38.9 64.9 ‘ | 13.00
OF sl e M ns7 134,00 48.85%
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 1340 Ll g Mig‘od A
m/z 90.90 18.31%
91.0
15.0 39.0 65.0 ‘
O+ T \‘\ T \“‘\ \“i‘\ “i‘\ T \‘H‘ T T ‘W\ \‘1“,‘ i \M\ T
miz--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 M
VANANUS : AYTLAY
134.0 13.00
5000 ITI/Z 133.00 12.36%
91.0
39.0 65.0
0 \1\5\'0, SRS IR SV S \‘\ e \‘1“,‘ e
miz—-> 20 40 60 80 100 120 140 {\ M
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth L H— ﬂ” :
119.0 13.00
m/z 120.00 11.74%
5000 134.0
41.0 91.0
' 65.0
—4 ) ““‘ P RO PR T S ﬂ " n A
m/z--> 20 40 60 80 100 120 140 13.00
SFAMUTRO40424WMA .M Wed Apr 17 18:16:53 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 Benzofuran, 7-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.020 1.93 ug/L 76044  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
2 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 90
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 78
4 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 70
5 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 55
Abundance Scan 3648 (13.020 min): VU058725.D\data.ms (-3638) (- | m/z 131.00 100.00%
131.0
5000
o f\\ L
102.9 WA R R
H ‘ 13.00
0 m_mum” b i ‘H mw” Al A myz 119.00 90.02%
miz-> 20 40 60 80 100 120 140
Abundance #16665: Benzofuran, 2-methyl-
131.0
5000 ‘
13.00
m/z 132.00  75.60%
5.0 770 4030 /
270 | ‘
O\\‘\‘\“\\\““\\M\“‘\“\\MM\\‘\\‘w\\\‘\\‘\‘\\
miz-> 20 40 80 100 120 140
Abundance #16663.Benzoﬂnan,7—methyh
132.0
13.00
5000 m/z 134.00 41.82%
51.0
77.0 1030
% ) ]
ol i m P SN N
miz--> 20 40 80 100 120 140
Abundance #16660.Benzoﬂuan,Z—methyL A A : :
131.0 13.00
m/z 76.95 37.60%
5000 ﬁﬂpk%
51.0 77.0 103.0
I 7S A A U e r/‘\
m/z--> 20 40 60 80 100 120 140 13.00

SFAMUTRO40424WMA .M Wed Apr 17 18:16:54 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 3-Phenylbut-1-ene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.444 0.94 ug/L 37191 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 80
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 70
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 60
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 60
Abundance Scan 3780 (13.444 min): VU058725.D\data.ms (-3771) (- | m/z 117.00 100.00%
117.0
5000 133.9
g 900 ML ‘/\MA/
S bl
o‘wmwmwW‘HHH\\MmHu_uuk‘_m‘_m‘H\‘wH\}HJUMW m/z 118.95  90.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 I
13.50
91.0 132.0 m/z 114.90  39.11%
390 650 M
OH‘HH‘H\‘\‘HH“HHH“H\‘\H‘H‘HiH“\H\‘HH\HWH‘HH‘H\i“\‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)- fJ\
117.0
A J\ \ S
13.50
5000 m/z 133.90 38.82%
91.0 132.0
39.0 65.0
o‘“1“5;‘0‘”m‘H‘;“H"}‘:u"‘M"‘MMM‘H“‘:H"1‘!‘”_‘Mwlu‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- 4 e ot
117.0 13.50
m/z 132.00 33.06%
5000 132.0
0 91.0 A A
51.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50

SFAMUTRO40424WMA .M Wed Apr 17 18:16:55 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 11 1H-Indene, 1-methyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13515 0.79 ug/l 31305  1,4-Dichlorobenzene-d4  11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 iH-Indene, 1-methyl- 130 clemie 000767-59-9 95

