LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12 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\SFAMUTR102822WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@51690.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.594 73 79 88 rBV 118851 154017 2.16% 0.217%
2 1.784 132 138 161 rVB 384135 516747 7.24% 0.727%
3 1.909 173 177 196 rVB 98018 144175 2.02% 0.203%
4 2.465 342 350 362 rVB 57516 91490 1.28% ©.129%
5 2.562 368 380 394 rVW 159759 260562 3.65% 0.366%
6 2.681 398 417 437 rVV2 86360 183022 2.56% 0.257%
7 2.787 438 450 468 rVB 225174 380727 5.33% 0.535%
8 4.642 1015 1027 1077 rBV 75825 313880 4.40% 0.441%
9 5.060 1141 1157 1188 rBV 156291 380364 5.33% 0.535%
10 5.722 1343 1363 1369 rBV2 306364 743278 10.41%  1.045%
11 5.771 1369 1378 1398 rVB 765793 1578632 22.12% 2.220%
12 6.247 1512 1526 1544 rBV2 228103 433953 6.08% 0.610%
13  6.690 1649 1664 1676 rBV 190627 377173 5.28% 0.530%
14 6.761 1677 1686 1701 rVB3 45633 95134 1.33% 0.134%
15 7.565 1921 1936 1952 rBV 78270 141718 1.99% 0.199%
16 7.896 2017 2039 2053 rBV 337450 601342 8.42%  0.845%
17 8.099 2090 2102 2116 rBV 313854 534879 7.49% 0.752%
18 8.179 2118 2127 2138 rVB2 47451 79095 1.11% 0.111%
19 8.632 2257 2268 2297 rBV 427142 867936 12.16% 1.220%
20  9.443 2499 2520 2537 rBV2 2001563 3854285 54.00% 5.419%
21 9.568 2548 2559 2577 rVB 276227 454843 6.37% 0.640%
22 9.693 2579 2598 2614 rBV2 463174 913057 12.79% 1.284%
23 10.099 2714 2724 2745 rVB 288234 478506 6.70% 0.673%
24 10.481 2831 2843 2856 rBV 96358 157663  2.21% 0.222%
25 10.754 2916 2928 2942 rVB 184104 305299 4.28% 0.429%

26 10.902 2962 2974 2988 rBV 167228 275970 3.87%
27 10.996 2990 3003 3020 rVV 290647 632102  8.86%
28 11.086 3020 3031 3045 rVV 477569 800083 11.21%
29 11.160 3046 3054 3065 rVB3 66658 105001 1.47%
30 11.288 3083 3094 3114 rBV 372619 636558  8.92%
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31 11.465 3138 3149 3161 rBV 1096045 1634674 22.90%
32 11.610 3182 3194 3195 rBV 60239 75192 1.05%
33 11.639 3196 3203 3219 rVB2 171890 292916 4.10%
34 11.742 3220 3235 3242 rBV 173046 327202  4.58%
35 11.832 3242 3263 3273 rBV4 1065768 2715673 38.05%

WoOoOOoON
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=
N
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36 11.893 3273 3282 3308 rVB 760246 1394670 19.54% 1.961%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12 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\SFAMUTR102822WMA .M
Title : TRACE VOA SFAM1.0
37 12.005 3309 3317 3325 rVB 72909 106575 1.49% 0.150%
38 12.092 3326 3344 3351 rBV2 880642 1546341 21.66% 2.174%
39 12.188 3363 3374 3397 rVB5 985384 2147867 30.09% 3.020%
40 12.298 3398 3408 3422 rVB 156452 254074 3.56% 0.357%
41 12.372 3422 3431 3447 rBV 187014 311088 4.36% 0.437%
42 12.462 3449 3459 3464 rBV 405713 630761 8.84% 0.887%
43 12.494 3464 3469 3479 rVB 454313 644326 9.03% 0.906%
44 12.568 3482 3492 3500 rVV 754926 1110148 15.55% 1.561%
45 12.610 3500 3505 3516 rVV 212196 307174 4.30% 0.432%
46 12.680 3517 3527 3546 rVB3 719567 1613866 22.61% 2.269%
47 12.806 3560 3566 3574 rBV2 53670 77622 1.09% 0.109%
48 12.870 3576 3586 3598 rVB3 328317 596237 8.35% 0.838%
49 12.967 3599 3616 3625 rBV2 676286 1547776 21.68% 2.176%
50 13.024 3625 3634 3647 rVB 959131 1468302 20.57% 2.064%
51 13.108 3651 3660 3674 rBV4 140008 314349 4.40% 0.442%
52 13.250 3697 3704 3708 rBv4 89650 120684 1.69% 0.170%
53 13.291 3709 3717 3725 rVWW 439408 630440 8.83% 0.886%
54 13.404 3743 3752 3755 rBV4 116596 173512  2.43% 0.244%
55 13.449 3755 3766 3778 rVV3 2713599 4661371 65.31% 6.554%
56 13.510 3779 3785 3795 rVB3 266516 443598 6.21% 0.624%
57 13.619 3810 3819 3836 rVB 668789 1075318 15.07% 1.512%
58 13.735 3845 3855 3862 rBv4 338739 573370 8.03% 0.806%
59 13.780 3863 3869 3877 rVvV2 250358 431457 6.04% 0.607%
60 13.835 3877 3886 3899 rVV3 471275 1031610 14.45% 1.450%
61 13.909 3902 3909 3912 rVV2 330004 499626 7.00% 0.702%
62 13.938 3913 3918 3939 rVB2 556659 1035783 14.51% 1.456%
63 14.082 3947 3963 3987 rVB 2111136 3769988 52.82% 5.301%
64 14.188 3988 3996 4009 rBv4 74972 154804 2.17% 0.218%
65 14.288 4010 4027 4036 rVV3 236832 505163 7.08% 0.710%
66 14.343 4036 4044 4056 rVB2 184518 290572 4.07%  0.409%
67 14.481 4078 4087 4093 rBV 182464 295134  4.13%  0.415%
68 14.664 4134 4144 4161 rBV2 352800 818422 11.47% 1.151%
69 14.806 4181 4188 4198 rVV 124117 180782 2.53% 0.254%
70 14.870 4200 4208 4221 rVB2 241457 412720 5.78% 0.580%

