LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100124WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@61092.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.605 87 98 113 rBV5 112054 253870 4.40% 1.172%
2 1.747 134 142 159 rVB 201437 264942 4.59% 1.223%
3 1.882 179 184 194 rBV 29870 64873 1.12% 0.300%
4 1.930 195 199 217 rVB 56486 76948 1.33% 0.355%
5 2.020 222 227 251 rvB2 39170 90277 1.57% 0.417%
6 2.573 390 399 415 rVB 96397 154349 2.68% 0.713%
7 4.682 1041 1055 1060 rBV3 30712 68885 1.19% ©.318%
8 5.091 1164 1182 1200 rBV 84890 194900 3.38% 0.900%
9 5.753 1370 1388 1393 rBV2 194817 421720 7.31% 1.947%
10 5.798 1394 1402 1433 rVB 582628 1184477 20.54% 5.469%
11 6.046 1459 1479 1500 rVB 60465 125717 2.18% ©.580%
12 6.271 1537 1549 1573 rBV 210920 403449 7.00% 1.863%
13  6.560 1626 1639 1654 rBV 111668 209822 3.64% 0.969%
14 6.708 1673 1685 1699 rBV 111630 216237 3.75% 0.998%
15 7.576 1943 1955 1976 rBV 60935 110966 1.92% 0.512%
16 7.904 2042 2057 2069 rBV 222901 384136 6.66% 1.774%
17 7.975 2069 2079 2110 rVB 247539 442029 7.66% 2.041%
18 8.187 2135 2145 2161 rBV 36064 61600 1.97% 0.284%
19 8.553 2247 2259 2277 rBV 563377 967894 16.78% 4.469%
20 8.644 2277 2287 2325 rVB 248532 519825 9.01% 2.400%
21  9.415 2515 2527 2551 rBV 293699 499232 8.66% 2.305%
22 9.569 2563 2575 2587 rBV 49978 82189 1.43% 0.379%
23 9.688 2595 2612 2632 rBV = 214692 368240 6.38% 1.700%
24 10.097 2728 2739 2761 rVB 154066 276082 4.79%  1.275%
25 10.750 2932 2942 2955 rVB 95137 155153 2.69% 0.716%
26 10.994 3007 3018 3034 rBV 70680 153769 2.67% 0.710%
27 11.081 3034 3045 3066 rVB 169708 263927 4.58% 1.219%
28 11.286 3098 3109 3127 rBV 67147 113640 1.97% 0.525%
29 11.460 3152 3163 3179 rBV 275846 475826 8.25% 2.197%
30 11.531 3179 3185 3195 rVB 39358 58814 1.02% 0.272%
31 11.733 3235 3248 3257 rBV3 113373 209174 3.63% 0.966%
32 11.804 3257 3270 3285 rVV2 329273 603673 10.47% 2.787%
33 11.888 3285 3296 3308 rVB 225285 346988 6.02% 1.602%
34 12.087 3338 3358 3365 rBV3 174598 387571 6.72%  1.790%
35 12.184 3377 3388 3407 rVB4 310017 528529 9.16% 2.440%

36 12.303 3413 3425 3438 rBV 1165460 1834097 31.80%  8.469%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100124WMA .M
Title : TRACE VOA SFAM1.0

37 12.370 3438 3446 3461 rVB 41623 71409 1.24% 0.330%
38 12.457 3461 3473 3478 rBV3 48539 83228 1.44% 0.384%
39 12.489 3478 3483 3492 rVB 45487 62467 1.08% 0.288%
40 12.563 3495 3506 3514 rBV 69675 103504 1.79% 0.478%
41 12.675 3533 3541 3558 rBv4 35657 109010 1.89% 0.503%
42 12.868 3590 3601 3609 rBv2 43533 77123 1.34% 0.356%
43 12.917 3609 3616 3624 rVV 60526 100893 1.75% 0.466%
44 12.965 3624 3631 3638 rVV 68230 96652 1.68% 0.446%
45 13.020 3638 3648 3667 rVVv3 217037 376059 6.52% 1.736%
46 13.283 3723 3730 3743 rVB5 38616 61294 1.06% 0.283%
47 13.441 3769 3779 3792 rVB3 178547 294649 5.11% 1.361%
48 13.511 3793 3801 3810 rVB2 67008 98404 1.71% 0.454%
49 13.618 3823 3834 3852 rVB2 111690 198915 3.45% 0.918%
50 13.830 3891 3900 3916 rBV9 31201 69890 1.21% 0©.323%
51 13.949 3927 3937 3952 rVB8 28600 70268 1.22% 0.324%

52 14.077 3952 3977 3997 rBV 3572025 5767490 100.00% 26.631%

53 14.200 4003 4015 4033 rVB 172242 296001 5.13% 1.367%

54 15.212 4319 4330 4342 rBV 350965 541253 9.38% 2.499%

55 15.399 4377 4388 4402 rBV 254531 422316 7.32% 1.950%

56 16.402 4690 4700 4707 rBV2 55034 90042 1.56% 0.416%

57 16.878 4836 4848 4860 rBV6 42740 92606 1.61% 0.428%
Sum of corrected areas: 21657293
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\