2 Benzene, 1-butynyl-
3 2-Methylindene

4 Benzene, (1-methyl-2-cyclopropen... 130

C1leH10
C10H10
C10H10

000622-76-4 94
002177-47-1 93
065051-83-4 93

5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 91
Abundance Scan 3802 (13.515 min): VU058725.D\data.ms (-3792) (- | m/z 115.00 100.00%
115.0
5000 fJ\
62.9 181.0 A av M‘
389 “ | 889 ‘ ‘ 13.50
ol el Sl w2 130,00 97.79%
m/z--> 20 40 60 80 100 120 140
Abundance #15031: 1H-Indene, 1-methyl-
130.0
5000 T /\\‘ \/\‘ T T /\\ T
13.50
51.0 m/z 129.00 89.93%
27.0 ‘ ‘ 77.0 102.0 ‘
O T \‘\.\ \“‘ T \M T “!‘\ \H}“‘ \‘\‘\ T ““\ T vl ‘\ T
m/z--> 20 40 60 80 100 120 140
Abundance #15027: Benzene, 1-butynyl-
115.0 A
AN VAR
13.50
5000 ITI/Z 128.00 50.71%
63.0
39.0 89.0 131.0
0\¥@q\\\\H\wm‘m\\w‘\ﬂ\\ﬁ\\w‘\ut\‘\\
m/iz--> 20 40 60 80 100 120 140 M
Abundance #15022: 2-Methylindene A ‘”F\‘A‘ Ll A
130.0 13.50
m/z 126.90  21.37%
5000
51.0
7.0 102.0 /\
T N v | N B Y I [ FA AW
m/z--> 20 40 60 80 100 120 140 13.50

SFAMUTRO40424WMA .M Wed Apr 17 18:16:56 2024

Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 Benzene,l-methyl-1,2-propad... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.621 1.68 ug/L 66219 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene,1-methyl-1,2-propadienyl- 130 C1oH1e 022433-39-2 94
2 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 94
3 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 93
4 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0H10 015677-15-3 91
5 Naphthalene, 1,2-dihydro- 130 C1oH1e 000447-53-0 90
Abundance Scan 3835 (13.621 min): VU058725.D\data.ms (-3821) (- | m/z 115.00 100.00%
115.0130.0
5000 ﬁJ\
629 o0 A AV M‘M
389
bl bl
0 wHwH‘mHLml“w!‘\m‘wWMww b m/z 130.00 90.98%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15050: Benzene,1-methyl-1,2-propadienyl-
115.0130,0
5000 U \A‘
>0 / 11235539 724'_2(11
- 770 m/z . . 0
O \‘\HH‘HH“HH‘\H\‘\”‘\\‘\MM‘H\%%H\‘HH‘H!\‘H}\‘HH‘HH‘H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15031: 1H-Indene, 1-methyl-
130.0
115.0 i\ /\
T e
13.50 14.00
5000 m/z 128.00 44 ,95%
0 270‘\“‘989\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)- —— —
1150133.0 13.50 14.00
' m/z 104.00 34.60%
5000
51.0
77.0
o2 el e 980 L L o [l
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 13.50 14.00

SFAMUTRO40424WMA .M Wed Apr 17 18:16:58 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 Benzene, 2-ethenyl-1,3,5-tr... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.778 0.78 ug/L 30704 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 86
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 74
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 74
4 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 72
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 72
Abundance Scan 3884 (13.778 min): VU058725.D\data.ms (-3873) (- | m/z 130.95 100.00%
130.9
5000 /J\
115.0 A(\A S
w0 me T T ke B
Ol “ m/z 129.00 34.04%

miz-> 20 40 60 80 100 120 140

Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-

131.0
5000 91.0 \
115.0 13.50 14.00

39.0 m/z 146.00 26.77%

| 65.0 ‘ ‘ 147.0
O \]-\5\.? T ‘\ T \‘i‘ T \““ ‘M “ ‘\‘H’ T \‘ } T “‘\“\ T “ T ‘\ ! T ‘ T ‘\ L
miz--> 20 40 80 100 120 140
Abundance #25026: 1H—Indene, 2,3-dihydro-1,2-dimethyl-

