LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@52514.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 29 rVB 1394127 1276037 100.00% 10.190%
2 1.491 40 47 62 rBvV 115158 124414 9.75% 0.993%
3 1.594 69 79 94 rBV3 615631 1092470 85.61% 8.724%
4 1.662 94 100 105 rBV 25057 23990 1.88% 0.192%
5 1.732 116 122 135 rVB 86146 101317 7.94% ©.809%
6 1.912 169 178 195 rVV3 112621 169950 13.32% 1.357%
7 1.996 196 204 216 rVB 126111 173678 13.61% 1.387%
8 2.157 244 254 262 rBV 160052 222899 17.47% 1.780%
9 2.208 262 270 294 rVB3 158782 319084 25.01% 2.548%
10 2.321 294 305 317 rVB2 19748 29878 2.34% 0.239%
11  2.417 325 335 344 rBvV2 51391 80073 6.28% 0.639%
12 2.469 344 351 367 rVB2 22055 36715 2.88% 0.293%
13 2.568 368 382 396 rBV 150101 249869 19.58%  1.995%
14 2.642 396 405 428 rVB4 8314 26460 2.07% 0.211%
15 2.858 461 472 488 rVB3 10152 17091 1.34% 0.136%
16 2.983 488 511 518 rBV6 22533 64373 5.04% 0.514%
17 3.137 550 559 579 rVB3 33191 71455 5.60% ©.571%
18 3.359 611 628 649 rVB5 45203 102111 8.00% ©.815%
19 3.584 681 698 720 rVV3 51528 127428 9.99% 1.018%
20 3.700 720 734 749 rVB2 25870 55419 4.34% 0.443%
21 3.829 757 774 786 rBV6 9672 23846 1.87% ©0.190%
22 4.195 870 888 899 rBV5 12346 32998 2.59% 0.263%
23 4.658 1007 1032 1074 rBV2 220860 865224 67.81% 6.909%
24 5.060 1142 1157 1176 rBV 137735 319050 25.00%  2.548%
25 5.372 1243 1254 1266 rBV 9503 25100 1.97% ©0.200%
26 5.452 1267 1279 1300 rVBS 11644 38920 3.05% 0.311%
27 5.594 1310 1323 1329 rBV3 11668 25617 2.01% 0.205%
28 5.636 1330 1336 1344 rVV4 11683 22613 1.77% ©.181%
29 5.723 1344 1363 1392 rVB2 281029 780953 61.20% 6.236%
30 5.890 1409 1415 1429 rVB3 11557 24208 1.90% 0.193%
31 5.973 1429 1441 1448 rVV5 11491 25418 1.99% 0.203%
32 6.025 1449 1457 1473 rVB5 16589 41724 3.27% 0.333%
33 6.131 1477 1490 1500 rBV3 10522 21332 1.67% 0.170%
34 6.247 1513 1526 1550 rBV 218970 467362 36.63% 3.732%
35 6.546 1607 1619 1640 rBV 18372 45244 3.55% 0.361%