: VU@61092.D

: 10 Oct 2024 16:21

: MD/SY

: P4380-05

: 25.0mL/MSVOA_U/WATER
. 13

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Sulfur dioxide Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
2.020 1.12 ug/L 90277 1,4-Difluorobenzene 6.271

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
Abundance Scan 227 (2.020 min): VU061092.D\data.ms (-222) (-) m/z 63.90 100.00%
63.9
47.9
5000
Raaas e A
1.60 1.80 2.00 2.20 2.40
Obrrrrrrrr bbb i 20 m/z 47.90  54.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 480 I L L B
1.60 1.80 2.00 2.20 2.40
m/z 65.90 5.57%
16.0 32.0
O\\\‘\\‘\\‘\\\\‘H\\‘\\\\i\\\\‘\ }\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6975: Aminomethanesulfonic acid
64.0
48.0 Raaas e
1.60 1.80 2.00 2.20 2.40
5000 m/z 49.90 2.41%
0 Ll .|, 8.0 960 111.0
A R L e R R RARRREER
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6974: Aminomethanesulfonic acid R AR RRRE
64.0 1.60 1.80 2.00 2.20 2.40
m/z 64.90 1.95%
5000 48.0
17.0
| w0 |
Ot T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Thiophene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.046 1.56 ug/L 125717 1,4-Difluorobenzene 6.271

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene 84 C4H4S 000110-02-1 97
2 Thiophene 84 C4H4s 000110-02-1 95
3 Thiophene 84 C4H4s 000110-02-1 91
4 Thiophene 84 C4H4S 000110-02-1 91
5 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 32

Abundance Scan 1479 (6.046 min): VU061092.D\data.ms (-1459) (-) m/z 84.00 100.00%
84.0

57.9
5000
44.9
36? | 68.9 5.80 6.00 6.20 6.40
0 b el m/z 57.98 59.29%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1529: Thiophene
84.0
58.0
5000 L LI L A BN B U
45.0 5.80 6.00 6.20 6.40

m/z 44.90  33.22%

69.0
O \\\%\3\0\\‘\2\6\9‘\\3\71?\\\\‘}‘f\f\‘f\\\f“\\\\[\‘ \‘\\\
m/z--> 10 20 60 70 80 90
Abundance #1532.Thmphene

84.0

L L L I B R

5.80 6.00 6.20 6.40

5000 °8.0 m/z 38.95 16.97%
45.0
ol o0 30 | | 80
SRR S ot e STTMBIN | WE RS TRNASS
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1531: Thiophene
84.0 5.80 6.00 6.20 6.40
58.0 m/z 56.90 14.46%
45.0
5000
26.0 37% 690
T A O VT YT MO RN SRS SN N
miz--> 10 20 30 40 50 60 70 80 90 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.994 1.27 ug/L 153769  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3018 (10.994 min): VU061092.D\data.ms (-3007) (- | m/z 105.05 100.00%
105.1
5000
1201 /\
910 : —
389 630 77‘"0 | 11.00
Ol et m/z 12016 30.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 P A
m/z 91.00 13.40%
77.0 91.0
O\\‘]\_\5\‘\0‘\\\‘\‘\\3\?‘.(\)\\\“\\\\6‘%\.‘\0\‘\\\M“HH“M\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 A
AUV T
11.00
5000 m/z 76.95 12.19%
120.0
77.0 91.0
39.0
Obrrr 80 et M bl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 IL
Abundance #10722: Benzene, 1-ethyl-2-methyl- Py
105.0 11.00
m/z 79.00 8.98%
5000
120.0 /\A
39.0 77.0 91.0 Aﬂ
0H“H‘“29‘?””““mi‘\w‘e‘%:‘?wu“1“””“1‘H“‘;Mmu‘mw ”‘f\‘ Lty
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.287 0.94 ug/L 113640 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3109 (11.286 min): VU061092.D\data.ms (-3098) (- | m/z 104.95 100.00%
105.0
5000
120.1 A
178 99 630 77‘0 91.0 11.00 1150
Obrrprrrrprrrrr ot e 2B ettt bl el m/z 120010 29.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 Aj\
5000
1200 1100 1150
m/z 77.00 27%
39.0 77.0 91.0
OH‘\\\\‘\2\6\+\O‘\H\“\\Hi‘\\\\e‘%\‘\o\‘\\\‘H‘\\H“HH‘\‘\l\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
1100 1150
5000 m/z 91.00 2.56%
120.0
77.0 91.0
= .. BN Y OO N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 j\
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 11 00 11 50
m/z 79.00 0.02%
5000
120.0
79.0 J\/
390 65.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11 00 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 8 Benzene, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.888 2.87 ug/L 346988 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3296 (11.888 min): VU061092.D\data.ms (-3285) (- | m/z 105.00 100.00%
105.0
5000 120.1
51.0 77‘-0 91.0 11.50 12.00
Obrrprereprrrrrrotter i OO bl m/z 12010 40.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 1200 — LN
11.50 12.00
770 m/z 77.00 13.35%
51.0 " 91.0
O \\’HH’\2\\7\.?\H\"\\\\"“\‘\\\“6\4\”.1(\)‘\H‘H‘HH“\\H‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5 =
11.50 12.00
m/z 91.00 10.17%
5000 120.0
39.0 77.0 91.0
15.0 | ‘ I I 63\'\0 M ‘ | ‘ I ‘ I
[ e R N e e RARRRREEEEREE amny
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl- — Pl
105.0 11.50 12.00
m/z 119.10 9.50%
120.0
5000
9.0 77.0 91.0 Jk /\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Benzene, cyclopropyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.087 3.21 ug/L 387571 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 70
2 Indane 118 C9H10 000496-11-7 70
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 62
4 Indane 118 C9H10 000496-11-7 62
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 58
Abundance Scan 3358 (12.087 min): VU061092.D\data.ms (-3338) (- | m/z 117.05 100.00%
11y.1
5000
570 91.0 AA - ‘
0 T || e
0 brrrrerrerprbbe el 3Rl L T gz 118,10 54.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10195: Benzene, cyclopropyl-
11v.0
5000 L oL :
910 12.00
' m/z 115.00 36.01%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
11v.0
T \
12.00
5000 m/z 91.00 21.23%
39.0 63.0
o"‘H"‘mwJ"H"‘Hl_‘m_wmwwww_WH_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬂ\
Abundance #10190: Benzene, 2-propenyl- ‘ el
117.0 12.00
m/z 119.05  15.44%
5000
00 0 N
) I N N ST .2 ‘Aaﬂ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00

