LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : 07 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 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\SFAMVTR112321WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@23826.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.635 177 185 212 rVB 373630 485512 1.35% 0.201%
2 1.806 230 238 260 rVB 393870 516426 1.44% 0.213%
3 2.532 443 464 473 rBV 224243 500769 1.40% 0.207%
4 2.764 521 536 558 rvB 191385 383531 1.07% 0.158%
5 3.043 610 623 642 rVB 202215 396539 1.11% 0.164%
6 3.764 831 847 865 rBv2 332759 817615 2.28% 0.338%
7 3.908 877 892 934 rVB2 637356 1631053 4.55% 0.674%
8 4.677 1115 1131 1146 rBV3 383222 958867 2.68% 0.396%
9 5.050 1231 1247 1258 rBV3 179843 449875 1.26% 0.186%
106 5.317 1319 1330 1349 rVB4 153624 369540 1.03% 0.153%
11 5.918 1503 1517 1549 rVB2 626594 1573821 4.39% 0.650%
12 6.130 1572 1583 1597 rVB3 327084 749163 2.09% 0.310%
13 6.571 1698 1720 1731 rBV6 131266 405054 1.13% 0.167%
14 7.165 1891 1905 1922 rVB6 143799 399587 1.11% 0.165%
15 7.387 1964 1974 1984 rBV 539517 891585 2.49% 0.368%
16 7.841 2107 2115 2141 rVB 307687 591020 1.65% 0.244%
17 7.976 2142 2157 2182 rVB 446488 827406  2.31% 0.342%
18 8.088 2182 2192 2201 rBV 282641 472445  1.32% ©0.195%
19 8.853 2421 2430 2438 rBV 248257 377710 1.05% 0.156%
20 9.014 2468 2480 2500 rVB 7255872 11288310 31.50% 4.665%
21  9.140 2502 2519 2533 rVB 9701799 15675951 43.74% 6.478%
22 9.542 2634 2644 2659 rVB 2219893 3423449 9.55% 1.415%
23 9.931 2754 2765 2782 rBV 863987 1367833 3.82% 0.565%
24 10.352 2884 2896 2910 rBV 3494395 5204196 14.52% 2.150%
25 10.448 2911 2926 2931 rBV 7518597 12166465 33.95% 5.027%

26 10.541 2944 2955 2968 rVB 6127762 9013554 25.15%  3.725%
27 10.738 3004 3016 3038 rBV 5220993 8025710 22.39%  3.316%
28 10.921 3059 3073 3087 rBV 23444393 35840146 100.00% 14.810%
29 11.056 3103 3115 3119 rBvV2 222195 360175 1.00% 0.149%
30 11.088 3119 3125 3139 rVB 357520 560055 1.56% 0.231%

31 11.246 3165 3174 3186 rVB3 427929 728892 2.03% 0.301%
32 11.336 3191 3202 3214 rBV 2116996 3114067 8.69% 1.287%
33 11.529 3249 3262 3274 rBV2 8007078 15444672 43.09% 6.382%
34 11.638 3284 3296 3314 rVB3 2867719 6020771 16.80%  2.488%
35 11.744 3319 3329 3342 rVB 502673 823228 2.30% ©.340%

36 11.818 3342 3352 3362 rBV 434782 660546 1.84% 0.273%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : 07 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 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\SFAMVTR112321WMA.M
Title : TRACE VOA SFAM1.0
37 11.911 3371 3381 3386 rBV 1936596 2886438 8.05% 1.193%
38 11.940 3387 3390 3401 rVB 1319264 1634550 4.56% 0.675%
39 12.017 3401 3414 3422 rBV 7377829 11744610 32.77% 4.853%
40 12.117 3434 3445 3467 rBV 5436214 9054747 25.26% 3.742%
41 12.303 3495 3503 3518 rVB3 359714 732189 2.04% 0.303%
42 12.413 3518 3537 3546 rBV 4398093 6779418 18.92% 2.801%
43 12.467 3546 3554 3569 rVB 3664961 5431215 15.15% @ 2.244%
44 12.551 3569 3580 3587 rBV 1130178 1674840 4.67% 0.692%
45 12.686 3603 3622 3626 rBv4 542032 1262704 3.52% 0.522%
46 12.725 3626 3634 3651 rVB 4051073 6291544 17.55% 2.600%
47 12.885 3663 3684 3693 rBV2 8596881 14474124 40.39% 5.981%
48 12.947 3693 3703 3712 rVV3 796634 1824302 5.09% 0.754%
49 12.998 3712 3719 3727 rVWV 898511 1251716 3.49% 0.517%
50 13.049 3727 3735 3745 rVB4 913782 1478825 4.13% 0.611%
51 13.165 3762 3771 3778 rBV 483798 759330 2.12% 0.314%
52 13.217 3778 3787 3795 rVB 1567548 2354023 6.57% 0.973%
53 13.271 3795 3804 3811 rBV2 2427679 3618711 10.10% 1.495%
54 13.336 3819 3824 3828 rBV 479228 572670 1.60% 0.237%
55 13.368 3829 3834 3841 rVV 1318030 1664040 4.64% 0.688%
56 13.400 3841 3844 3856 rVB 687242 862709 2.41%  0.356%
57 13.500 3857 3875 3885 rBV 2762877 4614495 12.88% 1.907%
58 13.612 3901 3910 3919 rBV6 388295 674959 1.88% 0.279%
59 13.709 3931 3940 3950 rBV3 920778 1699065 4.74% 0.702%
60 13.770 3951 3959 3968 rVV3 747024 1279237 3.57% 0.529%
61 13.821 3968 3975 3991 rVB3 288953 509619 1.42% 0.211%
62 13.908 3992 4002 4015 rVB 1187449 1782550 4.97% 0.737%
63 14.037 4028 4042 4048 rBV4 201863 400783 1.12% 0.166%
64 14.091 4048 4059 4072 rBV2 1130559 2368609 6.61% 0.979%
65 14.236 4095 4104 4113 rBV2 412955 698428 1.95% ©.289%
66 14.297 4114 4123 4134 rVB5 761797 1478444 4.13% 0.611%
67 14.435 4155 4166 4180 rBV5 391411 915144  2.55% 0.378%
68 14.628 4215 4226 4236 rVV3 764899 1569729 4.38% 0.649%
69 14.815 4275 4284 4296 rVB2 950917 1544915 4.31% 0.638%
70 15.339 4432 4447 4463 rVB2 264217 606936 1.69% 0.251%
71 15.551 4505 4513 4522 rBV3 301009 519892 1.45% 0.215%
72 15.663 4535 4548 4570 rBV 609754 1175011 3.28% 0.486%
73 15.808 4585 4593 4600 rBV 532121 818530 2.28% 0.338%
74 15.847 4600 4605 4621 rVB 314260 475351  1.33% 0.196%

