LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 16 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@23824.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.635 175 185 206 rVB 2064115 2539437 14.14% 2.727%
2 1.809 230 239 260 rVB 1818416 2336276 13.01% 2.509%
3  2.134 323 340 356 rVB2 184884 462900 2.58% 0.497%
4 2.439 420 435 445 rBV3 174608 391988 2.18% 0.421%
5 2.532 445 464 473 rVW 1005967 2493360 13.88% 2.678%
6 2.581 474 479 505 rVB4 310228 667770 3.72% 0.717%
7 2.764 518 536 564 rBV 890082 1762919 9.82% 1.893%
8 2.950 576 594 609 rBV 360513 756686 4.21% 0.813%
9 3.044 609 623 644 rVB 751830 1472307 8.20% 1.581%
10 3.224 668 679 687 rVW 160172 324803 1.81% 0.349%
11  3.275 687 695 710 rVB 205496 423822  2.36% 0.455%
12 3.368 710 724 735 rBV3 127071 282213 1.57% 0.303%
13 3.449 736 749 762 rBV5 116467 307410 1.71% 0.330%
14 3.767 830 848 865 rBV 1317073 3283238 18.28% 3.526%
15 3.912 880 893 929 rVB2 471443 1233743 6.87% 1.325%
16 4.269 984 1004 1018 rBVv4 68333 191842 1.07% 0.206%
17 4.352 1018 1030 1035 rBV 87468 181473 1.01% 0.195%
18 4.407 1037 1047 1060 rVB 226981 534399 2.98% 0.574%
19 4.593 1080 1105 1116 rBV5 70332 267279 1.49% 0.287%
20 4.680 1116 1132 1147 rBV2 1129768 2804541 15.62% 3.012%
21  4.912 1187 1204 1231 rBV3 115877 402609 2.24%  0.432%
22 5.050 1231 1247 1258 rBV2 171506 422896 2.35% 0.454%
23 5.317 1319 1330 1344 rVB4 303531 669978 3.73% 0.720%
24 5.490 1370 1384 1395 rBV2 100775 208088 1.16% 0.223%
25 5.619 1413 1424 1429 rBV 194047 352343 1.96% 0.378%
26 5.661 1431 1437 1464 rVB4 270922 707454 3.94% 0.760%
27 5.928 1505 1520 1551 rVB3 688815 1687387 9.40% 1.812%
28 6.072 1552 1565 1570 rBV2 100246 186459 1.04% 0.200%
29 6.130 1572 1583 1601 rVB3 501072 1113722 6.20% 1.196%
30 6.571 1699 1720 1733 rBV5 148920 481239 2.68% 0.517%
31 6.805 1782 1793 1803 rBV 183718 317050 1.77% 0.341%
32 7.169 1888 1906 1921 rVB2 213119 446231 2.48% 0.479%
33 7.317 1921 1952 1964 rBV2 237077 605672 3.37% 0.651%
34 7.387 1964 1974 1987 rVV 538325 884460 4.93% 0.950%
35 7.844 2107 2116 2140 rVB2 133764 253193 1.41% 0.272%

36 7.979 2140 2158 2183 rBV 10889558 17957777 100.00% 19.287%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 16 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 8.088 2183 2192 2202 rBV 218913 354128 1.97% ©.380%
38 8.854 2421 2430 2440 rBV 266494 406400 2.26% 0.436%
39 9.011 2468 2479 2500 rVB 2815518 4301503 23.95% 4.620%
40 9.140 2505 2519 2548 rVB 4113132 6592548 36.71% 7.081%
41  9.542 2633 2644 2674 rVB 946030 1485305 8.27% 1.595%
42 9.931 2753 2765 2782 rBV 244669 384657 2.14% 0.413%
43 10.352 2885 2896 2912 rVB 681979 1027302 5.72% 1.103%
44 10.448 2913 2926 2929 rBV 1078557 1552819 8.65% 1.668%
45 10.538 2945 2954 2967 rVB 638158 918932 5.12% ©.987%
46 10.738 3003 3016 3040 rVB 1049940 1692782 9.43% 1.818%
47 10.915 3058 3071 3086 rBV 5345273 7855940 43.75%  8.438%
48 11.249 3165 3175 3190 rVB 362840 572632 3.19% 0.615%
49 11.336 3190 3202 3214 rBV 477782 712949 3.97% 0.766%
50 11.525 3248 3261 3272 rBV 1672385 2812779 15.66% 3.021%
51 11.571 3272 3275 3283 rVV 243390 326169 1.82% 0.350%
52 11.628 3283 3293 3313 rVV6 517156 1112653 6.20% 1.195%
53 11.911 3370 3381 3386 rBV 426202 645981 3.60% 0.694%
54 11.940 3387 3390 3401 rVB 252988 296270 1.65% 0.318%
55 12.014 3401 3413 3420 rBV 824895 1255191 6.99% 1.348%
56 12.114 3433 3444 3465 rBV 919329 1466422 8.17% 1.575%
57 12.413 3521 3537 3545 rVW 573043 858686 4.78% 0.922%
58 12.464 3545 3553 3571 rVB 682527 1008461 5.62% 1.083%
59 12.725 3625 3634 3650 rVB 668891 1011722 5.63% 1.087%
60 12.882 3663 3683 3694 rBV2 1267744 2057262 11.46% @ 2.210%
61 12.947 3695 3703 3713 rVB4 131723 227285 1.27% 0.244%
62 13.050 3725 3735 3755 rVB4 199822 366546 2.04% 0.394%
63 13.214 3778 3786 3795 rVB 198334 297177 1.65% 0.319%
64 13.268 3795 3803 3810 rBV2 180623 270611 1.51% 0.291%
65 13.368 3828 3834 3841 rVB 143588 181998 1.01% 0.195%
66 13.500 3856 3875 3887 rBV 803371 1265288 7.05% 1.359%
67 14.631 4217 4227 4245 rVB 224442 372869 2.08% 0.400%

Sum of corrected areas: 93106231
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Abundance
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6000000

4000000
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o

LSC Report - Integrated Chromatogram

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

: VWVe23824.D

: 07 Dec 2021 15:42

: SY/MD

: M4879-05

: 25.0mL/MSVOA_V/WATER

: 16 Sample Multiplier: 1

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

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

TIC: VV023824.D\data.ms

1.633 gog

3.767
2.5322.764 3.044

2134 2434581 || 2-95ﬂ 322736849

4.680
5.92

Time-->

Abundance

1le+07

8000000

6000000

4000000

2000000

TIC: VV023824.D\data.ms
7.979

9.140

9.011

9.542

10.448
10.358).53
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11.525
121

Time-->
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8000000
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4000000
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12246412.725
i

7
7.16735ﬁi 7-84‘J .088 8.854
- New v/ SEENL <5 & &~ J‘k

7.00 7.50 8.00 8.50 9.00 9.50 10.00
TIC: VV023824.D\data.ms

6.805 9.931

12.882
13.500

14.631

st

11.00 11.50 12.00

Time-->

1 mwsamss%
T T ‘ T T T T T T T T ‘ T T ‘ T T T T T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 2
R.T. EstConc Area Relative to ISTD R.T.
1.635 36.04 ug/L 2539440  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 3-Buten-1-o0l 72 C4H80 000627-27-0 43
4 Pentane 72 C5H12 000109-66-0 28
5 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 16
Abundance Scan 185 (1.635 min): VV023824.D\data.ms (-175) (-) m/z 43.10 100.00%
43.1
57.1
5000 Jk
R Rmmm T
‘ 72.1 1.40 1.60 1.80 2.00
Obrerrererrrrerrrrprretlie il b 2999, m/z 41.10 94.01%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 L L L I L L I L B