SFAMUTR100124WMA.M Fri Oct 11 15:44:22 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Indene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.303 15.19 ug/L 1834100 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 95
2 Indene 116 C9H8 000095-13-6 94
3 Indene 116 C9H8 000095-13-6 94
4 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 91
Abundance Scan 3425 (12.303 min): VU061092.D\data.ms (-3413) (- | m/z 115.00 100.00%
115.0
5000
- —
PPN & 12.00 12. 50
Obrprrrrpreethrere etk i el 1841 7 116,05 95.18%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #9543: Indene
116.0
5000
1200 1250
m/z 63.00 4.27%
39.0 63‘0 89.0 |
O\\‘H\\‘H\\‘H\\i‘\\\\‘1\H‘HH‘HH“HH‘HH‘\}\‘HH‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #9541: Indene
116.0
1200 1250
5000 m/z 89.00 3.86%
39.0 63.0 89.0
) S TRV FRNWR NSRS NSNS
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #9542: Indene
116.0 1200 1250
m/z 117.05 %
5000
390 63.0 89.0
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 12.00 12.50

SFAMUTR100124WMA.M Fri Oct 11 15:44:27 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21

Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 11 Benzene, 1-methyl-4-propyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
12.370 0.59 ug/L 71409 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 91
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 91
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 91

Abundance Scan 3446 (12.370 min): VU061092.D\data.ms (-3438) (- | m/z 105.05 100.00%
105.1
5000
134.0
77.0
390 57, i | | 12.00 12.50
L P m/z 134.00  21.60%
miz-> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 T T /\ T T /\\ j
12.00 12.50
134.0 m/z 76.95 11.01%
77.0
O\\\\‘z\z\.q\“ \5\1‘\.()\“\‘\ T \M‘ T \‘i T ‘M‘\ \‘\“ T \‘\ ‘\
miz-> 20 40 60 80 100 120 140
Abundance #17054: Benzene, 1-methyl-4-propyl-
105.0
— e
12.00 12.50
5000 ITI/Z 106.10 10.74%
134.0
27.0 77.0
obizo 7 B0 L L
m/iz--> 20 40 60 80 100 120 140 /\A A
Abundance #17055: Benzene, 1-methyl-4-propyl- R A ‘
105.0 12.00 12.50
m/z 79.00 8.93%
5000
134.0
39.0 77.0 /\]\
ol 828 e L oL ‘/\/Wo/
m/z--> 20 40 60 80 100 120 140 12.00 12.50

SFAMUTR100124WMA.M Fri Oct 11 15:44:28 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 p-Cymene Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.457 0.69 ug/L 83228 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 CleH14 003479-89-8 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
Abundance Scan 3473 (12.457 min): VU061092.D\data.ms (-3461) (- | m/z 119.10 100.00%
119.1
5000
91.0 134.1 /\A j\
. e
38.9 64.9 ‘ ‘ 12.50
Obrprrerprerrrrrdteeribi b e b bl b - m/z 134,05 29.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0 fﬂﬂ
5000 T T /\/\ T T /\\ j\
12.50
91.0 134.0 m/z 91.00  26.69%
41.0 65.0
O\\‘\\\\‘\H‘.\O‘H\\“‘\\H“\H\‘\‘\‘\\‘\HM“H\\‘H‘\H‘\WH’H‘\‘J\H\‘H‘H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
T
12.50
5000 m/z 104.95 15.76%
134.0
91.0
41.0 65.0 ‘
0\w\uw\HM_uJﬂ\uﬁ\NMWHM\Mquu‘mu‘MHWHWJ\uw\mw\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\fv«p
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- My
119.0 12.50
m/z 77.00 14.75%
5000
134.0
91.0
41.0 65.0
0H%?RHm_HﬁhHﬁHumhwubwuwmuwmwwﬁkuwumwu P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50

