LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTR122721WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VVv@24181.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 15 21 37 rVB 2316423 2115293 4.26% ©0.896%
2 1.214 47 54 70 rBV 6695019 5678709 11.43% 2.407%
3 1.288 70 77 91 rVV 45168180 49661074 100.00% 21.046%
4 1.352 91 97 109 rVW 6615250 6721485 13.53% 2.849%
5 1.413 109 116 140 rVB 4620283 4744004 9.55% 2.010%
6 1.580 148 168 179 rBV 11524966 14586227 29.37% 6.182%
7 1.632 179 184 199 rVB 940764 1208407 2.43% 0.512%
8 1.815 231 241 257 rVB3 2001683 3131384 6.31% 1.327%
9 1.899 258 267 276 rBV 1542417 1951608 3.93% 0.827%
106 1.979 286 292 297 rBV 513058 620369 1.25% 0.263%
11  2.021 297 305 324 rVB 6752623 9345777 18.82% 3.961%
12 2.474 422 446 459 rBvV 2180847 3931118 7.92% 1.666%
13 2.577 468 478 496 rVB2 812726 1845559 3.72% 0.782%
14 3.269 678 693 709 rVB2 953551 2170644 4.37% 0.920%
15 3.362 710 722 732 rBV = 279222 603560 1.22%  0.256%
16 3.429 733 743 755 rVB 304994 648191 1.31% 0.275%
17 3.574 776 788 808 rVB 399970 915433 1.84% ©0.388%
18 3.760 831 846 854 rBV 347863 843339 1.70% 0.357%
19 3.831 856 868 886 rVB5 439120 1487050 2.99% 0.630%
20 4.455 1050 1062 1084 rVB 843614 2026783 4.08% 0.859%
21  4.674 1115 1130 1144 rBV 292752 726050 1.46% 0.308%
22 4.764 1146 1158 1190 rVB2 185113 572998 1.15% 0.243%
23 5.098 1231 1262 1281 rBV 10192936 22414478 45.13% 9.499%
24 5.217 1286 1299 1316 rVB 1080917 2386648 4.81% 1.011%
25 5.355 1334 1342 1353 rVB 337209 613570 1.24%  0.260%
26 5.420 1353 1362 1375 rVB 323847 648656 1.31% 0.275%
27 5.654 1429 1435 1459 rVB5 293189 868241 1.75% 0.368%
28 5.937 1509 1523 1544 rVB4 1344359 2659963 5.36% 1.127%
29 6.127 1571 1582 1596 rVB3 260500 554952 1.12% 0.235%
30 6.567 1699 1719 1733 rBV5 230387 739543  1.49% 0.313%
31 6.799 1779 1791 1801 rBV 432318 741601 1.49% 0.314%
32 7.165 1892 1905 1921 rVB 547641 1002785 2.02% 0.425%
33 7.384 1961 1973 1984 rBV 3728583 6184428 12.45% 2.621%
34 7.693 2059 2069 2081 rVB 710423 1155722 2.33% 0.490%
35 7.850 2109 2118 2136 rVB2 439712 881093 1.77% 0.373%

36 8.889 2433 2441 2459 rVB3 778867 1584278 3.19% 0.671%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTR122721WMA.M
Title : TRACE VOA SFAM1.0
37 9.011 2468 2479 2499 rVB 7762256 11867847 23.90% 5.030%
38 9.140 2500 2519 2542 rVB 8901429 14768204 29.74% 6.259%
39 9.259 2546 2556 2561 rBV 574620 885728 1.78% 0.375%
40 9.300 2561 2569 2587 rVB2 2562568 4593889  9.25%  1.947%
41  9.542 2635 2644 2668 rVB 4908006 7587360 15.28%  3.215%
42 9.860 2733 2743 2754 rVV2 548516 896233 1.80% 0.380%
43  9.931 2754 2765 2783 rVB 736730 1156648 2.33% 0.490%
44 10.352 2879 2896 2906 rBV 1124871 1950784 3.93% 0.827%
45 10.471 2923 2933 2944 rVB 1137007 1699706 3.42% 0.720%
46 10.734 3006 3015 3035 rVB 2220818 3419096 6.88% 1.449%
47 10.911 3060 3070 3080 rBV 2066136 3069338 6.18% 1.301%
48 11.242 3163 3173 3191 rBV5 581705 1139484 2.29% 0.483%
49 11.336 3191 3202 3213 rBV 3851060 5555585 11.19% 2.354%
50 11.525 3250 3261 3283 rVV 2587012 4293256 8.65% 1.819%
51 11.641 3283 3297 3316 rVB5 963934 2127168 4.28% 0.901%
52 11.908 3371 3380 3398 rVB 295477 545720 1.10% 0.231%
53 12.014 3404 3413 3420 rBV 774301 1170752 2.36% 0.496%
54 12.111 3432 3443 3474 rVB3 1137379 2242143 4.51% 0.950%
55 12.313 3496 3506 3523 rvv2 312098 517243 1.04% 0.219%
56 12.413 3528 3537 3545 rVWW 470924 657270  1.32% 0.279%
57 12.464 3545 3553 3564 rVV 604603 859682 1.73% 0.364%
58 12.722 3625 3633 3648 rVB 583675 851179 1.71% 0.361%
59 12.879 3664 3682 3699 rBvV2 1813815 2998779 6.04% 1.271%
60 13.046 3725 3734 3742 rVB2 382483 561606 1.13% 0.238%
61 13.500 3863 3875 3885 rBV 1275682 1966873 3.96% 0.834%

62 14.628 4216 4226 4237 rBV 398285 611224 1.23% 0.259%

Sum of corrected areas: 235963817
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\

: VW024181.D

: 27 Dec 2021 15:52

: SY/MD

: M5233-11

: 25.0mL/MSVOA_V/WATER
. 13

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance TIC: VV024181.D\data.ms
1.288
4e+07
3e+07
2e+07
1.580
1le+07 5.098
1.234352 2.021
413
.10 . 2.4
oLl 632 1437 s 3.268apm57.8 3631 4.4554 ara64 25/85R05.654 >9°6.127 65
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\W\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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 5.80 6.00 6.20 6.40
Abundance TIC: VV024181.D\data.ms
4e+07
3e+07
2e+07
1e+07 9. 0J9_ 140
9.542
7.384
9.300 10.7 ,
6799 7165 ||  7.692850 8.889| ||0.259 Aj\ 08631 1036271 30911 24% A}64111©©§?‘
T I — ‘ —4 . A
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 1100 1150 1200
Abundance TIC: VV024181.D\data.ms
4e+07
3e+07
2e+07
1le+07
12x&&4341275%ﬁ13046 13.500 14628
T T T T T T T ‘ T T T T T T T ‘ T T T T T T T T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 1450 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\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 Cyclopropanecarboxamide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
1.108 12.18 ug/L 2115290 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxamide 85 C4H7NO 006228-73-5 72
2 Thiocyanic acid, 2-propynyl ester 97 C4H3NS 024309-48-6 64
3 2-Butenal, (E)- 70 C4H60 000123-73-9 64
4 3-Butenoic acid 86 C4H602 000625-38-7 56
5 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 53
Abundance  Scan 21 (1.108 min): VV024181.D\data.ms (-15) (-) m/z 41.10 100.00%
41.1
5000
116.0
m 66.0 85.0 99.0 1.101.201.301.401.50
v Al e e et m/z 39.10 94.00%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #1754 Cyclopropanecarboxamide
44.0
84.0
5000
1.101.201.301.401.50
28.0 69.0 m/z 44.05 60.83%
wo
H‘HH‘\M\‘H!\WH\‘\‘\‘HH‘M\‘\H1‘\\H’H‘H‘HH‘HH’HH‘HH
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
39.0
Wmm
97.0 1.101.201.301.401.50
5000 70.0 m/z 43.10 59.03%
4.0 250 53.0
T T T e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #606: 2-Butenal, (E)-
41.0 700 1.101.201.301.401.50
' m/z 42.10  54.70%
5000 21.0
\‘ \55\0 il
P e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.214 32.70 ug/L 5678710 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Isobutane 58 C4H10 000075-28-5 72
3 Isobutane 58 C4H10 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 64
5 Isobutane 58 C4H10 000075-28-5 59
Abundance  Scan 54 (1.214 min): VV024181.D\data.ms (-47) (-) m/z 43.10 100.00%
43.1
5000