29.0 1.40 1.60 1.80 2.00
m/z 42.05 86.17%

72.0
so | |17
0H\‘\H\‘H‘H‘\H\‘H\H \H‘\\H’\H\‘HH‘\H\’\H\‘HH‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #813: Butane, 2-methyl-
43.0
1.40 1.60 1.80 2.00
27.0 570
5000 : m/z 57.10 74.34%
o || WL 730
Ot e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #752: 3-Buten-1-ol SN Y G—
42.0 1.40 1.60 1.80 2.00
m/z 39.10 34.60%
5000
27. ‘ 90
57.0
PSSO 1 ol
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 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 : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.809 33.15 ug/L 2336280 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 90
3 Pentane 72 C5H12 000109-66-0 90
4 Pentane 72 C5H12 000109-66-0 90
5 Pentane 72 C5H12 000109-66-0 86
Abundance Scan 239 (1.809 min): VV023824.D\data.ms (-230) (-) m/z 43.10 100.00%
43.
5000
57.0
. ‘ 501 | 50 72‘-1 1.40 1.60 1.80 2.00 2.20
Obprrrrrrrrprrrere e s O i O b M/ 42,18 58.93%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000
1.40 1.60 1.80 2.00 2.20
. m/z 41.10 55.83%
27.0 57.0 720 /
ol 150 Wl se0, eso
‘\H\‘\\H‘\\H‘HH‘HH‘HH‘HH‘H \‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #810: Pentane
43.0
REaas A RAE S o
1.40 1.60 1.80 2.00 2.20
5000 m/z 39.05 21.38%
27.0
57.0 72.0
15.0 ‘ ‘
O Frrrrrprrrtrrrr e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #808: Pentane
43.0 1.40 1.60 1.80 2.00 2.20
m/z 57.05 16.99%
5000
27.0 57.0 72.0
0 15.0 H |lll, 50.0 “‘ 65.0 \
[ T T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 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 : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 28
R.T. EstConc Area Relative to ISTD R.T.
2.439 5.56 ug/L 391988 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 58
3 3-Buten-2-one, 3-methyl- 84 C5H80 000814-78-8 50
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 49
5 2-Butene 56 C4H8 000107-01-7 43
Abundance Scan 435 (2.439 min): VV023824.D\data.ms (-420) (-) m/z 41.10 100.00%
41.1
56.1
5000 69.1
84.1
2.20 2.40 2.60 2.80
bl 48RLL L myz 43,05 98.10%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1666: 1-Pentene, 2-methyl-
41.0 56.0
5000 27.0
890 .10 2.20 2.40 2.60 2.80
m/z 56.10 68.81%
15.0
0 \H‘\1‘\\‘\\H‘\\Hl\‘\\\“i‘} ‘\‘r\\‘\i\\\\‘\\‘\w\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1675: 1-Pentene, 2-methyl-
56.0
41.0
2.20 2.40 2.60 2.80
5000 m/z 39.10 48.69%
27.0 690 g40
15.0 ‘
o) Y ] 11 L ] OO PR R
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1614: 3-Buten-2-one, 3-methyl-

43.0 2.20 2.40 2.60 2.80
m/z 69.10 44.49%

5000
69.0 84.0

—

‘ 55.0

(R M- LR Fnas R SIS L .

m/z--> 10 20 30 4 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 : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 3
R.T. EstConc Area Relative to ISTD R.T.
2.532  35.38 ug/L 2493360 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 87
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 83
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 74
Abundance Scan 464 (2.532 min): VV023824.D\data.ms (-445) (-) m/z 43.10 100.00%
5000 71.1 f
57"1 86.1 2.20 2.40 2.60 2.80
0 H"H"‘m""‘WH‘1"u"m_m“mwmm m/z 42.10 51.91%
mlz--> 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 46.02%
O\\\‘\\\\‘]\-\5\-(\)‘\\\‘\“\\\\i\}\\‘\\H‘\‘\\\\l}\\\‘\S\Gll\o‘\\\
miz--> 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
5000 m/z 41.10 39.35%
27.0 71.0
o0 || | T | mo
O e e
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2047: Pentane, 2-methyl-
43.0 2.20 2.40 2.60 2.80
m/z 39.10 18.86%
5000 71.0
57.0
27.0
86.0
PSRN - S O . A
m/z--> 0 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 : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 5 (DEL) Alkane: Cyclic2.581 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
2.581 9.48 ug/L 667770  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 72
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 59
3 1-Pentene 70 C5H10 000109-67-1 50
4 1-Pentene 70 C5H10 000109-67-1 47
5 2-Pentene 70 C5H10 000109-68-2 35
Abundance Scan 479 (2.581 min): VV023824.D\data.ms (-474) (-) m/z 42.10 100.00%
42.1
55.1 69.1
5000
84.1
‘ 2.20 2.40 2.60 2.80 3.00

ol el sz 41,10 61.48%

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

Abundance #656: Cyclopropane, ethyl-
42.0
5000 55.0
27.0 20.0 2.20 2.40 2.60 2.80 3.00

15.0 ‘ m/z 69.10  58.20%

0\\\‘2?0\\\‘\}‘H‘HH‘\H‘W‘H\i‘\‘“\‘uH‘HH‘HH‘H

miz--> 0 10 20 30 40 50 60 70 80 90

Abundance #657: Cyclopropane, ethyl-

42.0
e ARAAREE
55.0 2.20 2.40 2.60 2.80 3.00
5000 m/z 55.10 57.51%
27.0 70.0
15.0 ‘
o 1 PP N RSN
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0 2.20 2.40 2.60 2.80 3.00
m/z 70.10 53.89%
55.0
5000 70.0
29.0
0l 220 R EEALSEEL vy
m/z--> 0 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 5
R.T. EstConc Area Relative to ISTD R.T.
2.764  25.02 ug/L 1762920 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
Abundance Scan 536 (2.764 min): VV023824.D\data.ms (-518) (-) m/z 57.10 100.00%
57.1
41.1
5000
2.40 2.60 2.80 3.00
L 7 se1 g ;
o e e e e m/z 56.10 86.11%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2049: Pentane, 3-methyl-
57.0
29.0 41.0
5000
2.40 2.60 2.80 3.00
m/z 41.10 60.08%
15.0 \ J, 720 860
0 \\\‘.\\\\‘\\\\‘\\}\‘\\\\i\\\\‘\‘\\}‘\\\\‘\\\\‘\\}\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2043: Pentane, 3-methyl-
57.0
410 2.40 2.60 2.80 3.00
’ m/z 43.05 22.25%
5000 9.0 /
L aso ||| 70 s
e e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2050: Pentane, 3-methyl-
57.0 2.40 2.60 2.80 3.00
m/z 39.10 17.22%
29.0 41.0
5000
o | | mo s
A
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
2.950 10.74 ug/L 756686  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 90
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 87
3 1-Hexene 84 C6H12 000592-41-6 74

4 Cyclopropane, 1-ethyl-2-methyl-,... 84 C6H12 019781-68-1 64
5 1-Hexene 84 C6H12 000592-41-6 64

Abundance Scan 594 (2.950 min): VV023824.D\data.ms (-576) (-) m/z 56.10 100.00%

2.60 2.80 3.00 3.20

41.1 56.1
5000
69.1 84.1
H“\

O e el b m/z 41,10 91.39%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1666: 1-Pentene, 2-methyl-
41.0 56.0
5000 27.0
890 .10 2.60 2.80 3.00 3.20
m/z 55.10 64.19%
15.0
0 \H‘\1‘\\‘\\H‘\\Hl\‘\\\“i‘} ‘\‘r\\‘\i\\\\‘\\‘\w\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1675: 1-Pentene, 2-methyl-
56.0
41.0
2.60 2.80 3.00 3.20
5000 m/z 42.10 51.67%

15.0

| [ L
R B I T LA B o o B S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1639: 1-Hexene
41.0 56.0 2.60 2.80 3.00 3.20

m/z 39.10 47.54%

o
N

= N
—— o

o

©

o

o

oy

o

°

5000

27.0
600 840

15.0 ‘
0\H‘\\H‘H;l“\ui}muiu‘l Lo b

m/z--> 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20

3
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.044  20.89 ug/L 1472310 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 86
3 n-Hexane 86 C6H14 000110-54-3 78
4 n-Hexane 86 C6H14 000110-54-3 78
5 n-Hexane 86 C6H14 000110-54-3 59

