LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37
Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 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_ V\Method\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@29179.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e8 14 21 47 rBV 2944366 3102392 100.00% 12.972%
2 1.217 48 55 73 rVB2 333816 339886 10.96% 1.421%
3 1.311 75 84 107 rVB2 447198 536568 17.30% 2.244%
4 1.420 109 118 140 rBV2 45061 146738 4.73% 0.614%
5 1.568 157 164 178 rVB 136800 160846 5.18% 0.673%
6 2.108 322 332 347 rVB3 323310 512477 16.52% 2.143%
7 2.764 524 536 550 rBV3 16576 33871 1.09% 0.142%
8 3.185 649 667 689 rBV 383414 812438 26.19% 3.397%
9 3.902 873 890 944 rBV2 695848 1901604 61.29% 7.951%
10 4.343 1010 1027 1064 rBV 175987 454230 14.64% 1.899%
11 4.603 1089 1108 1136 rBV 235854 609261 19.64%  2.548%
12 5.044 1229 1245 1257 rBV2 422405 1056127 34.04% 4.416%
13 5.613 1410 1422 1453 rBV 343877 714926 23.04% 2.989%
14 5.912 1502 1515 1544 rBV 265780 541717 17.46%  2.265%
15 6.063 1549 1562 1596 rVV 232638 485627 15.65% 2.031%
16 6.982 1838 1848 1878 rBV 100388 196991 6.35% 0.824%
17 7.310 1939 1950 1966 rBV 504942 898867 28.97% 3.758%
18 7.387 1966 1974 1990 rVB 54063 106777 3.44% 0.446%
19 7.619 2037 2046 2065 rBV 56669 106909 3.45% 0.447%
20 8.085 2180 2191 2233 rBV 417501 911728 29.39% 3.812%
21  8.847 2417 2428 2463 rBV 503124 849323 27.38%  3.551%
22 9.011 2469 2479 2495 rBV 41372 68449 2.21% 0.286%
23 9.137 2505 2518 2540 rVB 70420 122111 3.94% 0.511%
24  9.539 2633 2643 2666 rVB 110661 181009 5.83% 0.757%
25 9.928 2754 2764 2778 rBV 20553 33440 1.08% 0.140%
26 10.207 2835 2851 2870 rBV 168380 272442 8.78%  1.139%
27 10.468 2912 2932 2942 rBV 34189 69025  2.22% ©.289%
28 10.731 3004 3014 3025 rBV 31681 51614 1.66% 0.216%
29 11.239 3162 3172 3190 rBV 532815 844802 27.23% 3.532%
30 11.329 3190 3200 3215 rVB 75128 119715 3.86% 0.501%

31 11.519 3245 3259 3278 rBV 885191 1388184 44.75%
32 11.616 3278 3289 3310 rVB 537976 865275 27.89%
33 11.738 3316 3327 3342 rBV 211690 335650 10.82%
34 12.008 3401 3411 3418 rBV 45885 73875 2.38%
35 12.104 3430 3441 3462 rBV 133111 217068  7.00%
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36 12.352 3508 3518 3527 rBV 194488 294593  9.50%  1.232%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37
Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 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_ V\Method\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0
37 12.403 3527 3534 3541 rVB2 35252 46503 1.50% 0.194%
38 12.458 3541 3551 3561 rBV2 148864 265747 8.57% 1.111%
39 12.538 3570 3576 3584 rVB3 30726 43684 1.41% 0.183%
40 12.715 3621 3631 3650 rVB 84747 143128 4.61% 0.598%
41 12.873 3664 3680 3692 rBvV2 148182 238040 7.67% ©.995%
42 12.940 3692 3701 3711 rVB3 25210 43284 1.40% 0.181%
43 13.037 3722 3731 3751 rVB4 52076 96227 3.10% 0.402%
44 13.207 3772 3784 3792 rVB3 26671 45921 1.48% 0.192%
45 13.490 3857 3872 3897 rBV 1036802 1636995 52.77% 6.845%
46 13.609 3897 3909 3921 rBV 346347 543202 17.51% 2.271%
47 13.902 3985 4000 4012 rBvV2 22229 39359 1.27% 0.165%
48 14.079 4045 4055 4067 rBV5 16561 34011 1.10% 0.142%
49 14.284 4106 4119 4136 rVB6 29348 54567 1.76% 0.228%
50 14.564 4193 4206 4217 rBV 50554 85559 2.76% ©.358%
51 14.802 4270 4280 4295 rBV 504736 794917 25.62%  3.324%
52 15.352 4441 4451 4462 rBV 46683 72641 2.34% 0.304%
53 15.657 4536 4546 4566 rVB6 19501 41282 1.33% 0.173%
54 15.799 4581 4590 4600 rBV2 34720 55279 1.78% 0.231%
55 16.471 4788 4799 4818 rBV 103263 171642 5.53% ©0.718%
56 16.773 4883 4893 4907 rVB 27082 47337 1.53% 0.198%
Sum of corrected areas: 23915880
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37
Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV029179.D\data.ms
.108

