LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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@52493.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 26 rVB 261564 259126 13.94% 0.705%
2 1.597 70 80 92 rVB3 194699 298612 16.06% 0.813%
3 1.912 170 178 194 rW 90813 131178 7.06% 0.357%
4 1.996 195 204 221 rVB 159499 223455 12.02% 0.608%
5 2.205 260 269 288 rVB 170699 266390 14.33% 0.725%
6 2.568 367 382 399 rBV 157105 273597 14.72% 0.744%
7 3.083 518 542 554 rBV 206140 483227 25.99% 1.315%
8 3.356 612 627 648 rBv4 254670 562155 30.23% 1.530%
9 3.697 714 733 754 rBV 226003 501003 26.95% 1.363%
10 4.430 946 961 975 rBv4 26691 67137 3.61% 0.183%
11  4.530 975 992 1008 rBV 214970 515884 27.75%  1.404%
12 4.626 1008 1022 1028 rBV 179602 413789 22.26% 1.126%
13 5.060 1143 1157 1172 rBV 134912 303339 16.31% 0.825%
14 5.372 1236 1254 1270 rBV5 329132 904578 48.65%  2.461%
15 5.459 1270 1281 1305 rVB2 115103 294769 15.85% ©0.802%
16 5.591 1305 1322 1333 rBV 344276 777357 41.81% 2.115%
17 5.723 1346 1363 1377 rBvV2 282257 719821 38.71%  1.959%
18 5.848 1388 1402 1411 rBvV2 221008 458345 24.65%  1.247%
19 5.916 1412 1423 1434 rVV3 182276 411489 22.13% 1.120%
20 5.986 1434 1445 1475 rVB 308519 697727 37.53% 1.899%
21  6.131 1475 1490 1512 rBV 348282 660256 35.51% 1.797%
22 6.247 1512 1526 1535 rBV 249249 489524 26.33% 1.332%
23 6.539 1604 1617 1649 rBV5 149712 377878 20.32% 1.028%
24  6.687 1649 1663 1669 rBV 186517 351219 18.89% 0.956%
25 6.758 1670 1685 1698 rVB2 823600 1859293 100.00% 5.059%
26 6.864 1708 1718 1731 rVB 82893 157681 8.48% 0.429%
27 6.977 1741 1753 1766 rBV 149075 271990 14.63% 0.740%
28 7.070 1766 1782 1796 rVB 210203 413715 22.25% 1.126%
29 7.234 1821 1833 1853 rVB3 259305 571133 30.72% 1.554%
30 7.395 1869 1883 1888 rBV2 91760 193812 10.42% 0.527%
31 7.494 1905 1914 1922 rBV2 282658 455131 24.48% 1.238%
32 7.536 1922 1927 1949 rVB4 114118 335458 18.04% 0.913%
33 7.655 1956 1964 1973 rBV 225809 342473 18.42% 0.932%
34 7.758 1984 1996 2011 rVB7 118451 267305 14.38% 0.727%
35 7.851 2011 2025 2032 rBV2 560707 1112112 59.81% 3.026%