36 6.687 1649 1663 1680 rBV 190123 385515 30.21% 3.078%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA .M
Title : TRACE VOA SFAM1.0
37 7.247 1826 1837 1854 rVB9 9637 25183 1.97% 0.201%
38 7.407 1873 1887 1901 rBV9 5520 15457 1.21% 0.123%
39 7.565 1921 1936 1958 rBV 89777 173122 13.57% 1.382%
40 7.896 2015 2039 2053 rBV 326917 578725 45.35%  4.621%
41  7.964 2053 2060 2070 rVV2 18127 33033 2.59% 0.264%
42 8.038 2070 2083 2093 rVB6 9722 20821 1.63% 0.166%
43 8.176 2117 2126 2136 rBV2 54896 92284 7.23% 0.737%
44  8.407 2190 2198 2208 rVB4 10309 15925 1.25% 0.127%
45  8.552 2233 2243 2253 rBvV2 21862 36066 2.83% 0.288%
46  8.632 2253 2268 2300 rBV 616747 1211556 94.95%  9.675%
47  9.414 2499 2511 2528 rBV 299990 518063 40.60% 4.137%
48 9.687 2585 2596 2610 rVB4 18612 36274 2.84%  0.290%
49 10.099 2716 2724 2738 rVB3 12068 20878 1.64% 0.167%
50 10.751 2916 2927 2939 rBV 169490 271000 21.24% 2.164%
51 11.639 3197 3203 3213 rvB2 12181 17887 1.40% 0.143%
52 11.809 3243 3256 3270 rBV 295809 471193 36.93% 3.763%
53 12.189 3362 3374 3397 rVB 328806 542591 42.52%  4.333%
54 12.758 3543 3551 3561 rVB3 16788 26328 2.06% 0.210%
55 12.857 3576 3582 3599 rVB4 12240 24353  1.91% 0.194%
56 12.941 3599 3608 3615 rBV3 8918 14392 1.13% 0.115%
57 13.111 3652 3661 3673 rvVB 32959 51718 4.05% 0.413%
58 13.250 3686 3704 3713 rBV4 18573 34637 2.71% 0.277%
59 13.324 3715 3727 3738 rVB2 43883 66854 5.24% 0.534%
60 13.391 3738 3748 3759 rBv4 11101 15920 1.25% 0.127%
61 13.526 3781 3790 3799 rVB3 11372 16497 1.29% 0.132%
62 13.828 3874 3884 3890 rBV3 9308 14506 1.14% 0.116%
63 13.877 3890 3899 3905 rBV2 47316 76753 6.01% ©.613%
64 14.111 3961 3972 3986 rVB4 18735 47279 3.71% 0.378%
65 14.282 4017 4025 4034 rVB 31448 44859 3.52% 0.358%
66 14.349 4036 4046 4056 rVB3 32826 54782  4.29% 0.437%
67 14.513 4089 4097 4107 rBV3 37453 54937 4.31% 0.439%
68 14.594 4114 4122 4128 rBv4 11011 18204 1.43%  0.145%
69 14.806 4182 4188 4197 rVB2 14168 20959 1.64% 0.167%
70 14.870 4198 4208 4219 rBV5 23988 45254 3.55% 0.361%
71 15.024 4242 4256 4263 rBv4 33987 69497 5.45% 0.555%
72 15.150 4288 4295 4303 rBV10 9860 17784 1.39% 0.142%
73 15.272 4326 4333 4354 rVB5 17256 36016 2.82%  0.288%
74 15.420 4362 4379 4388 rBV3 69052 139727 10.95% 1.116%
75 16.012 4555 4563 4576 rVB4 13337 20936 1.64% 0.167%
76 16.523 4712 4722 4737 rBV4 7958 20957 1.64% 0.167%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.M
Title : TRACE VOA SFAM1.0
Sum of corrected areas: 12523042
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\

: VUe52514.D
: 23 Dec 2022 00:26

JC/MD

: N6170-08
: 25.0mL/MSVOA_U/WATER
: 36

Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA .M
. TRACE VOA SFAM1.0

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.359 13.65 ug/L 1276040 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropane 42 C3H6 000075-19-4 9
4 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3He6 000075-19-4 7