2500000
2000000
1500000
1000000

3.902

1311
5000001 |j; 55 2108 3.185 5.044

L L L L B L L L L L B L L B B IR I L L I B L B B IR

Time--> 1.20 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 58

568 4.343 4.603 513 %8%3
o L4} /\ 2.764 /\\ NN I\
‘ T

0620 6.40

Abundance TIC: VV029179.D\data.ms

2500000

2000000

1500000

1000000

11.239
500000 7310 8.085 8.847

11.519

1.616

10.207 1.738
6.982 3877619 2.09437 9239 9928 || 1046810731 l\bszg 12]@%
O\ T | T i T T T T T \‘Y—Y_T/\\“Y_Yi\/\—’—ﬁ T T T T T T T T T \ T
Time--> 7.00 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11,50 12100
Abundance TIC: VV029179.D\data.ms
2500000
2000000
1500000
13.490
1000000
14.802
500000 3.609
1285258 8
1%@%-7%&@@3.207 13.902.0794.284 14.564 15.352 15 657799 16371 16,773
OLFQ%V—VAF“‘\/\\T T /_J\\a%v“ ’\\T/T“v“/}‘v—r L B B R R B B B L S s B I —
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_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37
Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.108 21.70 ug/L 3102390 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Propane 44 C3H8 000074-98-6 83
2 Propane 44 C3H8 000074-98-6 78
3 Propane 44 C3H8 000074-98-6 9
4 Propene 42 C3H6 000115-07-1 9
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance  Scan 21 (1.108 min): VV029179.D\data.ms (-14) (-) m/z 43.95 100.00%

44.0
RREEREREEE R
37‘ ‘ 1.101.201.301.401.50
50.9 64.9 o
Ol e 900 849 m/z 42,95 92.86%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #89: Propane
29.0
5000 [Trr [ TT T T[T T[T [Ty
240 1.101.201.301.401.50
m/z 39.00 63.00%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #88: Propane
29.0
RREER R e S
1.101.201.301.401.50
5000 m/z 41.00 52.60%
44.0
w0 || s
O Lrrrrrrrrprrrmrerr st e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #90: Propane BRRENRREREEEEEE LR
29.0 1.101.201.301.401.50
m/z 42.00 18.98%
5000
44.0
15.0 ‘ H
oH""‘“2‘:9‘HHW:_WH‘!Hi"""H"!1"""Wwwwwww A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37
Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 2 Ethane, 1-chloro-1,1-difluoro- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
1.217 2.38 ug/L 339886 1,4-Difluorobenzene 5.613
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Ethane, 1-chloro-1,1-difluoro- 100 C2H3C1lF2 000075-68-3 90
2 Ethane, 1-chloro-1,1-difluoro- 100 C2H3C1F2 000075-68-3 83
3 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 40
4 2,2-Difluoropropionic acid 110 C3H4F202 000373-96-6 9
5 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 9
Abundance  Scan 55 (1.217 min): VV029179.D\data.ms (-48) (-) m/z 65.00 100.00%
65.0
43.0
5000
R e
‘ ‘ 87'9 120 140 1.60
Ot sl L 988 h 43,00 68.68%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4012: Ethane, 1-chloro-1,1-difluoro-
63.0
5000 L L B B B
1.20 140 1.60
41.00 32.21%
45.0 85.0 m/z
31.0
O‘\\\\‘\\\\“\‘\‘\\‘\1\\‘\\\\“\‘1{\‘\\\\“\\\‘\‘\\\g\g“(\)\\\‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4011: Ethane, 1-chloro-1,1-difluoro-
65.0
e e S S
1.20 1.40 1.60
5000 m/z 44.95 23.05%
45.0
31.0 85.0
0‘H\l?"q\‘lw‘m‘u‘H;\iuH“Hl}\‘HH“\H‘\‘\%%"O\HW
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1204: Propane, 2,2-difluoro- T