120 140 160
ol 28 980 1880 /7 41.16  52.80%

m/z--> 0 20 40 60 80 100 120 140
Abundance #266: Isobutane
43.0

5000 AV e
120 140 160
27.0

m/z 42.05 34.61%

wi“‘Q%q“‘\““\“‘w““\‘
m/z--> 0 20 40 60 80 100 120 140
Abundance
43.0

120 1.40 1.60

5000 m/z 39.05 25.62%
27.0
59.0
T e e
m/z--> 0 20 40 60 80 100 120 140
Abundance #268: Isobutane R
43.0 120 140 1.60

m/z 38.10 4.33%

5000
27.0
20 ‘ il ‘ | 590

m/z--> 0 20 40 60 80 100 120 140 120 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.413  27.32 ug/L 4744000 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 80
2 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 74
3 2-Butene 56 C4H8 000107-01-7 68
4 2-Butene, (Z)- 56 C4H8 000590-18-1 68
5 2-Butene, (E)- 56 C4H8 000624-64-6 64
Abundance Scan 116 (1.413 min): VV024181.D\data.ms (-109) (-) m/z 41.10 100.00%

41.1
56.1
5000

1.20 1.40 1.60 1.80
0 ‘H““w‘“‘_“‘_“w‘m“UﬂMu“‘H??4H““‘ m/z 56.10  66.31%

m/z--> 0 10 20 30 40 60 70 80
Abundance #210: 1-Propene, 2-methy|—
41.0
56.0

5000 L
1.20 1.40 1.60 1.80

39.10  46.74%

28.0 m/z
\\\‘2\0\\\‘\]-\5\0\‘\\\‘!“\\\\}\\\\}‘\‘\\\‘\\\\‘\\\\‘\\\\
mi/z--> 0 10 20 40 50 60 70 80
Abundance
41.0

1.20 1.40 1.60 1.80

5000 56.0 m/z 55.10 31.47%
28.0
20 15.0
I R I e R AR S
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #194: 2-Butene
41.0 1.20 1.40 1.60 1.80

m/z 53.10 12.14%

28.0
56.0
5000
14.0 |
et e e S V1V W——

m/z--> 0O 10 20 30 40 50 60 70 80 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
1.632 6.96 ug/L 1208410 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 83
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 Oxirane, trimethyl- 86 C5H100 005076-19-7 36
4 3-Buten-1-ol 72 C4H80 000627-27-0 28
5 3-Buten-1-o0l 72 C4H80 000627-27-0 25
Abundance Scan 184 (1.632 min): VV024181.D\data.ms (-179) (-) m/z 43.10 100.00%
57.1
5000
R ARERARREE S
72.1 1.40 1.60 1.80 2.00
et m/z 41.18 96.26%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 K\\\‘\\\\‘\\\\‘\\\\‘\\\
29.0 1.40 1.60 1.80 2.00
m/z 42.10 87.10%
150 il ‘ 7%0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
43.0
70 57.0 1.40 1.60 1.80 2.00
5000 . m/z 57.10 76.36%
15.0
20 72.0
AR R o e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1966: Oxirane, trimethyl-
430 &g 1.40 1.60 1.80 2.00
m/z 39.10 35.92%
5000
27.0
Lol 710 86.0
e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
1.815 18.03 ug/L 3131380 1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
2 2-Methyl-1-butene 70 C5H10 000563-46-2 90
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 90
4 2-Methyl-1-butene 70 C5H10 000563-46-2 90
5 2-Pentene, (E)- 70 C5H10 000646-04-8 90
Abundance Scan 241 (1.815 min): VV024181.D\data.ms (-231) (-) m/z 55.10 100.00%
55.1
5000 0.1 701
‘ ‘ 1.40 1.60 1.80 2.00 2.20
‘““‘H““‘_"“‘Hw;““whlu“wugw“w‘ m/z 70.18  38.62%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #651: 2-Butene, 2-methyl-
55.0
5000
41.0 70.0 1.40 1.60 1.80 2.00 2.20
21.0 m/z 39.10  36.91%
1.015.0”
miz--> 0O 10 20 30 40 50 60 70 80
Abundance
55.0
1.40 1.60 1.80 2.00 2.20
m/z 42.10 29.68%
5000 70.0
42.0
29.0
15.0
e B L B o
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans-
55.0 1.40 1.60 1.80 2.00 2.20
m/z 41.10 27.23%
5000 39.0 70.0
27.0
15.0 H‘
SRS SENEY USROS 1 RUOVLY TS B MBS A
m/z--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
1.899 11.24 ug/L 1951610 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (E)- 70 C5H10 000646-04-8 93
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
4 2-Methyl-1-butene 70 C5H10 000563-46-2 87
5 2-Methyl-1-butene 70 C5H10 000563-46-2 87
Abundance Scan 267 (1.899 min): VV024181.D\data.ms (-258) (-) m/z 55.10 100.00%
55.1
5000 70.1
39.0
‘ 1.60 1.80 2.00 2.20

el e 940 m/z 70.10  41.96%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100

Abundance #642: 2-Pentene, (E)-

55.0
5000
39.0 70.0 1.60 1.80 2.00 2.20
270 m/z 39.05  30.48%
\\\‘\\\\‘]\_\5\(\)‘\\}‘}"\\\\’\\\\‘H\M\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
55.0
PR e
1.60 1.80 2.00 2.20
m/z 42.10 29.99%
5000 200 /
41.0
29.0
R RRRE R AR AR AR AR R AR RR ISR AR RRRERRRRERAREEE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #651: 2-Butene, 2-methyl- NI SHPE A A UAR MU
55.0 1.60 1.80 2.00 2.20
m/z 41.10 23.63%
5000
41.0 70.0
27.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.60 1.80 2.00 2.20

SFAMVTR122721WMA.M Wed Jan 12 06:16:35 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52

Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 (DEL) Alkane: Straight-Chai... Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
1.979 3.57 ug/L 620369 1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (E)- 70 C5H10 000646-04-8 91
2 2-Methyl-1-butene 70 C5H10 000563-46-2 90
3 2-Methyl-1-butene 70 C5H1e 000563-46-2 90
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86

Abundance Scan 292 (1.979 min): VV024181.D\data.ms (-286) (-) m/z 55.10 100.00%
53.1
5000 70.1
39.1
‘ 1.60 1.80 2.00 2.20 2.40
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘"\\\\H\‘\‘\‘\‘\\\\“\\\\’\ m/z 79.19 41.9300
miz--> 0 10 20 30 40 50 60 70 80
Abundance #642: 2-Pentene, (E)-
55.0
5000
39.0 00 1.60 1.80 2.00 2.20 2.40
29.0 m/Z 39.10 32.47%
\\\‘\\\\‘\]-\5\0\‘\\\“ \‘}"\\\\“\M}\‘\\\‘\“‘\\\\’\
miz--> 0 10 40 50 60 70 80
Abundance
55.0
%w‘uu‘uu‘uu’w
1.60 1.80 2.00 2.20 2.40
m/z 42.10 31.48%
5000 70.0
42.0
29.0
15.0
i B B B T
m/z--> 0 10 20 80
Abundance #644: 2-Methyl-1-butene ‘_““““_““““,
55.0 1.60 1.80 2.00 2.20 2.40
m/z 41.10 20.03%
5000
bo 390 700
AR RREma R R R ‘_“w“u‘u“_“w‘
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40