Abundance Scan 6 (1.359 min): VU052514.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
5000
‘H 1.40 1.50 1.60 1.70 1.80
58.0 o
O e e e m/z 39.00 78.21%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000 ‘HH‘HA_\’W‘HH‘H
27.0 1.40 1.50 1.60 1.70 1.80
m/z 42.00 61.70%
1.0 15.0
OH\HH\‘}H\‘HH‘\H}}\HHHHiHH‘HHHH\‘\M‘HH‘HH‘HH‘HH‘H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #62: Propene
41.0
A
1.401.501.601.70 1.80
5000 27.0 m/z 44.00 36.29%
Ot e e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #64: Cyclopropane AR ma T S R
42.0 1.401.50 1.60 1.70 1.80
m/z 43.00 35.84%
5000 27.0
14.0 ‘ H
0H\\H\\‘H\\‘\H\‘\HHHH‘\\Hiu}\‘uu‘hu‘ b P S
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.401.501.601.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 8
R.T. EstConc Area Relative to ISTD R.T.
1.491 1.33 ug/L 124414  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Isobutane 58 C4H1e 000075-28-5 80
2 Isobutane 58 C4H10 000075-28-5 72
3 Isobutane 58 C4H10 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 64
5 Isobutane 58 C4H1e 000075-28-5 59
Abundance  Scan 47 (1.491 min): VU052514.D\data.ms (-40) (-) m/z 43.00 100.00%
43.0
5000
S N L G —
‘ 57.1 84.9 140 160 1.80
-t m/z 40.95 46.75%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #267: Isobutane
43.0
5000
27.0 140 160 1.80
' m/z 41.95 33.46%
o 180 “ 70
O \\\‘\\\\‘\\\\‘\\i}‘\\\{i\}\\‘\\\w‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #266: Isobutane
43.0
e
140 160 1.80
5000 m/z 38.95 17.98%
27.0
15.0 57‘0
0t e et e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #268: Isobutane
43.0 140 160 1.80
m/z 57.10 4.48%
5000
27.0
15.0
0 20 \‘ il NN 57\\0 A
e e e e e e A
m/z--> 0O 10 20 30 40 50 60 70 80 90 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
1.732 1.08 ug/L 101317 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Butene 56 C4H8 000106-98-9 83
2 2-Butene, (Z)- 56 C4H8 000590-18-1 83
3 1-Butene 56 C4H8 000106-98-9 83
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 80
5 1-Butene 56 C4H8 000106-98-9 80
Abundance Scan 122 (1.732 min): VU052514.D\data.ms (-116) (-) m/z 41.00 100.00%
41.0
56.0
5000
49{ 1.60 1.80 2.00
1011l 64.0 P
Ol e e € m/z 56.00  62.80%
miz--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70
Abundance #199: 1-Butene
41.0
5000 L B L B BB
56.0 1.60 1.80 2.00
28.0 m/z 38.95  40.24%
0 2.15.01’ }H‘ﬁ%}\\‘\‘\!\h\’\\\\‘\\H‘H\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #203: 2-Butene, (2)-
41.0
A
56.0 1.60 1.80 2.00
5000 m/z 55.00 30.32%
28.0
Obrermrrrprergrrrr e e bty
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 A j\
Abundance #198: 1-Butene A
41.0 1.60 1.80 2.00
m/z 50.00 11.72%
5000 56.0
28.0
NN Y-S . 4 Y B SR | SO :
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
1.996 1.86 ug/L 173678 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47
4 Pentane 72 C5H12 000109-66-0 39
5 1-Butene 56 C4H8 000106-98-9 9
Abundance Scan 204 (1.996 min): VU052514.D\data.ms (-196) (-) m/z 43.00 100.00%
43.0
57.1
5000
J ‘ 721 1.60 1.80 2.00 2.20 2.40
ot el L m/z 42,00 83.83%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0
1.60 1.80 2.00 2.20 2.40
15.0 m/Z 41.00 79.65%
72.0
O\\\‘279\\‘\}\\‘\\11‘\\\\}}\\i‘\‘\‘!}‘\\\\“}\\\‘\
miz-> 0 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
570 1.60 1.80 2.00 2.20 2.40
5000 m/z 57.10 66.41%
29.0
150 ‘ | | 72.0
O L e e L A e o NN B
m/iz--> 0O 10 20 30 40 50 60 70 80 A
Abundance #752: 3-Buten-1-ol e o b
42.0 1.60 1.80 2.00 2.20 2.40
310 m/z 39.00 22.75%
5000
57.0 72.0
0 150
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.157 2.38 ug/L 222899 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene 70 C5H10 000109-67-1 91
2 1-Pentene 70 C5H1e 000109-67-1 76
3 1-Pentene 70 C5H1e 000109-67-1 68
4 Cyclopropane, ethyl- 70 C5H10 001191-96-4 68
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 59
Abundance Scan 254 (2.157 min): VU052514.D\data.ms (-244) (-) m/z 42.00 100.00%
42.0
55.0
5000 70.1
619 g 1.80 2.00 2.20 2.40
. 78.1 o
O et b st e | M/Z0 55,00 74.04%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #629: 1-Pentene
42.0
55.0
5000
700 1.80 2.00 2.20 2.40
29.0 m/z 40.95 49.18%
O H‘\H\‘\\]\_?‘\9\‘HHH!{!‘HH‘HM}\ }\‘H\\‘Hl\‘}\\\‘\\.\\‘\\HHH\‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #631: 1-Pentene
42.0
55.0 1.80 2.00 2.20 2.40
5000 m/z 70.10 47 .42%
27.0 70.0
0 15\'0 | \‘ 34-0\ | i 63.0
rrprrrprr e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #632: 1-Pentene “‘H““‘W“A‘W““
42.0 55.0 1.80 2.00 2.20 2.40
m/z 39.00 39.91%
70.0
5000
29.0
O‘WHHM%ERWHHMHWHHMMw‘uuupﬂiuuwuwmwuuwuwuupu
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
2.208 3.41 ug/L 319084 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane 72 C5H12 000109-66-0 83
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 72
5 Pentane 72 C5H12 000109-66-0 64
Abundance Scan 270 (2.208 min): VU052514.D\data.ms (-262) (-) m/z 43.00 100.00%
43.0
5000
55.0 AAL
“H‘_‘H“H‘_‘H“