131.0
A -
13.50 14.00
5000 m/z 127.85 22.30%
910 1150
St A
e R MM SR U‘ HM e
miz--> 20 40 60 80 100 120 140
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
31 13 50 14 00

m/z 114.95  22.26%

5000 91.0

39.0 115.0

0 ‘H,HH‘}.‘H“:“?i‘?w“‘,‘M“‘H “\ M 1\7'0 /\/\J\ J\N"/\‘M

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

SFAMUTRO40424WMA .M Wed Apr 17 18:16:59 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 14 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.952 1.00 ug/L 39341 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetaldehyde, .alpha.,2,5... 162 C11H140 052417-50-2 38
2 4-tert-Butyltoluene 148 C1l1H16 000098-51-1 25
3 4-tert-Butyltoluene 148 C11H16 000098-51-1 22
4 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 22
5 4-Ethylbenzoic acid, 6-ethyl-3-o0... 290 C19H3002 1000293-32-3 22
Abundance Scan 3938 (13.952 min): VU058725.D\data.ms (-3929) (- | m/z 132.95 100.00%
132.9
56.0 162.0
5000 104.9 ' /\
Lo UL UL
e Ll
0l bl D L wz 146095 s1.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #37871: Benzeneacetaldehyde, .alpha.,2,5-trimethyl-
138.0
5000 105.0 \/\\ | Mﬂ/\(\q‘
14.00
77.0 162.0 %
410 ‘ ‘ m/z 56.00 59.01
O T \‘\‘\ \““\ \“}ﬁg‘.g\ \‘\“‘ 1t M\ “‘N‘\ T T T "\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #26352: 4-tert-Butyltoluene
138.0
ﬁ \‘\ T ‘ n\ \.
14.00
m/z 162.00 50.21%
5000 105.0 /
41.0
65.0
S i Y ST N S
m/z--> 20 40 60 80 100 120 140 160 /\
Abundance #26353: 4-tert-Butyltoluene . bt
133.0 14.00
m/z 104.90 39.02%
5000 105.0
41.0 770 ‘ A M
o‘1‘5‘-9“”“““‘?9‘-9”J?‘HH“mmm‘wm‘,m \ MA ‘ (L
m/z--> 20 40 60 80 100 120 140 160 14.00

SFAMUTRO40424WMA .M Wed Apr 17 18:17:00 2024 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.081 15.59 ug/L 614121 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Azulene 128 C10H8 000275-51-4 94
4 Naphthalene 128 C10H8 000091-20-3 94
5 Naphthalene 128 C10H8 000091-20-3 91
Abundance Scan 3978 (14.081 min): VU058725.D\data.ms (-3960) (- | m/z 128.00 100.00%
128.0
5000 /\
51.0 i4‘06 |
: 73.9 101.9 .
O erraprrierediee it el 1459 myz 127.00 13.25%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13686: Naphthalene
128.0
5000 e :
14.00
m/z 129.00 11.07%
5]‘_.0 75.0 102.0 “ ‘
0\\‘\\\\‘\H\‘H\\i\\H‘\WH‘\“M‘\\H‘HH“HH‘HH‘\H ’HH‘HH‘H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13684: Naphthalene
128.0 /\
: .
14.00
5000 m/z 51.00 9.33%
51.0 74.0 102.0 ‘
R P S T R NN | E—
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13679: Azulene =T ‘
128.0 14.00
m/z 101.90 8.87%
5000
51.0 102.0
Obrepeetaprretrerrefrrre el seprrrt e rrreprelbprrreprreepee e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.200 1.91 ug/L 75415 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene 134 C8H6S 000095-15-8 95
2 Benzo[c]thiophene 134 C8H6S 000270-82-6 87
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 87
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 81
5 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 74
Abundance Scan 4015 (14.200 min): VU058725.D\data.ms (-3997) (- | m/z 133.90 100.00%
133.9
5000
e —
Ol A FPRR] VRREVIR SRR | S M m/z 88.90  14.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17521: Benzo[b]thiophene
134.0
5000 H\A ﬂ T T \“ T ‘m"\ A\
14.00 14.50
89.0 m/z 133.00 10.97%
450 8 | 080 |
O\\\\‘\\\\‘\\h\\“\\\‘\‘\\\\‘\1\\’\\\}‘\\\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17519: Benzo[c]thiophene
134.0 &
MALNPY EITAP
14.00 14.50
5000 m/z 90.00 10.37%
89.0
45,0 630 | 108.0 I
Ot el el e
m/z--> 20 40 60 80 100 120 140 160
Abundance #17520: Benzo[b]thiophene — m‘ ——
134.0 14.00 14.50
m/z 134.90 9.69%
5000
67.0 89
4
oweﬁqu‘?mwu‘_‘HH}???,MM‘W,H |
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 Benzene, cyclopentyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.238 0.80 ug/L 31481 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopentyl- 146 C11H14 000700-88-9 58
2 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 58
3 1H-Indazole, 3,6-dimethyl- 146 C9H1ON2 007746-28-3 58
4 2-Ethyl-2,3-dihydro-1H-indene 146 C11H14 056147-63-8 52
5 1H-1,3-Benzodiazole-5-carbaldehyde 146 C8HEN20 058442-17-4 52
Abundance Scan 4027 (14.238 min): VU058725.D\data.ms (-4023) (- | m/z 146.00 100.00%
117.0 146.0
5000 90.9
RN A\ 1y
380 57.5 72.0 ‘ H 14.00 14.50
Y | I ‘ 1 !“ ~~  m/z 145.00  85.99%
m/z--> 20 40 60 80 100 120 140
Abundance #24985: Benzene, cyclopentyl-
117.0
91.0 146.0
5000 Aol ‘ M‘M
14.00 14.50
39.0 m/z 117.00  85.80%
sl Ll
Ll \‘m Ll \“ \ I, il
0‘\\\\‘\\\\’\\\\‘\\\\‘\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentaler
146.0 /\ A
) TV Ay ot
118.0 14.00 14.50
5000 m/z 103.90 67 .30%
91.0
39.0 65.0 ‘ ‘
P T A | Y S
miz--> 20 40 60 80 100 120 140 /\(\
Abundance #25692: 1H-Indazole, 3,6-dimethyl- — 0 i
146.0 14.00 14.50
m/z 130.90  49.09%
5000 51.0
131.0
77.0 104.0 ‘
0 _‘H‘H‘!‘,u‘ww“‘_J‘m‘”“‘M‘!“,mlwl“” A N\/\
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 18 Benzene, (2-methyl-1-butenyl)- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
14.280 0.65 ug/L 25633 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 58
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 53
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 53
4 4-Methyl-2H-benzopyrane 146 C10H100 021776-94-3 52
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 49