36 7.890 2032 2037 2050 rVB3 508711 875672 47.10%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 8.022 2067 2078 2085 rBv4 147290 327102 17.59% 0.890%
38 8.092 2094 2100 2106 rBV 116061 174272 9.37% 0.474%
39 8.124 2106 2110 2119 rVB 147202 194905 10.48% 0.530%
40  8.240 2133 2146 2160 rVB3 393902 813105 43.73%  2.213%
41  8.366 2172 2185 2192 rBV2 194867 359930 19.36% 0.979%
42 8.407 2192 2198 2211 rVB3 96434 186282 10.02% 0.507%
43 8.472 2212 2218 2229 rVB6 41474 66386 3.57% 0.181%
44  8.546 2230 2241 2251 rVB5 132625 242266 13.03% 0.659%
45  8.629 2251 2267 2282 rBV2 752129 1471396 79.14%  4.004%
46 8.751 2297 2305 2311 rBV3 54617 96816 5.21% 0.263%
47  8.803 2312 2321 2330 rVB5 177550 302972 16.30% 0.824%
48  8.861 2330 2339 2349 rBV 435428 677426 36.43% 1.843%
49 8.922 2349 2358 2368 rBV 436662 703513 37.84% 1.914%
50 9.067 2390 2403 2412 rBv4 172457 348398 18.74% 0.948%
51 9.118 2412 2419 2425 rVWV 88280 133852 7.20% 0.364%
52 9.163 2425 2433 2440 rVV3 184567 334882 18.01% 0.911%
53 9.208 2441 2447 2458 rVV2 179602 293461 15.78% 0.799%
54  9.330 2476 2485 2500 rVB 248618 434591 23.37% 1.183%
55 9.414 2500 2511 2520 rBV 334230 556969 29.96% 1.516%
56 9.507 2535 2540 2548 rVB 62397 87665 4.71% ©.239%
57 9.562 2549 2557 2571 rVB3 115609 219869 11.83% 0.598%
58 9.655 2573 2586 2593 rBV5 124971 311403 16.75% 0.847%
59 9.755 2612 2617 2643 rVB4 151949 356923 19.20% 0.971%
60 9.883 2644 2657 2669 rBvV4 65965 152173 8.18% 0.414%
61 10.028 2688 2702 2712 rBV3 212360 482288 25.94% 1.312%
62 10.269 2754 2777 2792 rBV4 240990 701053 37.71% 1.908%
63 10.353 2794 2803 2824 rVB6 279683 714207 38.41% 1.943%
64 10.478 2832 2842 2850 rBvV4 59764 108310 5.83% 0.295%
65 10.693 2902 2909 2917 rVB3 74311 111955 6.02% ©.305%
66 10.751 2917 2927 2936 rBV 205247 350294 18.84% 0.953%
67 10.806 2937 2944 2957 rVB6 127515 224885 12.10% 0.612%
68 10.899 2963 2973 2981 rBV2 142387 243802 13.11% 0.663%
69 11.018 3001 3010 3017 rBV2 95742 151884 8.17% 0.413%
70 11.060 3018 3023 3035 rVB5 57005 95237 5.12% ©.259%
71 11.295 3085 3096 3112 rVB7 65678 173796  9.35% 0.473%
72 11.462 3140 3148 3161 rBV3 54208 115044 6.19% 0.313%
73 11.639 3198 3203 3214 rVB3 43828 69131 3.72% ©.188%
74 11.710 3216 3225 3230 rBV2 77974 122218 6.57% 0.333%
75 11.806 3243 3255 3269 rBV2 366180 637479 34.29% 1.735%
76 12.092 3334 3344 3361 rBv2 181233 334341 17.98% 0.910%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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
77 12.185 3362 3373 3391 rVB4 509688 1026079 55.19% 2.792%
78 12.295 3401 3407 3423 rVV9 29824 60966 3.28% 0.166%
79 12.375 3424 3432 3446 rVB2 57260 103528 5.57% 0.282%
80 12.462 3451 3459 3475 rVB 61930 102799 5.53% 0.280%
81 12.565 3481 3491 3499 rBV 304220 468935 25.22% 1.276%
82 12.607 3500 3504 3515 rVB2 59584 81146 4.36% 0.221%
83 12.677 3516 3526 3546 rBV3 214780 510996 27.48% 1.390%
84 12.967 3609 3616 3627 rVB2 181507 273974 14.74%  0.746%
85 13.025 3628 3634 3649 rVB5 34702 94755 5.10% ©0.258%
86 13.105 3649 3659 3673 rBv4 111749 261253 14.05% 0.711%
87 13.288 3708 3716 3725 rVB 151047 210310 11.31% 0.572%
88 13.407 3744 3753 3757 rBV4 55704 91079 4.90% 0.248%
89 13.449 3757 3766 3781 rVB3 359379 653487 35.15% 1.778%
90 13.555 3792 3799 3807 rVB 78046 100622 5.41% 0.274%
91 13.623 3811 3820 3840 rVB5 83450 197409 10.62% ©.537%
92 13.729 3844 3853 3860 rBV2 74670 120654 6.49% 0.328%
93 13.780 3860 3869 3877 rBV 163869 261485 14.06% ©.712%
94 13.832 3877 3885 3896 rBV4 167851 285162 15.34% 0.776%
95 13.938 3911 3918 3934 rVB2 168271 364247 19.59% 0.991%
96 14.282 4009 4025 4037 rBVe 77669 186917 10.05% 0.509%
97 14.343 4037 4044 4052 rVV2 53251 89621 4.82% 0.244%
98 14.478 4076 4086 4097 rBV 82804 137495 7.40% 0.374%
99 14.664 4132 4144 4157 rBV4 88174 197289 10.61% 0.537%
100 14.873 4201 4209 4219 rVB2 55513 89920 4.84% 0.245%
Sum of corrected areas: 36750239
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