‘ ‘ 72.0 1.80 2.00 2.20 2.40 2.60

Ol et 1829 L hsz a2.00  66.52%

m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000

1.80 2.00 2.20 2.40 2.60

, m/z 41.00  55.50%
210 310 720
|

\\\‘\\\\‘?—\5\(\)‘\\\‘\“\\\\“\\‘\\‘\‘\‘\\‘\\\\‘!\\\‘\\\
m/z--> 0 10 40 50 60 70 80
Abundance #810:Pentane
43.0

1.80 2.00 2.20 2.40 2.60

o

i

5000 m/z 55.05 36.57%
27.0
570 720
150 | I
(O L o L L o o
m/z--> 0O 10 20 30 40 50 60 70 80 /\
Abundance #806: Pentane ‘H““‘H““W““‘H
43.0 1.80 2.00 2.20 2.40 2.60

m/z 39.00 24.43%

5000 27.0
15.0 ‘ ‘ 57.0 720
oL20 T —— |

R R R RS R AR R R AR RESEE
m/z--> 0O 10 20 30 40 50 60 70 80 1.80 2.00 2.20 2.40 2.60

SFAMUTR122022WMA.M Wed Dec 28 14:30:20 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 10
R.T. EstConc Area Relative to ISTD R.T.
2.417 0.86 ug/L 80073 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentene, (Z)- 70 C5H10 000627-20-3 91
2 2-Pentene 70 C5H1le 000109-68-2 91
3 2-Pentene, (Z)- 70 C5H10 000627-20-3 91

4 2-Pentene, (E)- 70 C5H10 000646-04-8 91
5 2-Pentene 70 C5H10 000109-68-2 90

Abundance Scan 335 (2.417 min): VU052514.D\data.ms (-325) (-) m/z 54.95 100.00%

58.0
5000 K

‘uu‘uu‘uu,uu‘u
H | 2.00 2.20 2.40 2.60 2.80
Ll

el e 205 miz 42,00 38.02%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #637: 2-Pentene, (2)-
558.0
5000

2.00 2.20 2.40 2.60 2.80

o

29.0 m/z 70.10 36.47%
O\\\\‘\‘\‘\\“i\\\\‘\‘\H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #630: 2-Pentene
55.0 \
R e
2.00 2.20 2.40 2.60 2.80
5000 m/z 39.00 27.81%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #639: 2-Pentene, (2)- RERAREEEESEESSN S AR S
55.0 2.00 2.20 2.40 2.60 2.80

m/z 41.00  23.88%

5000
29.0
0 \H M‘ /\,A/L

m/z--> 20 40 60 80 100 120 140 160 180 200 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 15
R.T. EstConc Area Relative to ISTD R.T.
2.983 0.69 ug/L 64373 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 90
2 Cyclopropane, 1-ethyl-1-methyl- 84 C6H12 053778-43-1 70
3 1-Pentene, 3-methyl- 84 CeH12 000760-20-3 70
4 Pentane, 3-methylene- 84 C6H12 000760-21-4 68
5 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 58
Abundance Scan 511 (2.983 min): VU052514.D\data.ms (-488) (-) m/z 55.10 100.00%

=
a0 Tt 601
5000
84.1
A N

‘ 2.60 2.80 3.00 3.20 3.40
el L mz ee.18 82.91%

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1665: 1-Pentene, 3-methyl-
55.0 69.0
41.0

5000 970 TEREES AR AT
: 84.0 2.60 2.80 3.00 3.20 3.40

m/z 41.00 79.92%
i il

15.0 Ll
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\‘\\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1710: Cyclopropane, 1-ethyl-1-methyl-
41.0
55.0

o

w“u“u‘_“w“u‘u
69.0 2.60 2.80 3.00 3.20 3.40
5000 27.0 ITI/Z 56.00 51.44%
84.0
15.0 ‘
) LY N o AP | SO P
miz—-> 0 10 20 30 40 50 60 70 80 90
Abundance #1674: 1-Pentene, 3-methyl- L e
55.0 2.60 2.80 3.00 3.20 3.40
410 69.0 m/z 38.90 41.28%
5000 27.0
84.0
150 | ‘\ | /m
) S 1 S 1 S 'R, W‘H“H“_‘H,‘H“H
miz--> 0 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20 3.40