Abundance Scan 623 (3.044 min): VV023824.D\data.ms (-609) (-) m/z 57.10 100.00%

57.1
41.0
5000
86.1 (WED AL GHISS 1 N
711 2.80 3.00 3.20 3.40
ol et e e m/z 41,05 69.06%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane
57.0
43.0
5000
2.80 3.00 3.20 3.40
86.0 m/z 43.10 59.76%
71.0
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\1‘\\\\“\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
41.0 2.80 3.00 3.20 3.40
5000 m/z 56.10 50.87%
29.0 86.0
71.0
0 15'0,
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0 2.80 3.00 3.20 3.40
43.0 m/z 42.10  29.88%
29.0
5000
86.0
0 15"0 | ‘ 71.0
0 : | |

m/z--> 0O 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 : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
3.224 4.61 ug/L 324803 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Hexene 84 C6H12 000592-43-8 91

2 3-Hexene, (Z)- 84 C6H12 007642-09-3 91

3 2-Hexene, (Z)- 84 C6H12 007688-21-3 91

4 3-Hexene 84 C6H12 000592-47-2 91

5 3-Hexene, (Z)- 84 C6H12 007642-09-3 91

Abundance Scan 679 (3.224 min): VV023824.D\data.ms (-668) (-) m/z 55.10 100.00%

55.1
5000 84.1
42.1
69.1

‘ 3.00 3.20 3.40 3.60
O bttt myz 8410 43.87%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1641: 2-Hexene
55.0
5000 410 \\\\‘\\\\’\\\\‘\\\\‘\\\
27.0 84.0 3.00 3.20 3.40 3.60
’ 69.0 m/z 42.10  35.14%
015.0”
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1649: 3-Hexene, (2)-
55.0
41.0 3.00 3.20 3.40 3.60
m/z 41.10 35.12%
5000 84.0
69.0
27.0
wo ||
O+ttt e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1653: 2-Hexene, (2)-
55.0 3.00 3.20 3.40 3.60
m/z 39.10 27.48%
41.0
5000
27.0 84.0
69.0
wo || |
0t e e e e b R
m/z--> 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60

SFAMVTR112321WMA.M Wed Dec 08 18:05:59 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
3.275 6.01 ug/L 423822  1,4-Difluorobenzene 5.619

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, 4-methyl-, (Z)- 84 C6H12 000691-38-3 90
4 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 86
5 2-Pentene, 4-methyl-, (E)- 84 C6H12 000674-76-0 86
Abundance Scan 695 (3.275 min): VV023824.D\data.ms (-687) (-) m/z 69.10 100.00%
69.1
41.1
5000
84.1
53.1 3.00 3.20 3.40 3.60
ot 8O L m/z 41,10 68.73%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1662: 2-Pentene, 2-methyl-
41.0 69.0
5000
84.0 3.00 3.20 3.40 3.60
55.0 m/z 84.10  30.96%
27.0 ‘ M
15.0
O\\‘\\\\‘\\\‘\“\\\\i\\\\“\‘\\\‘\\\‘\"\\\\‘\\‘\\‘\\\
miz--> 10 20 40 70 80 90
Abundance #1696.2—Pentene,44nethyh,(2}
41.0 69.0
3.00 3.20 3.40 3.60
5000 m/z 39.05 19.78%
84.0
27.0
15.0 ‘ 55.0
oL+t 1‘\”““1\ VOUTL B I N
\ \ w \ \ T 1 T \
miz--> 10 40 50 60 70 80 90
Abundance #1706.2—Pentene,44nethyh,(Z}
41.0 69.0 3.00 3.20 3.40 3.60
m/z 67.10 8.36%
5000
84.0
27.0 55.0
OH‘HH‘H‘““HHH“H‘H“HwHw‘;,‘uu‘wu“u e
m/z--> 10 20 40 50 60 70 80 90 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42

Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.

3.368 4.00 ug/L 282213  1,4-Difluorobenzene 5.619
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-, (Z)- 84 C6H12 000922-62-3 91
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
5 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 91

Abundance Scan 724 (3.368 min): VV023824.D\data.ms (-710) (-) m/z 69.10 100.00%

41.1 69.1
55.1 84.1
5000
‘ M 3.00 3.20 3.40 3.60
ol 982 e 92.31%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1699: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
5000
70 55.0 84.0 3.00 3.20 3.40 3.60
m/z 84.10 56.69%
S
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\“\\\\‘\\\‘\i\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1701: 2-Pentene, 3-methyl-, (E)-
41.0
69.0
3.00 3.20 3.40 3.60
5000 55.0 ITI/Z 55.10 55.99%
27.0 ' 84.0
50 | )
o Sl NP T Y S
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1702: 2-Pentene, 3-methyl-, (2)-
41.0 69.0 3.00 3.20 3.40 3.60
' m/z 39.05 31.13%
5000 55.0
| i M
15.0 ‘ ‘
0 “‘1‘9“_““_m!‘_W!MH;M“H_Hh;wwwwm AVAWIVAAVAVASUISU IR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60

SFAMVTR112321WMA.M Wed Dec 08 18:06:01 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 1,4-Hexadiene, (Z)- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
3.449 4.36 ug/L 307410 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Hexadiene, (Z)- 82 C6H10 007318-67-4 55
2 Isopropenylcyclopropane 82 C6H10 004663-22-3 55
3 1,4-Hexadiene, (Z)- 82 C6H1e 007318-67-4 55
4 1,3-Butadiene, 2,3-dimethyl- 82 C6H1e 000513-81-5 55
5 3-Hexene, (Z)- 84 C6H12 007642-09-3 49
Abundance Scan 749 (3.449 min): VV023824.D\data.ms (-736) (-) m/z 55.10 100.00%
55.1 67.1
5000 41.1 84.1
‘ ‘ 3.20 3.40 3.60 3.80
0 "W‘H‘m"HH"mlM"Ul‘H‘1“‘1““”““‘”‘”‘” m/z 67.10  93.30%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1375: 1,4-Hexadiene, (2)-
67.0
5000 390 UL B B I L R
82.0 3.20 3.40 3.60 3.80
27.0 540 ' m/z 84.10 47.63%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1397: Isopropenylcyclopropane
67.0
3.20 3.40 3.60 3.80
5000 41.0 m/z 41.10  46.95%
27.0
‘ 530 82.0
15.0
ol 2o 130 bl il il
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1377: 1,4-Hexadiene, (2)-
67.0 3.20 3.40 3.60 3.80
m/z 42.10 44.81%
5000 41.0
27.0 82.0
‘ 54.0 ‘
0 ‘H"H"""‘H1M_":}1"‘U:H‘H_Mwu‘ﬂmw
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.20 3.40 3.60 3.80

SFAMVTR112321WMA.M Wed Dec 08 18:06:01 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 13 (DEL) Alkane: Cyclic3.767 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.767 46.59 ug/L 3283240 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 C2H4AN4A 004076-36-2 80
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
Abundance Scan 848 (3.767 min): VV023824.D\data.ms (-830) (-) m/z 56.05 100.00%
56.0
5000 41.1 69.0 /k
R e RRRRE
‘ ‘ ‘ 84.1 3.40 3.60 3.80 4.00
oH‘_"‘_‘H_Mme;“wuuu_muw_“w” m/z 41.18 50.11%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 IR AR R
3.40 3.60 3.80 4.00
m/z 69.05 46.45%
28.0 “ ‘ 840
O \\\‘\\\\‘]\-ﬁ\-(\)‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘1i\\\\‘\\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
41.0 3.40 3.60 3.80 4.00
5000 m/z 55.10 26.17%
69.0
27.0
84.0
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1643: Cyclohexane
56.0 84.0 3.40 3.60 3.80 4.00
' m/z 39.05  23.24%
5000 41.0
69.0
27.0 ‘
Y SN X0 RS A1 T R
m/z--> 0 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00