: N6188-14
: 25.0mL/MSVOA_U/WATER
14

LSC Report - Integrated Chromatogram

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

: VU@e52493.D
: 22 Dec 2022 15:52

JC/MD

Sample Multiplier: 1

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

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

Abundance
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Time-->

300000359
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4.530
1.9962.205 .
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 35
R.T. EstConc Area Relative to ISTD R.T.
1.359 2.65 ug/L 259126 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): VU052493.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
5000
1.40 1.50 1.60 1.70 1.80
ot m/z 39.00 78.38%
mlz--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0
5000 ‘HH‘\HA‘\_\’\\\‘HH‘H
27.0 1.40 1.50 1.60 1.70 1.80
m/z 42.00 58.98%
1,0 10210 |
0\HHH\’\H\’HH’HH’HH’\H\‘HH‘HH‘HH‘\M‘HH‘HH
m/z--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #62: Propene
41.0
R e A ARNRERAR
1.401.50 1.60 1.70 1.80
5000 27.0 m/z 43.00 40.72%
20 150
O R e
m/iz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #64: Cyclopropane T
42.0 1.401.501.601.70 1.80
m/z 44.00 37.52%
o T b
0\\\\\\\\,\\\\,\\\\,m\\,uu,uu‘uu‘uu‘uu e RS EE s s
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.401.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 38
R.T. EstConc Area Relative to ISTD R.T.
1.996 2.28 ug/L 223455 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 43
4 Pentane 72 C5H12 000109-66-0 39
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 14
Abundance Scan 204 (1.996 min): VU052493.D\data.ms (-195) (-) m/z 43.00 100.00%
43.0
57.0
5000
‘ 72.1 1.60 1.80 2.00 2.20 2.40
0l et et e m/z 41.95 88.80%
miz-> 0 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0 \/‘\uu‘uu‘uu,uu‘u
1.60 1.80 2.00 2.20 2.40
15.0 m/Z 40.95 83.78%
72.0
O\\\‘2.\()\\\‘\}\\‘\\11‘\\\\}}\\i‘\‘\‘!}‘\\\\“}\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
AR
570 1.60 1.80 2.00 2.20 2.40
5000 m/z 57.05 72.48%
29.0
o || |7
O L e e L A e o NN B
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol M R
42.0 1.60 1.80 2.00 2.20 2.40
310 m/z 39.00  25.59%
5000
57.0 72.0
ol 150
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40

SFAMUTR122022WMA.M Wed Dec 28 14:15:50 2022 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 33
R.T. EstConc Area Relative to ISTD R.T.
2.205 2.72 ug/L 266390 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t 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 64
Abundance Scan 269 (2.205 min): VU052493.D\data.ms (-260) (-) m/z 43.00 100.00%
3.0
5000
57.1 R e B
‘ 721 1.80 2.00 2.20 2.40 2.60
0 m_‘H_m,mwMWH,MWm_‘m_m m/z 42.80 57.34%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000 R RN RN
1.80 2.00 2.20 2.40 2.60
57.0 m/z 41.00 47.82%
27.0 720
15'0 \‘\‘ \‘\ | L “‘ ‘
O\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0 f\
T AT
1.80 2.00 2.20 2.40 2.60
5000 m/z 57.10 16.70%
27.0
57.0 72.0
15.0 ‘ ‘ ‘ |
O o L A B ey e
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane B T
43.0 1.80 2.00 2.20 2.40 2.60
m/z 39.00 16.26%
5000 27.0
15.0 ‘ ‘ 570 720
ol 20
m/z--> 0 10 20 30 40 50 60 70 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 13
R.T. EstConc Area Relative to ISTD R.T.
3.083 4.94 ug/L 483227 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 83
Abundance Scan 542 (3.083 min): VU052493.D\data.ms (-518) (-) m/z 43.00 100.00%

43.0
57.1

‘ a1 2.80 3.00 3.20 3.40
et el T gz 42,00 54.29%

miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl-
43.0

o

5000 L B R B L AR B
2.80 3.00 3.20 3.40
27.0 710 m/z 71.10  40.57%
57.0 ‘
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2044: Pentane, 2-methyl-
43.0
R
2.80 3.00 3.20 3.40
5000 m/z 41.00 37.14%
27.0 71.0
15.0 57.0
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2047: Pentane, 2-methyl- ‘H““‘_““‘H‘,“‘