SFAMUTR122022WMA.M Wed Dec 28 14:30:22 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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: Cyclic3.137 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.137 0.76 ug/L 71455 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopropane, ethyl- 70 C5H10 001191-96-4 59
2 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 59
3 1-Pentene 70 C5H1e 000109-67-1 42
4 1-Pentene 70 C5H1e 000109-67-1 40
5 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 14
Abundance Scan 559 (3.137 min): VU052514.D\data.ms (-550) (-) m/z 42.00 100.00%
42.0
5000 550 69.0 ﬂ//\j\ A
A AR
84.0 2.80 3.00 3.20 3.40
0 H“‘H“H“‘H“_‘N\l“qquw‘ﬂm“u“‘M“u m/z 41.00 53.39%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #653: Cyclopropane, ethyl-
42.0 Nj\
5000 i VPP
27.0 . . . :
00 m/z 69.05 41.28%
15.0 ‘
0H\‘H\\‘\i‘\\‘uH‘\H‘”‘\Hi‘\‘H\‘HH“\H‘HH‘H
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #656: Cyclopropane, ethyl-
42.0
SN S N W
2.80 3.00 3.20 3.40
5000 55.0 m/z 55.05  38.46%
27.0
70.0
15.0 ‘
o““2:9‘W:‘WHH_HMuHw;Wm,‘m_m_‘
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #631: 1-Pentene A RAmGa R
42.0 2.80 3.00 3.20 3.40
m/z 38.95 32.40%
55.0
5000
27.0 70.0 M\
15.0 ‘ A /\
RSy AT AT MBSO MBS SNBSS P N YA 1 AN WAL Y 8
m/z--> 0 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_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
3.584 1.36 ug/L 127428 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 87
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80
3 1-Hexene 84 C6H12 000592-41-6 76
4 1-Hexene 84 C6H12 000592-41-6 68
5 3-Hexene, (E)- 84 C6H12 013269-52-8 50
Abundance Scan 698 (3.584 min): VU052514.D\data.ms (-681) (-) m/z 41.00 100.00%

410 56.0
5000
69.0 84.1 Y

AR RO R AR
N

3.20 3.40 3.60 3.80 4.00

1 AN S T N m/z 56.05  96.29%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1675: 1-Pentene, 2-methyl-
56.0
41.0
5000 [T Ty ool
27.0 69.0 g4 0 3.20 3.40 3.60 3.80 4.00
m/z 55.00 54.82%
15.0 ‘
O \\\‘\\\\‘\\‘\\‘\\\1‘\\\\}\‘\\\i‘\‘\\‘\\\‘\i\\\\‘\\‘\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1666: 1-Pentene, 2-methyl-
41.0 56.0 M
3.20 3.40 3.60 3.80 4.00
5000 27.0 69.0 ITI/Z 42.00 52.947%
84.0
15.0
0 “““H“‘L“‘Jl,““ﬁt“wﬂ‘““M‘,‘H“““_‘
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1640: 1-Hexene N L VENP/VANN
410 560 3.20 3.40 3.60 3.80 4.00
270 m/z 39.00 48.05%
5000
84.0
69.0
15.0 | /& /\
0 H‘%QH“N‘_‘N‘H‘W‘H‘ﬁN —— _%H‘M‘W‘H‘KV%%H
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26

Operator JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
3.700 0.59 ug/L 55419 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 n-Hexane 86 C6H14 000110-54-3 90
2 n-Hexane 86 C6H14 000110-54-3 90
3 n-Hexane 86 C6H14 000110-54-3 86
4 2-Ethyl-oxetane 86 C5H100 1010386-40-2 86
5 n-Hexane 86 C6H14 000110-54-3 78
Abundance Scan 734 (3.700 min): VU052514.D\data.ms (-720) (-) m/z 57.00 100.00%
57.0
41.0
5000
86.0 e
‘ ‘ 71.0 3.40 3.60 3.80 4.00
0-—rrr—prrre e e e e m/z 41.00  71.28%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2038: n-Hexane
57.0
43.0
29.0
5000 \\\‘\\\\’\\\\MN
3.40 3.60 3.80 4.00
86.0 m/z 43.05 65.84%
1%0 ‘ ‘ 71.0
O\\\‘-\\\\‘\\\\‘\\}\‘\\\\i\}\\‘\\\}‘\\\\“\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
AT
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.10 49,38%
86.0
15.0 ‘ 71.0
ottt e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane e
57.0 3.40 3.60 3.80 4.00
m/z 42.00 37.37%
43.0
5000
86.0
71.0 /
ot e b e SVANBMUAR Vi WAYR VN
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00

SFAMUTR122022WMA.M Wed Dec 28 14:30:26 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 13 Benzene, (3-methyl-2-butenyl)- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.111 0.55 ug/L 51718 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 96
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90