SFAMVTR112321WMA.M Wed Dec 08 18:06:02 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
4.269 2.72 ug/L 191842  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 91
2 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 87
3 5-Methyl-2-hexene, c&t 98 C7H14 003404-62-4 80
4 2-Hexene, 5-methyl-, (E)- 98 C7H14 007385-82-2 72
5 2(3H)-Furanone, dihydro-3,3-dime... 114 C6H1002 003709-08-8 59

Abundance Scan 1004 (4.269 min): VV023824.D\data.ms (-984) (-) m/z 56.10 100.00%

56.1
5000 43.1
70"1 831 981 4.00 4.20 4.40 4.60
Ot el L wyz 43.10 46.85%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3767: 1-Pentene, 2,4-dimethyl-
568.0
41.0
5000 LI L L L I B B L B
4.00 4.20 4.40 4.60
27.0 m/z 41.10 44.55%
O\\\‘\\‘\.\‘\\‘\}“\\\}}1\\\1‘\‘\‘\‘\\\‘\‘1\\\\’\‘\\\’\\\!’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3777: 1-Pentene, 2,4-dimethyl-
56.0
A REREE A
43.0 4.00 4.20 4.40 4.60
5000 m/z 55.05 29.58%
27.0
150 ‘ 700 830 980
0 H\‘HH’\‘ml“ml}lmi‘\‘\ ‘\‘H\‘\‘l\\\\’\‘\\\’\\\1’\\\\
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3756: 5-Methyl-2-hexene,c&t
43.0 56.0 4.00 4.20 4.40 4.60
m/z 39.05 24.46%
5000
27.0 69.0
98.0
83.0
ol 159
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60

SFAMVTR112321WMA.M Wed Dec 08 18:06:03 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
4.407 7.58 ug/L 534399 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
2 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 83
3 Cyclohexane, methyl- 98 C7H14 000108-87-2 80
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 80

Abundance Scan 1047 (4.407 min): VV023824.D\data.ms (-1037) (-) m/z 83.10 100.00%
83.1

55.1
5000
41.1 98.1
R ARRAREREREEASAL S
‘ ‘ 67.0 4.00 4.20 4.40 4.60 4.80
bt b et L myz 55010 77.28%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3815: 2-Pentene, 4,4-dimethyl-, (E)-
83.0
55.0
5000
41.0 98.0 4.00 4.20 4.40 4.60 4.80
’ m/z 98.10  33.03%
27.0 ‘ 69.0
O \\’\\\\‘\\\‘\“\\\\i}‘\\\“\‘\1‘\‘\\‘\‘\‘i\\\\‘\1\\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3812: 2-Pentene, 4,4-dimethyl-, (E)-
55.0 83.0
4.00 4.20 4.40 4.60 4.80
5000 41.0 m/z 41.10 31.74%
98.0
27.0
15.0 ‘ 67.0
0 H,‘ﬁ"H;JM“wm‘Hﬁﬁlhw‘ﬂﬂ“u“h“u‘ww“w
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3751: Cyclohexane, methyl- R R RRRRR
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 39.10 20.73%
41.0
5000 98.0
270 70.0
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
4.593 3.79 ug/L 267279 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 91
2 3-Methyl-3-hexene 98 C7H14 003404-65-7 90
3 2-Hexene, 3-methyl-, (Z)- 98 C7H14 010574-36-4 90
4 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 87
5 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 87

Abundance Scan 1105 (4.593 min): VV023824.D\data.ms (-1080) (-) m/z 69.05 100.00%
.0

69
41.0
5000 58.0
830 981 L U R
‘ ‘ 4.20 4.40 4.60 4.80 5.00
0 H‘_HwHH‘H‘ewHN:mNMW,HH,w,w m/z 41.05  77.34%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3773: 1-Pentene, 2,3-dimethyl-
41.0 69.0
5000 55.0
4.20 4.40 4.60 4.80 5.00
270 830 og, m/z 55.05  49.78%
O \\\‘\\\\‘\\\‘1“\\\\‘}“\\\“\‘\!‘\‘\\\H‘M\H\"\‘\\\’\\\!’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3727: 3-Methyl-3-hexene
41.0
69.0
4.20 4.40 4.60 4.80 5.00
5000 55.0 m/z 70.10 37.40%
98.0
27.0
15.0 WN I \M‘ \‘ =9
RSB BN 1 A1 RN AN MRS R
m/z--> 10 20 30 40 50 60 70 80 90 100 M
Abundance #3786: 2-Hexene, 3-methyl-, (2)- AR
41.0 69.0 4.20 4.40 4.60 4.80 5.00
m/z 39.05 31.81%
5000 55.0
27.0 98.0
15.0 ‘ ‘ 83.0
0 H“HM“H1”_"wlﬁ‘qﬂlm“uu‘u“,u“w“q“‘
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
4.912 5.71 ug/L 402609 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 90
4 Heptane 100 C7H16 000142-82-5 80
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59

Abundance Scan 1204 (4.912 min): VV023824.D\data.ms (-1187) (-) m/z 43.10 100.00%

71.1
57.1
5000
‘ 85.1 100.1 4.60 4.80 5.00 5.20
0HWm_m,uwmwlu‘u‘m,mWm_m‘uu,‘uw m/z 71.10 79.35%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
5000 57.0 70.0 \,
29.0 4.60 4.80 5.00 5.20

m/z 70.10  69.50%

15.0 ‘ 85.0 100.0
\\\‘\\H‘\\\\’\\}\‘\H\‘\\\\‘\\\\’\\\\‘\H\‘\\\\‘\\\\’H\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0

o

71.0 4.60 4.80 5.00 5.20
5000 ITI/Z 41.05 61.53%
29.0
85.0
ol vrrprrn 80 el 20 2900
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0 4.60 4.80 5.00 5.20
m/z 57.10 61.07%
5000 29.0 57.0 71.0
oL 10 15.0 “ L 85.0 100.0
R R e L S L S e e Rmma o A Amas
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 (DEL) Alkane: Cyclic5.317 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.317 9.51 ug/L 669978 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, methyl- 98 C7H14 000108-87-2 72
2 Cyclohexane, methyl- 98 C7H14 000108-87-2 72
3 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 68
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 68
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 68

Abundance Scan 1330 (5.317 min): VV023824.D\data.ms (-1319) (-) m/z 55.10 100.00%

55.1 83.1
41.1
5000 98.1
70.1
| H 5.00 5.20 5.40 5.60
0ottt bl sz 83.10 88.77%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3751: Cyclohexane, methyl-
55.0 83.0
41.0
5000 98.0 T T T T e
5.00 5.20 5.40 5.60
21.0 70.0 m/z 41.10  54.32%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3755: Cyclohexane, methyl-
83.0
550 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
5.00 5.20 5.40 5.60
5000 41.0 98.0 m/z 56.10 51.02%
27.0 700
o",‘1‘5;9‘HM"H‘;‘M‘wuwm‘Hm!Hw_lwmuw
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3765: 2-Pentene, 4,4-dimethyl- e RN REEEE AT
55.0 83.0 5.00 5.20 5.40 5.60
m/z 98.10 44.01%
41.0
5000
98.0
67.0
0\\,\\H‘H\\‘\\H‘1\\\N\!‘\‘HHH}HHMH‘HH“HH R A ASRARSRT IS
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 : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
5.490 2.95 ug/L 208088 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-3-hexene 98 C7H14 003404-65-7 86
2 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 64
3 3-Hexene, 2-methyl-, (Z)- 98 C7H14 015840-60-5 55
4 Cyclopentanone, 3-methyl- 98 C6H100 001757-42-2 52
5 3-Hexene, 3-methyl-, (Z)- 98 C7H14 004914-89-0 50

Abundance Scan 1384 (5.490 min): VV023824.D\data.ms (-1370) (-) m/z 41.10 100.00%