Abundance Scan 4040 (14.280 min): VU058725.D\data.ms (-4034) (' | m/z 131.00 100.00%
131.0

5000 114.9 /\
639 909 5o AN N\ :
38.9 m ‘ | H‘ 146. 14.00 14.50
o S o W | m/z 133.00  41.73%
miz--> 20 40 60 80 100 120 140
Abundance #25005: Benzene, (2-methyl-1-butenyl)-
131.0
91.0
n/\ n MA }
5000 115.0 Pl I
30.0 : 14.00 14.50
' ‘ 63.0 m/z 146.00  41.02%
147.0
1 1y Lly L. Al il L |
O\ \]_\5\.()‘ T ‘\‘\ T “\ \‘\‘\ "M\ T \“‘ T \‘1 T “\ T ’ T H! T ‘ T T T 7T
miz--> 20 40 60 80 100 120 140

Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-

[ W

14.00 14.50
m/z 114.90 40.76%
5000 105.0 /
39.0 77.0 H 147.0
b gl L A
miz--> 20 40 60 80 100 120 140
Abundance #25012: Benzene, (1-methyl-1-butenyl)- P H—
131.0 14.00 14.50
m/z 145.00 32.11%
5000 91.0
115.0
39.0 65.0
’ 147.0
oHH_m“H‘“‘1“,“1“””1“\uM““1“‘“‘,“!“”_”‘ oA : ‘M
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 1H-Indene, 1,1-dimethyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.666 0.52 ug/L 20521 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 50
2 5H-Benzocycloheptene, 6,7-dihydro- 144 C11H12 007125-62-4 41
3 Benzene, (1-methyl-2-butynyl)- 144 C11H12 087712-69-4 38
4 2,3-Diazabicyclo[2.2.1]hept-2-en... 172 C11H12N2 118476-59-8 35
5 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 35

Abundance Scan 4160 (14.666 min): VU058725.D\data.ms (-4150) (- | m/z 131.00 100.00%

MM A/\

389 , 629 ‘ ‘ 162.0 14.50 15.00
ouu_m_“”‘“\““ “‘ : HWHH“,‘ m/z 128.85  73.27%
miz--> 20 60 80 100 120 140 160
Abundance #23558. 1H-Indene, 1,1-dimethyl-
120.0
5000 W/\‘” A s