SFAMVTR122721WMA.M Wed Jan 12 06:16:37 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.021 53.82 ug/L 9345780  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
4 2-Pentene, (E)- 70 C5H10 000646-04-8 86
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 83
Abundance Scan 305 (2.021 min): VV024181.D\data.ms (-297) (-) m/z 55.10 100.00%
55.1
5000 70.1
39.1
H | 1.60 1.80 2.00 2.20 2.40
0 H_M,HHWm;mw‘1‘_kum‘?‘?-‘l_m m/z 70.10  44.35%
miz--> 10 20 30 40 60 70 80 90
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000
410 70.0 1.60 1.80 2.00 2.20 2.40
290 m/z 39.10 31.76%
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 40 50 60 70 80 90
Abundance
55.0
J\“/w\ﬁw‘uu‘uu‘uu‘uw
1.60 1.80 2.00 2.20 2.40
5000 70.0 m/z 41.10 27.56%
41.0
29.0
15.0
R R T TR IR T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans- _“‘_“‘_“‘_“‘(£¥
55.0 1.60 1.80 2.00 2.20 2.40
m/z 42.10 21.33%
5000 70.0
41.0
29.0 ‘
“_“‘,‘Hkh“‘L““‘ﬁ““‘mH““_‘““H‘ il e
m/z--> 10 20 40 50 60 70 80 90 1.60 1.80 2.00 2.20 2.40

SFAMVTR122721WMA.M Wed Jan 12 06:16:37 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 Cyclopentene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2.474  22.64 ug/L 3931120 1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene 68 C5H8 000142-29-0 91
2 Cyclopropane, methylmethylene- 68 C5H8 018631-84-0 91
3 Cyclopentene 68 C5H8 000142-29-0 90
4 Cyclopentene 68 C5H8 000142-29-0 90
5 Cyclopentene 68 C5H8 000142-29-0 90
Abundance Scan 446 (2.474 min): VV024181.D\data.ms (-422) (-) m/z 67.10 100.00%
67.1
5000
39.0 53.1
| ‘ 0.0 171841 2.20 2.40 2.60 2.80
Ofrrrrprrrrereyrrrt et O b 284 m/z 68.16 38.40%
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #503: Cyclopentene
67.0
5000 LI L L L I L L L
2.20 2.40 2.60 2.80
39.0 530 m/z 39.05 24.06%
270 MM
| I 1
HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘H\\‘HH‘\H‘H\\‘HH‘HH‘HH‘HH‘
miz--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
67.0 M
A RAREEE
2.20 2.40 2.60 2.80
5000 39.0 m/z 53.10 18.93%

53.0
27.0

m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

Abundance #505: Cyclopentene
67.0 2.20 2.40 2.60 2.80
m/z 41.05 11.14%
5000
39.0 53.0
210 M“ ‘
| I 4 Iy
P [ [ e e e R R AANRRERREREN R
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.20 2.40 2.60 2.80

SFAMVTR122721WMA.M Wed Jan 12 06:16:38 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
2.577 10.63 ug/L 1845560 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 53
2 3-Hexene, (Z)- 84 C6H12 007642-09-3 46
3 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 45
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 43
5 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 43
Abundance Scan 478 (2.577 min): VV024181.D\data.ms (-468) (-) m/z 41.10 100.00%
41.1 69.1
5000
84.1
E  AARRNEEEES Ease
2.20 2.40 2.60 2.80
el I 1029 12091381 g 1 97.13%
miz--> 20 40 60 80 100 120 140
Abundance #3762: 1-Pentene, 2,3-dimethyl-
41.0 69.0
5000 \‘HH‘HH’HH‘H‘[\‘L\
2.20 2.40 2.60 2.80
m/z 42.10 91.47%
98.0
\\1\5‘\.0‘\‘\‘\\‘}“\\“\‘!‘\“\\\‘\\\\‘\\\\‘\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance
55.0
R RSN EEEE R
2.20 2.40 2.60 2.80
5000 m/z 55.10 52.90%
21.0 84.0
12.0
I B e e o o e B Bamanan o e
m/iz--> 20 40 60 80 100 120 140
Abundance #1693: 2-Butene, 2,3-dimethyl- R R RREAs TR
41.0 69.0 2.20 2.40 2.60 2.80
m/z 39.10 49.87%
5000
S “m Al m“l e A SRR U N\
m/z--> 20 40 60 80 100 120 140 2.20 2.40 2.60 2.80

SFAMVTR122721WMA.M Wed Jan 12 06:16:38 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.269 12.50 ug/L 2170640  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 90
2 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 90
3 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 90
4 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 90
5 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 90
Abundance Scan 693 (3.269 min): VV024181.D\data.ms (-678) (-) m/z 69.10 100.00%
41.1 69.1
5000 841
57.1
‘ 3.00 3.20 3.40 3.60
\H‘H\\‘HH‘H\}}\M\‘\‘\‘M\‘Hl\”‘H‘\‘\‘“H‘H‘H‘\\’H\]\-‘O\Z\.:\l\‘\ m/Z 41.10 94.2500
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1669: 2-Pentene, 2-methyl-
41.0 69.0
5000 L L B B LR
84.0 3.00 3.20 3.40 3.60
27.0 m/z 84.10 38.40%
15.0 ‘ 55.0
\\\‘\\‘\\‘\\\}“\\\i}l‘\\\“\‘\‘l\‘\\\‘\}\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
41.0 69.0
3.00 3.20 3.40 3.60
5000 m/z 39.10 32.79%
84.0
27.0
15.0 550
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1670: 2-Pentene, 2-methyl- R e BEa RIS
41.0 3.00 3.20 3.40 3.60
69.0
m/z 57.10 27.97%
5000
27.0 840
: ‘ 55.0
‘H“H“H‘M_"wlhu‘ﬂﬂk“uhiH“_“W“H“H“‘ I S RAREER
m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60

SFAMVTR122721WMA.M Wed Jan 12 06:16:39 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
3.362 3.48 ug/L 603560 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 95
2 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 94
3 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
4 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
5 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 91
Abundance Scan 722 (3.362 min): VV024181.D\data.ms (-710) (-) m/z 69.10 100.00%
9.1
41.1
84.1
5000 55.1
‘ | ‘ | 3.00 3.20 3.40 3.60
\\\‘H\\‘\H\‘\\\\|\\\1H‘\\\“M\‘\‘\‘\‘\H‘HH‘H‘H‘H m/Z 41.10 82.8300
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1699: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
5000 N LN B B B
70 55.0 84.0 3.00 3.20 3.40 3.60
m/z 84.10 56.13%
15.0 M “
\\\‘\\\\‘\\‘\\‘\\}\‘1\\}}!‘\\\“}1\\‘\\‘\‘\i\\\\‘\\\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
41.0
69.0
3.00 3.20 3.40 3.60
5000 m/z 55.10 48.85%
27.0 550 84.0
15.0
A e R o
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1698: 2-Pentene, 3-methyl-, (E)-
41.0 69.0 3.00 3.20 3.40 3.60
’ m/z 39.10 27.87%
5000 55.0
270 84.0
15.0 ‘ ‘ | ‘
"":""‘m"";1“"‘M"Mm‘_kuwm_‘ e
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60

SFAMVTR122721WMA.M Wed Jan 12 06:16:39 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 13 Cyclopentene, 3-methyl- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
3.429 3.73 ug/L 648191 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 91
2 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 91
3 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 90
4 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 90
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 87
Abundance Scan 743 (3.429 min): VV024181.D\data.ms (-733) (-) m/z 67.10 100.00%
67.1
5000
82.1
T s 3.20 3.40 3.60 3.80
el hyz s2.10 25.58%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1394: Cyclopentene, 3-methyl-
67.0
5000 L B L I LN B
3.20 3.40 3.60 3.80
70 39.0 82.0 m/z 39.10 15.77%
: 53.0
\\‘\J-\\l:_).\q’\\\‘\‘\\\\‘i‘\\\\“\u\\‘\\‘\}‘\\\\“‘\\\\’\
miz--> 10 20 30 40 50 60 70 80 90
Abundance
67.0
AR RN S
3.20 3.40 3.60 3.80
5000 m/z 81.10 11.54%
b7 0 82.0
53.0
L B e o W
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1398: Cyclopentene, 4-methyl- ““_“‘,‘H““/ﬁ\\‘
67.0 3.20 3.40 3.60 3.80
m/z 41.10 10.21%
5000
39.0 82.0
27.0 ‘
54.0
"_1"570‘,‘m‘umu‘mHMuWH‘M_HW“HH,‘ NP A A Vv
m/z--> 10 20 30 40 50 60 70 80 90 3.20 3.40 3.60 3.80