Sum of corrected areas: 241999940
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VV023826.D\data.ms
2e+07
1.5e+07
1le+07
5000000
0 1.635.806 2.5322.764 3.043 3.764908 4677 5050 5.317 5.9186.130 £
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: VV023826.D\data.ms
10.921
2e+07
1.5e+07
1e+07 9.140
9.014 10.448 11.529
0.541
10.738
5000000
10.35 1.638
9.542 11.336 [
. 7.1657-387  7.871%3088 8.853 | 9% ugws246 | ) ur
————— N — e e AN
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV023826.D\data.ms
2e+07
1.5e+07
1e+07 12.885
5000000 £%712 725
13 2743.500
OQ oo MU AN B 5 1o s e
T T T ‘ T T ‘ T T ‘ T
Time--> 12. 50 13 00 13 50 14. 00 14. 50 15 00 15 50 16. 00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 52
R.T. EstConc Area Relative to ISTD R.T.
1.635 1.54 ug/L 485512  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 Pentane 72 C5H12 000109-66-0 28
4 3-Buten-1-ol 72 C4H80 000627-27-0 25
5 3-Buten-1-o0l 72 C4H80 000627-27-0 25
Abundance Scan 185 (1.635 min): VV023826.D\data.ms (-177) (-) m/z 43.05 100.00%
43.0
57.0
5000
‘ 72.1 1.40 1.60 1.80 2.00
0 e :HM‘H,H:WHW m/z 41.10  93.29%
m/z--> 0 10 20 30 40 80
Abundance #814: Butane, 2-methy|—
43.0
57.0
5000 \\/\\"WHH‘HH‘HH‘\H
29.0 1.40 1.60 1.80 2.00
m/z 42.05 88.03%
o | mo
O\\\‘\\H‘\\\\‘\\M‘\\Hi\H‘HH’HH“HH‘\
miz--> 0 10 20 30 40 50 60 70 80
Abundance
43.0
A RAEEEEEEEES SR
70 57.0 1.40 1.60 1.80 2.00
5000 : m/z 57.05 75.46%
15.0
20 72.0
R 1 NI
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane R R RE L
43.0 1.40 1.60 1.80 2.00
m/z 39.05 34.20%
5000
27.0 57.0 720
0150\\\\\
m/z--> 0 10 40 50 60 70 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27

Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.
1.806 1.64 ug/L 516426 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 80
Abundance Scan 238 (1.806 min): VV023826.D\data.ms (-230) (-) m/z 43.10 100.00%
43.
5000
57.0
‘ ‘ 72‘1 1.40 1.60 1.80 2.00 2.20
-1ttt m/z 42.10 59.82%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000 [T T T[T T T T T
1.40 1.60 1.80 2.00 2.20
57.0 m/z 41.05 55.19%
27‘0 72.0
15.0 ‘ ‘
O\\\‘\\\\‘\\\\‘\\\“\\\\i\}\\‘\‘\u\’\\\\‘!\\\‘\
m/z--> 0 10 40 50 60 70 80
Abundance
43.0
T e
1.40 1.60 1.80 2.00 2.20
5000 m/z 39.10 21.70%
27.0
570 720
15.0 '
|
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane
43.0 1.40 1.60 1.80 2.00 2.20
m/z 57.05 17.29%
5000 27.0
15.0 ‘ ‘ 570 729
0 ““ZIQH‘H‘H“‘1!“”‘1‘lu‘u‘m,uu‘luw‘
m/z--> 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\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 51
R.T. EstConc Area Relative to ISTD R.T.
2.532 1.59 ug/L 500769 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 87
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 83
Abundance Scan 464 (2.532 min): VV023826.D\data.ms (-443) (-) m/z 43.10 100.00%
5000 71.1
57"1 86.1 2.20 2.40 2.60 2.80
0t ettt e m/z 42.10 53.16%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0
5000 71.0
2.20 2.40 2.60 2.80
270 57.0 m/z 71.10 47.13%
' 86.0
O\\\‘\\\\‘]\-\5\.(\)‘\\\‘\“\\\\‘i\}\\‘\\H‘\‘\\\\L}\\\‘\\}\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
43.0
LN 01 N N
2.20 2.40 2.60 2.80
5000 m/z 41.10 41.57%
27.0 71.0
57.0
- 15.0 86.0
| M bt
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl-
43.0 2.20 2.40 2.60 2.80
m/z 39.10 18.72%
5000
27.0 71.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 55
R.T. EstConc Area Relative to ISTD R.T.
3.043 1.26 ug/L 396539  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 87
2 2-Ethyl-oxetane 86 C5H100 1010386-40-2 80
3 n-Hexane 86 C6H14 000110-54-3 78
4 n-Hexane 86 C6H14 000110-54-3 72
5 n-Hexane 86 C6H14 000110-54-3 72

Abundance Scan 623 (3.043 min): VV023826.D\data.ms (-610) (-) m/z 57.10 100.00%

57.1
41.0
5000
86.1
‘ 711 2.80 3.00 3.20 3.40
Ottt el L m/z 41.05  69.74%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane
57.0
43.0
5000 L L I L LA BN B B
2.80 3.00 3.20 3.40
86.0 m/z 43.10 59.21%
71.0 ‘
O\\‘\\\\’\\\\‘\\\\‘\\\\’\\‘\}‘\\\\“\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance
57.0
Fr i e
41.0 2.80 3.00 3.20 3.40
5000 m/z 56.05 49.41%
29.0 86.0
15.0 71.0
e ] N
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane R EE L R
41.0 57.0 2.80 3.00 3.20 3.40
m/z 42.05 31.84%
29.0
5000
86.0
15.0 ‘ 71.0
O v e e e R AR A ey
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27

Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 5 (DEL) Alkane: Cyclic3.764 Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
3.764 2.60 ug/L 817615 1,4-Difluorobenzene 5.619
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 91
3 Cyclohexane 84 C6H12 000110-82-7 80
4 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
Abundance Scan 847 (3.764 min): VV023826.D\data.ms (-831) (-) m/z 56.10 100.00%
56.1
5000 41 69.0 /k
R N EE e A RARREE
‘ ‘ ‘ 84.1 3.40 3.60 3.80 4.00
o 1 u_muw_“w‘ m/z 41.10  49.81%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 I N RN R
3.40 3.60 3.80 4.00
m/z 69.05 44 ,33%
28.0 M ‘ 84.0
O \\\‘\\\\‘]\-ﬁ\.(\)‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘1“\\\\‘\!\\‘\\
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 25.64%
69.0
27.0
84.0
10 150
] AR
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1643: Cyclohexane S RAREAREEasEEsSsESE
56.0 84.0 3.40 3.60 3.80 4.00
' m/z 39.05 22.87%
5000 41.0
69.0
27.0 ‘
Y AN A 1 /N O N1 N .
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00