43.0 2.80 3.00 3.20 3.40
m/z 39.00 16.13%

5000 71.0 J\\
57.0
27.0
86.0
0 150 [ |

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_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 12
R.T. EstConc Area Relative to ISTD R.T.
3.697 5.12 ug/L 501003 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 90
3 n-Hexane 86 C6H14 000110-54-3 83
4 2-Ethyl-oxetane 86 C5H100 1010386-40-2 78
5 n-Hexane 86 C6H14 000110-54-3 72

Abundance Scan 733 (3.697 min): VU052493.D\data.ms (-714) (-) m/z 57.10 100.00%

57.1
41.0
5000
861 LI L L I L L L R
‘ ‘ 71.0 3.40 3.60 3.80 4.00
0 e e e e e M/ 40,95 69.13%

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0
5000

3.40 3.60 3.80 4.00
m/z 43.00 63.64%

86.0

15.0 71.0 ‘
O\\\‘\\\\‘\i‘\\‘\\1\‘\\\i“\}\\‘\‘\‘\1‘\\\\“\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2038: n-Hexane
57.0
43.0
“W‘H‘W“w‘u‘_‘u
29.0 3.40 3.60 3.80 4.00
5000 ITI z 56.10 51.39%
86.0
15.0 71.0
o"“2:9""m"":1""u,‘;"_Mwwhm_‘!wm
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane R ARAREERN R
57.0 3.40 3.60 3.80 4.00
43.0 m/z 42.00  34.04%
29.0
5000
86.0
0 B0 oo ”
oA e e A N
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 71
R.T. EstConc Area Relative to ISTD R.T.
4.430 0.69 ug/L 67137 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 90
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 72
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
Abundance Scan 961 (4.430 min): VU052493.D\data.ms (-946) (-) m/z 43.00 100.00%
43.0 57.0
5000
85.0
e T e
69.0 4.20 4.40 4.60 4.80
0 m,mWm‘Hm,!\‘wwm‘m“,mWm_‘l‘??:‘lw m/z 57.00 90.20%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
57.0
5000 L B L L BN B
4.20 4.40 4.60 4.80
m/z 56.00 56.07%
29.0 850 /
ol 150 | L 890 100.0
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4474 Pentane, 2,4-dimethyl-
43.0
57.0 4.20 4.40 4.60 4.80
5000 m/z 40.95 45 .46%
27.0 85.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0 4.20 4.40 4.60 4.80
m/z 85.00 26.35%
5000 85.0
29.0
0 15.0 ‘ ‘ i L 69\0 | 1090 [
T B e A A o R BERRRE Sa I
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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: Cyclic4.530 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.530 5.27 ug/L 515884 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
3 Cyclohexane 84 C6H12 000110-82-7 78

4 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72

Abundance Scan 992 (4.530 min): VU052493.D\data.ms (-975) (-) m/z 56.10 100.00%

56.1
5000 41.0 69.0
“ ‘ 84.1 4.20 4.40 4.60 4.80
0 “w“‘w“w“w“u“_h‘wuwu“mhﬁw“ﬁj“_‘ m/z 41.00  48.35%

miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0

4.20 4.40 4.60 4.80
m/z 69.05 41.76%
‘ “ \H‘

28.0 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\\\\‘\\ \‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0

o

41.0 4.20 4.40 4.60 4.80
5000 m/z 54.95 26.53%
69.0
ﬂO
84.0
10 15\0 ‘ ‘H\ 1 ‘
ouwuwuuwuwm_uw‘wmwuwuuw
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane R e AmE RS
56.0 4.20 4.40 4.60 4.80
84.0 m/z 42.00 21.17%
5000 41.0
69.0
it |
ol 180 L e
miz--> 0O 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 27
R.T. EstConc Area Relative to ISTD R.T.
5.459 3.01 ug/L 294769  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual

1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 94
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 58
5 Hexane, 3-methyl- 100 C7H1le 000589-34-4 46
Abundance Scan 1281 (5.459 min): VU052493.D\data.ms (-1270) (-) m/z 56.05 100.00%
56.0
43.0
5000 71.0
A
| ‘ | | 850 1001 5.20 5.405.60 5.80
o e e e ey m/z 43.00 78.46%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
5000
290 71.0 5.20 5.40 5.60 5.80
m/z 57.05 71.60%
Ll 580 a0
0 \H‘HH‘\\H’HH‘HHiHH’\‘\ \‘HH‘HH\’HH‘HHiHH’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4478: Pentane, 2,3-dimethyl-
43.0 56.0
e
5.20 5.40 5.60 5.80
5000 29.0 m/Z 41.00 48.95%
71.0
0 2.0 15\.0 ‘\ ‘ | 1 ‘ | “ . 85\)0 109'0
T e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4484 Pentane, 2,3-dimethyl- R RAREEEEN
43.0 56.0 5.20 5.40 5.60 5.80
m/z 71.05 38.15%
5000
29.0 71.0
m/z--> 0 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_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.591 7.94 ug/L 777357  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
4 Heptane 100 C7H16 000142-82-5 80
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
Abundance Scan 1322 (5.591 min): VU052493.D\data.ms (-1305) (-) m/z 43.00 100.00%
71.1
5000
‘ I 851 1001 5.20 5.40 5.60 5.80 6.00
O v e el e e m/z 71.10 63.90%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
5000 57.0 70.0 ‘uu‘uu‘uu,/\\/?ﬁu
29.0 5.20 5.40 5.60 5.80 6.00
m/z 70.10  58.42%
15.0 ‘ . 850 100.0
O\\\‘\\H‘\\\\’H}\‘\\\\‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
R R BRR T
71.0 5.20 5.40 5.60 5.80 6.00
5000 m/z 57.10 56.73%
29.0
15.0 \‘ - 530 1m0
L M
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl- R L R
43.0 5.20 5.40 5.60 5.80 6.00
m/z 40.95 52.21%
5000 290 57.0 71.0
0 1.0 150 “ 850 1000
R Ea s B e e R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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: Cyclic5.848 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.848 4.68 ug/L 458345  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 87
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 86
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 60
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 60
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 58

Abundance Scan 1402 (5.848 min): VU052493.D\data.ms (-1388) (-) m/z 70.05 100.00%
70.0
56.0
5000 41.0 /\
83.1 S ARREES S A
‘ ‘ ‘ 98.1 5.60 5.80 6.00 6.20
0 ",‘H"HH‘W_Wu‘mwm e eetb e m/z 56.05 68.29%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 7q.0
41.0
5000
5.60 5.80 6.00 6.20
21.0 83.0 050 m/z 55.00  62.53%
150 ‘\ | &
0 \\’\\\\‘\\H‘\\\\l\‘\ui‘\u \‘\\‘\H ‘H\‘\“‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
a1 5.60 5.80 6.00 6.20
5000 0 m/z 41.00 50.11%
83.0
270 ‘ 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0 5.60 5.80 6.00 6.20
41.0 m/z 43.05 31.98%
5000
27.0
83.0 98.0
15.0 ‘ ‘ |
0“,HM‘_“M“H}JH‘MN L_‘wlh‘mw‘u“u“_“w
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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: Cyclic5.916 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.916 4.20 ug/L 411489  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 90
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87
Abundance Scan 1423 (5.916 min): VU052493[NdMarns(1412)() m/z 56.05 100.00%
56.0 70.
41.0
5000
83.1
‘ ‘ 98.0 5.60 5.80 6.00 6.20
0Ll el L wyz 70,10 98.74%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis-
56.0
41.0 70.0 /\
5000 UL L B B IR R BB
270 5.60 5.80 6.00 6.20
‘ 8390 eo m/z 55.00  79.76%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0 R R R R e
5.60 5.80 6.00 6.20
5000 m/z 41.00 65.72%
27.0 83.0
T
0 bt e st e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0 5.60 5.80 6.00 6.20
410 | m/z 69.00  38.37%
5000
27.0 83.0
‘ ‘ 98.0
0 H‘_‘Hﬁfe‘uuhu‘ﬂﬂuqdhkwuﬂM‘H‘HH‘HH‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 12 (DEL) Alkane: Cyclic5.986 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.986 7.13 ug/L 697727 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 94
2 Isopropylcyclobutane 98 C7H14 000872-56-0 94
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91

4 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
5 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91