SFAMVTR122721WMA.M Wed Jan 12 06:16:40 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
3.574 5.27 ug/L 915433  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 94
2 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
5 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
Abundance Scan 788 (3.574 min): VV024181.D\data.ms (-776) (-) m/z 69.10 100.00%
69.1
41.1
84.1
5000 55.1
‘ | ‘ 3.20 3.40 3.60 3.80
et L myz 41.10 79.66%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1661: 2-Pentene, 3-methyl-
41.0 69.0
5000 55.0 84.0
3.20 3.40 3.60 3.80
270 m/z 84.10  53.80%
\\‘\J-\S;O\‘\\\‘{‘\\\\‘i!‘\\\i‘\‘}!\‘\\\‘\}\\\\‘\\‘\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance
41.0 69.0
3.20 3.40 3.60 3.80
5000 55.0 m/z 55.10  48.15%
84.0
27.0
o o LI B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1699: 2-Pentene, 3-methyl-, (2)-
41.0 3.20 3.40 3.60 3.80
69.0 m/z 39.10 26.42%
5000
27.0 50 84.0
0 | I
“_;M“‘m“d“W!M“UM““uﬁ;““_“““
m/z--> 10 20 30 40 50 60 70 80 90 3.20 3.40 3.60 3.80

SFAMVTR122721WMA.M Wed Jan 12 06:16:40 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
3.760 4.86 ug/L 843339  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
Abundance Scan 846 (3.760 min): VV024181.D\data.ms (-831) (-) m/z 56.10 100.00%
56.1
5000 41.1 69.0
H ‘ 84.1 3.40 3.60 3.80 4.00
“‘_“w“w“w“u‘;mh‘quwM“mwiw“_j“_‘ m/z 41.18 50.69%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L L N L B B BN R B
3.40 3.60 3.80 4.00
m/z 69.05 46.26%
280 “ ‘ 84.0
\\\‘\\\\‘%?\‘9‘\\{”“\\\i}\‘\\\“\”‘\‘\\\‘}‘\\\\‘\!\\‘\\
miz-> 0 10 20 30 40 50 60 70 80 90
Abundance
56.0
41.0 3.40 3.60 3.80 4.00
5000 m/z 55.05 26.00%
69.0
27.0
84.0
1.0 15.0
A e e B  Eama
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl-
56.0 3.40 3.60 3.80 4.00
m/z 39.10 24.17%
5000 41.0
69.0
84.0
] |
m/z--> 0 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
3.831 8.56 ug/L 1487050  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 91
2 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 90
3 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 86
4 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 86
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 86
Abundance Scan 868 (3.831 min): VV024181.D\data.ms (-856) (-) m/z 69.10 100.00%
411 69.1
5000 84.1
55‘-1 | 3.60 3.80 4.00 4.20
e e st 200 m/z 41,10 84.65%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1693: 2-Butene, 2,3-dimethyl-
41.0 69.0
5000 L A R L BN R B BN LA B
84.0 3.60 3.80 4.00 4.20
27.0 55.0 m/Z 84.10 46.54%
\\\‘\\\\‘\\\\‘\\\\“\\\\}1‘\\\“\‘\‘1\‘\\\‘\i\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
41.0 69.0
3.60 3.80 4.00 4.20
5000 m/z 39.18  28.92%
84.0
27.0
15.0 55.0
T T e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1708: Cyclopropane, 1,1,2-trimethyl- T T T T T
41.0 3.60 3.80 4.00 4.20
m/z 67.10 14.23%
69.0
5000
84.0
27.0
S
T e e e e T e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 1,4-Pentadiene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.455 11.67 ug/L 2026780  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Pentadiene, 2-methyl- 82 C6H1e0 000763-30-4 91
2 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 90
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 87
4 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 87
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86

Abundance Scan 1062 (4.455 min): VV024181.D\data.ms (-1050) (-) m/z 67.10 100.00%

67.1
5000
82.1

| 4.20 4.40 4.60 4.80
““H““‘H““‘_‘“;le“ﬂs‘_“ﬂ“w“‘ m/z 82.10  30.59%

m/z--> 10 20 30 40 50 60 70 90
Abundance #1421: 1,4-Pentadiene, 2-methyl-
67.0
41.0

5000 : N
4.20 4.40 4.60 4.80

m/z 39.10 14.99%

27.0 54.0 82.0
H*\HH\H““\”WH‘H\‘H‘H‘W“‘\HH‘\MW\‘
m/z--> 10 20 40 50 60 70 90
Abundance
67.0

4.20 4.40 4.60 4.80

5000 82.0 m/z 81.10 14.72%
39.0
27.0 53.0
15.0
T R e R e R
m/z--> 10 20 30 40 50 60 70 80 90 J/\
Abundance #1403: Cyclopentene, 3-methyl- e e
67.0 4.20 4.40 4.60 4.80

m/z 79.10 11.24%

5000
39.0

H 53.
\ i i m‘
I o R A ‘m“m_

m/z--> 10 20 30 40 50 60 70 90 4.20 4.40 4.60 4.80

82.0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52

Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 18 Butane, 1-chloro- Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
4.764 3.30 ug/L 572998 1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-chloro- 92 C4H9Cl 000109-69-3 90
2 Butane, 1-chloro- 92 C4HoCl 000109-69-3 80
3 Butane, 1-chloro- 92 C4HoCl 000109-69-3 72
4 Ethane, diazo- 56 C2H4N2 001117-96-0 45

5 Cyclobutanecarbonitrile, 3,3-dim... 109 C7H11N 053783-86-1 42

Abundance Scan 1158 (4.764 min): VV024181.D\data.ms (-1146) (-)| | m/z 56.10 100.00%
56.1
5000 41.1
‘ 811 4.40 4.60 4.80 5.00
el TO0 BT 980 T de 48.79%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2732: Butane, 1-chloro-
56.0
41.0
5000
4.40 4.60 4.80 5.00
270 ‘ m/z 43.10 24.92%
\\‘\\\.\‘\\}‘H’\\\\‘i‘\\\\‘i‘\\"\‘\‘\\\‘\7?’\.(\)‘\\\\9‘2\.\0\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
56.0
R
4.40 4.60 4.80 5.00
5000 410 m/z 39.10 14.41%
27.0
15.0 75.0 92.0
T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2737: Butane, 1-chloro-
56.0 4.40 4.60 4.80 5.00
m/z 57.10 9.16%
41.0
5000
27.0
15.0 “H 750 920 s /KM
e e e e e e e e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 19 Cyclohexene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
5.217 13.74 ug/L 2386650 1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 93
2 Cyclohexene 82 C6H10 000110-83-8 90
3 Cyclohexene 82 C6H10 000110-83-8 90
4 Ethylidenecyclobutane 82 C6H10 001528-21-8 87
5 Cyclohexene 82 C6H10 000110-83-8 87