SFAMUTR100124WMA.M Fri Oct 11 15:44:30 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 o-Cymene Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.489 0.52 ug/L 62467 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 91
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91
Abundance Scan 3483 (12.489 min): VU061092.D\data.ms (-3478) (- | m/z 119.10 100.00%
119.1
5000 J\J\
s ol LI
91.0
38.9 62.9 L ‘ Ll ‘ 12.50 .
O et e e e e m/z 134.05 23.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
5000 /\/\j\}\ ‘ /\
12.50
910 134.0 91.00  10.40%
41.0 65.0 ‘
O\\‘H\\‘HH‘\\H“‘HH‘\Hw‘\‘\‘H‘\H‘H\\H‘\\H‘\WH‘H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 12 50
5000 76.95 8.26%
91.0
ol 380 T B ettt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0 12 50
m/z 120.05 8.22%
134.0
5000
0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50

SFAMUTR100124WMA.M Fri Oct 11 15:44:33 2024 Page: 13



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU101024\
: VU061092.D

: 10 Oct 2024 16:21

: MD/SY

: P4380-05

: 25.0mL/MSVOA_U/WATER

: 13 Sample Multiplier: 1

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.M

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, 2-ethyl-1,4-dimethyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.563 0.86 ug/L 103504 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 o-Cymene 134 C1oH14 000527-84-4 94
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 3506 (12.563 min): VU061092.D\data.ms (-3495) (- | m/z 119.05 100.00%
119.1
5000
134.1 N
91.0 SR
o oo T ]
ottt e e m/z 134.05 27.26%
miz-> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0
12.50
91.0 134.0 m/z 91.00 15.50%
41.0 65.0
0\\\\‘\‘.\0\ T “\ e “\‘\ T \‘”‘ T ‘W\ \‘\w T T
miz-> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
T \
12.50
5000 m/z 104.95 10.06%
134.0
91.0
41.0 65.0
S NS ! B TR S \w\‘W\\‘Wl\\\H‘
miz--> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene N /\4”\”%\
119.0 12.50
m/z 77.00 10.02%
5000
134.0
390 91.0
15.0 : 65.0
O NP P RO S L
m/z--> 20 40 60 80 100 120 140 12.50

SFAMUTR100124WMA.M Fri Oct 11 15:44:35 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 15 1-Methyl-2-phenylcyclopropane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.676 0.90 ug/L 109010 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 83
2 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 83
3 1-Phenyl-1-butene 132 C1OH12 000824-90-8 81
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 76

Abundance Scan 3541 (12.675 min): VU061092.D\data.ms (-3533) (- | m/z 117.10 100.00%
11y.1
91.0 1320 L
38.9 572 74.9 ‘ ‘ ‘ 12.50 13.00
Obrrprrerprere e e e e bl Ml myz 115,00 32.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0
5000 132.0 T —T
91.0 12.50 13.00
m/z 119.00 25.71%
51.0 ‘
O H‘\\H‘\H\‘\()\H“HHi‘m\‘\‘\m\\‘?ﬁH\o‘H\\’HH‘\w\\’\\H‘H\““\‘\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16139: Benzene, (2-methyl-2-propenyl)-
117.0 /\
e
1320 12.50 13.00
5000 m/z 132.00 25.24%
91.0
390  g50
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene ‘ ‘A‘P‘/\‘/\‘ =
117.0 12.50 13.00
m/z 91.00 18.50%
5000 132.0
91.0
0 27076, HH‘MU‘“M“ e o
m/z--> 10 20 30 40 50 60 70 80 90 1001 0120130140 12.50 13.00

SFAMUTR100124WMA.M Fri Oct 11 15:44:38 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 unknown-01 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.868 0.64 ug/L 77123  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 93
Abundance Scan 3601 (12.868 min): VU061092.D\data.ms (-3590) (- | m/z 119.05 100.00%
119.1
5000 ﬂj\
91.0 WAWNI v
389 650 | 181 12.50 13.00
Ol e i e SRS gz 134,05 28.47%
miz-> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0
5000 \Mﬂ i A gL
12.50 13.00
91.0 m/z 91.00 21.11%
O\\\\‘\‘\\\‘\\‘\\“\‘\\\”‘\\‘i‘\‘W\\‘\“\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
— —=
12.50 13.00
5000 m/z 131.00 9.54%
91.0
39.0
AT N I 13‘5-0
R R MR | M
miz--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene T —
119.0 12.50 13.00
m/z 117.00 9.48%
5000
91.0
o150 4O €80 | 1350
B e B e T 5
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SFAMUTR100124WMA.M Fri Oct 11 15:44:40 2024 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Benzofuran, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.917 0.84 ug/L 100893 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
2 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 93
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 91
Abundance Scan 3616 (12.917 min): VU061092.D\data.ms (-3609) (-~ | m/z 131.00 100.00%
131.0
5000
51.0 77.0 103.0 A
b
Ot el miz 132,00 89.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16665: Benzofuran, 2-methyl-
131.0
5000 "\P/\\/\\ T \’/\\\
13.00
m/z 76.95 26.79%
5.0 770 4030 /
OH‘H‘H‘%Z\.?\\‘1“\‘\\\M}H\M‘\‘l\‘\MM‘\H\“HHMMH‘HH‘HH"\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16656: Cinnamaldehyde, (E)-
131.0
51.0 —r—
770 1030 13.00
5000 m/z 103.00 25.69%
29.0
0‘wHH‘HM_me‘qMHNMWNMﬁHuﬂu‘ﬂmwuh_‘uﬂuwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬁy
Abundance #16666: Benzofuran, 2-methyl- il WAPYL —
131.0 13.00
m/z 51.00 23.68%
5000
51.0 77.0 103.0
0\wu\w%??\NMM\WHw”ﬂwHm‘uuwuwwhwwuwuu‘muww /“/¥J>“‘ T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00