41.1
69.0
55.0
5000
98.0
‘ 83.1 ‘ 5.20 5.40 5.60 5.80
O bl bl WL myz 43,05 88.12%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3726: 3-Methyl-3-hexene
41.0 55.0 69.0
5000 L L B B B
270 98.0 5.20 5.40 5.60 5.80
) m/z 69.05 79.02%
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3798: Cyclopropane, 1,1-diethyl-
41.0 69.0
55.0
5.20 5.40 5.60 5.80
5000 m/z 71.10 60.09%
27.0 98.0
15.0 ‘ ‘ sa0 ‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3792: 3-Hexene, 2-methyl-, (2)- P R T R Y
410 550 0690 5.20 5.40 5.60 5.80
m/z 55.05 60.05%
5000
27.0 98.0
150 ‘ 83.0
oH_‘H_"M,‘H‘}1“HNm_MHH_‘m_ww‘
m/z--> 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 Cyclohexene, 4-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
6.571 6.83 ug/L 481239  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 95
2 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 64
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 64
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 60
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 58

Abundance Scan 1720 (6.571 min): VV023824.D\data.ms (-1699) (-) m/z 81.05 100.00%
81.0

55.1
5000
39.1 96.1
68.1
‘ ‘ 112.2 6.20 6.40 6.60 6.80
oH‘H‘w‘H‘_":;MH‘;H‘:"m“‘,‘HMH‘m““w‘_‘”w m/z 55.10  57.32%
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
67.0 96.0 6.20 6.40 6.60 6.80
m/z 54.10 50.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3229: Cyclohexene, 3-methyl-
81.0
6.20 6.40 6.60 6.80
5000 ITI/Z 83.05 42.60%
390 67.0 96.0
‘ 54'0
NI - ) N
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3235: Cyclohexene, 4-methyl- e R A a
81.0 6.20 6.40 6.60 6.80
m/z 67.10 38.54%
54.0
5000 390
67.0 96.0
o0 L
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 : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 21 Cyclopentene, 4,4-dimethyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
6.805 4.50 ug/L 317050 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 87
2 2-Pentyne, 4,4-dimethyl- 96 C7H12 000999-78-0 87
3 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 83
4 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 80
5 1,4-Pentadiene, 3,3-dimethyl- 96 C7H12 001112-35-2 72

Abundance Scan 1793 (6.805 min): VV023824.D\data.ms (-1782) (-) m/z 81.05 100.00%
81.0

5000
96.1
39.0 531 671 ‘ ‘ 6.40 6.60 6.80 7.00 7.20
0 ""HW"""‘““H"MM"‘m‘s‘m‘wlwmwm m/z 96.10  26.80%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3270: Cyclopentene, 4,4-dimethyl-
81.0
5000 [L,
6.40 6.60 6.80 7.00 7.20
27 0 53.0 96.0 m/z 79.18  25.19%
67.0
R
O \\‘\\\\‘\\\\‘\\\}i\\\\“\1\\‘\\w}‘\\\‘\‘1\\\‘\\‘\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3254: 2-Pentyne, 4,4-dimethyl-
81.0
EEEEaREEEEEE AT
6.40 6.60 6.80 7.00 7.20
5000 ITI/Z 67.10 12.82%
00 30 96.0
15.0 27.0 ‘ ‘ 65.0
0 H"JH,“H“‘m}"H}MNH‘HJM“‘“‘E‘H“‘m“‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3285: Cyclobutane, (1-methylethylidene)- E T T T
81.0 6.40 6.60 6.80 7.00 7.20
m/z 39.05 12.02%
5000
39.0
27.0 ‘ 53.0 67.0 9.0
0 ‘w‘“‘M“"‘H1J“H{\“‘W“J“H‘w‘lu“‘Jy““ P e e
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\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 22 Cyclohexene, 1-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
7.169 6.33 ug/L 446231 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 94
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 93
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 90
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 87
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 81
Abundance Scan 1906 (7.169 min): VV023824.D\data.ms (-1888) (-) m/z 81.05 100.00%
81.0
67.0
5000 96.1
55.0
39.0 e et e s
‘ ‘ 6.80 7.00 7.20 7.40
o‘Wm_m_‘m;‘em;‘:l;wmH‘:;Juupu‘mwl“l‘z"‘l‘_ m/z 67.05 50.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0
5000 670 L L L B I B B
55.0 96.0 6.80 7.00 7.20 7.40
39.0 o
270 ‘ m/z 96.10  38.68%
O\\‘\\\\‘\\\\‘\\\\“\\\\‘\H\\‘\\w\‘\\\‘\“1\\\“\\‘\‘\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3230: Cyclohexene, 1-methyl-
81.0
e R AARRARN EaEE N
6.80 7.00 7.20 7.40
5000 67.0 96.0 m/z 68.10 33.76%
55.0
27.0 39.0 “
0 H‘H(Qw‘ﬁu‘uﬂﬂ‘upﬂu‘_wmq‘Hdﬂ“w‘ﬁhw“w‘u“
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3229: Cyclohexene, 3-methyl- 74Yﬁ7jru‘,‘u“u“‘
81.0 6.80 7.00 7.20 7.40
m/z 55.05  28.65%
5000
39.0 55.0 67.0 96.0
27.0 ‘ ‘
o‘Wm_m"M‘HH‘HHWMWHM“mwhwwm_ R AR 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 : VV023824.D

Acqg On : 07 Dec 2021 15:42

Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 23 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
7.844 3.12 ug/L 253193  Chlorobenzene-d5 8.854
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 87
2 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 78
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 72
4 1-(3H-Imidazol-4-yl)-ethanone 110 CS5H6N20 061985-25-9 72
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 72

Abundance Scan 2116 (7.844 min): VV023824.D\data.ms (-2107) (-}  m/z 95.05 100.00%
95.0

5000
67.0 110.1 JM
39.0 530 81.0 7.60 7.80 8.00 8.20
Oberprrrrrrre e et M A 1260 /s 67,05 25.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
93.0
5000 L L B L L B B R I B
67.0 7.60 7.80 8.00 8.20
m/z 110.10 20.08%
39.0 o 110.0 /
O \\‘]\_\5\.\0‘\\\M“\H\‘i‘\\Hi‘}‘\-‘\\‘\\‘\H\\ﬁ‘%\.\o\\“\‘\1\‘\\\\“\H\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6791: 1,4-Pentadiene, 2,3,3-trimethyl-
O Y
RN A e
67.0 7.60 7.80 8.00 8.20
5000 41.0 ITI/Z 39.05 8.63%
270 810 110.0
0‘w‘H‘_HU_‘HMMH‘LlwuhW‘HUwu‘ﬁhhw‘u,u‘wu‘q‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6744 1,3-Dimethyl-1-cyclohexene R RRREEEE RS R
95.0 7.60 7.80 8.00 8.20
m/z 93.10 8.47%
5000 67.0
110.0
270 40 ‘ 81‘.0 /\ A
0\\‘\u\‘\\M\u\H\\u‘H‘M\‘\m!“\u‘\‘i‘\\\\‘M\‘\m‘wm‘\m‘u HJ‘\HHWHW\}T‘,’\\/\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 24 Benzene, propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.352 8.97 ug/L 1027300 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): VV023824.D\data.ms (-2885) (- m/z 91.05 100.00%

91.0 ‘
5000
120.1
39.1 52.1 6?0 781 1051 10.00 10.50 .
Ol e et e e M/z 120,10 23.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10702: Benzene, propyl-
91.0
5000
10.00 10.50
120.0 m/z 92.10 11.03%
65.0
39.0 78.0
OH‘\H\‘HH‘HH’\\\\55\9\’\‘\‘\\‘\\\‘1‘\H\‘!H\]‘-\CJ\?.\O‘HH“\H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10700: Benzene, propyl-
91.0
1000 1050
65.0 120.0
39.0 "~ 780
Oy 280, o B0l el B0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10699: Benzene, propyh
91.0 1000 1050
m/z 78.10 6.43%
5000
120.0
65.0
oL 260390 520 >3 780 | 1050 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 1000 1050
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42

Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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

Concentration Rank 10

Peak Number 25 Benzene, 1l-ethyl-2-methyl-

R.T. EstConc Area Relative to ISTD R.T.
10.448 13.56 ug/L 1552820 1,4-Dichlorobenzene-d4  11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1.ethyl-z-methyl- 120 com2 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, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 2926 (10.448 min): VV023824.D\data.ms (-2913) (- m/z 105.10 100.00%
105.1
5000
120.1
e Lo L
300 630 70T 10.50
O e e e e e m/z 120.10 32.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 \/\\/\/\‘/\\ \/\\
120.0 10.50
m/z 91.05 12.54%
39.0 77.0 91.0
O\\‘\\\\‘2\\5\.‘9\\\\“‘\H\i‘{‘\\1‘6‘:\3‘\"\0\‘H\‘H‘\H\“1H\‘\‘11\‘\\‘\\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
10.50
5000 ITI/Z 77.10 11.44%
120.0
77.0 91.0
o280, 0 00 ke
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl- ‘JMf\Aﬁ~ﬁAw
105.0 10.50
m/z 106.10 8.81%
5000
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 26 Benzene, 1l-ethyl-3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.738 14.78 ug/L 1692780 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 93
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Mesitylene 120 CS9H12 000108-67-8 90

Abundance Scan 3016 (10.738 min): VV023824.D\data.ms (-3003) (- m/z 105.10 100.00%

105.1
5000
120.1
L JAT
39.0 63.1 ‘ ‘ I 10.50 11.00
O et et e e m/z 120,10 31.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\\f/\‘/\\ \/\\ T T T
120.0 10. 50 11.00
m/z 12.28%
39.0 77.0 91.0
O \\‘\H\‘2\\5\‘(\)‘\H\“H\\i‘\\\\6‘%\‘\()\‘\\\‘\“\H\‘\\H‘\‘\1\‘\\‘\\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
10. 50 11.00
5000 ITI z . 11.85%
120.0
77.0 91.0
o180 L B0 80 b
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10726: Benzene, 1-ethyl-4-methyl- JHf\AﬁlﬁAﬁ T
105.0 10.50 11.00
m/z 103.10 8.71%
5000
120.0
77.0 91.0
7o 0 T i
0 | L. L | |

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\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42

Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 28 Indane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.525 24.56 ug/L 2812780 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 Indane 118 C9H10 000496-11-7 87
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 83
5 Deltacyclene 118 C9H1e 007785-10-6 72

Abundance Scan 3261 (11.525 min): VV023824.D\data.ms (-3248) (- m/z 117.05 100.00%

117.1 ‘
5000
91.1
391 634 | 134.1 1150
0 b e 2995 m/z 118,10 54.82%
m/z--> 20 80 100 120 140
Abundance #10181: Indane
117.0
5000
1150
m/z 115.10 32.68%
39.0 63.0 910
O\\]_\S\O‘\\\\"\\H\\“‘\‘\\\‘\\‘\\"‘\\\!“\\\\‘\
m/z--> 20 40 80 100 120 140
Abundance #10179: Indane
117.0
11.50
5000 m/z 91.10 15.24%
370 58.0 910
13.0
OHH‘w“u‘,‘m“““HH‘HH H‘“‘HH“
m/z--> 20 100 120 140
Abundance #10178.Indane
117.0 11.50
m/z 63.10 7.59%
5000
390 58.0 91.0
ol Ly 780 L W
m/z--> 20 60 80 100 120 140 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42

Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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, 1-methyl-3-propyl- Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
11.570 2.85 ug/L 326169 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 87
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 86
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 86
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 86
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 86

Abundance Scan 3275 (11.570 min): VV023824.D\data.ms (-3272) (- m/z 105.10 100.00%
105.1
5000
134.1 — :
77.1 ‘ 11.50
51.0
) SV I 1 ‘u“ i m/z 134.05 20.60%
miz-> 20 40 60 80 100 120 140
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0
5000 : M A
11.50
134.0 m/z 106.10  16.28%
77.0
0 \1\5\.0‘ I \3\9‘“0\ . \6‘2‘-\0\ T \H‘ T \H T “i‘\ T “ T T
miz-> 20 40 60 80 100 120 140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0 N\/\
— |
11.50
5000 m/z 77.10 10.15%
134.0
77.0
0150 390 e20 Ty )|
e e
miz--> 20 40 80 100 120 140
Abundance #17049: Benzene, 1-methyl-4-propyl- ﬂj\ I —
105.0 11.50
m/z 79.10 7.82%
5000
134.0
o150 390 620 70 | ‘
L T ana  E =
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\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 30 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
11.911 5.64 ug/L 645981 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, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 3381 (11.911 min): VV023824.D\data.ms (-3370) (- m/z 119.05 100.00%

119.1 ‘
5000
91.0

39.1 650 ‘ | 1351 12.00
Ob el bl B ST m/z 134,05 32.17%
miz--> 0 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0

5000 A
12.00

m/z 91.05 17.45%
\‘\\\\‘\\\\‘\\ L L B I A

91.0
150 390 450 ) 135.0
0 | ‘ ‘\ \‘\\"\‘\H“’HH‘\ H“ i
miz--> 0 20 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0

12.00
5000 m/z 105.10 13.42%
91.0
39.0 65.0 ‘ ‘
P O Ot Y T W .
miz--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-

119.0 1200

m/z 120.10 9.94%

5000

39.0 550 91‘0 ‘ 13
it

150 | ‘\
m/z--> 0 20 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 : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 31 p-Cymene Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.

11.940 2.59 ug/L 296270 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 91
2 o-Cymene 134 C10H14 000527-84-4 91
3 o-Cymene 134 C10H14 000527-84-4 91
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 90

Abundance Scan 3390 (11.940 min): VV023824.D\data.ms (-3387) (- m/z 119.10 100.00%

119.1
5000
134.1
91.1
391 651 | ! ‘ 12.00
L o SN SRS BT 1 St m/z 134.05  25.10%
m/z--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0
5000 N\ \/\\ T T
12.00
91.0 134.0 m/z 91.10 13.77%
O ‘2\6‘.\0\ \4‘:"1.\0\‘\ T ‘63\0\ \‘”‘ T ‘W\ \‘\w T T
m/z--> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
12.00
5000 ITI/Z 117.10 9.17%
910 134.0
150 390  gs0 '
) S S Y A P MR} AN
m/z--> 20 40 60 80 100 120 140
Abundance #16997: 0o-Cymene
119.0 12.00
m/z 115.10 8.04%
5000
134.0
91.0
41.0 65.0 ‘ ‘
0\\\\‘\‘\\J‘\\\W‘W\\JW\\1u“P\WWl\\\H‘\ P
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 : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 o-Cymene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.014 10.96 ug/L 1255190 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 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1leH14 000874-41-9 97
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
5 p-Cymene 134 C1oH14 000099-87-6 95
Abundance Scan 3413 (12.014 min): VV023824.D\data.ms (-3401) (- m/z 119.05 100.00%
119.1
5000
134.0
91.1
39.1 650 Ll 12.00
L m/z 134.00  29.76%
miz-> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
5000 /Q/\W A T
134.0 12.00 o
91.0 m/z 91.10 15.93%
41.0 65.0
0 \1\5\.0‘\‘\ T \“‘\ = \”“\‘\ T \‘”‘ T ‘W\ \‘\w T T
miz-> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
12.00
5000 m/z 120.10 9.74%
134.0
91.0
41.0 65.0 ‘ ‘
0\\\‘\M\\M“\\\HHM\\M\\wu‘WH\Uw\\\H‘\\
miz--> 20 40 60 80 100 120 140 /\
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl- A ‘ —— ‘
119.0 12.00
m/z 105.05 8.90%
5000
134.0
91.0
ol 280 30 L 80 e L NIy
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 : VV023824.D