Abundance Scan 1299 (5.217 min): VV024181.D\data.ms (-1286) (-) m/z 67.10 100.00%
67.1
54.1
5000 82.0
39.1
e e
‘ 4.80 5.00 5.20 5.40 5.60
ety 992 a 10 61.54%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1359: Cyclohexene
67.0
54.0
5000 (B AL B L R
41.0 82.0 4.80 5.00 5.20 5.40 5.60
270 m/z 82.05 42.12%
\\‘\\\.\‘\\i‘;‘\\\ii\\\\“}‘\‘\\‘\\‘\1‘\\\‘\“‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
67.0
54.0 4.80 5.00 5.20 5.40 5.60
5000 39.0 ITI/Z 39.10 30.06%
82.0
27.0
14.0
R s
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1358: Cyclohexene e R
67.0 4.80 5.00 5.20 5.40 5.60
54.0 m/z 41.10 22.53%
5000 82.0
41.0
27.0 ‘
\\‘HM‘\H‘\‘\H1}1\H{‘1‘\‘”‘\\‘11‘\H‘\“‘MHWHWH
m/z--> 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 21 1-Propanethiol, 2-methyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
5.420 3.74 ug/L 648656 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanethiol, 2-methyl- 90 C4H1esS 000513-44-0 91
2 1-Propanethiol, 2-methyl- 90 C4H1es 000513-44-0 86
3 Methyl thiolacetate 90 C3H60S 001534-08-3 64
4 1-Butanethiol 90 C4H1es 000109-79-5 50
5 Carbamimidothioic acid, methyl e... 90 C2H6N2S 002986-19-8 45
Abundance Scan 1362 (5.420 min): VV024181.D\data.ms (-1353) (-) m/z 41.10 100.00%
41.1 90.1
56.1
5000
R e Bama
‘ ‘ 75.0 5.00 5.20 5.40 5.60 5.80
"_"‘_"‘_‘wsH;Mﬂwuknw“‘w‘h‘_“nu“‘_ m/z 90.10  90.53%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2634: 1-Propanethiol, 2-methyl-
41.0
56.0 90.0
5000 [T T[T i T[T
5.00 5.20 5.40 5.60 5.80
270 m/z 56.10  70.31%
75.0
15.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
41.0
RmEaaE e e e ]
5.00 5.20 5.40 5.60 5.80
5000 27.0 56.0 90.0 m/z 43.16  63.89%
75.0
T e T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2562: Methyl thiolacetate T T
43.0 5.00 5.20 5.40 5.60 5.80
m/z 47.00 41.81%
5000
90.0
. |l 580 750
e R B e e A RRRRa Rmaaa e e
m/z--> 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 Diethyl sulfide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.937 15.32 ug/L 2659960 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl sulfide 90 C4H1es 000352-93-2 96
2 Diethyl sulfide 90 C4H1es 000352-93-2 96
3 Diethyl sulfide 90 C4H1es 000352-93-2 95
4 Diethyl sulfide 90 C4H1es 000352-93-2 95
5 Acrolein, 2-chloro- 90 C3H3ClOo 000683-51-2 72

Abundance Scan 1523 (5.937 min): VV024181.D\data.ms (-1509) (-) m/z 75.10 100.00%

758.1
47.0
5000

M | ‘9,1 5.60 5.80 6.00 6.20
b Ml IR 1298 h 96 10 87.88%

m/z--> 0 20 40 60 80 100 120
Abundance #2624: Diethyl sulfide

75.0
47.0
27.0

5000 \“‘H“‘H“‘H“_“‘
5.60 5.80 6.00 6.20

m/z 47.05 54.88%

\‘\\\‘\ ‘ \H\ \“\ "\MN\ \‘Hl‘\ L U‘ \9\”1.0\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance
75.0
47.0
\

T T T TR
27.0 5.60 5.80 6.00 6.20

5000 m/z 61.10 50.32%

1.0 91.0

T T T T e
m/z--> 0 20 40 60 80 100 120
Abundance #2623: Diethyl sulfide

75.0 5.60 5.80 6.00 6.20
47.0 m/z 62.05 45.75%

5000
29.0 K
\ \ ‘ H \H It Il g‘\ H‘O

m/z--> 0 20 60 80 100 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52

Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 23 Cyclohexene, 4-methyl- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
6.567 4.26 ug/L 739543  1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 95
2 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 87
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 87
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 64
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 64
Abundance Scan 1719 (6.567 min): VV024181.D\data.ms (-1699) (-) m/z 81.10 100.00%
81.1
54.0
5000
39.0 67.1 96.1 JL
A BESEREEEES S
‘ ] “ ‘ “ 1121 620640660680
H‘HH‘\H\‘HH“H‘H\“\‘H\‘\‘\}\“\\H‘“\i\\“\\‘\‘\‘\\H‘HH‘HH m/z 54.05 59.770
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #3234: Cyclohexene, 4-methyl-
81.0
5000 39.0 54.0
67.0 96.0 6.20 6.40 6.60 6.80
m/z 55.05 43.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
81.0
T e
54.0 6.20 6.40 6.60 6.80
5000 96.0 ITI/Z 96.10 38.88%
67.0
39.0
26.0
R Rama R AR R R A e e e R n e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #3235: Cyclohexene, 4-methyl- R e
81.0 6.20 6.40 6.60 6.80
m/z 67.10 38.61%
54.0
5000 39.0
67.0 96.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.20 6.40 6.60 6.80

SFAMVTR122721WMA.M Wed Jan 12 06:16:46 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 Cyclobutane, (1-methylethyl... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
6.799 4,27 ug/L 741601 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 87
3 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 86
4 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 80
5 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 78
Abundance Scan 1791 (6.799 min): VV024181.D\data.ms (-1779) (-) m/z 81.10 100.00%
81.1
5000
96.0
390 530 671 ‘ 6.40 6.60 6.80 7.00 7.20
el e s 9e.es 27.16%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000
6.40 6.60 6.80 7.00 7.20
39. . . .70%
270 ‘ 530 670 96.0 m/z 79.05 25.70
\\\‘\\\\‘\\\\‘\\\}i‘\\\\“\‘\‘\\‘\\\‘\‘\\\‘\“1\\\‘\\!\‘\\\
miz-> 10 20 30 40 50 60 70 80 90 100
Abundance
81.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 39.05 12.98%
27.0 39.0 53.0 96.0
15.0 67.0
R A R L o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3288: Cyclopropane, 1-methyl-1-isopropenyl- R e BARREER
81.0 6.40 6.60 6.80 7.00 7.20
m/z 67.10 12.36%
5000
41.0
53.0
27.0 ‘ 67 0 96.0
m/z--> 10 20 30 40 50 60 70 80 90 100 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 Cyclohexene, 1-methyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
7.165 5.77 ug/L 1002790 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 94
2 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 90
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 81
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 81
5 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 74
Abundance Scan 1905 (7.165 min): VV024181.D\data.ms (-1892) (-) m/z 81.10 100.00%
81.1
67.0
39.1 551 e
‘ ‘ ‘ 6.80 7.00 7.20 7.40
‘w“u‘u“_“WLH‘HJ‘W‘WMW‘HMH“WMNM,H‘W‘ m/z 67.05 50.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0
5000 67.0
55.0 96.0 6.80 7.00 7.20 7.40
30 7 m/z 96.10  39.523
27.0 ‘ : it
\\‘\\\.\‘\\\‘M‘\\\\}‘{\\\‘HH\\‘\\”\‘\\\‘\“1\\\“\\‘\‘\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
81.0
6.80 7.00 7.20 7.40
5000 m/z 68.05 32.71%
39.0 55.0 67.0 96.0
27.0
15.0
L R e m
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3234: Cyclohexene, 4-methyl-
81.0 6.80 7.00 7.20 7.40
m/z 39.10  21.90%
54.0
5000
o 67.0 96.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 26 Thiophene, 3-methyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
7.693 3.65 ug/L 1155720  Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 94
2 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 94
3 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 93
4 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 91
5 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 91

Abundance Scan 2069 (7.693 min): VV024181.D\data.ms (-2059) (-) m/z 97.00 100.00%

97.0
5000
AN

45.0
69.0 g31 7.40 7.60 7.80 8.00

1101 8
e et S L MO sz 98.00  52.97%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3517: Thiophene, 3-methyl-
97.0
5000

7.40 7.60 7.80 8.00
45.0 m/z 45.00  12.89%

\\\’]-\4\.9‘\2\\7\‘0\\\}“\\\\}‘\‘\H‘\\6\%“?\\\8’2\9\‘\\\\“\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
97.0

7.40 7.60 7.80 8.00

5000 m/z 99.00 7.72%
45.0
14.0 27.0 58.0 71.0
miz-> 10 20 30 40 50 60 70 80 90 100110 \
Abundance #3519: Thiophene, 2-methyl- R AEERGERREES ST
97.0 7.40 7.60 7.80 8.00

m/z 53.05 5.72%

5000
45.0 69.0
270 T 090 o |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52

Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
: TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 27 Sulfide, ethyl propyl Concentration Rank 42

R.T. EstConc Area Relative to ISTD R.T.
7.850 2.78 ug/L 881093  Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfide, ethyl propyl 104 C5H12S 004110-50-3 93
2 Sulfide, ethyl propyl 104 C5H12S 004110-50-3 91
3 Sulfide, ethyl propyl 104 C5H12S 004110-50-3 87
4 Sulfonium, [(chloroacetyl)amino]... 153 C4H8CINOS 055649-94-0 43
5 Ethanethiol 62 C2H6S 000075-08-1 43
Abundance Scan 2118 (7.850 min): VV024181.D\data.ms (-2109) (-) m/z 75.05 100.00%
75.0
104.1
5000 47.0 62.0
‘ ‘ ‘ ‘ 89.1 7.60 7.80 8.00 8.20
\H‘H\\‘H\\‘\H\‘H!\‘\HH“\H\i\\\H\‘\\H“‘\‘\}\‘\\‘Hl\‘\\\‘\\ m/z 164.05 69.8900
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5422: Sulfide, ethyl propyl
75.0
104.0
5000 270 *" 620
7.60 7.80 8.00 8.20
m/z 62.00 42.87%
H‘ 89.0
\H‘H\\‘H\\‘\\‘\\“!\!\‘\HW‘\‘H\‘\\1‘\‘\\H“\\H‘\\H‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
75.0
7.60 7.80 8.00 8.20
104.0 o
5000 47.0 62.0 m/z 47.00  41.24%
27.0
89.0
14.0
T T e T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5421: Sulfide, eﬂ}lpropw
75.0 7.60 7.80 8.00 8.20
m/z 95.10 39.86%
47.0
5000 27.0 62.0 104.0
‘ H 89.0
‘H‘l“‘m‘?‘H11"‘M“_MHMH‘_‘MW‘_Wwa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 Thiophene, tetrahydro-3-met... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
9.259 2.80 ug/L 885728 Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro-3-methyl- 102 C5H1es 004740-00-5 98
2 Thiophene, tetrahydro-3-methyl- 102 C5H1esS 004740-00-5 97
3 Thiophene, tetrahydro-2-methyl- 102 C5H1es 001795-09-1 47
4 1-Butene, 1-(methylthio)-, (Z)- 102 C5H1es 017414-15-2 45
5 Thiophene, tetrahydro-2-methyl- 102 C5H1es 001795-09-1 43
Abundance Scan 2556 (9.259 min): VV024181.D\data.ms (-2546) (-) m/z 102.05 100.00%
102.1
60.0
87.0
M ‘ H el 9.00 9.20 9.40 9.60
0‘W‘HW‘HW‘HHJHWWMWMHLNM‘MHMMH“W‘_H‘pu‘wu m/z 60.00 66.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4912: Thiophene, tetrahydro-3-methyl-
102.0
60.0
5000 4L 74.0
27.0 9.00 9.20 9.40 9.60
m/z 87.05 50.13%
\\‘HH‘HH‘H\}}}\M\i‘\u\\‘H\‘H“\‘\H‘HH‘HH‘ HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
60.0 102.0
41.0 9.00 9.20 9.40 9.60
74.0 m/z 74.05 48.42%
5000 270
88.0
T R T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4909: Thiophene, tetrahydro-2-methyl-
87.0 9.00 9.20 9.40 9.60
m/z 41.10 40.64%
5000 102.0
410 ggq
27.0 ‘ ‘ ‘
ey \\‘ “ H\‘W‘ H“‘ S AN Y
ceprrerp o e e e R ARAREEEEEEEEENS EaE s o o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 Thiophene, tetrahydro-2,5-d... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.300 14.50 ug/L 4593890 Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 50
2 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 50
3 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 43
4 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 40
5 3H-1,2,4-Triazole-3-thione, 1,2-... 101 C2H3N3S 003179-31-5 38
Abundance Scan 2569 (9.300 min): VV024181.D\data.ms (-2561) (-) m/z 101.10 100.00%
101.1
5000 116.1 JL
41.1 69.1 s
H 55.3( H - 9.00 9.20 9.40 9.60
Obrprrreprrrrpreebdie it S22 Ll ke 1821 0 /7 116,10 38.31%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9367: Thiophene, tetrahydro-2,5-dimethyl-, cis-
101.0
5000 L L B BN R
50.0 116.0 9.00 9.20 9.40 9.60
27.0 410 74.0
‘ m/z 69.10 19.92%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
101.0
9.00 9.20 9.40 9.60
m/z 59.00 19.66%
o 41.0 o0 74.0 150
27.0 ' ’
T e T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9360: 2H-Thiopyran, tetrahydro-2-methyl-
101.0 9.00 9.20 9.40 9.60
m/z 41.10 19.52%
116.0
5000
67.0 87.0
41.0
27.0 ‘ ‘
\\‘\H\‘H\‘\“HH‘H\‘H\‘\w‘\}1‘\\\1“\‘“\\“1‘\‘\MHH“MH\‘H‘\H‘HH‘HH‘\ N ERRRARANEEEIA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 cis-2,3-Dimethylthiophane Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
9.860 2.83 ug/L 896233  Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 97
2 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 96
3 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 93
4 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 83
5 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 81
Abundance Scan 2743 (9.860 min): VV024181.D\data.ms (-2733) (-) m/z 101.05 100.00%
101.1
5000 116.1 Mjk
411 590 74 o M AL
“ L M ‘ 88.0 9.50 10.00
eprrrrprrer et el m/z 116,100 50.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9347: cis-2,3-Dimethylthiophane
101.0
41.0
5000 116.0
59.0 74.0 9.50 10.00
m/z 58.95 26.52%
IV
\\‘\H\‘\H\‘\H\iM\H\“\HH“HHM\‘\HN\\\‘\H\‘MH\‘H\\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
101.0
r— L
9.50 10.00
5000 410 116.0 m/z 41.10 22.34%
59.0 74.0
88.0
R L R o A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9346: cis-2,3-Dimethylthiophane — —
101.0 9.50 10.00
m/z 74.05 19.82%
116.0
5000
410 590 .,
27.0 ‘ ‘ 88.0
‘WHWH‘M‘w‘H‘me!‘w‘;uH‘mw“wwlmwww L : ‘M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 31 Benzene, propyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.352 8.56 ug/L 1950780 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 81
3 Benzene, propyl- 120 C9H12 000103-65-1 81
4 Benzene, propyl- 120 C9H12 000103-65-1 81
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 59
Abundance Scan 2896 (10.352 min): VV024181.D\data.ms (-2879) (- m/z 91.10 100.00%
91.1
120.1 — A
39.0 65‘.0 | 105.1 10.00 10.50
Ovv v proehe proptea b b ek m/z 120.10  24.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10702: Benzene, propyl-
91.0
5000
10.00 10.50
120.0 m/z 65.05 10.57%
65.0
20 %0 s
\\‘\H\‘HH‘HH“HH‘\H\‘\‘H\‘\H‘\‘HH‘HH‘H‘H‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
91.0
o i
10.00 10.50
5000 m/z 92.10 10.55%
120.0
390 650 105.0
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10700: Benzene, propyl- T S
91.0 10.00 10.50
m/z 39.05 6.46%
5000
200 65.0 120.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52

Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 32 Benzene, 1l-ethyl-2-methyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
10.471 7.46 ug/L 1699710 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 90

Abundance Scan 2933 (10.471 min): VV024181.D\data.ms (-2923) (- | m/z 105.10 100.00%
105.1
5000 j\A
771 10.50
51.1 ' 121.1 '
PV O M P O .. m/z 120.10  30.65%
m/z--> 20 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
10.50
m/z 77.10 11.03%
39.0 77.0
T \‘\ T \“‘\ \“1‘5\9“.?‘\ T \““ T \‘1 T “i‘\ \:!-\2‘-:[\0\ L
miz--> 20 60 80 100 120 140
Abundance
105.0
e
10.50
5000 m/z 91.10 10.13%
77.0
150 390 590 121.0
T T LA e
m/iz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl- -
105.0 10.50
m/z 106.05 8.84%
5000
79.0
— e
m/z--> 20 40 60 80 100 120 140 10.50
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Page: 34