SFAMUTR100124WMA.M Fri Oct 11 15:44:43 2024 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.M

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
12.965 0.80 ug/L 96652 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 93
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 91
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91

Abundance Scan 3631 (12.965 min): VU061092.D\data.ms (-3624) (-~ | m/z 119.05 100.00%
119.1
5000 134.1 AJ\
91.0 e
38.9 65.0 | 13.00
0 reprrrrprre e e b e m/z 134,05 46.62%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 A
5000 /\ T /\\ \/\\ T T
13.00
m/z 91.00 15.40%
91.0
O \\‘]_\\5\.9\H‘\‘\?\9’.‘\()\\\“\‘H\’6\?\.\()‘\\\‘\“\\\\"\\H‘\‘\‘\\’H‘\‘il\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
=
134.0 13.00
5000 m/z 120.10 10.43%
91.0
39.0 65.0
0\\%%9\NwH\JHHHMH’MM‘Hhh\umwuwmwwhwwuwjmw\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬂ ﬁ\mﬂ nA
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- e
119.0 13.00
m/z 117.00 8.31%
5000
134.0
91.0
41.0 65.0
0 Hﬁ%ﬂuwwHHW‘HﬁHmwﬁwuhwuupm‘wmwuwwuuwﬂuw‘ =
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00

SFAMUTR100124WMA.M Fri Oct 11 15:44:45 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 19 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.020 3.11 ug/L 376059 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 64
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 64
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 60
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 60
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 60

Abundance Scan 3648 (13.020 min): VU061092.D\data.ms (-3638) (- | m/z 119.10 100.00%

119.1
5000
51.0 77.0

103.0
A 2 1200
ol el WL R mgz 131,00 47.82%

miz--> 20 40 60 80 100 120 140
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0

5000 N
13 OO
m/z 134.0 42.97%
91.0
O\\\‘\‘\\\“‘\\‘\\"\‘\\\“\\\\‘H\\H“\\\\‘\\\\
mi/z--> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
\
13 00
5000 m/z 132.00 39.61%
410 650 550 135.0
m/z--> 20 40 60 80 100 120 140 J\
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl- M/\‘ A iy
119.0 13 00

m/z 77.00  21.89%

5000
91.0
0 15.0 390 I 65\0 lu il Ll 13?’0

m/z--> 20 40 60 80 100 120 140 13 00

SFAMUTR100124WMA.M Fri Oct 11 15:44:47 2024 Page: 19



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Indan, 1-methyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.283 0.51 ug/L 61294 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 90
4 Indan, 1-methyl- 132 C10H12 000767-58-8 90
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87
Abundance Scan 3730 (13.283 min): VU061092.D\data.ms (-3723) (- | m/z 117.00 100.00%
11y7.0
5000
43.0 Pl e
‘ 50 ‘ ‘ | 13.00 13.50
0 H‘,‘HW‘,WMMMW bl u‘ww bl m/z 132,00 35.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16103: Indan, 1-methyl-
117.0
5000 T T T \’"/\\ j\ \A\
13.00 13.50
610 132.0 m/z 115.00  24.31%
150 390 630 ] ‘ ‘
O\\\’\\‘H‘\H‘\’\\\\“HHMHHH‘HH‘HH’\\\\‘\H\‘\H\‘Hl\‘\\\}"‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
132.0
R .
13.00 13.50
5000 m/z 43.00 21.87%
39.0 65.0 ‘
Y NN L N PSR PPV SO NN BUUUOVINNON | S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- —— —
117.0 13.00 13.50
m/z 81.00 14.61%
132.0
5000
91.0
270 760 ‘ ‘
0"WHH‘HH,HHM‘HpuH_w‘_HM‘HW‘HWMMWH‘WHH,MH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50