SFAMVTR112321WMA.M Fri Dec 10 ©7:33:54 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 56
R.T. EstConc Area Relative to ISTD R.T.
5.317 1.17 ug/L 369540 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 76
2 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 76
3 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 68
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 64
5 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 58
Abundance Scan 1330 (5.317 min): VV023826.D\data.ms (-1319) (-) m/z 55.10 100.00%
55.1
83.1
41.1
5000
70.1 98.1
 EmEEEEES o L
‘ ‘ 5.00 5.20 5.40 5.60
0 H,‘H“H‘“H‘JH“WMMM“Mhpuuwﬁl‘w“m\‘u‘ m/z 83.10 75.72%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3813: 2-Pentene, 3,4-dimethyl-, (Z2)-
55.0
83.0
5000 41.0 \/\\‘uu‘uu‘uuﬂ/\\ﬂ
98.0 5.00 5.20 5.40 5.60
27.0 ' m/z 56.10 58.08%
150 ‘ ‘ 69.0
O\\’\\‘\\‘\\i}“\\\i}}‘\\\i‘i‘\1\‘\\‘\‘\‘i\\\\“\1\\‘\\\\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
AREARRERES Sy E
210 5.00 5.20 5.40 5.60
5000 m/z 41.10 54.18%
98.0
67.0
e N1 1 R T R W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3763: 2-Pentene, 2,3-dimethyl- A AARAS
55.0 5.00 5.20 5.40 5.60
83.0
m/z 98.10 41.20%
41.0
5000 98.0
270 69.0
o“,‘1?:9_"U"m‘i:“‘wMmuuHmuwwuw P AAVAH WA
m/z--> 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Cyclohexene, 4-methyl- Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
6.571 1.29 ug/L 405054  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 92
2 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 50
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 46
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 46
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 45
Abundance Scan 1720 (6.571 min): VV023826.D\data.ms (-1698) (-) m/z 81.10 100.00%
55.1 81.1
5000 411
96.0
112.1
‘ H “ | ‘ 6.20 6.40 6.60 6.80
O rrererreerrretlh bl Wl L w2 ss.10 98.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3234: Cyclohexene, 4-methyl-
81.0
5000 39.0 54.0 B B B A A
67.0 96.0 6.20 6.40 6.60 6.80
m/z 83.05 94.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
81.0
e REERNRRmas ua Rt
6.20 6.40 6.60 6.80
5000 39.0 68.0 m/z 54.10 49.27%
55.0 96.0
26.0
N A —
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl- “‘H4¥¢m“‘udﬁf%4Tf
81.0 6.20 6.40 6.60 6.80
m/z 41.10 47.98%
5000 67.0
96.0
39.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 2,4-Hexadiene, 3-methyl- Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
7.165 1.27 ug/L 399587 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Hexadiene, 3-methyl- 96 C7H12 028823-42-9 93
2 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 93
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 90
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 90
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 90
Abundance Scan 1905 (7.165 min): VV023826.D\data.ms (-1891) (-) m/z 81.10 100.00%
81.1
67.1
5000 96.0
T s ok b 7o
112.1 ’ ’ : .

om_‘H‘m‘,m‘“m;“H‘“_u‘ww“wU‘Hpum,www m/z 67.10  48.92%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #3256: 2,4-Hexadiene, 3-methyl-

81.0
5000 L L N B LR R B
39.0 96.0 6.80 7.00 7.20 7.40
530 &0 m/z 96.05 40.18%
15.0 ‘\ \‘\‘ W L
O\\\‘\\\\‘\\\\’H\}}\\\\}\\\\‘\‘\}\‘\\\}}\\\\‘\\‘\\’\\\\‘\H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
81.0
R RN
6.80 7.00 7.20 7.40
5000 96.0 m/z 55.05 35.42%
390 53.0
"~ 67.0
15.0
S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3229: Cyclohexene, 3-methyl- T
81.0 6.80 7.00 7.20 7.40
m/z 68.05 33.47%
5000
39.0 870 96.0
026,', R R
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\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 1,3-Dimethyl-1-cyclohexene Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
7.841 7.82 ug/L 591020 Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 91
2 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 91
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 86
4 1-(3H-Imidazol-4-yl)-ethanone 110 C5H6EN20 061985-25-9 72
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 72

Abundance Scan 2115 (7.841 min): VV023826.D\data.ms (-2107) (-) m/z 95.10 100.00%

051
5000
67.1 110.1

e
390 531 810

7.60 7.80 8.00 8.20

| “ 126.1

Obrprrrrprerepreeberreia e e b b e 2281 m/z 67.10 25.86%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6752: 1,3-Dimethyl-1-cyclohexene
95.0
5000 UL L L I I LN L
67.0 7.60 7.80 8.00 8.20
1100 m/z 110.18  20.53%

o

27.0 4‘1"0 ‘ 81T° ‘
‘W”‘W””\””W‘”Wh‘W”M‘”WM‘W”M\””W‘”W”‘W”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance

7.60 7.80 8.00 8.20

5000 67.0 m/z 39.05 9.62%
30.0 53.0 110.0
0 15.0 ] 81.0
T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-  RRRmmEaEEE S
670 95.0 7.60 7.80 8.00 8.20

m/z 41.10 8.56%

41.0
5000
27.0
‘ 110.0
-1 \\‘u L %L il

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27

Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 10 Benzene, propyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.352  35.70 ug/L 5204200 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 91
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 90