Acqg On : 07 Dec 2021 15:42

Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 33 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.114 12.80 ug/L 1466420 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 90
4 Indan, 1-methyl- 132 C10H12 000767-58-8 90
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87

Abundance Scan 3444 (12.114 min): VV023824.D\data.ms (-3433) (- m/z 117.10 100.00%
11y.1
5000
ot AL
91.0
39.0 63.0 133.1 12.00 12.50
o-——r——t et m/z 115.05  32.24%
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 \Jh LVIVENED IO
12.00 12.50
91.0 m/z 132.00  28.80%
51.0 1
O ‘2\7‘\-0\ \“ T \“V T T ‘1‘ \7\4”.19“ T \“\ T ‘H“\ T H‘ T }‘?"\‘3\0‘ T
miz-> 20 40 60 80 100 120 140
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
117.0
— —
12.00 12.50
5000 m/z 91.05 12.91%
91.0
39.0 65.0 ‘ 133.0
) SN s S IR | B bl
miz--> 20 40 60 80 100 120 140
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0 12.00 12.50
m/z 118.05 9.89%
5000
91.0
51.0 133.0
ol 201 "Ly 74P VAol
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 : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
12.413 7.50 ug/L 858686 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, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95

Abundance Scan 3537 (12.413 min): VV023824.D\data.ms (-3521) (- m/z 119.10 100.00%
11p.1

5000 n
91.1
391 65.1 | | 1351 12.50
Ol ML I m/z 134,05 47.82%
miz--> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 T T T j\
12.50
m/z 91.10 16.23%
91.0 1
O \J-\S\O‘\‘\ \\4’%\0\‘\\‘6?\0\ \“‘ TToTT “\‘\ \‘\“ T \\%\ ‘ UL
miz-> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
—
12.50
5000 ITI/Z 120.10 9.89%
91.0
15.0 390 650 | 135.0
O N“‘W“*N“U“““““HM Nﬁl“‘M R
m/z--> 20 40 60 80 100 120 140 J\
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- L
119.0 12 50
m/z 133.05 9.35%
5000
P T VR 200 PR NOPINY) e A |
m/z--> 20 40 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 : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.464 8.81 ug/L 1008460 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, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3553 (12.464 min): VV023824.D\data.ms (-3545) (- m/z 119.10 100.00%
119.1

5000 134.1
91.1
390 650 L 12.50
0t b MR m/z 134.85  45.32%
miz--> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
134.0
5000
12.50
m/z 91.10 15.89%
41.0 91.0
0 \1\5\0‘ e \“‘.\ \‘\‘\‘6?.\0\ \“" T T ‘W\ \‘\“l T \M\ T
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
P
12.50
5000 134.0 m/z 120.10 10.02%
390 91.0
. 65.0
SEEET T P AT B W
m/z--> 20 40 60 80 100 120 140 jk
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- e ‘
119.0 12.50
m/z 133.05 8.52%
5000 134.0
91.0
39.0 65.0 J\AA
0\%??\M\\w\NW\HNH\M\\L\‘W\\Wl\\M\‘H Riire) o
m/z--> 20 40 60 80 100 120 140 12.50

SFAMVTR112321WMA.M Wed Dec 08 18:06:17 2021 Page: 37



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.725 8.83 ug/L 1011720 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-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 91
Abundance Scan 3634 (12.725 min): VV023824.D\data.ms (-3625) (-  m/z 117.10 100.00%
117.1
5000
AA— —
91.1 ‘ 12.50 13.00
51.0 3.1 : :
e I S %‘#‘ 1492 myz 132,05 39.49%
miz-> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 UL ‘ y\
12.50 13.00
o 91.0 m/z 115. 26.66%
O \\\‘2\7\0\\“\\“\\“\‘\7\4\p‘\\‘\\‘H\‘\\H‘\l}?"\‘s\.o‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
12.50 13.00
5000 m/z 131.0 18.63%
91.0
51.0
27.0 | ‘ 1%3.0
0 \\\‘\\\\w‘\ﬂ”"m\\w‘\\U\‘”H\\J‘\MJ\‘\\\\
miz--> 20 40 80 100 120 140
Abundance #16151.1H4ndene,Zs—mhydnySJnemyL
117.0 1250 13.00
m/z 12.70%
5000
39.0 91.0
A R I 143-0 o
Ot g L
m/z--> 20 40 60 80 100 120 140 1250 1300
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42

Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 37 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.882 17.96 ug/L 2057260 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-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87

5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 83

Abundance Scan 3683 (12.882 min): VV023824.D\data.ms (-3663) (- m/z 117.05 100.00%
117.1

5000
91.0 T T
510 760 1#4-1 12.50 13.00
ol 388 e w720 L all 0wz 132,05 35.73%
miz--> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 T ‘ J\
12.50 13.00
o 910 m/z 119.05 31.33%
270 | L 740 ‘ I 1330
0 \\\‘\‘\\\‘\\‘\\‘1\\\“\\‘\\‘Hi‘\\\‘\}“\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
12.50 13.00
5000 m/z 115.05 29.79%
91.0
270 | 0P 1%30
G I B -
m/z--> 20 60 80 100 120 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
11y.0 12.50 13.00
m/z 131.05 18.66%
5000
39.0 91.0
R | 143-0
0 ‘“‘u“up‘ﬁw‘ﬂw‘mM“u“mu“"¢H“““
m/z--> 20 60 80 100 120 140 12.50 13.00

SFAMVTR112321WMA.M Wed Dec 08 18:06:18 2021

Page:

39



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 38 1H-Indene, 1-methyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
12.947 1.98 ug/L 227285 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 93
2 Benzene, 1-butynyl- 130 Cl1eH1e 000622-76-4 93
3 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0OH10 015677-15-3 89
4 Benzene, (1-methyl-2-cyclopropen... 130 C1eH10 065051-83-4 87
5 Naphthalene, 1,2-dihydro- 130 C1oH1e 000447-53-0 87
Abundance Scan 3703 (12.947 min): VV023824.D\data.ms (-3695) (- m/z 130.00 100.00%
130.0
5000
ey
390 ‘ 63H.O 89.0 1(‘)"5.1 | ‘ 146.1 13.00
0 e et el m/z 115.10  88.14%
miz-> 20 40 60 80 100 120 140
Abundance #15031: 1H-Indene, 1-methyl-
130.0
5000
13.00
51.0 m/z 129.05  84.28%
27.0 ‘ 77.0  102.0 ‘
O\\\\‘\‘\.\\“’\\‘ \\\H“’\\\\“\\\l‘\"\\‘\\\\
miz-> 20 40 80 100 120 140
Abundance #15027.Benzene,l—bmynyh
115.0
——
13.00
5000 m/z 128.00 41.46%
63.0
39.0 89.0 131.0
ol 250 b
miz--> 20 40 60 80 100 120 140
Abundance  #15061: Cycloprop[alindene, 1,1a,6,6a-tetrahydro- S T
130.0 13.00
m/z 131.05 31.71%
5000
51.0
27.0 ‘ 770 102.0
| \‘ ‘ HH Ll i | | ‘
oHH_m,H ,“‘
m/z--> 20 40 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 Benzene,l-methyl-1,2-propad... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
13.050 3.20 ug/L 366546 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C10H1e 000767-59-9 89
2 Benzene,1l-methyl-1,2-propadienyl- 130 C1oH1e 022433-39-2 64
3 Benzene, 1-butynyl- 130 C1eH1e 000622-76-4 55
4 2-Methylindene 130 C10H10 002177-47-1 55
5 2-Methylbenzyl cyanide 131 CSHOSN 022364-68-7 53

Abundance Scan 3735 (13.050 min): VV023824.D\data.ms (-3725) (- m/z 104.05 100.00%