SFAMUTR100124WMA.M Fri Oct 11 15:44:48 2024 Page: 20



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Benzene, 1-methyl-3-(1-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.441 2.44 ug/L 294649 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 70
2 o-Cymene 134 C10H14 000527-84-4 70
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 70
4 o-Cymene 134 CleH14 000527-84-4 70
5 p-Cymene 134 C1oH14 000099-87-6 70
Abundance Scan 3779 (13.441 min): VU061092.D\data.ms (-3769) (- | m/z 119.10 100.00%
119.1
- o /\LL
91.0 —A
389 650 ‘ ‘ | 13.50
0k ““‘““p‘whu‘ﬁ“‘h“u;‘,ﬂh‘ Ul‘wbh,‘ m/z 117.00  45.08%
miz-> 20 40 60 80 100 120 140
Abundance #16991: o-Cymene
119.0
5000 M —
91.0 13.50
134.0 m/z 134.05  40.33%
39.0 65.0
15.0 | ‘\ L \“ ‘H i i ‘w‘\‘ .
O\\\\‘\\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\’\
m/z--> 20 80 100 120 140
Abundance #16996.0—Cymene
119.0
=
13.50
5000 m/z 91.00 21.99%
134.0
39.0 91.0
15.0 ' 65.0 ‘ ‘
Y N YA PR ST R A
m/iz--> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1- methyl3(1|nethWethyD
19.0 1350
m/z 115.00  18.80%
5000
134.0
91.0 ‘
410 650
m/z--> 20 40 60 80 100 120 140 1350

SFAMUTR100124WMA.M Fri Oct 11 15:44:52 2024 Page: 21



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Benzene, (1-methyl-2-cyclop... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.512 0.82 ug/L 98404  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 97
2 2-Methylindene 130 C10H10 002177-47-1 97
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
4 2-Methylindene 130 C10H10 002177-47-1 95
5 Benzene, 1-butynyl- 130 C1oH1e 000622-76-4 94
Abundance Scan 3801 (13.511 min): VU061092.D\data.ms (-3793) (- | m/z 130.00 100.00%
115.0 130.0
5000
RN T
37.9 STO GTO 89.0 ‘ 13.50
o"H‘wH‘m‘H‘MH‘HMH_UMM‘mhumvk‘wulw‘m‘LH‘M m/z 115.00  94.78%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
115.0
5000 e ‘
13.50
51.0 64.0 m/z 129.00  82.38%
2ro e eze
O\‘\H‘\’HH"HH"‘HH"\\‘\\‘\‘\M\“\‘H\\“H\\M\H‘Hl\‘\\}\ HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #15022: 2-Methylindene
130.0
115.0 NULA
13.50
5000 m/z 128.00 41.26%
51.0 64.0
20 10 we2o |
Ottt ety el
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140 p/L&JN
Abundance #15031: 1H-Indene, 1-methyl- e
130.0 13.50
115.0 m/z 127.00  18.52%
5000
51.0
0 W‘Hﬁw‘mhH‘ﬂm‘WJM‘_UM‘HmHH‘WWH‘M‘M‘HM‘H‘W‘ ol ﬂﬂﬂwﬂ‘
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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-Indene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.618 1.65 ug/L 198915 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 95
2 Benzene,1l-methyl-1,2-propadienyl- 130 C1oH1e 022433-39-2 94
3 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 94
4 2-Methylindene 130 CleH1e 002177-47-1 94
5 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 93
Abundance Scan 3834 (13.618 min): VU061092.D\data.ms (-3823) (- | m/z 115.00 100.00%
115.0130.1
5000
51.0 91.0 T e
Camp L Ll e
0“‘H‘,‘m‘_H‘\\uH“H‘H"1‘1“,‘m‘_waw!““ul‘me“m m/z 130.05 95.17%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15031: 1H-Indene, 1-methyl-
130.0
115.0
5000 SNAY -
13.50 14.00
51.0 m/z 129.05  75.81%
O \‘%\7\?\\\“\\\\}‘H\\‘}H‘H‘\MM’HH“\g\ﬁ‘q\\\\‘\\l\‘\\}‘\ ‘HH‘HH‘\H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15050: Benzene,1-methyl-1,2-propadienyl-
115.0130.0
—f— —
13.50 14.00
5000 m/z 128.00 41.38%
51.0
. 77.0
o bbb B b Al
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)- — —
115013).0 13.50 14.00
' m/z 104.00 41.01%
5000
51.0
77.0
PN N o O | N S [V I
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 24 Benzene, (1-methyl-1-butenyl)- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
13.830 0.58 ug/L 69890 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 52
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 42
3 Ethanone, 1-(3,4-dimethylphenyl)- 148 C1@H120 003637-01-2 38
4 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 38
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 38

Abundance Scan 3900 (13.830 min): VU061092.D\data.ms (-3891) (- | m/z 133.05 100.00%
133.1
13.50 14.00
0+ m/z 131.00 87.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25003: Benzene, (1-methyl-1- butenyD
131.