71 15.015 4243 4253 4277 rVB3 291251 546611 7.66% ©.769%
72 15.166 4292 4300 4305 rBV 75620 119615 1.68% 0.168%
73 15.217 4305 4316 4341 rVB 4495222 7137735 100.00% 10.036%
74 15.407 4362 4375 4407 rBV 3793028 6259663 87.70%  8.801%
75 15.947 4537 4543 4554 rVB 142514 201194  2.82% ©.283%

76 16.143 4597 4604 4610 rBV 144829 210747 2.95% 0.296%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12 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\SFAMUTR102822WMA .M
Title : TRACE VOA SFAM1.0

77 16.179 4611 4615 4629 rVB2 130308 191091 2.68% 0.269%
78 16.259 4629 4640 4666 rVB 441369 895169 12.54% 1.259%
79 16.404 4667 4685 4692 rBvV 742953 1270715 17.80% 1.787%
80 16.442 4692 4697 4713 rVB 465462 705277 9.88% 0.992%
81 16.526 4715 4723 4735 rVB3 86167 144164 2.02% 0.203%
82 16.635 4741 4757 4776 rVB2 183071 477554 6.69% 0.671%
83 16.780 4794 4802 4817 rBV2 91417 155057 2.17% 0.218%
84 16.880 4825 4833 4854 rVB3 47336 95895 1.34% 0.135%

Sum of corrected areas: 71123165
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU051690.D\data.ms

4000000
3000000
2000000

1000000 5771
1.784
5.702
1.594 [|1.909 » 5623187 a642  5.060 6.247 Gﬁ.gj

L L L L L L L L L L L L L L L L B L L (L B L

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU051690.D\data.ms

o

4000000

3000000

2000000 9.443

11.465 11. 832

1000000 1} 892
. 11.08
7.8968.099 8.632 0568 10.009 " 7% P1.288
7.565 JL/Q 179 /L 7\ J\ 10 481 M 2. o

Ob——— — e e S R ‘
Time--> 7.00 7.50 8. OO 8.50 9.00 9.50 10 00 10 50 11 00 11 50 12 00
Abundance TIC: VU051690.D\data.ms
15.p17
4000000 15.407
3000000 13.449
14.082
2000000
1000000 13619 16.404
16.259%\442
51 %Yﬁ e cd-664 G\QJ
481 A% 15.941%61.
0 . ] %M U ‘.F.\\_/\\/#\\’_\J\T_\//\/\\ %’%O T T

Time--> 12.50 13.00 13.50 14.00 14:50 15.00 15.50 16.00 16,50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 1 Methanethiol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.784 5.95 ug/L 516747 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanethiol 48 CH4S 000074-93-1 90
2 Methanethiol 48 CH4S 000074-93-1 83
3 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 7

4 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 7
5 Methane, nitroso- 45 CH3NO 000865-40-7 5

Abundance Scan 138 (1.784 min): VU051690.D\data.ms (-132) (-) m/z 47.00 100.00%

47.0

—

5000
R BAEEEE S e
1.60 1.80 2.00 2.20
Ol e 2220 m/z 48.00  81.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #126: Methanethiol
47.0
5000

1.60 1.80 2.00 2.20
m/z 45.00 52.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #127: Methanethiol
47.0

o
=
[&)]
o

1.60 1.80 2.00 2.20
5000 m/z 45.95 12.58%

ﬁ

14.0
Om“wm‘u‘ R s e e AT
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #122: Hydroxylamine, O-methyl- R R e s
47.0 1.60 1.80 2.00 2.20
m/z 44.00 7.97%
o MJL\
e e o -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26

Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 2 Ethanethiol Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
2.465 1.05 ug/L 91490 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanethiol 62 C2H6S 000075-08-1 91
2 Ethanethiol 62 C2H6S 000075-08-1 91
3 Ethanethiol 62 C2H6S 000075-08-1 83
4 Ethanethiol 62 C2H6S 000075-08-1 83
5 Ethanethiol 62 C2H6S 000075-08-1 83
Abundance Scan 350 (2.465 min): VU051690.D\data.ms (-342) (-) m/z 62.00 100.00%
62.0
- /\uxyﬂtm
EEEREEES S
‘ 2.20 2.40 2.60 2.80
o‘Hww‘HH”‘_m_m‘HH_m_HwHwawm%‘r"‘l"f m/z 47.00  56.62%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #385: Ethanethiol
29.0 62.0
5000 LU L R R BB B
2.20 2.40 2.60 2.80
m/z 61.00 16.20%
OHH“\w‘h\HH“H‘H“}\H‘HH‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #387: Ethanethiol
29.0 62.0
N EERAREE SRS
2.20 2.40 2.60 2.80
5000 m/z 44.95 14.94%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240

Abundance #388: Ethanethiol

-l

2.20 2.40 2.60 2.80
m/z 46.00 10.22%

5000 \JLJ\
0

2.20 2.40 2.60 2.80

29.0 62.0

m/z--> 20 40 60 80 100120 140 160 180 200 220 240
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26

Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 6 Benzene, 1l-ethyl-3-methyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
10.996 1.16 ug/L 632102 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 3003 (10.996 min): VU051690.D\data.ms (-2990) (- | m/z 105.10 100.00%
105.1

5000
120.1 ﬂL

77.0 11.00
390 880 Lol D
O bty e m/z 120,05 30.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000
m/z 91.05 12.89%
77.0
39.0
O\\‘\H\-‘\H‘\‘\\\\“‘H\\“\??“9‘”‘\Hm‘\\\\‘M\\\‘\‘}1\‘H‘\‘\"‘HH’HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
P
11.00
5000 ITI/Z 77 .05 11.50%
120.0
39.0 77.0
0‘wHH‘Hﬁ_‘qu‘Mﬁ%ghwuhﬁuum‘uwﬁ‘_mquuwu‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10719: Benzene, 1-ethyl-2-methyl- ~
105.0 11.00
m/z 79.05 8.57%
5000
120.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26

Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 7 Benzene, 1l-ethyl-2-methyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.288 1.17 ug/L 636558 1,4-Dichlorobenzene-d4 11.809
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-2-methyl- 120 CO9H12 000611-14-3 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 3094 (11.288 min): VU051690.D\data.ms (-3083) (- | m/z 105.05 100.00%

105.1
5000
120.1

51.0 ‘ ‘ ‘ ‘ 11.00 11. 50

o‘W‘HWH‘WHH‘HH_‘H_L‘_HW‘ku‘wuk‘mmw‘u_u‘w m/z 120.05 %
miz--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #10722: Benzene, 1-ethyl-2-methyl-

' ’ 105.0
5000

1200 11.00 11. 50
m/z 91.05 %
39.0 77.0
O\\‘\\\\‘\\\‘\‘\\\\“\\\\“\5\9‘9‘\\‘\!!‘}"\\\\“\\\\‘\‘\1\‘\\‘\\“‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
11.00 11. 50
5000 ITI z 77.05 %

120.0
aso %90 soo 'O L
10 20 30 40 50 60 70 80 90 100110120130140
#10724: Benzene, 1-ethyl-2-methyl-

0
m/z-->

Abundance

105.0 11.00 11.50

m/z 103.10 9.14%
5000
120.0
77.0 ‘ /\
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 10 Benzene, 1,2,3-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.893 2.57 ug/L 1394670 1,4-Dichlorobenzene-d4 11.809
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 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3282 (11.893 min): VU051690.D\data.ms (-3273) (- | m/z 105.10 100.00%
105.1
5000 ?
510 (70 11.50 12.00
| \. Ll ‘\\ ‘ Al Jw \2-1139-1 9
O e A m/z 120.10 41.48%
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000
11.50 12.00
m/z 77.05 12.24%
77.0
O \\\‘2\7\.(\)\"\\“}‘\”"\‘\\\‘H‘\\‘\\“}‘\\;1\1“2\.(\)\\‘\\\\ 1
miz--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
— o
11.50 12.00
5000 m/z 91.10 10.35%
39. 77.0
0 }?9\”\\M\ﬂ?%gw\“M\\L\NM\%“%Q\\‘H\\ ‘
miz--> 20 40 60 80 100 120 140
Abundance #10705: Benzene, 1,2,4-trimethyl- - =
105.0 11.50 12.00
m/z 119.10 10.02%
5000
28.0 51.0 77.0 J\
Y P P TI N  -YSEN (oY | Wy AW W ¥
m/z--> 20 40 60 80 100 120 140 11.50 12.00

SFAMUTR102822WMA.M Fri Nov 04 18:21:46 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 11 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.092 2.85 ug/L 1546340 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 83
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 60
3 Indane 118 C9H10 000496-11-7 60
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 58
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 55
Abundance Scan 3344 (12.092 min): VU051690.D\data.ms (-3326) (- | m/z 117.10 100.00%
117.1
5000
91.0
390 630 ‘ 13‘4'1 12.00
) M W S R Il b m/z 118.10  52.51%
m/z--> 20 40 60 80 100 120 140
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
11v.0
5000 —— :
91.0 12.00
m/z 115.05  38.36%
39.0 580
O \\\‘\‘\\\“\\‘} \“[“f‘\7\5\p\\“}\“‘\\\!“\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #10192: Benzene, 2-propenyl-
117.0
N T
12.00
m/z 119.10  35.18%
5000 910 /
39.0 65.0
0 “““‘u“‘H““M“ IS PN NS |/ R
miz--> 20 40 80 100 120 140
Abundance #10181Jndane
117.0 12.00
m/z 105.05 33.03%
5000
91.0
s B 2 e AL
m/z--> 20 40 60 80 100 120 140 12.00

SFAMUTR102822WMA.M Fri Nov 04 18:21:47 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26

Operator JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 13 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
12.462 1.16 ug/L 630761 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 3459 (12.462 min): VU051690.D\data.ms (-3449) (- | m/z 119.10 100.00%
119.1
5000 ﬁ
90 12.50
39.1 65.0 :
) A 1 i Aol ageo 13268 31.33%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
12.50
91.0 m/z 91.05 17.32%
0, @0 |
0 \‘\\\\“\‘\\\“‘\\“\‘\“i‘\\\H‘\\‘1\““\‘\\1l\\\‘\‘\\\\
miz--> 0 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
T
12.50
5000 m/z 105.10 13.99%
39.0 91.0
15.0 65.0
e i RN Y T -
m/z--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 12.50
m/z 117.10 10.41%
5000
91.0
39.0 65.0 J
0 “H¥5?‘V"W‘AM‘Nu‘$\‘wu‘Ju‘Wl‘;ﬂﬁq“‘
m/z--> 0 20 40 60 80 100 120 140 12.50