Abundance Scan 1445 (5.986 min): VU052493.D\data.ms (-1434) (-) m/z 56.05 100.00%

56.0
70.1
41.0
5000
98.1
‘ ‘ | 87'1 ‘ 5.60 5.80 6.00 6.20 6.40
0l et m/z 70.18 73.61%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3821: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0
41.0 /\
5000 [T Tt prrrrfl
27.0 5.60 5.80 6.00 6.20 6.40
98.0 m/z 55.00 70.74%
83.0
O | 1 ‘
O\\\‘.\\\\‘\\‘\\‘\\}\‘\\\\}\\\\“\\\‘\\\‘}‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0 5.60 5.80 6.00 6.20 6.40
m/z 41.00 55.36%
5000 27.0
98.0
| Y
0 MWHWH‘HH_H:}“W;M‘! et e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3831: Cyclopentane, 1,2-dimethyl-, trans-
56.0 5.60 5.80 6.00 6.20 6.40
70.0 m/z 69.00 33.35%
41.0
5000
98.0
27.0 ‘ ‘ 83.0 ‘ //\/\
0 m_m_MWH“:H:‘wmu‘l wwm_‘mw‘w e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.131 6.74 ug/L 660256 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Heptane 100 C7H16 000142-82-5 91
3 Heptane 100 C7H16 000142-82-5 91
4 Heptane 100 C7H16 000142-82-5 68
5 Hexane, 3-methyl- 100 C7H1le 000589-34-4 53
Abundance Scan 1490 (6.131 min): VU052493.D\data.ms (-1475) (-) m/z 43.00 100.00%
43.0
57.1 1
5000
100.1
5.80 6.00 6.20 6.40
I o
ot e e e m/z 71.10 63.48%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
43.0
57.0
5000 71.0 u‘/\\(h’,\uu‘uu‘uu,
5.80 6.00 6.20 6.40
29.0 ‘ 100.0 m/z 40.95 60.17%
0 H\‘\H\‘\H\‘Hi‘\‘\H\‘\1\\‘H‘\\’\H\‘1\\\‘8\\5\.(\)‘\\\\‘\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0
5.80 6.00 6.20 6.40
5000 57.0 71.0 m/z 57.10 57.27%
29.0
100.0
0 15.0 ‘\ “ | ‘ , ‘\ 850 ‘
B EE R R E AaRaE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4461: Heptane
43.0 5.80 6.00 6.20 6.40
m/z 56.05 38.67%
5000 29.0 57.0 71.0
100.0
030 | me ™
O -rrrprrrr e et e e e e R R ARARNEER RS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
6.864 1.61 ug/L 157681 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 94
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 94
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 91
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 91
5 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 80
Abundance Scan 1718 (6.864 min): VU052493.D\data.ms (-1708) (-) m/z 43.00 100.00%
3.0 57.1
85.1
5000
i 060 650 7.00 720

‘ ‘ 114.1 : . : :
0 m,uH,W,W_WM‘_u“!_Nlw_!mwwww m/z 57.10  98.94%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #8646: Hexane, 2,4-dimethyl-

430 570
85.0
5000 L L L L LI D B B
6.60 6.80 7.00 7.20
29.0 71.0 m/z 85.10  74.79%
O \H’HH’H\.\’\H‘\“\\H“M\\‘\‘\‘\‘\‘\H\‘HH\\‘\!}\‘\?\g‘.\()\\\l‘]\-ﬁ\'\()‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8637: Hexane, 2,4-dimethyl-
43.0 570
e L A
6.60 6.80 7.00 7.20
5000 8.0 m/z 41.00 54.48%
29.0
71.0

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #8645: Hexane, 2,4-dimethyl-