5000
13.50 14.00

m/z 146.00  33.99%

27.0 ‘ H
H“‘H“‘\H\;\"\m‘é\"H"\\‘\‘H\“\‘!““\‘H‘HH“H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25012: Benzene, (1-methyl-1-butenyl)- /UMR/K
131.0
\ =

o

13.50 14.00
5000 91.0 m/z 181.90 29.72%
390 65.0
oMWHW“N‘““W 1L
m/z--> 20 40 60 80 100 120 140 160 180 p
Abundance #26281: Ethanone, 1-(3,4-dimethylphenyl)- — — i
133.0 13.50 14.00
m/z 179.90 29.45%
5000 105.0
77.0
NECL Iy U OO I OO N | |
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Phenol, p-(2-methylallyl)- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.949 0.58 ug/L 70268 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-(2-methylallyl)- 148 C10H120 033641-78-0 83
2 Ethanone, 1-(2,4-dimethylphenyl)- 148 C1@H120 000089-74-7 76
3 Ethanone, 1-(3,4-dimethylphenyl)- 148 C10H120 003637-01-2 76
4 2-Allyl-4-methylphenol 148 C10H120 006628-06-4 72
5 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16 001075-38-3 70
Abundance Scan 3937 (13.949 min): VU061092.D\data.ms (-3927) (- | m/z 133.05 100.00%
133.1
Wil
51.0 690 ‘ ‘ 149.0 14.00
o 10 TR “wm i ‘ ,W‘ L - m/z 148.05  70.77%
m/z--> 20 40 60 100 120 140
Abundance #26235: Phenol, p-(2-methyIaIIyI)-
133.0
107.0 f\\j\ /\ )
5000 \h \{\\ T T T T T
14.00
o 77.0 m/z 116.95 25.73%
39.0 55. ‘ ‘ 149.0
0 T \1\8‘()\ ‘\‘\ \“H\ \“\‘“\ “\h\ T \H‘ T 1‘\‘\ "\H \‘\ ‘i T \‘H\ ‘ \‘ \‘\ T
m/z--> 20 60 80 100 120 140
Abundance #26283. Ethanone, 1-(2,4-dimethylphenyl)-
133.0
= et
105.0 14.00
5000 m/z 121.00 25.31%
77.0
270 \ \ M | 1490
0 H‘“MH‘H‘JMM‘H_‘H,HH‘HH‘H‘H
m/iz--> 20 40 60 100 120 140
Abundance #26275: Ethanone, 1—(3,4—d|methylphenyl)— ]
133.0 14.00
m/z 147.05  23.73%
105.0
5000
77.0
w0 M0 w0 LU
0 Hu_wm‘_mmm _m,mwml‘?;‘? (LTS A i
m/z--> 20 40 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.077 47.77 ug/L 5767490  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 91
3 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3977 (14.077 min): VU061092.D\data.ms (-3952) (- | m/z 128.05 100.00%
128.1
5000 /\
102.0 1456
510 740 : :
o‘Wwmu‘m‘;‘W;HH_Umw_m‘um_le“w‘lﬂﬁ-}m m/z 127.16  12.93%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13686: Naphthalene
128.0
5000 - - :
14.00
m/z 129.05 11.04%
510 750 10200
0\\‘H\\‘H\\‘H\\iH\\‘\‘\‘\\‘\“M‘HH‘HH“HH‘HH‘\H‘HH‘HH‘\H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13679: Azulene
128.0
T T
14.00
5000 m/z 102.00 9.33%
51.0 102.0
o"‘HmH‘:‘H"lm"“:H""UM"mwwuwwwl‘_m_mw
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13678: Azulene T ‘
128.0 14.00
m/z 51.00 7.86%
5000
0 : 511.0 1 77.0 L0 \‘
R L L L o e aaaa e —
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 14.00

SFAMUTR100124WMA.M Fri Oct 11 15:45:05 2024 Page: 26



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 27 Benzo[b]thiophene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.200 2.45 ug/L 296001 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene 134 C8H6S 000095-15-8 97
2 Benzo[c]thiophene 134 C8H6S 000270-82-6 95
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
4 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
Abundance Scan 4015 (14.200 min): VU061092.D\data.ms (-4003) (- | m/z 134.00 100.00%
134.0
5000
— —
a9 630 590 14.00 14.50
Orrrprrrs mWM‘MH“H_H‘_w‘\‘“‘1‘6‘2‘-‘1‘“”‘?‘97:9’ m/z 89.00 13.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17521: Benzo[b]thiophene
134.0
5000 — ——
14.00 14.50
89.0 m/z 135.00 9.81%
63.0
O\]\-s\\o‘\\\3\9“\0‘\“\\“‘\‘\‘\‘\“\\H\\‘\\\\‘\\\h‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17519: Benzo[c]thiophene
134.0
e —
14.00 14.50
5000 m/z 90.00 8.93%
63.0 89”0 |
O B L T S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17518: Benzo[b]thiophene ‘ ‘A ——
134.0 14.00 14.50
m/z 63.00 8.15%
5000
89
M - 30 AU N N | DU
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 30 Naphthalene, 2,3-dimethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
16.402 0.75 ug/L 90042 1,4-Dichlorobenzene-d4 11.804
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, 2,7-dimethyl- 156 C12H12 000582-16-1 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
Abundance Scan 4700 (16.402 min): VU061092.D\data.ms (-4690) (- | m/z 156.10 100.00%
156.1
5000
115.0 — — f/\
390 70 ‘ | | 16.00 16.50
0 m_m_uhu,“:uﬂ”*,mm‘u‘h““‘Mwlﬁf’rﬁm_wa%‘?}n- m/z 141.00  95.98%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 = e A
16.00 16.50
m/z 155.10  27.63%
76.0
O\H‘H3H9“\O\“H"‘h\‘\”!h’\\‘H‘HH‘\“!‘\\“HM‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0 /\
e ‘4ﬂ\ G
16.00 16.50
5000 m/z 115.00 22.10%
76.0 115.0
I R NN I 1Y O
m/z--> 20 40 60 80 100120140160180200220240260280 /\/\
Abundance #33145: Naphthalene, 2,7-dimethyl- — —
156.0 16.00 16.50
m/z 128.00  16.90%
5000
77.0
115.0
Ol b et el e e || Y A
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU101024\

Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21

Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 31 Benzene, 1,1'-ethylidenebis- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
16.878 0.77 ug/L 92606 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-ethylidenebis- 182 C14H14 000612-00-0 91
2 Benzene, 1-methyl-2-(phenylmethyl)- 182 C14H14 000713-36-0 55
3 Benzene, 1,1'-ethylidenebis- 182 C14H14 000612-00-0 46
4 Benzene, 1,1'-ethylidenebis- 182 C14H14 000612-00-0 46
5 .beta.-Phenyl-L-phenylalanine, m... 255 C16H17NO2 196395-12-7 43

Abundance

5000

0

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

Scan 4848 (16.878 min): VU061092.D\data.ms (-4836) (-
167.1

77.0 115.0
38.9 ' 205.1 269.7

Abundance

5000

o

m/z-->

#57012: Benzene, 1,1'-ethylidenebis-
167.0

77.0 ‘ ‘
M ‘\‘H\\ I \. L | ‘ Iy

20 40 60 80 100120140 160 180 200 220 240 260

Abundance

5000

0
m/z-->

#57024: Benzene, 1-methyl-2-(phenylmethyl)-
167.0

104.0

65.0
27.0 | 1 u‘ I 139'% H HH

20 40 60 80 100120140160 180 200 220 240 260

Abundance

5000

o

m/z-->

#57011: Benzene, 1,1'-ethylidenebis-
167.0

0
1050 1399 |

m/z 167.10 100.00%

T
16.50 17.00

m/z 152.05 66.53%

/\/\ ANEIN L

16.50 17.00

m/z 173.10  54.57%

AL

T
16.50 17.00

m/z 165.10  34.85%

1 Iy 1 r
T L T

T
16.50 17.00

m/z 182.10  30.58%

20 40 60 80 100120 140 160 180 200 220 240 260

T
16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61092.D

Acqg On : 10 Oct 2024 16:21
Operator : MD/SY

Sample : P4380-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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|
Sulfur dioxide 2.020 1.1 ug/L 90277 1 6.271 403449 5.0
Thiophene 6.046 1.6 wug/L 125717 1 6.271 403449 5.0
Benzene, 1l-ethy... 10.994 1.3 ug/L 153769 3 11.804 603673 5.0
Benzene, 1l-ethy... 11.287 0.9 ug/L 113640 3 11.804 603673 5.0
Benzene, 1,2,3-... 11.888 2.9 ug/L 346988 3 11.804 603673 5.0
Benzene, cyclop... 12.087 3.2 ug/L 387571 3 11.804 603673 5.0
Indene 12.303 15.2 ug/L 1834100 3 11.804 603673 5.0
Benzene, 1-meth... 12.370 0.6 ug/L 71409 3 11.804 603673 5.0
p-Cymene 12.457 0.7 ug/L 83228 3 11.804 603673 5.0
o-Cymene 12.489 0.5 ug/L 62467 3 11.804 603673 5.0
Benzene, 2-ethy... 12.563 0.9 ug/L 103504 3 11.804 603673 5.0
1-Methyl-2-phen... 12.676 0.9 ug/L 109010 3 11.804 603673 5.0
unknown-01 12.868 0.6 ug/L 77123 3 11.804 603673 5.0
Benzofuran, 2-m... 12.917 0.8 ug/L 100893 3 11.804 603673 5.0
Benzene, 1,2,3,... 12.965 0.8 ug/L 96652 3 11.804 603673 5.0
Benzene, 1l-ethy... 13.020 3.1 ug/L 376059 3 11.804 603673 5.0
Indan, 1-methyl- 13.283 0.5 ug/L 61294 3 11.804 603673 5.0
Benzene, 1-meth... 13.441 2.4 ug/L 294649 3 11.804 603673 5.0
Benzene, (1-met... 13.512 0.8 ug/L 98404 3 11.804 603673 5.0
1H-Indene, 1-me... 13.618 1.6 ug/L 198915 3 11.804 603673 5.0
Benzene, (1-met... 13.830 0.6 ug/L 69890 3 11.804 603673 5.0
Phenol, p-(2-me... 13.949 0.6 ug/L 70268 3 11.804 603673 5.0
Azulene 14.077 47.8 ug/L 5767490 3 11.804 603673 5.0
Benzo[b]thiophene 14.200 2.5 ug/L 296001 3 11.804 603673 5.0
Naphthalene, 2,... 16.402 0.8 ug/L 90042 3 11.804 603673 5.0
Benzene, 1,1'-e... 16.878 0.8 ug/L 92606 3 11.804 603673 5.0
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