SFAMUTR102822WMA.M Fri Nov 04 18:21:48 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 Benzene, 1-methyl-3-(1-meth... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.494 1.19 ug/L 644326 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 94
3 o-Cymene 134 C1eH14 000527-84-4 94
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
Abundance Scan 3469 (12.494 min): VU051690.D\data.ms (-3464) (- | m/z 119.10 100.00%
119.1
5000 T
91.1
39.0 651 | | 145,1 12.50
R e e e A e ey A ) R m/z 134.05  23.40%
miz-> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
12.50
91.0 m/z 91.10 12.17%
04 \1\5\.(‘) T \\4‘:‘]‘-.\0\ y r”‘eﬁ'\ow T \‘1‘\ ‘W\ \‘\w T 13‘50 T
miz-> 20 40 60 80 100 120 140
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
e
12.50
5000 m/z 120.10 8.71%
91.0
B0, =0 | 10
R TR TR L1 S M
miz--> 20 40 60 80 100 120 140
Abundance #16996: 0-Cymene
119.0 12.50
m/z 117.10 6.59%
5000
91.0
39.0
A et Il 145-0
S IS
m/z--> 20 40 60 80 100 120 140 12.50

SFAMUTR102822WMA.M Fri Nov 04 18:21:49 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 15 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.568 2.04 ug/L 1110156 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94

Abundance Scan 3492 (12.568 min): VU051690.D\data.ms (-3482) (- | m/z 119.10 100.00%
119.1
5000 |
39.0 651 91"0 l 12.50
OF e e b e il ML A3GLASAL s 134 05 28, 80%
miz--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
12.50
91.0 m/z 91.05 15.84%
39.0 65.0 ‘
0 \1\5\.0‘\‘\ T \"‘\ \“V\ "w\ T i‘H‘ T “H“\ \Hl T T
miz--> 20 40 60 80 100 120 140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
T \
12.50
5000 m/z 120.10 10.15%
91.0
39.0 65.0 ‘
Ll O O N
m/iz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 12.50
m/z 117.10 9.47%
5000
91.0
39.0 65.0 ‘
ol 280 T e
m/z--> 20 40 60 80 100 120 140 12.50

SFAMUTR102822WMA.M Fri Nov 04 18:21:50 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 Indan, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.680 2.97 ug/L 1613870  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 83
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 83
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 80
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 80
Abundance Scan 3527 (12.680 min): VU051690.D\data.ms (-3517) (- | m/z 117.10 100.00%
117.1
5000
1.
510 1, 90 ‘ 1%4.1 12.50 13.00
0 ““‘“‘u"M‘HMM‘WP"M“pw“ﬂf‘WwM““‘ m/z 115.10  35.11%
m/z--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
11v.0
5000 S AN
12.50 13.00
200 - 910 4 m/z 132.05 27.06%
0 \\\‘\‘\\\".\ \“\‘\“‘1"”\“”“\ \‘\\\‘H‘ \11‘\3\.0‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
12.50 13.00
5000 m/z 119.05 18.35%
91.0
390 650 ‘ ‘ 133.0
S RO Y Y S N
m/iz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 12.50 13.00
m/z 91.05 16.52%
5000
0 91.0
51.
133.0
2 T PO SR .~ O B VYW R AR OTATALY
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SFAMUTR102822WMA.M Fri Nov ©4 18:21:51 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 18 o-Cymene Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.870 1.10 ug/L 596237 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 93
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 76
3 p-Cymene 134 C1oH14 000099-87-6 76
4 o-Cymene 134 C10H14 000527-84-4 76
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 76
Abundance Scan 3586 (12.870 min): VU051690.D\data.ms (-3576) (- | m/z 119.10 100.00%
119.1
5000
91.0
300 650 ‘ H el | 1250 13.00
b e et el Ll T sz 131,05 37.91%
miz-> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
5000 - =
12.50 13.00
91.0 m/z 134.00  28.64%
41.0 65.0 ‘
O\\\‘\‘\\\w\\‘\\”“\‘\\\‘”‘\\‘i‘\““\\‘i“l\\l??.?\\\\
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
12.50 13.00
5000 m/z 91.05 23.05%
390 91.0
: 65.0 135.0
0 ‘1‘5(?“‘ ‘ ““‘ S VEY A A “1 et ‘M T
miz--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene - L
119.0 12.50 13.00
m/z 115.10 12.20%
5000
91.0
41.0 65.0 135.0
0\\\‘\H\\“‘\\‘H‘H‘HMH1‘\“1‘”M\HH‘HH P P
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SFAMUTR102822WMA.M Fri Nov 04 18:21:52 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.967 2.85 ug/L 1547780  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
Abundance Scan 3616 (12.967 min): VU051690.D\data.ms (-3599) (- | m/z 119.10 100.00%
119.1
5000 /\
39.0 69.1 91‘.0 1521 13.00
0b el bl e U 192 s 134 00 46.64%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
13.00
91.0 m/z 91.05 16.45%
41.0 63.0 | | ‘
0 \\\‘\‘\\\‘\\H\‘\“V\\\M‘\\\\’m\\{“’\\\‘\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
e
13.00
5000 m/z 120.05 10.30%
39.0 9o
: 65.0
0 ‘1‘5"?“‘ ‘ ““‘ el i “1 el ‘M ; ‘1“‘6"0‘ e
m/z--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 13.00
m/z 81.10 10.08%
5000 JL
91.0
39.0 65.0
Ot \“‘\ Pt \““ e \‘1“‘, ; \1\‘\6"0\ T e
m/z--> 20 40 60 80 100 120 140 160 13.00