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 33 Benzene, 1l-ethyl-4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.734 15.00 ug/L 3419100 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 3015 (10.734 min): VV024181.D\data.ms (-3006) (- m/z 105.10 100.00%
105.1
5000
120.1
e ——
77.0 911 10.50 11.00
0 51.1 ‘ Ll
O e e e et m/z 120.10 31.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 10.50 11.00
m/z 91.10 12.48%
77.0 91.0
\\%?\.9\\\‘\’\33“9\\“\\\ﬁ%\.‘\c{‘\\\m‘\\\\“\H‘\Hl\‘H‘\‘\“‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
10.50 11.00
5000 m/z 77.05 11.74%
120.0
. 39.0 63.0 77.0 91.0
T T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 10.50 11.00
m/z 103.05 9.08%
5000
60 120.0 Jh
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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, 1l-ethyl-3-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.336  24.38 ug/L 5555590 1,4-Dichlorobenzene-d4 11.249
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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 3202 (11.336 min): VV024181.D\data.ms (-3191) (| m/z 105.10 100.00%
105.1
5000
a PO,
391 o 77.0 11.00 11.50
O 280 il 1221 1540 0 106,10 43.52%
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 — —
11.00 11.50
m/z 77.05 12.10%
51.0 77.0
\\\‘2\7\0\\“\\“\\h‘\\\\““\\‘\\“\‘\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
105.0
11.00 11.50
5000 m/z 91.10 10.46%
39.0 77.0
15.0 59.0 122.0
L e e
miz--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 11.00 11.50
m/z 119.10 9.88%
5000
77.0
‘1‘5‘?”‘m"BWM_WW_WW
m/z--> 20 40 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52

Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 35 Indane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.525 18.84 ug/L 4293260 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 91
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 87
4 Indane 118 C9H1e 000496-11-7 87
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 83

Abundance Scan 3261 (11.525 min): VV024181.D\data.ms (-3250) (- m/z 117.10 100.00%
117.1
5000 ]k
91.1 LI
39.1 63.0 ‘ 1341 11.50
Ob e bl Al 9% m/z 118,10 55.55%
m/z--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000 — ‘
11.50
m/z 115.05 32.82%
39.0 63.0 9L.0
\\1\5\.9\\\\“.\\”\\““\‘\\\“\\‘\\“\\\!“\\\\‘\\\
mi/z--> 20 40 60 80 100 120 140
Abundance
117.0
11.50
5000 ITI/Z 91.10 15.62%
39.0 550 91.0
13.0 74.0
T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 11.50
m/z 63.05 7.74%
5000
91.0
39.0 ]
"‘“‘u‘ﬂ"N_M&MTWR‘Jw‘MM"M“‘H““ —
m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 36 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 45

R.T. EstConc Area Relative to ISTD R.T.
11.908 2.39 ug/L 545720 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1leH14 000933-98-2 96
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95

Abundance Scan 3380 (11.908 min): VV024181.D\data.ms (-3371) (- m/z 119.05 100.00%
119.1
5000 ?
91.1 12,00
65.0 :
S N ‘ bl d34a s 13405 31.06%
miz-> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.00
91.0 m/z 91.10 17.45%
o s T
iy Ll Ml il i (indd
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
119.0
12.00
5000 m/z 105.10  12.90%
91.0
150 390 690
S e B T T e e
m/iz--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 12.00
m/z 117.10 9.90%
5000
91.0
wo ] A
“¥§?‘H“W"W“W"Jw‘wi“wu‘ul“‘u““‘ —
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52

Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 37 o-Cymene Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
12.014 5.14 ug/L 1170756 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
3 o-Cymene 134 C10H14 000527-84-4 97
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3413 (12.014 min): VV024181.D\data.ms (-3404) (- m/z 119.10 100.00%
119.1
5000 h
91.1
391 650 \ Ly 1352 12.00
B o WA m/z 134.05 29.95%
m/z--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0
5000
12.00
91.0 m/Z 91.10 16.11%
41.0 65.0
\1\5\.0‘\\\\“‘\ 4 \“‘\‘\ T \“‘ T |‘\”\ \‘\“ T \1\3§?\ T
m/z--> 20 40 60 80 100 120 140
Abundance
119.0
T \
12.00
5000 ITI/Z 120.05 10.04%
91.0
150 390 65.0 135.0
L I e e o B e I A R
m/z--> 20 40 80 100 120 140 }\
Abundance #16997: o-Cymene ‘ j\‘ ‘ ‘
119.0 12.00
m/z 117.05 9.38%
5000
91.0
m/z--> 20 40 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52

Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 38 1Indan, 1-methyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.111 9.84 ug/L 2242140  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 83
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 76
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 76
4 Indan, 1-methyl- 132 C10H12 000767-58-8 70
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 70

Abundance Scan 3443 (12.111 min): VV024181.D\data.ms (-3432) (| m/z 117.10 100.00%
117.1
5000
46.0 91.0 ‘ 3‘ 12.00 12.50
““““‘HJ‘” Wﬁ‘ e J“““H “u““‘ m/z 115.05  33.43%
m/z--> 20 40 80 100 140
Abundance #16103: Indan, 1-methyl-
117.0
5000
12.00 12.50
910 m/z 132.00  28.52%
39.0 63.0 : ‘ 4
\\J-\E‘)\(‘)\‘\ T ‘ T \“\ \“m\ T \" T \‘\ T “\ T 1 ‘ \J\-\4:.0‘\ L
miz--> 20 60 80 100 120 140
Abundance
117.0
12 00 12 50
5000 m/z 120.00 20.48%
91.0
39.0 65.0 133.0
15.0
e e e
m/iz--> 20 40 60 80 100 120 140 j\
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- ‘ j‘\“ ‘ .
117.0 12.00 12.50
m/z 91.05 13.75%
5000
0 91.0
51.
e g | AR AAIANAIVIVY
m/z--> 20 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 40 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
12.413 2.88 ug/L 657270 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95

Abundance Scan 3537 (12.413 min): VV024181.D\data.ms (-3528) (- m/z 119.10 100.00%
1

119.
91.1 ho e
390 680 | 1l ]144.0 168.3 =S
o e s m/z 134.05 48.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
12.50
m/z 91.10 15.42%
91.0
39.0 65.0 | | |
FAS SRS N S R ) y
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
119.0
s
12.50
5000 ITI/Z 133.05 9.87%
39.0 940
15.0 : 65.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 wfﬂﬂA
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- — —T
119.0 12.50
m/z 120.10 9.75%
5000
91.0
41.0 63.0 ‘
H“‘M‘w“‘w‘ﬁm‘ﬂu“‘WW“WlH‘M““W““
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52

Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
: TRACE VOA SFAM1.0

TIC Integration Parameters: LSCINT.P

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

Peak Number 41 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
12.464 3.77 ug/L 859682 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94

Abundance Scan 3553 (12.464 min): VV024181.D\data.ms (-3545) (- m/z 119.10 100.00%
119.1
91.0 N
9t 88 |yl faos o
L e L o BT e m/z 134.05 49.38%
miz--> 20 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
12.50
m/z 91.05 15.88%
39.0 65.0 91.0
\1\5\.()‘\‘\ T \“.‘\\‘\‘\"\.\ T \“‘\\\\“\‘\ \‘\‘l T \.‘ L 1
miz-> 20 40 60 80 100 120 140
Abundance
119.0
—
12.50
5000 m/z 105.00 12.08%
91.0
150 390 690
S B
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- —
119.0 12.50
m/z 77.10 9.67%
5000
91.0
150 0L OO om0 LI
m/z--> 20 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52

Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 42 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
12.722 3.73 ug/L 851179 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 Indan, 1-methyl- 132 C10H12 000767-58-8 91
4 Indan, 1-methyl- 132 C10H12 000767-58-8 90
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90