5 N-Benzyl-2-phenethylamine

211 C15H17N

003647-71-0 72

Abundance Scan 2896 (10.352 min): VV023826.D\data.ms (-2884) (- m/z 91.10 100.00%
91.1
120.1 — AV
39.0 65‘.0 | 1371 10.00 10.50
0 “““““‘uh“h“‘”"N“‘H“‘ T m/z 120.10 24.26%
m/z--> 20 40 60 80 100 120 140
Abundance #10702: Benzene, propyl-
91.0
5000 “ =
10.00 10.50
120.0 m/z 92.10  10.73%
30.0 65.0
O\\\‘\‘\\\“‘\\“\\“\‘\\\“‘\\!\‘\‘\\\“\\\\’\\
m/z--> 20 40 60 80 100 120 140
Abundance
91.0
— T
10.00 10.50
5000 m/z 65.05 10.64%
65.0 120.0
39.0
0 15.0
T A B e e R S
m/z--> 20 40 60 80 100 120 140
Abundance #10699: Benzene, propyl- — .
91.0 10.00 10.50
m/z 78.10 6.33%
5000
120.0
65.0
X TN O I SRS W I 0 | S— VA1
m/z--> 20 40 60 80 100 120 140 10.00 10.50

SFAMVTR112321WMA.M Fri Dec 10 ©7:33:57 2021
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
: VV0e23826.D

: @7 Dec 2021 16:27

: SY/MD

. M4879-04

: 25.0mL/MSVOA_V/WATER

: 18 Sample Multiplier: 1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M

: TRACE VOA SFAM1.0

: 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-ethyl-2-methyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.448 83.46 ug/L 12166500 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-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 2926 (10.448 min): VV023826.D\data.ms (-2911) (| m/z 105.10 100.00%
105.1
5000 /\jk /\
s
77.0 10.50
39.0 121.1 :
Ob o B89 3B as0a 06 10 32.27%
m/z--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 \/\\M\ \/\\
10.50
m/z 91.10 12.99%
39.0 77.0
| . | | 121.0
O\\\‘\‘\\\“\\“i‘\“‘\‘\\\“‘\\1\“1‘\\‘\“‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance
105.0
10.50
5000 m/z 77.05 12.18%
77.0
oL, 180 390 590 121.0
T T
m/iz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 10.50
m/z 106.10 9.12%
5000
77.0
0 15.0 | 39\.0 .59.0 L | Ll :!"2‘\10 M A
B e e T e A
m/z--> 20 40 60 80 100 120 140 10.50

SFAMVTR112321WMA.M Fri Dec 10 ©7:33:57 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.738 55.05 ug/L 8025710 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 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3016 (10.738 min): VV023826.D\data.ms (-3004) (- m/z 105.05 100.00%
105.1
5000 j\]\ ]\
A
77.0 10.50 11.00
51.0 121.1 : :
Y eI A - m/z 120.10  30.98%
m/z--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\‘M‘ A T
10.50 11.00
m/z 91.05 12.24%
77.0
o150 390 s90 U | 1210
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
105.0
10.50 11.00
5000 m/z 77.05 11.86%
39.0 77.0
0 59.0 121.0
T e e
m/iz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 10.50 11.00
m/z 79.10 8.98%
5000
79.0
O .. O N
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27

Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
: TRACE VOA SFAM1.0

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

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

Peak Number 13 Benzene, (2-methylpropyl)- Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
11.056 2.47 ug/L 360175 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 93
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 90
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 87
4 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 87
5 Benzene, n-butyl- 134 C1oH14 000104-51-8 80

Abundance Scan 3115 (11.056 min): VV023826.D\data.ms (-3103) (- m/z 91.05 100.00%
91.0
5000
134.1
39.0 65‘ 1 111.0 11.00
0br et m/z 92,18 53.75%
miz--> 20 40 60 80 100 120 140
Abundance #17041: Benzene, (2-methylpropyl)-
91.0
5000
1100
65.0 134.0 m/z 134.05 29.70%
39.0 ‘
O\]-\5\0‘\\\\“H\\‘\\“\\\\‘\\‘\‘\‘\\]_?_?.(‘)\\\‘\‘\\
miz--> 20 40 60 80 100 120 140
Abundance
91.0
— A A
11.00
5000 m/z 65.10 11.86%
134.0
43.0 65.0
0 27.0 115.0
L o o I e
m/iz--> 20 40 60 80 100 120 140 i f\
Abundance #17043: Benzene, (2-methylpropyl)- e A
91.0 11.00
m/z 111.00 7.82%
5000
43.0 650 134.0
270 || 115.0
oHwwm“‘”H‘Hm_m_Hu_mw ~
miz--> 20 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27

Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 14 Oxirane, 2-methyl-2-phenyl- Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
11.088 3.84 ug/L 560055 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 83
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 80
3 Oxirane, 2-methyl-2-phenyl- 134 C9H1e0 002085-88-3 80
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 72
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 72

Abundance Scan 3125 (11.088 min): VV023826.D\data.ms (-3119) (- m/z 105.10 100.00%
105.1
5000
77.0 134.1 11.00
0 P RN | Y 1941 "'m/z 134.05 13.25
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . . (]
miz--> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 e
11.00
134.0 m/z 77.85 11.15%
77.0
0 27.0 | 5]\_0 I ‘\‘ ‘ H I .
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
miz-> 20 40 60 80 100 120 140
Abundance
105.0
1
11.00
5000 m/z 106.10 8.96%
134.0
270 510 70
] R NN
m/iz--> 20 40 60 80 100 120 140 /\
Abundance #17575: Oxirane, 2-methyl-2-phenyl- R e
105.0 11.00
m/z 79.10 8.83%
5000
77.0
N O N s L
m/z--> 20 40 60 80 100 120 140 11.00

SFAMVTR112321WMA.M Fri Dec 10 07:34:02 2021

Page: 18



Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: VV0e23826.D

: @7 Dec 2021 16:27

: SY/MD

. M4879-04

: 25.0mL/MSVOA_V/WATER

: 18 Sample Multiplier: 1

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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
Peak Number 16 Indane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.529 105.95 ug/L 15444700 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Indane 118 C9H10 000496-11-7 87
3 Indane 118 C9H1e0 000496-11-7 87
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 74
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 74

Abundance Scan 3262 (11.529 min): VV023826.D\data.ms (-3249) (- m/z 117.05 100.00%
117.1
5000 j\qx
A
631 ot L” 1150 |
39.0 .
) RN O R L el 13411521y 118,05 56.32%
miz--> 20 60 80 100 120 140
Abundance #10179: Indane
117.0
5000 e :
11.50
m/z 115.05 33.26%
39.0 550 91.0 /
0\43\.\0‘\“\\\“‘\\“i\““\‘\\\“‘\\“\\“\\\ IS B
miz-> 20 60 80 100 120 140
Abundance
117.0
11.50
5000 m/z 91.10 16.78%
91.0
o 15.0 39.0 63.0
T T T e e
miz--> 20 40 60 80 100 120 140
Abundance #10178: Indane
117.0 11.50
m/z 63.10 8.36%
5000
o"H‘mH‘_uhu“hhmw‘wm e
m/z--> 20 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27

Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 Benzene, 1,2-diethyl- Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
11.744 5.65 ug/L 823228 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 91
2 Ethanone, 1-(3-methylphenyl)- 134 C9H100 000585-74-0 87
3 Benzofuran, 2,3-dihydro-2-methyl- 134 C9H1e0 001746-11-8 87
4 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 81
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 81

Abundance Scan 3329 (11.744 min): VV023826.D\data.ms (-3319) (| m/z 105.10 100.00%
105.1
5000 134.0
77.0
‘ H 11.50 12.00
| “,u ‘ \u“‘U‘ ‘ ‘”‘ el M b sz 119005 87.62%
m/z--> 20 40 100 120 140
Abundance #17026.Benzene,12—meﬂwL
105.0
5000 134.0 ‘ M T
11.50 12.00
39.0 77.0 m/z 134.00 51.51%
O \J-\S\O‘\‘\ T \"‘\ \“\5‘7‘0\‘\ T \““ T \‘“\ “‘\‘\ \“‘ T \‘\ ‘ T T
miz--> 20 40 80 100 120 140
Abundance
119.0
91.0
— —
11.50 12.00
5000 m/z 91.10 34.79%
65.0
43.0
15.0 135.0
e 1 RN i
m/iz--> 20 80 100 120 140
Abundance #17618: Benzofuran, 2,3-dihydro-2-methyl-
134.0 11.50 12.00
m/z 115.05 32.96%
5000 91.0
115.0
0 ““2‘7‘9“, - ﬁ"u N/ -l “M il
miz--> 20 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Benzene, 1-methyl-4-propyl- Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
11.818 4.53 ug/L 660546 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 95
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 94
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 91
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
Abundance Scan 3352 (11.818 min): VV023826.D\data.ms (-3342) (- m/z 105.10 100.00%
105.1
5000
134.1
77.0 11.50 12.00
| 51\“0 Ll ‘\‘ ‘\ M I I 152.0 9
04—ttt e e m/z 134.05 24.11%
miz--> 20 40 60 80 100 120 140 160
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 N\ VAR
11.50 12.00
134.0 m/z 77.85 11.06%
77.0
0 27.0 | 5]\_0 I M ‘ ‘\‘ I .
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance
105.0
11.50 12.00
5000 m/z 106.05 9.53%
134.0
77.0
oL150 390 57,0
T e T e T
m/z--> 20 40 60 80 100 120 140 160
Abundance #17039: Benzene, (1-methylpropyl)-
105.0 11.50 12.00
m/z 91.05 8.29%
5000
10 134.0
0 27.0 5]\“0 H ‘ | ‘
B A B e
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 19 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.911 19.80 ug/L 2886440 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, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1leH14 001758-88-9 96
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3381 (11.911 min): VV023826.D\data.ms (-3371) (- m/z 119.10 100.00%
119.1
5000 /\j\ J
911 T
0 391,650 | | | | 1361 w7z 13405 32.38
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . . 0
miz-> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 /\\/\ T T T
12.00
m/z 91.10 17.36%
39.0 91.0 J
15.0 65.0
O\\\‘\ ‘ \‘\\\‘\\‘\‘\ “\‘\\\“ T \‘\ T ‘ “\\‘\‘l T \l\‘\G‘O\\\\
miz-> 20 40 60 80 100 120 140
Abundance
119.0
12.00
5000 m/z 105.10 13.65%
91.0
150 390 650
0L 2l e e
m/iz--> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0 1200
m/z 120.1 9.97%
5000
91.0
650
S Al
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\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 20 Benzene, 1-methyl-3-(1-meth... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.940  11.21 ug/L 1634550 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
4 p-Cymene 134 C10H14 000099-87-6 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 91
Abundance Scan 3390 (11.940 min): VV023826.D\data.ms (-3387) (- m/z 119.10 100.00%
119.1
5000 j\j\
i —
91.1
12.00
39.1 65.0 4
] Sl S P i sl 13611543 0 134 05 24.39%
miz--> 20 40 60 80 100 120 140 160
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 ]\\/\ T T T
12.00
91.0 m/z 91.10 13.05%
0 \1\5\.0‘\ T \\4‘:‘%.\0\ i \“Gﬁlwow \“‘ T \‘i‘\ ‘W\ i l T \l\ ‘\6.‘0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance
119.0
12.00
5000 m/z 120.10 10.22%
390 91.0
o L, 520 136.0
e B o
miz--> 20 40 60 80 100 120 140 160 M
Abundance #17060: Benzene, 1,2,3,5-tetramethyl- = T
119.0 12.00
m/z 117.10 7.23%
5000
91.0
o150 390 650 1 | 1360
R e B e~
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27

Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 21 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.017 80.56 ug/L 11744600 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 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3414 (12.017 min): VV023826.D\data.ms (-3401) (- m/z 119.10 100.00%
119.1
91.1 ‘ ifod
39.0 65.0 135.1 :
ol ettt Ll U PERAISEO0 s 134,05 29.97%
miz--> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 N\ RS :
12.00
91.0 m/z 91.10 17.22%
65.0
0 \1\5\.(‘) i \3\9‘“(\) \“1‘\ “1‘\ T \‘H’ T “h\“\ \“\u T 13‘5’0 T
miz-> 20 40 60 80 100 120 140
Abundance
119.0
12.00
5000 m/z 120.10 10.27%
91.0
150 390  65.0 135.0
T B e B e
miz--> 200 40 60 80 100 120 140 M
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- ; —
119.0 12.00
m/z 105.10 9.18%
5000
91.0
oiso ®O %50 | awo
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\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 22 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.117 62.11 ug/L 9054750 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 91
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 90
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 87