14.50 15.00
m/z 127.90  49.25%

15.0 510 770 1000
O\\\‘\‘\‘\\\“\\“ ‘h‘ ‘H“\‘\”H““\HM’\‘ \\““\‘\\\’\\
miz> 20 40 80 100 120 140 160
Abundance #23574: 5H—Benzocyc|0heptene, 6,7-dihydro-
129.0 W /\f\/\
Nl

14. 50 15. OO
5000 ITI/Z 143.90 44 .10%
39.0 63.0
‘ 89.0
PSS 1. 10 Y
miz--> 20 40 60 80 100 120 140 160 ) MM 1
Abundance #23565: Benzene, (1-methyl-2-butynyl)- LA = ‘ ‘ﬂ i
129.0 14.50 15.00
m/z 146.00 41.10%
5000
51.0
77.0
270 ‘ ‘ 102.0 M\A
OHH‘HH ‘ M_Mw”uu,‘H“‘HH,H “ /\m/\‘"‘m‘"
m/z--> 20 40 60 80 100 120 140 160 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 20 Benzene, pentamethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.801 1.15 ug/L 45473  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 94
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 89
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 76
4 2-tert-Butyltoluene 148 C11H16 001074-92-6 70
51,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 62
Abundance Scan 4202 (14.801 min): VU058725.D\data.ms (-4186) (- m/z 133.00 100.00%
133.0
5000
|URSYS0 A Wo—
389 g 0 1150 ‘ ‘ 14.50 15.00
Y S I P S L b L L3578 4 e 38, 46%
miz--> 20 40 60 80 100 120 140 160
Abundance #26355: Benzene, pentamethyl-
133.0
5000 — A —
14.50 15.00
91.0 m/z 129.00 30.09%
390 650 | 1150
0 \1\5\.(‘)\‘\ T \‘“\ ety |‘1‘\ T \““ T “\‘\ \m“‘ T W\‘\ T \‘\‘\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #26356: Benzene, pentamethyl-
133.0
TaT i %Mr
14.50 15.00
5000 m/z 127.95 17 .44%
41.0 91.0 4150
0\\\‘\M\\“\\WH??P\M‘\JM‘HM\HM\}WM|%\QQ‘\
m/z--> 20 40 60 80 100 120 140 160 (tw /V\AﬂV\
Abundance #26354: Benzene, pentamethyl- R ﬂ“‘ —
133.0 14.50 15.00
m/z 144.00 16.94%
5000
olaso A0 eso T M30 | aseo MUV dly
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\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 21 unknown-02 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.871 0.69 ug/L 27336 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 49
2 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 49
3 2-Hydroxy-5-methylbenzaldehyde 136 C8H802 000613-84-3 49
4 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 47
5 Benzaldehyde, 2-hydroxy-4-methyl- 136 C8H802 000698-27-1 47
Abundance Scan 4224 (14.872 min): VU058725.D\data.ms (-4217) (- m/z 134.95 100.00%
134.9
5000
90.9
68.8 "0 1500
38‘.9 ‘ ‘ H | L | 159.0 14.50 15.00
Ot et T m/z 135,90 79.01%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18798: Benzolc]thiophene, 1,3-dihydro-
135.0
5000 — L
14.50 15.00
91.0 m/z 133.90  41.76%
67.0
04 T \3\9“.9‘\“\ T "‘\“1‘\ \“ e ‘1‘\0\8-\0\ P “‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #18800: Benzol[c]thiophene, 1,3-dihydro-
135.0
— —
14.50 15.00
5000 m/z 90.90 32.54%
91.0
39.0 67"0 l
S
m/iz--> 20 40 60 80 100 120 140 160 M\/&h /\\ WN
Abundance #18761: 2-Hydroxy-5-methylbenzaldehyde i ﬁ —h A
136.0 14.50 15.00
m/z 130.95 30.67%
5000
107.0
77.0 J\
51.0
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 22 Benzo[b]thiophene, 5-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.164 1.98 ug/L 78049  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 91
2 3-Methylbenzothiophene 148 C9H8S 001455-18-1 90
3 Benzo[b]thiophene, 2-methyl- 148 CO9H8S 001195-14-8 87
4 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 87
5 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 86
Abundance Scan 4315 (15.164 min): VU058725.D\data.ms (-4294) (- | m/z 146.90 100.00%
146.9
5000
P o
0.9 148" 209 15.00 15.50
OF e el m‘uuu“ “ M 222048 [0 mjz 147.90  83.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26961: Benzo[b]thiophene, 5-methyl-
147.0
5000 f\ A/\
15.00 15.50
m/z 148.90 10.42%
45.0 69.0 115.0
O ‘\\\\“ \‘\H\\““‘\ \‘\“\“\8?\()\“‘\\\‘\’\]-\3]\-\0’\ “\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance #26955: 3-Methylbenzothiophene
147.0 m
e P
15.00 15.50
5000 m/z 68.90 9.55%
4?0 ?10 93.0 115.0 ‘
B |
m/z--> 20 40 60 80 100 120 140 160 ﬁm A ﬂ
Abundance #26962: Benzo[b]thiophene, 2-methyl- H—— ‘M‘ﬂ‘ -
147.0 15.00 15.50
m/z 120.90 9.04%
5000
45.0 74.0 115.0 A
ol ZT0 o Ly B0 N W
m/z--> 20 40 60 80 100 120 140 160 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 23 1H-Benzimidazole, 2-(1-meth... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
15.254 0.52 ug/L 20335 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzimidazole, 2-(1-methyleth... 160 C10H12N2 005851-43-4 58
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 46
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 46
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 46
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 46