65.0 120 1.40 1.60
m/z 42.00 22.73%

5000

—

0 20 0 | 800
ettt 200 AN
m/z--> 10 20 30 40 50 60 70 80 90 100 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37

Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 3 Sulfur dioxide Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
1.420 1.03 ug/L 146738 1,4-Difluorobenzene 5.613
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Sulfur dioxide 64 02S 007446-09-5 74
2 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
4 Sulfur dioxide 64 02S 007446-09-5 7
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
Abundance Scan 118 (1.420 min): VV029179.D\data.ms (-109) (-) m/z 63.90 100.00%
3.9
R e
1.20 1.40 1.60 1.80
oo m/z 47.90  42.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L AL LA L B
1.20 1.40 1.60 1.80
m/z 65.85 4.63%
32.0
O\\\l‘\\!\‘\\‘\\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo-
64.0
R
1.20 1.40 1.60 1.80
5000 m/z 76.90 2.73%
44,
16.0
ol L ‘ 93.0 1150 143.0 169.0
et e e e T e
m/z--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid ‘w““‘ﬂﬂﬂﬂ‘M‘W“‘f
64.0 1.20 1.40 1.60 1.80
m/z 49.90 1.90%
5000
17.0
m/z--> 20 40 60 80 100 120 140 160 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37
Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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, 1,2,3-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.329 0.71 ug/L 119715 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3200 (11.329 min): VV029179.D\data.ms (-3190) (- m/z 104.95 100.00%
105.0
5000 120.0
A s — A
77.0 91,0 11.00 11.50
378 210640 || 7 L
Obrprrrrprrrr et et el ey m/z 120.00  43.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene
105.0
5000 1200 A e
11.00 11.50
770 m/z 77.00 11.84%
51.0 ™ 91.0
OH‘\H\‘\2\\7\.(‘)\\\\“\\\\i“\‘\\}“eﬂ‘.\q‘\\\‘U‘HH“HH‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0
o ‘ T T T T ‘ T
120.0 11.00 11.50
5000 m/z 119.00 10.31%
27.0 51.0 77.0 91,0 |
) S B R ... R 1 S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\ /\
Abundance #10715: Benzene, 1,2,3-trimethyl- ‘ wine VS
105.0 11.00 11.50
m/z 91.00 9.21%
120.0
5000
39.0 63.0 77.0 91.0
L2 R RN P 1A NSRS — —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37
Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.519 8.22 ug/L 1388180 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indane 118 C9H1le 000496-11-7 95
2 Indane 118 CO9H10 000496-11-7 91
3 Indane 118 C9H1e 000496-11-7 91
4 Benzene, l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 74
5 Deltacyclene 118 C9H1e 007785-10-6 72

Abundance Scan 3259 (11.519 min): VV029179.D\data.ms (-3245) (- m/z 117.00 100.00%

117.0
5000

91.0

380 30 \ 134.0 i 50
Obrprrreprrreproerretirk b et el 2340 /7 118,00 56.77%
miz-> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000
11.50

m/z 115.00 34.87%
390  63.0 91.0
\\\’1\\5\\()‘\H\’\\\\“\H\i‘H\\‘}‘\‘H‘H\\’\\\\“\H\‘HH‘H!\‘HH’HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10179: Indane
117.0

o

11.50
5000 ITI z 91.00 14.19%
39.0 g 91.0
mlz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10178: Indane I 1
117.0 11.50

m/z 116.00 10.02%

5000
390 580 91.0
75.0
e e e e e e

‘ \‘ Ll h \‘ I M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37
Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 7 Indene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.738 1.99 ug/L 335650 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indene 116 C9H8 000095-13-6 97
2 Indene 116 C9H8 000095-13-6 95
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 94
4 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
5 3-Methylphenylacetylene 116 C9H8 000766-82-5 91

Abundance Scan 3327 (11.738 min): VV029179.D\data.ms (-3316) (- m/z 114.95 100.00%

118.0
5000 \v\
—
390 63.0 89.0 11.50 12.00
L J | 1341 9
Ot et e et e e m/z 116.00 98.85%
m/z--> 20 30 40 50 60 70 80 90 100110 120130140
Abundance #9541: Indene
116.0
5000
11.50 12.00
m/z 89.00 11.56%
39.0 63.0 8?0
O\\‘\\H‘H\\‘HH‘\\H‘H\\‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110 120130 140
Abundance #9543: Indene
116.0
\ I
1150 1200
5000 ITI z 62.95 10.81%
390 830 89.0
Ol pretreeperrfier it el e e
m/z--> 20 30 40 50 60 70 80 90 100110 120130 140 j\ﬁ
Abundance #9547: Benzene, 1-propynyl- \