SFAMUTR102822WMA.M Fri Nov 04 18:21:54 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26

Operator JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 20 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.024 2.70 ug/L 1468300 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96

Abundance Scan 3634 (13.024 min): VU051690.D\data.ms (-3625) (- | m/z 119.10 100.00%
119.1
5000
91.1
€0, S0 | | 1481 o5
OF s pe b e M AR m/z 134,05 43.82%
miz--> 20 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
13.00
m/z 91.10 15.03%
39.0 65.0 91.0
0 \1\5‘\'?\‘\ T \“‘\ \“i‘\ “i‘.\ T \‘H‘ T \‘\ T ‘W\ \N T \1\‘\6‘0\ L
miz--> 20 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
T [
13.00
5000 m/z 133.05 10.01%
0 91.0
or250 M7 %0 | a0
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- T
119.0 13.00
m/z 120.10 9.45%
5000
0 91.0
: 65.0
oLts0 0 080 | o
m/z--> 20 60 80 100 120 140 160 13.00

SFAMUTR102822WMA.M Fri Nov ©4 18:21:55 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.291 1.16 ug/L 630440 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 86
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
Abundance Scan 3717 (13.291 min): VU051690.D\data.ms (-3709) (- | m/z 117.10 100.00%
117.1
o011 = —
30.0 65.0 ‘ I ]T 3.1 152.0 13.00 13.50
O bl LIRS 29€2 0 m/z 132,05 40.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 —— jL —
13.00 13.50
m/z 115.10 28.06%
390  g50 910
TR P P | 130
O’\‘\\\“‘\\M\‘\“\\\”\‘[\\‘\\‘”\‘\\![\‘“\‘\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
- —
13.00 13.50
5000 m/z 131.05 18.21%
91.0
39.0 650 ‘ ‘ 133.0
A P R P S W
m/z--> 20 40 60 80 100 120 140 160
Abundance #16119: Benzene, 2-butenyl- —p= =
117.0 13.00 13.50
m/z 91.10 11.66%
5000 91.0
39.0
65.0
RN | po
0 ,‘w“q“ﬂWu‘Mu‘wq‘ Wl‘pw‘uuh‘w“ﬂ““““‘ o e
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 2,4-Dimethylstyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.449 8.58 ug/L 4661370 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 92
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 90
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 86
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 74
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 70

Abundance Scan 3766 (13.449 min): VU051690.D\data.ms (-3755) (- | m/z 119.10 100.00%
1

19.1
5000
91.1

39.0 651‘ 13.50
bkl gl 1581 2069y 917 10 97.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene
117.0
5000 ‘
13.50
m/z 134.05 40.97%
O' ‘\‘\H‘\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
117.0
=
13.50
5000 ITI/Z 132.05 34.02%
91.0
51.0 ‘
o"‘?ﬁgﬂuwM‘NH$MHu‘NM‘W‘NL“H“H“_“W“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- e
117.0 13.50

m/z 115.10  32.42%

5000
91.0
27.0 51\'0 \ \ |
0 PR P | i ull

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 1-Cyclohexyl-2-methyl-2-pro... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.510 0.82 ug/L 443598  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Cyclohexyl-2-methyl-2-propanol 156 C10H200 005531-30-6 59
2 Succinic acid, tridec-2-yn-1-yl ... 354 C20H3405 1000390-75-1 37
3 Cyclooctanemethanol, .alpha.,.al... 170 C11H220 016624-06-9 37
4 2-Hexanol, methyl ether 116 C7H160 1000333-92-0 35
5 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 33
Abundance Scan 3785 (13.510 min): VU051690.D\data.ms (-3779) (- | m/z 59.10 100.00%
59.1
5000
95.1
= T T
‘ h 138.2 13.50
0 W,W‘MuJMH‘”um_um_Mw,‘HWHwwwww,mw m/z 81.10  36.26%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #32958: 1-Cyclohexyl-2-methyl-2-propanol
59.0
5000 . :
13.50
m/z 95.10 32.45%
29. ‘ 123.0
O \\\’\‘}H\\q““\\\”}‘\‘\‘\\‘ﬁ\\\‘H\\‘\\H‘H\\’\\\\‘\H\‘HH‘HH‘HH’HH‘\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #263633: Succinic acid, tridec-2-yn-1-yl 2-methoxyethyl €
59.0
T [
13.50
5000 m/z 55.10 22.97%
159.0
95.0
Ottt b 2340 L2230 278
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45436: Cyclooctanemethanol, .alpha.,.alpha.-dimethyl- —— ‘
59.0 13.50
m/z 67.10 21.47%
h L\/MM
0 - —
m/z--> 20 40 60 80 100120140160180200220240260280 13.50

SFAMUTR102822WMA.M Fri Nov ©4 18:21:58 2022 Page: 20



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 25 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.619 1.98 ug/L 1075320 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 91
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 90
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90

Abundance Scan 3819 (13.619 min): VU051690.D\data.ms (-3810) (- | m/z 104.10 100.00%
104.1
5000 1321 m/\
o —r—
51.0 780 “ 13.50 14.00
Obrrhed L 1591 2069 ;135 05 46.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000
132.0 13.50 14.00
78. m/z 91.05 44.,21%
28.0 1.0
0\\\‘\‘1\\“\\“}‘\“‘H‘\\H}H‘\\‘f‘\‘ \\m‘\‘w\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
== —r=
13.50 14.00
5000 132.0 m/z 115.05 19.67%
51.0 78.0
obe 20 b A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro- —r= —r==
104.0 13.50 14.00
132.0 m/z 117.10 14.99%
5000
39.0 650 | 4
Y o W R | SR ——
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26

Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 26 Camphor Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
13.735 1.06 ug/L 573370 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Camphor 152 C10H160 000076-22-2 96
2 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 96
3 (+)-2-Bornanone 152 C10H160 000464-49-3 95
4 Camphor 152 C10H160 000076-22-2 95
5 (+)-2-Bornanone 152 C10H160 000464-49-3 95

Abundance Scan 3855 (13.735 min): VU051690.D\data.ms (-3845) (- | m/z 95.10 100.00%
95.1
131.1
5000 410 g4
e C
1 13.50 14.00
0 ' 2071 m/z 81.10 67.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29042: Camphor
95.0
41.0
5000 e -
69.0 13.50 14.00
152.0 m/z 131.05  59.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0
13.50 14.00
41.0 / 41.05 38.607
5000 69.0 m/z . . ]
152.0
5150 L 1230, |
- \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29113: (+)-2-Bornanone T —
95.0 13.50 14.00
m/z 108.05 36.76%
5000 41.0
69.0 152.0
0/15.0 L 1230, |
! AR Ea s P e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMUTR102822WMA.M Fri Nov 04 18:22:01 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
13.780 0.79 ug/L 431457  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90

Abundance Scan 3869 (13.780 min): VU051690.D\data.ms (-3863) (- | m/z 131.05 100.00%
131.

1.1
5000

91.1 13.50 14.00
39.0 %44 M ‘w
-

o““‘H““m‘ww‘uﬁ“m“%¥ﬂp_ 721 hy7 146.05  26.98%

m/z--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000

13.50 14.00
m/z 129.05 16.22%

39.0 640 91.0
OHH‘\‘H\“‘H“i‘\"“.\‘m“\\‘H‘l\‘]?q.\b‘\‘u‘!\‘i“\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0

P —
91.0 13.50 14.00 .
5000 ITI/Z 115.10 15.35%
39.0
65.0
15.0 ‘
0“Nw‘huwm‘h‘ﬂhwm_ul‘&@quﬁjwﬂh‘w“‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- = =
131.0 13.50 14.00
m/z 128.05 12.65%
5000
39.0 91.0
63.0
OHH“‘m““““1“,‘1“‘1“““H‘JT‘]TQ'P‘HMW1“‘”,”” - e
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.909 0.92 ug/L 499626 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C1l1H14 027087-54-3 91
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
Abundance Scan 3909 (13.909 min): VU051690.D\data.ms (-3902) (- | m/z 131.05 100.00%
131.1
5000
91.1 14.00
39.0 64.8 ‘
S0 MUl loaug | 11602 o 1ag e 20.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 T
14.00
91.0 m/z 129.05 13.56%
390 640 (L
O+ T \‘\ TT “\ \“i‘\ ‘W\ T \“‘ T “‘\l\l\jh(‘)\‘w T ‘:L\ e [T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
—r
14.00
5000 m/z 91.10 11.22%
39.0 a0 91.0
Ol iy 1130 | 1490
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25064: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl- e
131.0 14.00
m/z 128.05 11.18%
5000
91.0
39.0 ‘
63.0
I T T uw‘u A ‘Ml‘:‘”‘?wl“l S s
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.938 1.91 ug/L 1035780 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 90
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 90

Abundance Scan 3918 (13.938 min): VU051690.D\data.ms (-3913) (- | m/z 131.05 100.00%
131.

1.1
5000

91.1
162.2

oHH_Hu‘?‘1‘79“3‘7‘1‘;9‘_“““1“1‘9"9_“”‘1"wm_m‘ m/z 146.05  23.22%

m/z--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0

5000 T

m/z 115.10  15.23%

39.0 640 91.0
OHH‘\‘H\“‘H“i‘\‘w.\‘\ \“H‘\\‘]‘-\‘1\0\-‘9‘\‘M\H“H\‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #25025: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0

14.00
5000 m/z 91.10 13.24%
91.0
150 390 640
e A N 1 R

m/z--> 20 40 60 80 100 120 140 160
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl- o
131.0 14.00

m/z 132.05 11.81%

5000

390 650 910 |
PO RN VI OO [ 0
miz--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 Azulene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.082 6.94 ug/L 3769990 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Naphthalene 128 C10HS8 000091-20-3 94
4 Azulene 128 C10HS8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 90

Abundance Scan 3963 (14.082 min): VU051690.D\data.ms (-3947) (- | m/z 128.05 100.00%
128.1

2
5000
T T

51.0 74.0 102.1 14.00
O (0 I Al 1491 1700 4y 157 65 12.54%
miz--> 20 40 60 80 100 120 140 160
Abundance #13686: Naphthalene
128.0
5000 14.00

m/z 129.05 10.83%

51\'0 I 50 10\2.0 M
O‘\\\\‘\\‘\\‘\\\H}h‘\\\\“\\\\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #13683: Naphthalene
128.0
‘Y—Y—Y—'—Y—Y—Y—Y—'ﬁ

14.00
5000 m/z 102.05 7.87%
270 51‘.0 M 73.0 10‘2.0 M
O e
mlz--> 20 40 60 80 100 120 140 160
Abundance #13684: Naphthalene A = I
128.0 14.00
m/z 126.10 7.05%
5000
28.0 51.0 740 10‘2-0 M
o) e S N SO MMM | S —— —L
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26

Operator JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
14.288 0.93 ug/L 505163 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,2-dimet... 146
2 Benzene, 1,3-dimethyl-5-(1-methy... 148