Abundance Scan 3633 (12.722 min): VV024181.D\data.ms (-3625) (| m/z 117.10 100.00%
117.1
5000
AL —
510 74 911 12.50 13.00
) S N NSO s S T 42 1539 ' m/z 132.05  39.32%
m/z--> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
5000 U ‘ j\
12.50 13.00
o 910 m/z 115.10 26.29%
\\\‘2\7\.(\)\“\\“\.\"\‘\7\4..\e\\“\\“‘\‘\\1“\1\-\4\.(‘)\\\\
miz--> 20 60 80 100 120 140
Abundance
117.0
12.50 13.00
5000 m/z 131.05 16.94%
39.0 65.0 91.0
134.0
T T T T T R T
miz--> 20 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0 12.50 13.00
m/z 91.10 11.62%
5000
39.0 65.0 910 l
e 1340 N AL
m/z--> 20 60 80 100 120 140 12.50 13.00
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52

Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1
Quant Method
Quant Title : TRACE VOA SFAM1.0

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

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M

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
Concentration Rank 12

Peak Number 43 1-Phenyl-1-butene

R.T. EstConc Area
12.879 13.16 ug/L 2998780
Hit# of 5 Tentative ID

Relative to ISTD

1,4-Dichlorobenzene-d4

11.249

1 1-Phenyl-1-butene

2 Benzene, 2-ethenyl-1,4-dimethyl-
3 Benzene, 2-ethenyl-1,4-dimethyl-
4 Benzene, 1-methyl-2-(2-propenyl)-
5 Benzene, 2-butenyl-

132
132

C1eH12
C1leH12
C10H12
C1eH12
C1eH12

000824-90-8 96
002039-89-6 90
002039-89-6 90
001587-04-8 64
001560-06-1 64

Abundance Scan 3682 (12.879 min): VV024181.D\data.ms (-3664) (- m/z 117.10 100.00%
117.1
5000
91.1 — -
24, 51 12.50 13.00
Obrrrprrrrs wmst A Co 2621 n/z 119.10 73.02%
miz--> 20 40 80 100 120 140 160
Abundance #16107.1-Phenyhl—mnene
117.0
5000 e e
12.50 13.00
910 m/z 132.05  35.11%
51.0
\\\‘2\7\0\\‘\\“\\‘ 74.“’
miz--> 20 40 60 80 100 120 140 160
Abundance
117.0
12.50 13.00
5000 ITI/Z 115.05 32.10%
91.0
51.0
74.0
R T e I R B
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 12.50 13.00
m/z 134.00 31.30%
5000
91.0
51.0
27.0 ‘
H““““J”‘JH‘N‘““‘W“ e = —
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 44 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
13.046 2.46 ug/L 561606 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# 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 81
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 74
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 74
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 43
Abundance Scan 3734 (13.046 min): VV024181.D\data.ms (-3725) (| m/z 104.10 100.00%
104.1
5000 1321 Jk
1 T
510 780 M 13.00
Obr e 1822 135 05 se. 62
m/z--> 20 40 60 80 100 120 140 160
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000
13.00
m/z 91.05 38.96%
51.0 78.0
\\\‘2\7‘\.(\)\“ T \“‘\‘\“‘H\ T \H‘ T \“\ T “H\ \M‘ \“\“\‘\ ‘ L ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance
104.0
T T
132.0 13.00
5000 m/z 115.05 23.43%
390 650
T T e
m/z--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0 13.00
m/z 117.10 14.45%
5000 132.0
51.0 78.0
B T Y A T 1 N | O | A
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 45 Azulene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.500 8.63 ug/L 1966870  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 93
3 Naphthalene 128 C10H8 000091-20-3 91
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3875 (13.500 min): VV024181.D\data.ms (-3863) (- m/z 128.05 100.00%
128.1
5000
1350 |
51.0 74.1 102.1 .
O P Tl 14531822 197 05 12.70%
miz--> 20 40 60 80 100 120 140 160
Abundance #13686: Naphthalene
128.0
5000 — =
13.50
m/z 129.00 10.80%

510 750 1020
L 1] [ L
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
128.0

13.50
5000 m/z 102.10 9.00%
102.0
28.0 51.0 77.0
AL o e e T A N A
m/z--> 20 40 60 80 100 120 140 160
Abundance #13684: Naphthalene
128.0 13.50
m/z 126.10 7.08%
5000
51.0 740 102.0 ‘
280 M L
m/z--> 20 40 60 80 100 120 140 160 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122721\
Data File : VV024181.D

Acqg On : 27 Dec 2021 15:52
Operator : SY/MD

Sample : M5233-11

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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|
Cyclopropanecar... .108 12. ug/L 2115290 .616 868241
(DEL) Alkane: .214 32. ug/L 5678710 .616 868241
(DEL) Alkane: .413 27. ug/L 4744000 .616 868241
(DEL) Alkane: .632 7. ug/L 1208410 .616 868241
(DEL) Alkane: .815 18. ug/L 3131380 .616 868241
(DEL) Alkane: .899 11. ug/L 1951610 .616 868241
(DEL) Alkane: .979 3. ug/L 620369 .616 868241
(DEL) Alkane: .021 53.8 ug/L 9345780 .616 868241
Cyclopentene 474 22. ug/L 3931120 .616 868241
(DEL) Alkane: .577 10. ug/L 1845560 .616 868241

numumuvmunumunn
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(DEL) Alkane: S... .269 12. ug/L 2170640 .616 868241
(DEL) Alkane: S... 362 3. ug/L 603560 .616 868241
Cyclopentene, 3 429 3. ug/L 648191 .616 868241
(DEL) Alkane: S 574 5. ug/L 915433 .616 868241
(DEL) Alkane: S... 760 4. ug/L 843339 868241
(DEL) Alkane: S... 8. ug/L 1487050 .616 868241
1,4-Pentadiene,... 455 11. ug/L 2026780 .616 868241
Butane, 1-chloro- 764 3. ug/L 572998 .616 868241
Cyclohexene 217 13. ug/L 2386650 .616 868241
1-Propanethiol,... 420 3. ug/L 648656 .616 868241
Diethyl sulfide 937 15. ug/L 2659960 .616 868241
Cyclohexene, 4-... 567 4. 739543 .616 868241
Cyclobutane, (1... 799 4. ug/L 741601 .616 868241
Cyclohexene, 1-... 165 5. ug/L 1002790 .616 868241
Thiophene, 3-me... 693 3. ug/L 1155720 .850 1584280
Sulfide, ethyl ... 850 2. ug/L 881093 .850 1584280
Thiophene, tetr... 259 2. ug/L 885728 .850 1584280
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Thiophene, tetr... 300 14 ug/L 4593890 .850 1584280
cis-2,3-Dimethy... 860 2 ug/L 896233 8.850 1584280
Benzene, propyl- 10.352 8 ug/L 1950780 11.249 1139480
Benzene, 1l-ethy... 10.471 7 ug/L 1699710 11.249 1139480
Benzene, 1l-ethy... 10.734 15 ug/L 3419100 11.249 1139480
Benzene, 1l-ethy... 11.336 24 ug/L 5555590 11.249 1139480
Indane 11.525 18 ug/L 4293260 11.249 1139480
Benzene, 2-ethy... 11.908 2 ug/L 545720 11.249 1139480
o-Cymene 12.014 5 ug/L 1170750 11.249 1139480
Indan, 1-methyl- 12.111 9. ug/L 2242140 11.249 1139480
Benzene, 1,2,4,... 12.413 2. ug/L 657270 11.249 1139480
Benzene, 1,2,3,... 12.464 3. ug/L 859682 11.249 1139480
Benzene, 1-ethe... 12.722 3. ug/L 851179 11.249 1139480
1-Phenyl-1-butene 12.879 13. ug/L 2998780 11.249 1139480
Naphthalene, 1,... 13.046 2. ug/L 561606 11.249 1139480
Azulene 13.500 8. ug/L 1966870 11.249 1139480

SFAMVTR122721WMA.M Wed Jan 12 06:16:59 2022

47