115.0 1150 1200
m/z 116.95 9.23%

5000

89.0
250 39.0 63.0 |

Ol bt el
miz--> 20 30 40 50 60 70 80 90 100 110120 130 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37
Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Indan, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.104 1.28 ug/L 217068 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
4 Benzene, l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 83
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
Abundance Scan 3441 (12.104 min): VV029179.D\data.ms (-3430) (- m/z 117.00 100.00%
11v.0
5000
51.0 91‘-0 ‘ 12.00 12.50
Ol bbb e bt 2088 7 114,95 30.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
11v.0
5000 — /\ T
12.00 12.50
m/z 132.00  27.96%
39.0 65.0 91"0 “
0 \\\‘\‘\\\“\\“\‘\“u‘\\\“\\‘\\‘\\\\“\}‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 Aj\
—A P
12.00 12.50
5000 m/z 91.00 13.36%
91.0
270 0 L
Ot el I
m/z--> 20 40 60 80 100 120 140 160 180 200 /&
Abundance #16107: 1-Phenyl-1-butene ‘ R
117.0 12.00 12.50
m/z 118.00 9.70%
5000
91.0
51.0 ‘ |
0 "‘$ZJPJVHmM‘HV‘wﬂ‘Ji‘ﬂw‘jh‘wh““‘w““‘“““‘H By 4\‘ p GA‘ b
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

SFAMVTR111122WMA.M Tue Nov 22 14:38:53 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37
Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 9 Benzofuran, 7-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.352 1.74 ug/L 294593  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 94
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
4 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 91
5 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 90

Abundance Scan 3518 (12.352 min): VV029179.D\data.ms (-3508) (- m/z 131.00 100.00%

131.0
5000
51.0 77.0 103.0
‘ M H 12.00 12:50
Orerprerrprrrr o0 Mol myz 132,00 91.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000
51.0 12.00 12.50
77.0 103.0 m/z 76.95 21.68%
27.0 ‘ H
O\\‘H\\‘HH\“H\‘H‘H\\‘”\\\“1‘11\‘\M!‘\H\‘HH‘}\H‘HH‘HH}‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16666: Benzofuran, 2-methyl-
131.0 M
\
12.00 1250
5000 ITI/Z 103.0 20.85%
51.0 77.0 103.0
Obrrrrrr 250 e el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16660: Benzofuran, 2-methyl-
131.0 1200 1250
m/z 104.00 19.82%
5000
51.0 77.0 103.0
0 27.0 \‘ ‘\ ‘\ |

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12. OO 12 50

SFAMVTR111122WMA.M Tue Nov 22 14:38:54 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37
Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Benzofuran, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.458 1.57 ug/L 265747 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
2 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 89
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 86
4 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 86
5 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 78

Abundance Scan 3551 (12.458 min): VV029179.D\data.ms (-3541) (- m/z 130.95 100.00%

130.9
5000
77.0

51.0 104.0
NP A
30 el b L hz 132,00 82.89%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16665: Benzofuran, 2-methyl-
131.0
5000

o

12.50
51.0 77.0 103.0 m/z 119.00 49.06%
0‘WH‘WEZ?‘NNlewawwwmw‘HMH*H“W‘HWHH\MHM‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16670: 3-Phenyl-2-propyn-1-o0
131.0
NIVIVN
103.0 1250
5000 ITI z 76.95 24.04%
77.0
51.0 ‘ ‘ ‘
0*WHHME%RHVHWMHHMWJM\HHMHW“HMHWHHMMW*
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16660: Benzofuran, 2-methyl-
131.0 1250

m/z 134.00  23.59%

5000
51.0 77.0 103.0
0 27.0 \‘ ‘\ ‘ | A/\ —

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50

SFAMVTR111122WMA.M Tue Nov 22 14:38:55 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37
Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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-4-ethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.715 0.85 ug/L 143128 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 91
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 90
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 83

Abundance Scan 3631 (12.715 min): VV029179.D\data.ms (-3621) (- m/z 117.00 100.00%
11y.0

5000

132.0
o e
90 650 910 ‘ 12,50 13.00
oH‘HH_‘H_m‘lmi‘m‘_‘U‘wmh‘Hm‘“mm‘,HH_H‘U;mw m/z 132.80  37.75%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 1320 T T T A\ /\\ T T