43.0 6.60 6.80 7.00 7.20
57.0 m/z 56.00 45.96%

5000 85.0
29.0
71.0
0 1.0 15\0 | ‘\ ‘ | . ‘ | \” ‘ | 99.0 114.0

e e e e e e e R EERANEENER L

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 (DEL) Alkane: Cyclic6.977 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
6.977 2.78 ug/L 271990 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 83
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 74
3 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 43
4 3-Hexene, 3-methyl-, (E)- 98 C7H14 003899-36-3 38
5 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 38
Abundance Scan 1753 (6.977 min): VU052493.D\data.ms (-1741) (-) m/z 69.10 100.00%
69.1
41.0
55.0
5000
83.0 981 6.60 6.80 7.00 7.20 7.40
Obrerrrerr Al ol il L hjz es.ee  77.98%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3747 Cyclopentane, ethyl-
69.0
41.0
5000 550 \‘\\\\‘\\\\’\\A\‘/N\\‘\
6.60 6.80 7.00 7.20 7.40
270 m/z 41.00 66.54%
: ‘ 830 980
O\\\‘]\-\5\.(\)‘\\\‘}“\\\\i\‘\\\‘\w\‘\‘\\\‘\“\\\\’\‘\\\’\\\!’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0
55.0 6.60 6.80 7.00 7.20 7.40
| m/z 70.85 58.95%
5000 270
98.0
15.0 83.0
) I S o | Y NN
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3728: 1-Pentene, 3-ethyl-
41.0 6.60 6.80 7.00 7.20 7.40
69.0 m/z 55.85 54.69%
5000 27.0
' 55.0
15.0 \‘ [ | ‘ 530
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 (DEL) Alkane: Cyclic7.070 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.070 4.23 ug/L 413715  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 91
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 91
3 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91

4 Cyclopentane, 1,2, 4 trimethyl- 112 C8H16 002815-58-9 90
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 86

Abundance Scan 1782 (7.070 min): VU052493.D\data.ms (-1766) (-) m/z 70.05 100.00%

70.0
55.0
5000
41.0
Ol ol ST O T myz 55.00 69.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,
70.0
55.0
5000 6.80 7.00 7.20 7.40
41.0 / . 49. 95. 25. 519
27.0 m/z . . 0
H “ ‘ ‘ g83.0 97.0 1120
O\\\‘H\\’\\\\‘\\H‘\‘H\‘\\\\‘\\\\ ‘\\H‘\HH\‘H\‘\’\\\\‘l\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0
6.80 7.00 7.20 7.40
5000 m/z 69.00 22.37%
41.0
2r.0 ‘ 112.0
97.0 :
Y N S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0 6.80 7.00 7.20 7.40
m/z 41.95 19.17%
55.0
5000
41.0
27p \M\ | _ 830 970 1120
0‘H‘m‘,‘m‘w‘mwwwu e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 (DEL) Alkane: Cyclic7.234 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.234 5.83 ug/L 571133  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 91
2 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 91
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 74
5 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 72
Abundance Scan 1833 (7.234 min): VU052493.D\data.ms (-1821) (-) m/z 70.05 100.00%
55.0 70.0
5000 41.0
84.1
| ‘ | ‘ 97.0 112.1 7.00 7.20 7.40 7.60
bt bl bl L myz s5.00 89.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
41.0
5000
270 7.00 7.20 7.40 7.60
’ 84.0 112.0 m/z 56.05 83.20%
0 O
O \\\]‘-\3\.‘(\)\‘\Hl’\\\\i\‘\\\“\‘} W‘H\H\ ‘\H\‘\‘H\‘\\1‘\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
56.0 70.0
7.00 7.20 7.40 7.60
5000 m/z 41.00 47 .04%
41.0
84.0 112.0
27.0 ‘ ‘ 97.0
0 ‘H‘HH‘m“‘,uu““m‘“; SR | ENR NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha., R e T
56.0 70.0 7.00 7.20 7.40 7.60
m/z 69.05 36.54%
5000 41.0
84.0
270 ‘ ‘ ‘ 97.0 112.0
0 m‘HH‘WH,‘Hw‘mm —- ‘mw‘uwm‘wuH‘!m_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 Cyclopentene, 1,5-dimethyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
7.395 1.98 ug/L 193812 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 90
2 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
3 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 86
4 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 80
5 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 72
Abundance Scan 1883 (7.395 min): VU052493.D\data.ms (-1869) (-) m/z 81.05 100.00%
81.0
5000
39.0 %0
H 53.0 67"0 ‘ ‘ 7.00 7.20 7.40 7.60 7.80
0 m‘mwH“Hm‘:‘uw“:mm‘u“e\‘}“H‘c\“mm‘m“m m/z 79.00  27.03%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
5000 N RN R R R
7.00 7.20 7.40 7.60 7.80
27.0 39.0 53.0 96.0 m/z 96.05 24.13%
o | | e ]
0 H\‘\\‘\\‘\\1H‘H\1i\H\i‘}}‘\\‘HW‘{‘\H‘{‘MH\‘H‘H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
R e A
7.00 7.20 7.40 7.60 7.80
5000 m/z 38.95 16.64%
39.0 .
27.0 ‘ 53.0 7.0 9.0
0 m_HwH;“‘Wm1‘H‘{‘1‘1“wm‘;‘l_H“‘MHWH‘!‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3253: 3,5-Dimethylcyclopentene A e
81.0 7.00 7.20 7.40 7.60 7.80
m/z 67.00 15.02%
5000
270 320 530 96.0
0 H“:ﬁ'(‘)"mh“Hm‘{“H‘1‘11““‘(m’?‘H‘;‘Mwu‘!wuu PO T
m/z--> 10 20 30 40 50 60 70 80 90 100 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.494 4.65 ug/L 455131  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 87
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 87
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 53
4 Heptane, 2-methyl- 114 C8H18 000592-27-8 50
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 50
Abundance Scan 1914 (7.494 min): VU052493.D\data.ms (-1905) ()| m/z 57.85 100.00%
1.0
43.0
5000
70.0 90 a1 7.20 7.40 7.60 7.80
S %1
e e e 1 T m/z 43.00  83.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #8628: Heptane, 2-methyl-
43.0 570
5000
7.20 7.40 7.60 7.80
29.0 70.0 99.0 m/z 42.00 40.94%
O H\‘\H‘\‘\H‘\“HH“\}H‘H‘M‘HH!‘H\\‘8\!\:_)\.\()‘\\\}‘\\\?“]\-}4'\.\()‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #8632: Heptane, 2-methyl-
43.0
57.0
7.20 7.40 7.60 7.80
5000 m/z 41.00 40.70%
29.0
70.0 9.0
0 15\'0 | ‘\ I . M I “ 85.0 \‘ 11\4.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8652: Hexane, 2,5-dimethyl- T AAmanamssEsEE S
57.0 7.20 7.40 7.60 7.80
43.0
m/z 99.05 16.46%
5000
27.0 71.0 99.0
uo | || |
Ot e b e e e e e N ARARARREEARE ST
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
7.536 3.43 ug/L 335458 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heptane, 4-methyl- 114 C8H18 000589-53-7 72
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 50
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 50
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 39