104.1
130.0
5000
. 2 A
39.0 13.00
0 2000 m/z 115.05  83.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15031: 1H-Indene, 1-methyl-
130.0
5000
13.00
m/z 130.00 79.23%
27.0 ‘ ‘770 102.0
O\\\‘\\\\“\\‘\\“!‘\\H}“‘\\‘\\‘\\\1‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15050: Benzene,1-methyl-1,2-propadienyl-
115.0 Jk
Rt
13.00
5000 m/z 129.00 66.90%
51.0
77.0
27.0 H |
N M Y Y | R ———
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15027: Benzene, 1-butynyl-
115.0 13.00
m/z 132.00 51.52%
5000
63.0 g9
ol 20 by I
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 40 Benzene, (3-methyl-2-butenyl)- Concentration Rank 490

R.T. EstConc Area Relative to ISTD R.T.
13.214 2.59 ug/L 297177 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
3 Benzene, 1-methyl-4-(1-methyl-2-... 146 C1l1H14 097664-18-1 91
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91

Abundance Scan 3786 (13.214 min): VV023824.D\data.ms (-3778) (- m/z 131.05 100.00%
1

131
5000
Woa —

115.1 \
39.0 649 ‘ h M 147_1 13.00 13.50 )
Ottt e m/z 146.05 24.18%

miz--> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 A )

5000 Ay e
13.00 13.50
39.0 m/z 115.10  16.52%
65.0 115.0
ol L0 L0 e
O\\\‘\‘\‘“‘\\‘i‘\\‘r“\“Hw‘\”{“‘\\“\\“‘U‘\\“‘\‘\‘L\“N\\\
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
o —
13.00 13.50
5000 m/z 129.05 16.00%
115.0
39.0 a0 9%0 | | 1470
0b— \‘J\\\“\HW\‘W\H\H\\ \\yﬂ\\!‘\Mh\‘wu\
miz--> 20 40 60 80 100 120 140

Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0 13.00 13.50
m/z 128.00 12.60%

5000

91.0
115.0
L, 580 \ L ! | 1410
1

miz--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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 41 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.

13.268 2.36 ug/L 270611 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 64
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 64
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 55

Abundance Scan 3803 (13.268 min): VV023824.D\data.ms (-3795) (- m/z 133.05 100.00%

138.1
5000 AJQAJW
91.0 W LA

51.0 ‘ 13.00 13.50
e bl L 601 2070 Tis) as gs.esy

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
‘ BAV.

5000 T T T
13.00 13.50

m/z 146.05 30.72%

41.0 65.0
O' \‘\H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25004: Benzene, (3-methyl-2-butenyl)-
131.0 w
A ‘

o

91.0 A =P
13.00 13.50
5000 ITI/Z 148.05 30.46%
39.0
65.0
15.0‘ H |
o‘mu:“u;‘“1““‘1‘:‘”:“‘_Hw“:m”“w!‘l‘_Mu_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- — ‘/\ ‘ ‘/\‘ A
131.0 13.00 13.50
m/z 115.05 25.35%
5000
91.0
390 630 ‘
SN i PO T Y RO e | | WV
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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
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Peak Number 42 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
13.368 1.59 ug/L 181998 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 95
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91

Abundance Scan 3834 (13.368 min): VV023824.D\data.ms (-3828) (-~ m/z 131.05 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 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
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Peak Number 43 Azulene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.500 11.05 ug/L 1265290 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 94
3 Azulene 128 C10HS8 000275-51-4 91
4 Azulene 128 C10HS8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 90

Abundance Scan 3875 (13.500 min): VV023824.D\data.ms (-3856) (- m/z 128.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023824.D

Acqg On : 07 Dec 2021 15:42
Operator : SY/MD

Sample : M4879-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 16 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 36.0 wug/L 2539440 1 5.619 352343 5.0
(DEL) Alkane: S 1.809 33.1 wug/L 2336280 1 5.619 352343 5.0
(DEL) Alkane: S 2.439 5.6 ug/L 391988 1 5.619 352343 5.0
(DEL) Alkane: S 2.532 35.4 wug/L 2493360 1 5.619 352343 5.0
(DEL) Alkane: C... 2.581 9.5 ug/L 667776 1 5.619 352343 5.0
(DEL) Alkane: S... 2.764 25.0 ug/L 1762920 1 5.619 352343 5.0
(DEL) Alkane: S 2.950 10.7 ug/L 756686 1 5.619 352343 5.0
(DEL) Alkane: S 3.044 20.9 wug/L 14723106 1 5.619 352343 5.0
(DEL) Alkane: S 3.224 4.6 ug/L 324803 1 5.619 352343 5.0
(DEL) Alkane: S 3.275 6.0 ug/L 423822 1 5.619 352343 5.0
(DEL) Alkane: S 3.368 4.0 ug/L 282213 1 5.619 352343 5.0
1,4-Hexadiene, .. 3.449 4.4 ug/L 3074106 1 5.619 352343 5.0
(DEL) Alkane: C.. 3.767 46.6 ug/L 3283240 1 5.619 352343 5.0
(DEL) Alkane: S.. 4.269 2.7 wug/L 191842 1 5.619 352343 5.0
(DEL) Alkane: S.. 4.407 7.6 ug/L 534399 1 5.619 352343 5.0
(DEL) Alkane: S.. 4.593 3.8 ug/L 267279 1 5.619 352343 5.0
(DEL) Alkane: S.. 4.912 5.7 ug/L 402609 1 5.619 352343 5.0
(DEL) Alkane: C.. 5.317 9.5 ug/L 669978 1 5.619 352343 5.0
(DEL) Alkane: S... 5.490 3.0 ug/L 208088 1 5.619 352343 5.0
Cyclohexene, 4-... 6.571 6.8 ug/L 481239 1 5.619 352343 5.0
Cyclopentene, 4... 6.805 4.5 ug/L 317050 1 5.619 352343 5.0
Cyclohexene, 1-... 7.169 6.3 ug/L 446231 1 5.619 352343 5.0
Cyclopentene, 1... 7.844 3.1 ug/L 253193 2 8.854 406400 5.0
Benzene, propyl- 10.352 9.0 ug/L 1027300 3 11.249 572632 5.0
Benzene, 1-ethy... 10.448 13.6 wug/L 1552820 3 11.249 572632 5.0
Benzene, 1l-ethy... 10.738 14.8 wug/L 1692780 3 11.249 572632 5.0
Indane 11.525 24.6 ug/L 2812780 3 11.249 572632 5.0
Benzene, 1-meth... 11.570 2.9 ug/L 326169 3 11.249 572632 5.0
Benzene, 2-ethy... 11.911 5.6 ug/L 645981 3 11.249 572632 5.0
p-Cymene 11.940 2.6 ug/L 296270 3 11.249 572632 5.0
o-Cymene 12.014 11.0 ug/L 1255190 3 11.249 572632 5.0
Benzene, 1l-ethe... 12.114 12.8 ug/L 1466420 3 11.249 572632 5.0
Benzene, 1,2,3,... 12.413 7.5 ug/L 858686 3 11.249 572632 5.0
Benzene, 1,2,4,... 12.464 8.8 ug/L 1008460 3 11.249 572632 5.0
Benzene, 1l-ethe... 12.725 8.8 wug/L 1011720 3 11.249 572632 5.0
Benzene, 2-ethe... 12.882 18.0 ug/L 2057260 3 11.249 572632 5.0
1H-Indene, 1-me... 12.947 2.0 ug/L 227285 3 11.249 572632 5.0
Benzene,1-methy... 13.050 3.2 ug/L 366546 3 11.249 572632 5.0
Benzene, (3-met... 13.214 2.6 ug/L 297177 3 11.249 572632 5.0
1H-Indene, 2,3-... 13.268 2.4 ug/L 270611 3 11.249 572632 5.0
1H-Indene, 2,3-... 13.368 1.6 ug/L 181998 3 11.249 572632 5.0
Azulene 13.500 11.1 ug/L 1265290 3 11.249 572632 5.0

SFAMVTR112321WMA.M Wed Dec 08 18:06:23 2021 46