12.50 13.00
m/z 114.95 27.12%

91.0
‘WH‘W%%R‘“M‘?ﬁ?wﬁhzﬁﬁwH”me““WHH\HWWVW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- ﬂN“J\M
117.0
o bt

o

12.50 13.00
m/z 131.00 20.65%
5000 132.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 12.50 13.00
m/z 91.00 12.03%
5000 132.0
390  g509 910 ‘ ‘
0\\‘\\\\%4\19‘\\u“\\\\}‘1‘”\‘1‘“\\‘\\\‘1‘\\\w‘\u\‘Mu\,HH‘M‘WMW —7 e \”/\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00

SFAMVTR111122WMA.M Tue Nov 22 14:38:57 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37
Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 12 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.873 1.41 ug/L 238040 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 89
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 81
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 81
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 76
Abundance Scan 3680 (12.873 min): VV029179.D\data.ms (-3664) (- m/z 117.00 100.00%

117.0
5000

— ———h

bl Ml 20700 7 137,00 35.21%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
e

5000
12.50 13.00
m/z 115.00  29.05%

91.0
\\\‘2\7‘\.(\)\“\\:’}‘\.\0“”\\\“‘\\“\\‘W\\H‘\W\‘\ ‘ \\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 M
A2 AR

o

12.50 13.00
5000 ITI/Z 119.00 23.89%
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- ‘/J\Mr L
117.0 12.50 13.00
m/z 131.00  21.48%
5000
o L, 4
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

SFAMVTR111122WMA.M Tue Nov 22 14:38:58 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37

Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : 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 13 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.037 0.57 ug/L 96227 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 55
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 55
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 55
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 55

Abundance Scan 3731 (13.037 min): VV029179.D\data.ms (-3722) (- m/z 103.95 100.00%
104.0
5000 132.0
63.0 " ann !
50 Pl
Y SRS A | SN+ Y N | m/z 114.95  48.46%
miz--> 20 40 60 80 100 120 140
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 TR S
13.00
m/z 132.00  48.39%
27 o 510 780 /
[ORe \‘\ T } et ‘ T \“H\“ \ T \H}H" bl “H\ \M‘ \‘M\‘\ T
miz-> 20 40 80 100 120 140
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0 j\
: P
13.00
90.95 44.38%
5000 132.0
280 510 80
0“““4;‘M“m‘uﬂu‘”M,“:““‘M“$M““‘
m/iz--> 20 40 60 80 100 120 140
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro- ”ﬁ$AA\fV
104.0 1300
m/z 130.00 39.31%
132.0
5000
51.0 78.0 A
A C N I 0 Y N O PO 9 |
m/z--> 20 40 60 80 100 120 140 13.00

SFAMVTR111122WMA.M Tue Nov 22 14:38:59 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37
Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.490 9.69 ug/L 1637000 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Naphthalene 128 C1eH8 000091-20-3 94
4 Azulene 128 C1eH8 000275-51-4 93
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3872 (13.490 min): VV029179.D\data.ms (-3857) (- m/z 128.00 100.00%
128.0
5000
1350
51.0 :
101.0
Obrrrrdedb SOFO 2089 268f .. 137.00  12.75%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #13686: Naphthalene
128.0
5000 1
13.50
m/z 129.00 10.84%
0 51\\“0\\ m 10\:!'0
‘HH‘HH‘HH‘HH‘HH‘\ H‘H\\‘\H\‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #13684: Naphthalene
128.0
L
13.50
5000 m/z 102.00 7.98%
5#0‘“ I 10%'0 \“
Ot e pr pre e
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260
Abundance #13683: Naphthalene =
128.0 13.50
m/z 126.00 7.27%
5000
51.0
R S s ERNA e
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260 13.50

SFAMVTR111122WMA.M Tue Nov 22 14:39:00 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37

Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Benzo[c]thiophene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.609 3.21 ug/L 543202 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 97
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 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 3909 (13.609 min): VV029179.D\data.ms (-3897) (- m/z 134.00 100.00%
134.0
5000 }\
63.0 1350 14.00
39.
o‘HWHw‘HWLw“”_m_m‘l_MW_WZ‘Q‘?:? m/z 89.00  11.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17519: Benzo[c]thiophene
134.0
5000 j ' T
1350 14.00
m/z 135.00 9.33%
63.0 89.0
O\\\\‘\\\\‘\\\\“‘\‘\‘\\‘\\H\\‘\\\\‘\\\‘M‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17518: Benzo[b]thiophene
134.0
——
1350 14.00
5000 m/z 90.00 8.84%
89
S L N E—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17521: Benzo[b]thiophene —
134.0 13 50 14.00
m/z 63.00 6.20%
89.0
63.0
XIS TSR B N B .
m/z--> 20 40 60 80 100 120 140 160 180 200 1350 14.00