Abundance Scan 4343 (15.254 min): VU058725.D\data.ms (-4337) (- | m/z 160.00 100.00%
160.0
5000 90.9 117.0 AA]\ N
mm:uﬂ/\/\ Al
429 648 T T T T T T T
‘ ‘ H‘ ‘ ‘ 206.9 15.00 15.50
oberereee b L L L L wjz 144,90 93.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36030: 1H-Benzimidazole, 2-(1-methylethyl)-
145.0 /\/\M
5000 L —u by
15.00 15.50
92.0 m/z 158.95 81.27%
390 650 1180 ‘
0 \\\‘\‘H\““‘H‘w\“H“H‘i”‘HH\‘\‘\\H‘H‘H‘l\“i“\u‘uu‘uu‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36302: Naphthalene, 1,2,3,4-tetrahydro-6,7-dimethyl-
145.0
Lo f i Nl ‘nﬂrmn(
15.00 15.50
5000 m/z 117.00 44.73%
117.0
91.0
39.0 .
015-065"“ )
m/z--> 20 40 60 80 100 120 140 160 180 200 (\ (\ ﬂn
Abundance #36290: Naphthalene, 1,2,3,4-tetrahydro-5,6-dimethyl- —r = i
145.0 15.00 15.50
m/z 90.90 42.12%
5000
117.0
91.0
olt50. B2 0 ol WW\ nm u, [y
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 24 Benzocycloheptatriene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.405 3.51 ug/L 138290 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzocycloheptatriene 142 C11H1e 000264-09-5 94
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 83
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 83
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 80
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 52
Abundance Scan 4390 (15.405 min): VU058725.D\data.ms (-4377) (- | m/z 142.00 100.00%
142.0
111.0
5000 /\
389 689 A
‘ H 206.9 15.50
o e e m/z 141.00 94.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22141: Benzocycloheptatriene
141.0
115.0 A\
5000 L
15.50
630 g9 m/z 111.00 77.58%
O‘\\\\‘\\\\“‘\‘\‘\H”‘\HM\\‘\\\“1‘\\\\“\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22147: Naphthalene, 1-methyl-
142.0
1550
5000 115.0 m/z 146.90 55.58%
39.0 830 .00
o‘mH_JH“MWwm_m‘m‘Hm_m_m,uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22146: Naphthalene, 1-methyl-
142.0 1550
m/z 114.90  53.47%
5000
115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 25 2H-Pyran-2-carboxaldehyde, ... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
15.643 0.75 ug/L 29671 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran-2-carboxaldehyde, 3,4-d... 140 C8H1202 001920-21-4 72
2 (Z)-6-Methyl-2-(tricos-14-en-1-y... 432 C29H5202 243118-20-9 59
3 Bis(4-methylcyclohexyl) ethylpho... 302 C16H3103P 1000510-34-1 59
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 53
5 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 53
Abundance Scan 4464 (15.643 min): VU058725.D\data.ms (-4453) (- | m/z 111.00 100.00%
111.0
5000 j\/\
54.9
RUIVATI
‘ ‘ £0.0206.8 15.50 16.00
O‘MM‘““1”“““““““#,”‘“HH,HH_MWHWH m/z 54.90 32.61%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #21330: 2H-Pyran-2-carboxaldehyde, 3,4-dihydro-2,5-din
111.0
Aﬂn(\ A/\l\ M
5000 ‘
430 15.50 16.00
m/z 68.90 22.32%
0‘“H‘”‘““\‘J‘\“H‘ ”
miz--> 0 50 100 150 200 250 300 350 400
Abundance #319176: (Z)-6-Methyl-2-(tricos-14-en-1-yl)-2H-pyran-4(3
111.0 ﬂ
15.50 16.00
5000 m/z 40.90 20.72%
55.0
0 Ll 163.0 223.0 279.0 333.0 432.(
I B e e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance  #201917: Bis(4-methylcyclohexyl) ethylphosphonate ; Al f\‘\(\‘f
111.0 15. 50 16.00
m/z 140.05 10.84%
5000
55.0
ol .l . 15702070 LA
e B o A
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\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 26 Naphthalene, 2-ethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.177 1.01 ug/L 39644 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 94
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 81
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 81
4 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 81
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 81
Abundance Scan 4630 (16.177 min): VU058725.D\data.ms (-4608) (- | m/z 141.00 100.00%
141.0
5000
114.9 A
—f— .
389 63.0 16.00 16.50
o"w‘mJ“Mun“”t“?%u%‘mH:_”!m" \“‘1‘7““‘1‘”?‘9‘?? m/z 156.00  44.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33125: Naphthalene, 2-ethyl-
141.0
5000 T
16.00 16.50
115.0 m/z 114.90  27.44%
51.0 ‘
O\\\‘\\\\‘\\“\\“h\\“1“‘\\\\‘\\\\‘\“!\\“\\‘U‘“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0 A A
Al A I
16.00 16.50
5000 m/z 162.00 15.39%
115.0
o 40790 L
ol 2 el bl A
m/z--> 20 40 60 80 100 120 140 160 180 200 m
Abundance #33121: Naphthalene, 2-ethyl- : O VR ‘m‘ﬁ‘
141.0 16.00 16.50
m/z 127.90 14.63%
5000
115.0 /\ r(\
70.0
0150390 70920 | ] Wi i
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vvue41624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48

Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 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 27 Naphthalene, 2,3-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
16.605 0.78 ug/L 30720 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# 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, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 4763 (16.605 min): VU058725.D\data.ms (-4753) (- | m/z 141.00 100.00%
141.0
5000 ﬁ\
114.9 A ‘ }\ P
509 769 ‘ 16.50 17.00
Y R ““‘H“ PP JL ‘H“ ‘ m/z 156.60  91.89%
miz--> 20 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl- M
141.0
5000 A‘/‘\w‘/\‘w‘
16.50 17.00
115.0 m/z 154.90  25.69%
510 760 ‘
ol 270 %0 o0 |l 1880
m/z--> 20 40 60 80 100 120 140 160
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
16.50 17.00
5000 m/z 114.90  24.02%
510 6.0 115.0
N B S .Y W e o
m/z--> 20 60 80 100 120 140 160 A ﬂ
Abundance #33137: Naphthalene, 1,6-dimethyl- W&"‘A, AL
156.0 16.50 17.00
m/z 127.90 19.83%
5000
77.0 115.0
ol 2o 10 T1° w00 yt80 (i
m/z--> 20 60 80 100 120 140 160 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 28 Naphthalene, 1,3-dimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
16.637 0.59 ug/L 23264 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 86
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 86
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 83
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 81
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 76
Abundance Scan 4773 (16.637 min): VU058725.D\data.ms (-4769) (- | m/z 156.00 100.00%
156.0
5000 pq
AL
{ ‘ ‘h 12(9 H 206.8 16.50 17.00
o el L T nyz 140.90  se.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
5000 A‘ : /\ SN
16.50 17.00
115.0 m/z 155.00 37.30%
51.0 /6.0 ‘
O‘2\7‘\.(\)\“\\“H“”H”U“\\‘H‘\HH\“!‘H“‘H‘ [T T T T TrTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33167: Naphthalene, 1,5-dimethyl-
156.0
S LAV
16.50 17.00
5000 m/z 76.90 25.80%
77.0
115.0
51.0
R T O R G | .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33142: Naphthalene, 2,3-dimethyl- 4 —
156.0 16.50 17.00
m/z 156.90  24.28%
5000
51.0 76.0 115.0
0 ,w ﬂ‘ : ‘ﬂ —
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 29 Naphthalene, 2-ethenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.087 13.01 ug/L 512522  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 C12H1e 000083-32-9 64
3 Acenaphthene 154 C12H10 000083-32-9 64
4 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 62
5 Acenaphthene 154 C12H1e 000083-32-9 60
Abundance Scan 4913 (17.087 min): VU058725.D\data.ms (-4899) (- | m/z 153.00 100.00%
153.0
5000
76.0
T T
17.00
38.9 ‘
ol bl 2149 m 2069 2804 n/7 154.00  89.06%
miz-> 50 100 150 200 250
Abundance #31486: Acenaphthene
153.0
5000 — :
76.0 17.00
' m/z 152.80  58.22%
O T T \39‘\.()” \“‘ H\ ”‘]‘_1\3.\ ‘\ T m\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #31489: Acenaphthene
154.0
T T
17.00
5000 m/z 76.00 28.02%
76.0
39.0 115.
0+ ol ey = ‘Q“ w‘ T T
miz--> 50 100 150 200 250
Abundance #31488: Acenaphthene 1
154.0 17.00
m/z 151.00  20.18%
5000
76.0
ol Bl e .
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\VU041624\
Data File : VU@58725.D