C11H14
C1l1H16

017057-82-8 74
004706-90-5 46

3 2,3-Dihydro-1H-inden-5-ylacetic ... 176 C11H1202 005453-98-5 46
4 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 43
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 38
Abundance Scan 4027 (14.288 min): VU051690.D\data.ms (-4010) (- | m/z 133.00 100.00%
138.0
- MUL\/
91.1 JL) S—
39.0 65.0 H 14.00 14.50
176.0
0 ‘\‘H\H\“1”“”‘””‘””2‘9\7\(? m/z 131.05 68.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
T ]\M
5000 . VAN
14.00 14.50
91.0 m/z 117.10 39.34%
R
O \\\‘\‘\\\“\\‘\\“U\\\‘\\\\“\‘\\U’\‘w\“}“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #26408: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
138.0
— s
14.00 14.50
5000 m/z 115.10 29.16%
105.0
39.0 77.0 ‘ ‘ ‘
o O Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50700: 2,3-Dihydro-1H-inden-5-ylacetic acid —F— ==
131.0 14.00 14.50
m/z 148.05 25.85%
5000
176.0
o270 %10 h m 154.0 /
"“HH‘HH‘HH‘HHWH,‘ R e A RARRmma e By
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\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 34 Benzene, (3-methyl-2-butenyl)- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.664 1.51 ug/L 818422 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 97
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 97
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 91

Abundance Scan 4144 (14.664 min): VU051690.D\data.ms (-4134) (' | m/z 131.05 100.00%

131.1
5000
510 91 0 ‘ \M 160.2 14.50 15.00
Ot o L1602 2070 s 146 05 33.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 /\M ] L
14.50 15.00
91.0 m/z 129.05 17.82%
39.0 63.0 ‘ ‘
O\\\\‘\‘\\\“\\‘\\“U\\\‘\\\\“\‘\\U‘\‘M\“}M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
= e
14.50 15.00
5000 m/z 115.10 16.91%
39.0 91.0

T 63.
o‘Hw“‘H‘_“wwmHH_H‘MAMw:‘mwwww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-met

hyl-2-butenyl)- T 7
131.0 14.50 15.00
m/z 128.05 15.43%

91.0
5000
39.0
15.0 65.0 M
) T

m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 35 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14.870 0.76 ug/L 412720  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 81
Abundance Scan 4208 (14.870 min): VU051690.D\data.ms (-4200) (- | m/z 131.05 100.00%
131.1
5000
39.0 63.0 h M 160.1 woro| 2430 15.00
oWHWmwuuww_m,‘ o L5 m/z 146.05  33.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000
14.50 15.00
m/z 145.05 29.14%
39.0 91.0
63.
O\‘\‘\\\“\\‘\‘\‘W\‘\\“\\\\‘\\\h"\M\’}“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
P P
14.50 15.00
5000 91.0 m/z 115.10 18.86%
39.0 65.0 ‘
P ﬁ&mlao 160 180 200
m/z-->
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 14.50 15.00
m/z 129.05 17.46%
5000
390 650 91.0
0WHWH“‘1“‘1“_“H_Hh“,ﬂw‘,“hH‘m“mwm - R
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26

Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 36 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
15.015 1.01 ug/L 546611 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 002809-64-5 87
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 87
5 Naphthalene, 1,2,3,4- tetrahydro-... 146 C11H14 001680-51-9 87

Abundance Scan 4253 (15.015 min): VU051690.D\data.ms (-4243) (- | m/z 131.05 100.00%
131.1
5000
91.0
‘ ' 15.00
0 Wuhw‘:u‘ ‘1““:‘;“‘,”:‘ b i m‘Jmw“‘2‘97‘9”“_@%“3‘1‘:- m/z 118.10  64.11%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000
39.0 91.0 15.00
m/z 146.05  60.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
15.00
5000 ITI/Z 145.05 36.55%
390 910
0 | “w‘_‘”‘ O
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25053: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- —r— ‘
131.0 15.00
m/z 117.10 36.10%
5000
91.0
51.0
0 S I SV
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 39 Naphthalene, 2,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

16.259 1.65 ug/L 895169 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 4640 (16.259 min): VU051690.D\data.ms (-4629) (- | m/z 156.05 100.00%
1

56.1
5000
115.1
. 16.00 16.50
39.0 .
ob 2 1y “M‘ A%0.L 2820 n/z 141.05  67.66%
miz--> 50 100 150 200 250
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 — e

16.00 16.50
m/z 155.10 34.49%

77.0 1150
04— ‘\39‘\0” ‘\‘h HH‘\ 8 T \“\ ““\ U “M\ L B B B B B B
miz-> 50 100 150 200 250
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0

16.00 16.50
5000 m/z 128.00 14 .00%
77.0 115.0
390 i Ll

ob—— b L g ML

miz--> 50 100 150 200 250
Abundance #33147: Naphthalene, 2,7-dimethyl- —r= —T
156.0 16.00 16.50

m/z 157.10  13.68%

5000

-

410 770 1150 m
Y S T MW W N | N — —m A
miz--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 40 Naphthalene, 2,7-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.404 2.34 ug/L 1270720 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 4685 (16.404 min): VU051690.D\data.ms (-4667) (- | m/z 156.10 100.00%
156.1
5000
115.1
510 /60 | | 16.50
Y Sl IO PR Y ‘M‘ 2821 2071 /7 141.05  82.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000 T
16.50
770 m/z 155.10 29.10%
1 : 115.0
27.0 5 I 0 I ‘H\ R | w
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
16.50
5000 ITI/Z 115.05 17 .60%
77.0 115.0
51.0
ol 220 e b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33150: Naphthalene, 2,3-dimethyl- —
156.0 16.50
m/z 128.00 15.00%
5000
115.0
o220 50 bl iny,
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 41 Naphthalene, 1,5-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.442 1.30 ug/L 705277  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96

Abundance Scan 4697 (16.442 min): VU051690.D\data.ms (-4692) (- | m/z 156.10 100.00%
56.