SFAMVTR111122WMA.M Tue Nov 22 14:39:01 2022

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37
Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 16 Benzo[b]thiophene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.564 0.51 ug/L 85559  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 90
2 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 90
3 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 90
4 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 87
5 3-Methylbenzothiophene 148 C9H8S 001455-18-1 87
Abundance Scan 4206 (14.564 min): VV029179.D\data.ms (-4193) (- | m/z 147.00 100.00%
147.0
5000 /VAR
s
449 739 1150 ) .
0o D bbb b 297 2BLI 148 a0 85, 45%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26964: Benzo[b]thiophene, 2-methyl-
147.0
5000 — /\ :
14.50
m/z 149.00 13.48%
450 740 1150
O’H\\“\‘\“\\“‘\\‘i”‘\“H‘H“‘H\‘\“\H\‘\"H‘H\\‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26962: Benzo[b]thiophene, 2-methyl-
147.0 A
T ‘ T \[/l\ T ‘
14.50
5000 m/z 120.90 7.99%
45.0 740 115.0
o) A S W Y N —
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #26963: Benzo[b]thiophene, 6-methyl- L ﬂ — I ‘
148.0 14.50
m/z 114.95 7.28%
5000
45.0
740 1150 |
SN Y OV s A —— —r
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37
Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Naphthalene, 2-ethenyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.471 1.02 ug/L 171642 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Acenaphthene 154 C12H1e 000083-32-9 93
2 Acenaphthene 154 C12H1e 000083-32-9 89
3 Acenaphthene 154 C12H1e 000083-32-9 81
4 Acenaphthene 154 C12H1e 000083-32-9 74
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 64
Abundance Scan 4799 (16.471 min): VV029179.D\data.ms (-4788) (- | m/z 153.00 100.00%
158.0
5000 /L
76.0
39.0 ‘ 114 16 50
ol 20 4. 149 M 2070 2810 7 154.00  94.64%
miz-> 50 100 150 200 250
Abundance #31489: Acenaphthene
154.0
5000
1650
76.0 m/Z 152.00 51.22%
39.0
O T T T T i‘ \“‘ \M\ T 11!_5\ Q\ T M\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #31486: Acenaphthene
153.0
1650
5000 m/z 76.00 21.47%
76.0
oL 0 ;o |
miz--> 50 100 150 200 250
Abundance #31488: Acenaphthene e e
154.0 16.50
m/z 151.00 17.94%
5000
76.0
ol B0l pse N JLu
m/z--> 50 100 150 200 250 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029179.D

Acqg On : 19 Nov 2022 18:37
Operator : SY/MD

Sample : N5694-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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|
(DEL) Alkane: S... 1.108 21.7 wug/L 3102399 1 5.613 714926 5.0
Ethane, 1-chlor... 1.217 2.4 ug/L 339886 1 5.613 714926 5.0
Sulfur dioxide 1.420 1.0 ug/L 146738 1 5.613 714926 5.0
Benzene, 1,2,3-... 11.329 0.7 ug/L 119715 3 11.239 844802 5.0
Indane 11.519 8.2 wug/L 1388180 3 11.239 844802 5.0
Indene 11.738 2.0 ug/L 335650 3 11.239 844802 5.0
Indan, 1-methyl- 12.104 1.3 ug/L 217068 3 11.239 844802 5.0
Benzofuran, 7-m... 12.352 1.7 wug/L 294593 3 11.239 844802 5.0
Benzofuran, 2-m... 12.458 1.6 ug/L 265747 3 11.239 844802 5.0
Benzene, 1-ethe... 12.715 0.8 ug/L 143128 3 11.239 844802 5.0
Benzene, 1l-ethe... 12.873 1.4 ug/L 238040 3 11.239 844802 5.0
Naphthalene, 1,... 13.037 0.6 ug/L 96227 3 11.239 844802 5.0
Azulene 13.490 9.7 wug/L 1637000 3 11.239 844802 5.0
Benzo[c]thiophene 13.609 3.2 ug/L 543202 3 11.239 844802 5.0
Benzo[b]thiophe... 14.564 0.5 ug/L 85559 3 11.239 844802 5.0
Naphthalene, 2-... 16.471 1.0 ug/L 171642 3 11.239 844802 5.0
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