Acqg On : 16 Apr 2024 18:48
Operator : MD/SY

Sample : P2079-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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... 9.496 6.3 ug/L 250231 2 9.412 197512 5.0
Benzene, (1-met... 11.637 0.6 ug/L 23156 3 11.807 196943 5.0
Indane 12.087 4.1 ug/L 161691 3 11.807 196943 5.0
1-Propyne, 3-ph... 12.299 1.4 ug/L 54553 3 11.807 196943 5.0
1-Methyl-2-phen... 12.676 2.0 ug/L 77680 3 11.807 196943 5.0
Benzofuran, 2-m... 12.920 0.7 ug/L 26207 3 11.807 196943 5.0
Benzene, 1,2,3,... 12.965 0.8 ug/L 29962 3 11.807 196943 5.0
Benzofuran, 7-m... 13.020 1.9 ug/L 76044 3 11.807 196943 5.0
3-Phenylbut-1-ene  13.444 0.9 ug/L 37191 3 11.807 196943 5.0
1H-Indene, 1-me... 13.515 0.8 ug/L 31305 3 11.807 196943 5.0
Benzene,1-methy... 13.621 1.7 ug/L 66219 3 11.807 196943 5.0
Benzene, 2-ethe... 13.778 0.8 ug/L 30704 3 11.807 196943 5.0
unknown-01 13.952 1.0 ug/L 39341 3 11.807 196943 5.0
Azulene 14.081 15.6 wug/L 614121 3 11.807 196943 5.0
Benzo[b]thiophene 14.200 1.9 ug/L 75415 3 11.807 196943 5.0
Benzene, cyclop... 14.238 0.8 ug/L 31481 3 11.807 196943 5.0
Benzene, (2-met... 14.280 0.7 ug/L 25633 3 11.807 196943 5.0
1H-Indene, 1,1-... 14.666 0.5 ug/L 20521 3 11.807 196943 5.0
Benzene, pentam... 14.801 1.1 ug/L 45473 3 11.807 196943 5.0
unknown-02 14.871 0.7 ug/L 27336 3 11.807 196943 5.0
Benzo[b]thiophe... 15.164 2.0 ug/L 78049 3 11.807 196943 5.0
1H-Benzimidazol... 15.254 0.5 ug/L 20335 3 11.807 196943 5.0
Benzocyclohepta... 15.405 3.5 wug/L 138290 3 11.807 196943 5.0
2H-Pyran-2-carb... 15.643 0.8 ug/L 29671 3 11.807 196943 5.0
Naphthalene, 2-... 16.177 1.0 ug/L 39644 3 11.807 196943 5.0
Naphthalene, 2,... 16.605 0.8 ug/L 30720 3 11.807 196943 5.0
Naphthalene, 1,... 16.637 0.6 ug/L 23264 3 11.807 196943 5.0
Naphthalene, 2-... 17.087 13.0 ug/L 512522 3 11.807 196943 5.0
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