156.1
5000
128.1

76.0 16.50
51.0 :
102.0
‘H“‘1mU‘_Mm‘w‘lm‘i‘ M L8l 2071 nyz 141.05  67.22%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0
5000

o

16.50
76.0 115.0 m/z 155.10 36.12%
51.0 |
0 \\\‘2\7‘\.(\)\“ T \“\ \“‘H‘\‘\HH“ T “\ T \‘1 T \“!‘\ \“‘\ \‘M‘ T T I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
16.50
5000 m/z 128.05 15.80%
77.0 115.0
51.0
ol 20 kbbbl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl- —r
156.0 16.50
m/z 153.05 14.71%
5000
115.0
280 510 770 | Il
) M AN N U EOVRNMRN W | E—

=
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 42 Naphthalene, 1,7-dimethyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
16.635 0.88 ug/L 477554  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 4757 (16.635 min): VU051690.D\data.ms (-4741) (- | m/z 156.10 100.00%
156.1
- 1650  17.00
39 0 : :
ol “MH“‘ i ‘ i M 2071 2820 n/7 141.00  82.49%
miz--> 50 100 150 200 250
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
5000 — o —
16.50 17.00
115.0 m m/z 155.05  27.61%
0 T T ‘\ ‘\ “ \‘h \‘ HH‘\ ‘\ ‘ T “\ ““\ U ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
— —
16.50 17.00
5000 ITI/Z 115.10 18.09%
76.0 1150
390 4 | |
T T \ \ “ H T “\ ‘\ ‘ T T “\ ‘\ “ T T ‘ T T ‘ T
miz--> 50 100 150 200 250
Abundance #33150: Naphthalene, 2,3-dimethyl- — =
156.0 16.50 17.00
m/z 153.05 16.19%
5000
115.0
90 780 1)
ol T T —= —
miz--> 50 100 150 200 250 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110222\
Data File : VU@51690.D

Acqg On : 02 Nov 2022 14:26
Operator : JC/MD

Sample : N5321-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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|
Methanethiol 1.784 6.0 ug/L 516747 1 6.247 433953 5.0
Ethanethiol 2.465 1.1 ug/L 91490 1 6.247 433953 5.0
Benzene, 1l-ethy... 10.996 1.2 ug/L 632102 3 11.809 2715670 5.0
Benzene, 1l-ethy... 11.288 1.2 ug/L 636558 3 11.809 2715670 5.0
Benzene, 1,2,3-... 11.893 2.6 ug/L 1394670 3 11.809 2715670 5.0
Benzene, 1l-ethe... 12.092 2.9 ug/L 1546340 3 11.809 2715670 5.0
Benzene, 4-ethy... 12.462 1.2 ug/L 630761 3 11.809 2715670 5.0
Benzene, 1-meth... 12.494 1.2 ug/L 644326 3 11.809 2715670 5.0
Benzene, 1-ethy... 12.568 2.0 ug/L 1110150 3 11.809 2715670 5.0
Indan, 1-methyl- 12.680 3.0 ug/L 1613870 3 11.809 2715670 5.0
o-Cymene 12.870 1.1 ug/L 596237 3 11.809 2715670 5.0
Benzene, 1,2,3,... 12.967 2.9 ug/L 1547780 3 11.809 2715670 5.0
Benzene, 1,2,3,... 13.024 2.7 ug/L 1468300 3 11.809 2715670 5.0
1H-Indene, 2,3-... 13.291 1.2 ug/L 630440 3 11.809 2715670 5.0
2,4-Dimethylsty... 13.449 8.6 ug/L 4661370 3 11.809 2715670 5.0
1-Cyclohexyl-2-... 13.510 0.8 ug/L 443598 3 11.809 2715670 5.0
Naphthalene, 1,... 13.619 2.0 ug/L 1075320 3 11.809 2715670 5.0
Camphor 13.735 1.1 ug/L 573370 3 11.809 2715670 5.0
1H-Indene, 2,3-... 13.780 0.8 ug/L 431457 3 11.809 2715670 5.0
1H-Indene, 2,3-... 13.909 0.9 ug/L 499626 3 11.809 2715670 5.0
1H-Indene, 2,3-... 13.938 1.9 ug/L 1035780 3 11.809 2715670 5.0
Azulene 14.082 6.9 ug/L 3769990 3 11.809 2715670 5.0
1H-Indene, 2,3-... 14.288 0.9 ug/L 505163 3 11.809 2715670 5.0
Benzene, (3-met... 14.664 1.5 ug/L 818422 3 11.809 2715670 5.0
Benzene, (1,2-d... 14.870 0.8 ug/L 412720 3 11.809 2715670 5.0
Naphthalene, 1,... 15.015 1.0 ug/L 546611 3 11.809 2715670 5.0
Naphthalene, 2,... 16.259 1.6 ug/L 895169 3 11.809 2715670 5.0
Naphthalene, 2,... 16.404 2.3 ug/L 1270720 3 11.809 2715670 5.0
Naphthalene, 1,... 16.442 1.3 ug/L 705277 3 11.809 2715670 5.0
Naphthalene, 1,... 16.635 0.9 ug/L 477554 3 11.809 2715670 5.0
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