Abundance Scan 3661 (13.111 min): VU052514.D\data.ms (-3652) (- | m/z 131.00 100.00%
131.0
5000 /\j\ /\
70 s T 1350
0 680 | ]| e ' '
0 vt el e T m/z 146.05  26.04%
miz--> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 /\ /\
5000 \/‘\\ T T T T A\ /\ T
13.00 13.50
39.0 5.0 1150 m/z 91.80  21.54%
o | L0 L
0+ \‘\ T \‘“‘\ \‘i‘\ \‘r“\ “H 1 ‘\”1“‘ T \“\ T “‘U‘\ T “‘ \‘\‘L T “1 ‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0 wﬂ/\)\
ALV
13.00 13.50
5000 m/z 129.00 19.64%
91.0
115.0
39.0 64.0 ‘ ‘ ‘ 147.0
Y WY MY i PO P PV Y R
m/iz--> 20 40 60 80 100 120 140 [\ /\ /\ /\
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- L ety
131.0 13.00 13.50
m/z 115.10 16.94%
5000
2 w0 v s )
NS OV ARG SN . LN VY P LA
m/z--> 20 40 60 80 100 120 140 13.00 13.50

SFAMUTR122022WMA.M Wed Dec 28 14:30:28 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.323 0.71 ug/L 66854 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 90
Abundance Scan 3727 (13.323 min): VU052514.D\data.ms (-3715) (- | m/z 131.05 100.00%
131.1
5000 j\ /\
91.0 115.0 P ‘/\
30 630 “ M‘ b1 13.00 13.50
Ol v s bt b b m/z 146.05  28.44%
miz--> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 A
5000 /‘\ T T T T A\ /\ T T /\\,
13.00 13.50
39.0 5.0 1150 m/z 129.85 22.47%
LI T O
0+ \‘\ T \‘“‘\ \‘i‘\ \‘r“\ “H 1 ‘\”1“‘ T \“\ T “‘U‘\ T “‘ \‘\‘L T “1 ‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 A
I L i
13.00 13.50
5000 m/z 91.00 20.92%
91.0
115.0
39.0
P o R =
o) S PN T A Y P W Mo [t
m/iz--> 20 40 60 80 100 120 140 j\
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- Aﬁw ‘ ”‘AM f/y
131.0 13.00 13.50
m/z 115.00 19.69%
5000
91.0
115.0 z,‘ K A /\
39.0
64.0
S A CON S I~ Iy PR (L (LT T
m/z--> 20 40 60 80 100 120 140 13.00 13.50

SFAMUTR122022WMA.M Wed Dec 28 14:30:29 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 1H-Indene, 1-ethyl-2,3-dihy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.877 0.81 ug/L 76753 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 1-ethyl-2,3-dihydro- 146 C11H14 004830-99-3 70
2 Benzene, 1l-pentenyl- 146 C11H14 000826-18-6 68
3 1H-Indene, 1-ethyl-2,3-dihydro- 146 C11H14 004830-99-3 62
4 Benzene, 1l-pentenyl- 146 C11H14 000826-18-6 59
5 trans-1-Phenyl-1-pentene 146 C11H14 016002-93-0 58
Abundance Scan 3899 (13.877 min): VU052514.D\data.ms (-3890) (- | m/z 117.00 100.00%
117.0
5000
1451 N
S Pl
510 -0 91‘-1 L“‘ ‘ 13.50 14.00
0‘“““‘H“quﬂhﬁ%q‘ﬂu‘pw“ MJM“Wu“W“‘ m/z 115.05  34.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25016: 1H-Indene, 1-ethyl-2,3-dihydro-
11v.0
5000 /\m‘/\”\/\ ”\‘/\\ T A/\\/\J\/\
13.50 14.00
200 910 146.0 m/z 145.05  29.02%
. 530 ]
O\H\‘\H\‘H‘\\‘HH“\\‘H‘\H‘\\‘\\‘\‘H\‘H\
m/z--> 20 40 60 80 100 120 140 160
Abundance #24981: Benzene, 1-pentenyl-
117.0 R
LY
13.50 14.00
5000 m/z 146.00 21.06%
950 146.0
39.0 65.0
0‘““Jm‘ﬂ‘HM‘HM‘JH‘Ni‘mHN R
m/z--> 20 40 60 80 100 120 140 160 A /\
Abundance #25014: 1H-Indene, 1-ethyl-2,3-dihydro- A A AR el
117.0 13.50 14.00
m/z 91.10 14.33%
5000
146.0
91.0
gaso @0 w0 0 | M
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26

Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Benzene, (1,3-dimethyl-2-bu... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

14111 .50 ug/l 47279  1,4-Dichlorobenzene-d4  11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual

1 Benzene, (1,3-dimethyl-2-butenyl)- 160 C12H16 050704-01-3 91
2 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 90
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 87
4 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 87
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 87

Abundance Scan 3972 (14.111 min): VU052514.D\data.ms (-3961) (- | m/z 145.05 100.00%
145.1
115.0 S A e
39.0 65‘,_0 910 | ‘ ‘ 14.00 14.50o
RSSOV YA BT AR AR e m/z 160.60  20.09%
miz--> 60 80 100 120 140 160
Abundance #36231: Benzene, (1,3-dimethyl-2-butenyl)-
145.0 j\d\
5000 /\\ T /\ T \M\ T T j\
91.0 1170 14.00 14.50
41.0 ’ m/z 130.00 16.74%
‘ 67.0 ‘
0+ \2‘3\.9\ \“ . \“1”\ ’H\H\ T i‘H‘ T “‘1 T \“\“ \‘MJ\ T ‘”H\ \]\- “2\.(\)
miz--> 20 60 80 100 120 140 160
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0 {\ !V
1 Dl A M
14.00 14.50
5000 ITI/Z 114.95 15.35%
910 1150
39.0 )
R W A
m/z--> 20 40 60 80 100 120 140 160 //\\N\
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- A AL SRR
145.0 14.00 14.50
m/z 146.00 14.72%
5000
105.0 128.0
39.0 77.0
ol 20 se0 71O L L weo [y UL LY
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.349 0.58 ug/L 54782 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 87
2 1H-Indene, 2,3-dihydro-4,5,7-tri... 160 C12H16 006682-06-0 87
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 87
4 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 83
5 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 83
Abundance Scan 4046 (14.349 min): VU052514.D\data.ms (-4036) (- | m/z 145.00 100.00%
145.0
” Kﬁﬂm“
- e
260 770 11"5'0 | M 1rng 1400 14.50
R R FT R ,w“ L ““u ‘ ,“‘J ey m/z 160.10 22.33%
m/z--> 20 40 60 80 100 120 140 160

Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-

T by

14.00 14.50
m/z 128.00  19.30%

115.0
oo, 940 T |
O\H’\H\‘HH’H‘H‘HH’HM‘\H’HH“HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #36251: 1H-Indene, 2,3-dihydro-4,5,7-trimethyl-
145.0 ﬂ
T I —

5000

14.00 14.50
5000 m/z 129.00 16.40%
39.0 .
150 7 eso oo MRO,
R e T o

m/z--> 20 40 60 80 100 120 140 160
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- i ——
145.0 14.00 14.50

m/z 146.05 15.42%

5000

- it f\ N ﬁ“%

115.0

91.0
39.0  65.0

15.0 Ly Ly i ‘ ‘ \‘ Iy

m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 5H-Benzocycloheptene,6,7,8,... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.513 0.58 ug/L 54937 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 5H-Benzocycloheptene,6,7,8,9-tet... 146 C11H14 001075-16-7 87
2 Benzene, cyclopentyl- 146 C11H14 000700-88-9 70
3 Benzene, (1-ethyl-1-propenyl)- 146 C1l1H14 004701-36-4 60
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 60
5 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 60
Abundance Scan 4097 (14.513 min): VU052514.D\data.ms (-4089) (- | m/z 104.00 100.00%
104.0
146.1
5000
: : : n AT sl
14.50
(o} m/z 116.95  93.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25037: 5H-Benzocycloheptene,6,7,8,9-tetrahydro-
146.0
104.0
5000 NOYYAL) — :
14.50
m/z 146.05  83.44%
77.0 1280
O\\\‘\\\\‘\\\\’H\‘}\\H“\\‘!\““\\"\‘1“}\‘\“\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #24986: Benzene, cyclopentyl-
117.0 /\
BUINAVEN
146.0 14.50
91.0 o
5000 m/z 91.00 73.16%
39.0
‘ 65.0 ‘
ohrrebrdh ‘,«H b
miz--> 80 100 120 140 160
Abundance #25009.Benzene,O:ethykl1wopeny0— —— ‘
117.0 14.50
m/z 115.00  63.55%
5000 91.0 146.0
39.0 65.0
NI L o O NP n
m/z--> 20 40 60 80 100 120 140 160 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26

Operator JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 19 Benzene, 4-(2-butenyl)-1,2-... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.024 0.74 ug/L 69497 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 91
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 90
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 87
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 87
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 87