Abundance Scan 3445 (12.117 min): VV023826.D\data.ms (-3434) (-
11v.1

m/z 117.10 100.00%

5000 /\JL
12 00 12 50
39 1 63.0 1 L.O
Ol et AL SEPS1499 7 195 10 32.88%
m/z--> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000
12.00 12.50
91.0 m/z 132.05 28.68%
O L ‘2\7\0\\" \5\1‘-‘\0\“\‘ \7\4..\& T \‘\ T ‘H\‘\ T H‘ \]-}3‘\\‘?’\.0‘ L
m/z--> 20 40 60 80 100 120 140
Abundance
117.0
—f— =
12.00 12.50
5000 ITI z 91.10 13.47%
91.0
0 270 210 240 133.0
T B e E e e
m/iz--> 20 40 60 80 100 120 140
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
117.0 12.00 12.50
m/z 118.05 9.98%
5000
390 650 \
om_m,‘mH‘um‘_m_HH_l;Su:?w A
m/z--> 20 40 60 80 100 120 140 12 00 12 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 23 Benzene, 1-methyl-4-(1-meth... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.304 5.02 ug/L 732189 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 92
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 83
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 64
4 Benzene, 1l-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 64
5 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 58
Abundance Scan 3503 (12.303 min): VV023826.D\data.ms (-3495) (- m/z 131.05 100.00%
131.1
5000
911 1154
510 60 ‘ | ‘ | 14‘6'1 12.00 1250
O 20 Ll L L gz 119,10 48.09%
m/z--> 20 40 60 80 100 120 140
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000 [ ARWIS
12.00 12.50
91.0 m/z 91.10  27.12%
510 115.0 146.0
27.0 :
0\’\‘\ T \“ T \‘\‘\ “}‘\7\5\.‘()‘\\\\“\ T \H ‘ \‘H‘! T ‘ T T T
miz--> 20 40 60 80 100 120 140
Abundance
131.0
— s
146.0 12.00 12.50
5000 91.0 m/z 115.1@  19.72%
115.0
39.0 65.0
) TS T L M
m/iz--> 20 40 60 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0 12.00 12.50
m/z 146.05 15.61%
146.0
5000
o 91.0 115.0
ST I
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 24 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.413  46.51 ug/L 6779420 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95

Abundance Scan 3537 (12.413 min): VV023826.D\data.ms (-3518) (- m/z 119.05 100.00%

119.1
5000
91.0
12.50
39.0 65.1
) S N ‘ ol L1480 2071 0 134,00 47.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
12.50
10 m/z 91.05 16.72%
15.0 39.0 5.0 ‘
O \\‘\"\‘\\\“‘\\“\‘\“\‘\\\‘H‘\\\\‘m\\m"‘\\\“\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
e
12.50
5000 ITI/Z 120.05 10.01%
91.0
15.0 41.0 65.0
(O A a wa a Ea
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 12.50

m/z 133.05 9.53%

5000

¥ 65.0
150, 0 4ol | ‘ o AW

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.467 37.26 ug/L 5431220 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
Abundance Scan 3554 (12.467 min): VV023826.D\data.ms (-3546) (- m/z 119.10 100.00%
119.1
5000
91.1
12.50
39.1 65.0
) S Pt L el K01 1601 s 134 05 45.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
12.50
m/z 91.10 16.12%
39.0 65.0 91.0
0 \1\5‘\.?\‘\ T \“‘\ \“\‘\ “\‘.\ T \‘H‘ T \‘\ T ‘h\‘\ \‘\“‘, T \l\ ‘\6‘0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance
119.0
—rs
12.50
5000 m/z 120.10 9.92%
91.0
0150 390 650 136.0
T o
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 12.50
m/z 133.05 8.92%
5000
: 65.0
oo 0 0 L weo o Ay T
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\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27

Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
: TRACE VOA SFAM1.0

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

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

Peak Number 26 Benzene, 1-methyl-4-(1-meth... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.551  11.49 ug/L 1674840  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 60

2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 50
3 o-Cymene 134 C10H14 000527-84-4 50
4 4'-Methylpropiophenone 148 C10H120 005337-93-9 46
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 46

Abundance Scan 3580 (12.551 min): VV023826.D\data.ms (-3569) (- m/z 119.10 100.00%
119.1
5000
911 148.2
0 \
P W D
0ol b b Ll L m/z 131,05 39.13%
m/z--> 20 40 60 80 100 120 140
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 M - :
12.50
910 148.0 m/z 91.10 31.00%
410 650 L ‘
O\\\\‘\‘\\\“‘\\‘\\“\‘\\\"\\\\“i\\‘\“‘\\\‘\‘\\\\‘
m/z--> 20 60 80 100 120 140
Abundance
119.0
T \
12.50
5000 ITI/Z 148.15 27.38%
91.0
. 65.0
0 15.0 89.0 136.0
L A e R
m/z--> 20 40 60 80 100 120 140 /\/&k
Abundance #16996: 0-Cymene
119.0 12.50
m/z 105.05 15.60%
5000
91.0
150 390 450 |
Ol e bl el 1360 RAVA
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\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27

Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 27 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
12.685  8.66 ug/L 1262700 1,4-Dichlorobenzene-d4  11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-l-butenyl)- 146 C11H14 656253-64-6 94
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 94

3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14

004175-53-5 91
017059-48-2 91

5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91
Abundance Scan 3622 (12.686 min): VV023826.D\data.ms (-3603) (- m/z 131.05 100.00%
131.1
5000
91.1 1151 llLﬁXﬁﬁ%J@\ﬁﬁf¥ﬂrﬂ
390 63.1 ‘\H I 14‘7.0 12.50 13.00
O Al m/z 146.05 27.93%
miz--> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0
12.50 13.00
1150 m/z 91.18 21.79%
39.0 65.0 h‘ ‘ 147.0
O\‘\‘\‘\\“‘\\‘\‘\‘\u\\‘\\\\ “\\\‘\‘\‘\\‘\H\\\‘\\\
miz--> 20 40 60 80 120 140 160
Abundance
131.0
— —
12.50 13.00
5000 m/z 115.10 19.93%
910 1150
0 51.0 75.0 147.0
T e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0 12.50 13.00
m/z 129.00 10.61%
5000
91.0
115.0
39.0 64.0 ‘ ‘ ‘ 147.0
0“‘\"M“W“W“Jq““““LH‘JM"1H“““
m/z--> 20 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\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Benzene, 2-butenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.725 43.16 ug/L 6291540 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 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 91
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
Abundance Scan 3634 (12.725 min): VV023826.D\data.ms (-3626) (- m/z 117.10 100.00%
117.1
5000
511 4, 91.1 M 12.50 13.00
Obr e 740 Lyl 1481 13005 39.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 — -
12.50 13.00
o 810 m/z 115.10  26.60%
0 270 | T 740 1Ly -0
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance
117.0
12.50 13.00
5000 m/z 131.05 16.85%
39.0 65.0 91.0
0 134.0
e e R
m/z--> 20 40 60 80 100 120 140 160
Abundance #16161: 1H-Indene, 2,3-dihydro-2-methyl- A = o
117.0 12.50 13.00
m/z 91.10 12.77%
5000
91.0
39.0 650
SR RS YWY SN | .1 ALV vvaLVIN
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\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27

Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 29 Benzene, (2-methyl-2-propen... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.886 99.29 ug/L 14474100 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 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 87
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 87
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 83
Abundance Scan 3684 (12.885 min): VV023826.D\data.ms (-3663) (- m/z 117.05 100.00%
117.1
5000
91.1 o T
51.1 ‘ M 12.50 13.00
b bl Mgl 18T 207.00 /7 132,05 36.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 — A
12.50 13.00
o 910 m/z 119.10  30.86%
0\\\‘2\7\.(\)\“\\“\.\‘w\\\“‘\\“\\‘H\‘\\H‘\“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
12.50 13.00
91.0 .
5000 m/z 115.05 29.87%
390 650
015.0
A o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- — —
117.0 12.50 13.00
m/z 131.00 18.72%
5000
91.0
51.0 ‘
0“‘fﬁgﬂ‘JW‘MHJHHW‘NMHM‘%N“H“H“M“W“H
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

SFAMVTR112321WMA.M Fri Dec 10 07:34:10 2021

Page: 32



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 1H-Indene, 1-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.947  12.51 ug/L 1824300 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 83
2 Benzene, 1-butynyl- 130 Cl1eH1e 000622-76-4 83
3 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0OH10 015677-15-3 83
4 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0H10 015677-15-3 83
5 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 83
Abundance Scan 3703 (12.947 min): VV023826.D\data.ms (-3693) (- m/z 130.05 100.00%
105.1 130.1
5000
63.1 13.00
39.1 ’ 87 :
oo e b b BTQ L Ll 1471, qes.10 8s.e7%
miz--> 20 40 60 80 100 120 140 160
Abundance #15031: 1H-Indene, 1-methyl-
130.0
5000 T
13.00
51.0 m/z 115.1@ 87.56%
210 | 77.0  102.0
0 \\\‘\‘\.\\“‘\\‘1\“!‘\\H}“‘\‘\‘\\“‘\\\1‘\‘ ‘\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance
115.0
13.00
5000 m/z 129.00 84.82%
63.0
oL1s0 390 89.0 132.0
s B e AR
m/z--> 20 40 60 80 100 120 140 160
Abundance  #15060: Cycloprop[alindene, 1,1a,6,6a-tetrahydro- —5
129.0 13.00
m/z 131.05 50.78%
5000
64.0
102.0
b0 fougsa T
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\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 31 Benzene, (1,1-dimethylpropyl)- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
12.998 8.59 ug/L 1251720 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 91
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 86
3 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 78
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 72
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 72

Abundance Scan 3719 (12.998 min): VV023826.D\data.ms (-3712) (- m/z 119.10 100.00%
119.1
5000
148.1
91.1 13.00
39.1 65.0
0““""‘Wu‘u"uu“M“L“NM‘Mw“““‘u‘ m/z 148.05 21.75%
miz-> 20 40 60 80 100 120 140
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000
13.00
910 148.0 m/z 91.10 12.21%
41.0 65.0 ‘ ‘
O\\\\‘\‘\\\“‘\\‘\\“\‘\\\“\\\\“i\\‘\“‘\\\‘\‘\\\\‘
miz-> 20 40 60 80 100 120 140
Abundance
119.0
91.0 P
13.00
5000 m/z 120.10 10.66%
41.0 148.0
ol 15.0 65.0
e e e
miz--> 20 40 60 80 100 120 140
Abundance #26378: Benzene, (1,1-dimethylpropyl)- A
119.0 13.00
m/z 77.10 6.25%
5000 91.0
41.0 148.0
P 00 NP R NI O i,
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 32 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.049 10.14 ug/L 1478830 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 90
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 90
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 55
Abundance Scan 3735 (13.049 min): VV023826.D\data.ms (-3727) (- m/z 104.10 100.00%
104.1
5000 132.1 7
51.1 78.0 13.00
S T T - S i ey e PP
m/z--> 20 40 60 80 100 120 140 160
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000
13.00
m/z 132.05 50.65%
27.0 | 51‘-0 78.0 L
0 \‘\ T \“1 T \“‘\ \H‘\““H\ \H{H“ - ‘M\ \h T \‘1‘\‘\ B I
miz--> 20 40 60 80 100 120 140 160
Abundance
104.0
132.0 13.00
5000 m/z 130.05 40.69%
39.0 650
o
m/z--> 20 40 60 80 100 120 140 160
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro- P ‘
104.0 13.00
m/z 91.10 38.40%
132.0
5000
270 5P MOl L
o e e e e ——
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\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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, (1,2-dimethyl-1-pr... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
13.165 5.21 ug/L 759330 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 95
2 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 92
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
Abundance Scan 3771 (13.165 min): VV023826.D\data.ms (-3762) (- m/z 131.05 100.00%
131.1
5000
9o 13.00 13.50
51.0 71. 4 : :
0 "w‘Hm‘mhuu:mq“,‘u‘ww%“l‘ Ll 1492 1721 g 146,05 39.84%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0
13.00 13.50
m/z 133.00 35.60%

370 65.0 ‘ ‘
0 H\‘\H\N\\“1‘\“1“\\1“,\H\“‘1‘\\!“\LM\‘\M\H‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance

131.0

13.00 13.50
5000 91.0 m/z 115.05 22.09%
39.0
65.0
15.0
O b el o
m/z--> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0 13.00 13.50

m/z 91.05 17.76%

5000 91.0

3

65.0
0 “%%?‘JW‘H [ &}%Q‘W\ \

‘ e
m/z--> 200 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 34 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.217 16.15 ug/L 2354020 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
4 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
Abundance Scan 3787 (13.217 min): VV023826.D\data.ms (-3778) (- m/z 131.05 100.00%
131.1
5000
910 13.00 1350J
51.1 ' : :
oWHu‘mu‘wmJ_u‘wm‘h‘M‘ml‘ﬁz‘:?wwwwww?‘??-‘( m/z 146.05  25.46%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0
13.00 13.50
m/z 115.05 16.95%

o

53.0 ¥
W”“ﬂ“w‘NM$W”MNH”WAM\M‘W‘”W‘”‘W”‘W‘”W‘”\”‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
131.0

13.00 13.50
5000 m/z 129.05 14 .59%
39.0 91.0
o YHS A VRPN ISPV | A
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- P T
131.0 13.00 13.50

m/z 128.05 11.69%

5000
91.0
2 )

m/z--> 20 40 60 80 100120140160 180200 220 240 260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 35 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.271  24.82 ug/L 3618710 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 89
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 87
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 64
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
5 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 55

Abundance Scan 3804 (13.271 min): VV023826.D\data.ms (-3795) (- m/z 133.05 100.00%

1338.1
5000
91.1 1151

4
39.1 65.0 ‘ 13.00 13.50
o H P P Y ' 1602 sz 131,05  94.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 L—— ™ TVA/
13.00 13.50

m/z 146.05 33.61%
[ P

39.0 91.0
o 880 T 130 | 1490
LB L L LN SR N IR IR N
m/z--> 20 40 60 80 100 120 140 160
Abundance
131.0

91.0 13.00 13.50
5000 ’ m/z 148.15  28.59%
51.0
27.0
0 70.0 113.0
A L e L
m/z--> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0 13.00 13.50

m/z 115.10  27.56%

5000 91.0
65.0 J
0 \‘39\\0 | L i \\11 Hp \‘H il
L L

m/z--> 200 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 36 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
13.336 3.93 ug/L 572670 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
4 Benzene, 1l-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 87
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 87
Abundance Scan 3824 (13.336 min): VV023826.D\data.ms (-3819) (- m/z 131.05 100.00%
131.1
o1 Tl
39.1 64.2 ' :
Ot 82 L3130 1821 s 146,05 19.90%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000
13.00 13.50
m/z 132.05 10.77%
390 g4 910
O L ‘ \‘\ T \“ T \“\‘\ ‘W.\‘\ \“ T \‘\ T ‘ \1\1\31.0‘\‘“‘! T ‘1\ \9\-0\‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance
131.0
- —
13.00 13.50
5000 m/z 129.05 9.80%
91.0
39.0
o 15.0 64.0 3.0
B I L e B R o
m/z--> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- o o
131.0 13.00 13.50
m/z 91.10 9.76%
5000
91.0
51.0 ‘
0‘““H“"Jm‘w“hw‘w“wwhu‘%l‘ww““w‘ R ]
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : @7 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 39 Azulene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.500  31.65 ug/L 4614500 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Azulene 128 C10H8 000275-51-4 94
4 Azulene 128 C10H8 000275-51-4 91
5 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 91

Abundance Scan 3875 (13.500 min): VV023826.D\data.ms (-3857) (- m/z 128.00 100.00%
128.0

5000

-

—
511 740 1021 13.50

O il Ml 1622 157 65 13.15%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13686: Naphthalene
128.0
5000

13.50
m/z 129.05 11.21%

51.0 750 102.0 \M
0 [T T — T - B B
m/z--> 20 40 60 80 100 120 140 160 180

N

Abundance
128.0
L
13.50
5000 ITI/Z 102.05 9.06%
51.0 102.0
. 28.0 74.0
L B o B B e B O A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13678: Azulene
128.0 13.50
m/z 126.05 7.53%
5000
102.0
0 28.0 . 5%.0 I 7‘1'0 .
L L L e I IR E ——
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023826.D

Acqg On : 07 Dec 2021 16:27
Operator : SY/MD

Sample : M4879-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 1.635 1.5 ug/L 485512 1 5.619 1573820 5.0
(DEL) Alkane: S... 1.806 1.6 ug/L 516426 1 5.619 1573820 5.0
(DEL) Alkane: S... 2.532 1.6 ug/L 500769 1 5.619 1573820 5.0
(DEL) Alkane: S 3.043 1.3 ug/L 396539 1 5.619 1573820 5.0
(DEL) Alkane: C 3.764 2.6 ug/L 817615 1 5.619 1573820 5.0
(DEL) Alkane: S... 5.317 1.2 ug/L 369540 1 5.619 1573820 5.0
Cyclohexene, 4-... 6.571 1.3 ug/L 405054 1 5.619 1573820 5.0
2,4-Hexadiene, 7.165 1.3 wug/L 399587 1 5.619 1573820 5.0
1,3-Dimethyl-1-... 7.841 7.8 ug/L 591020 2 8.853 3777106 5.0
Benzene, propyl- 10.352 35.7 ug/L 5204200 3 11.249 728892 5.0
Benzene, 1l-ethy... 10.448 83.5 wug/L 12166500 3 11.249 728892 5.0
Benzene, 1l-ethy... 10.738 55.0 wug/L 8025710 3 11.249 728892 5.0
Benzene, (2-met... 11.056 2.5 ug/L 360175 3 11.249 728892 5.0
Oxirane, 2-meth... 11.088 3.8 ug/L 560055 3 11.249 728892 5.0
Indane 11.529 106.0 ug/L 15444700 3 11.249 728892 5.0
Benzene, 1,2-di... 11.744 5.7 ug/L 823228 3 11.249 728892 5.0
Benzene, 1-meth... 11.818 4.5 ug/L 660546 3 11.249 728892 5.0
Benzene, 2-ethy... 11.911 19.8 wug/L 2886440 3 11.249 728892 5.0
Benzene, 1-meth... 11.940 11.2 ug/L 1634550 3 11.249 728892 5.0
Benzene, 2-ethy... 12.017 80.6 ug/L 11744600 3 11.249 728892 5.0
Benzene, 1l-ethe... 12.117 62.1 ug/L 9054750 3 11.249 728892 5.0
Benzene, 1-meth... 12.304 5.0 ug/L 732189 3 11.249 728892 5.0
Benzene, 1,2,3,... 12.413 46.5 ug/L 6779420 3 11.249 728892 5.0
Benzene, 1,2,3,... 12.467 37.3 ug/L 5431220 3 11.249 728892 5.0
Benzene, 1-meth... 12.551 11.5 ug/L 1674840 3 11.249 728892 5.0
1H-Indene, 2,3-... 12.686 8.7 wug/L 12627060 3 11.249 728892 5.0
Benzene, 2-bute... 12.725 43.2 ug/L 6291540 3 11.249 728892 5.0
Benzene, (2-met... 12.886 99.3 ug/L 14474100 3 11.249 728892 5.0
1H-Indene, 1-me... 12.947 12.5 wug/L 1824300 3 11.249 728892 5.0
Benzene, (1,1-d... 12.998 8.6 ug/L 1251720 3 11.249 728892 5.0
Naphthalene, 1,... 13.049 10.1 ug/L 1478830 3 11.249 728892 5.0
Benzene, (1,2-d... 13.165 5.2 wug/L 759330 3 11.249 728892 5.0
1H-Indene, 2,3-... 13.217 16.1 wug/L 2354020 3 11.249 728892 5.0
1H-Indene, 2,3-... 13.271 24.8 wug/L 3618710 3 11.249 728892 5.0
1H-Indene, 2,3-... 13.336 3.9 ug/L 572670 3 11.249 728892 5.0
Azulene 13.500 31.6 ug/L 4614500 3 11.249 728892 5.0
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