Abundance Scan 4256 (15.024 min): VU052514.D\data.ms (-4242) (| m/z 145.00 100.00%
145.0
5000 WﬂMAMN
ol
509 769 11\5 0 ‘ 174.2 15.00
R M TN T AR e AR m/z 160.10 24.21%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2- d|methyl- (E)-
145.
5000 M T I T T /J\m
15.00
910 m/z 129.00  19.20%
39.0 115.0
150 | 7 690 | ‘ \h !
O\\\‘\\‘\\“\\\‘\‘\\\\‘\\\\"‘\\ 1\““}\\\“\\\\‘\
miz--> 20 60 80 100 120 140 160
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
= \
15.00
5000 ITI/Z 128.00 18.09%
115.0
39.0 65.0 91.0 ‘
oltse B0 o, Tl 4
m/z--> 20 40 60 80 100 120 140 160
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl- T !
145.0 15.00
m/z 130.95 16.81%
5000
115.0
9L0 ‘ K S
m/z--> 20 40 60 80 100 120 140 160 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.420 1.48 ug/L 139727 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Naphthalenemethanol 158 C11H1e0 004780-79-4 45
2 Benzonitrile, 4-ethenyl- 129 C9H7N 003435-51-6 43
3 5H-Benzocycloheptene, 6,7-dihydro- 144 C11H12 007125-62-4 43
4 Amyl cinnamyl acetate 246 C16H2202 1000430-73-5 42
5 1-Methyl-4-(1-pentyn-1-yl)benzene 158 C12H14 079756-89-1 40
Abundance Scan 4379 (15.420 min): VU052514.D\data.ms (-4362) (- | m/z 129.00 100.00%
129.0
5000
158.1
=
51.0 91.0 ‘ ‘ 15.50
Obprredboboch e gl 2070 28LC 0 195 60 31.62%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #34683: 1-Naphthalenemethanol
129.0
158.0
5000 T
15.50
m/z 128.00  31.29%
O’H\\“S\a-‘!.fo“\\\H\“HJ-\(\)‘:‘IT.\C\)‘\‘\M\\W‘HH“‘\\H‘HH‘HH‘HH‘\H\‘HH‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #15012: Benzonitrile, 4-ethenyl-
129.0
15.50
5000 m/z 158.10 27.10%
ol 510 1040
’HH‘H“H‘\\\‘\“‘HH‘HH‘\H‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #23574: 5H-Benzocycloheptene, 6,7-dihydro- A e ,
129.0 15.50
m/z 130.00 24.04%
5000
63.0 910
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52514.D

Acqg On : 23 Dec 2022 00:26
Operator : JC/MD

Sample : N6170-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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.. 1.359 13.7 ug/L 1276040 1 6.247 467362 5.0
(DEL) Alkane: S.. 1.491 1.3 ug/L 124414 1 6.247 467362 5.0
(DEL) Alkane: S.. 1.732 1.1 ug/L 101317 1 6.247 467362 5.0
(DEL) Alkane: S.. 1.996 1.9 ug/L 173678 1 6.247 467362 5.0
(DEL) Alkane: S.. 2.157 2.4 ug/L 222899 1 6.247 467362 5.0
(DEL) Alkane: S.. 2.208 3.4 ug/L 319084 1 6.247 467362 5.0
(DEL) Alkane: S.. 2.417 0.9 ug/L 80073 1 6.247 467362 5.0
(DEL) Alkane: S.. 2.983 0.7 ug/L 64373 1 6.247 467362 5.0
(DEL) Alkane: C.. 3.137 0.8 ug/L 71455 1 6.247 467362 5.0
(DEL) Alkane: S.. 3.584 1.4 ug/L 127428 1 6.247 467362 5.0
(DEL) Alkane: S.. 3.700 0.6 ug/L 55419 1 6.247 467362 5.0
Benzene, (3-met... 13.111 0.6 ug/L 51718 3 11.809 471193 5.0
1H-Indene, 2,3-... 13.323 0.7 ug/L 66854 3 11.809 471193 5.0
1H-Indene, 1-et... 13.877 0.8 ug/L 76753 3 11.809 471193 5.0
Benzene, (1,3-d... 14.111 0.5 ug/L 47279 3 11.809 471193 5.0
1H-Indene, 2,3-... 14.349 0.6 ug/L 54782 3 11.809 471193 5.0
5H-Benzocyclohe... 14.513 0.6 ug/L 54937 3 11.809 471193 5.0
Benzene, 4-(2-b... 15.024 0.7 ug/L 69497 3 11.809 471193 5.0
unknown-01 15.420 1.5 ug/L 139727 3 11.809 471193 5.0
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