Abundance Scan 1927 (7.536 min): VU052493.D\data.ms (-1922) (-) m/z 43.00 100.00%

43.0 71.1
5000
95.0

‘ ‘ ‘ 110.1 7.20 7.40 7.60 7.80
0 H‘_m,ww_m‘,mwwH“,wm_uwmw”,” m/z 71.18  95.72%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8630: Heptane, 4-methyl-
43.0
70.0
5000 L R R R B B

7.20 7.40 7.60 7.80
27.0 m/z 70.10 84.93%

O H\‘\\H’HH‘H\‘}“\\H“’!}H‘HH\‘\\\\’\\\\??\ﬂ\g?‘g\ﬁ%ﬁf)’\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8635: Heptane, 4-methyl-
43.0
71.0 7.20 7.40 7.60 7.80
5000 m/z 55.00  29.85%
57.0
29.0
o 15.0 Ol 850 g9 1140
P e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8634: Heptane, 4-methyl- N e A RaEaaasms
43.0 7.20 7.40 7.60 7.80
m/z 94.95  24.80%
71.0
5000
29.0
57.0
o10150 | 850 g9 a0
T e e e e e e R AEBaE TS
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
7.655 3.50 ug/L 342473  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 90
2 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 86
3 Heptane, 3-methyl- 114 C8H18 000589-81-1 83
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
5 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 59
Abundance Scan 1964 (7.655 min): VU052493.D\data.ms (-1956) (-) m/z 43.00 100.00%
3.0
57.1
85.1
5000
7.40 7.60 7.80 8.00
I 7o 99.1 1141 5
ot e e e e m/z 57.10 76.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8631: Heptane, 3-methyl-
43.0
57.0
85.0
5000
29.0 7.40 7.60 7.80 8.00
m/z 85.10 64.33%
114.0
\\‘\\\\‘\\\\’H\\‘\H\‘\\\\‘\\\l’\\\\‘H\\‘\\H‘\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #22114: Heptane, 3,4,5-trimethyl-
43.0
85.0
R EAARmEEEREY s
57.0 7.40 7.60 7.80 8.00
5000 ’ m/z 41.00 46 .57%
29.0
T
0l e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8629: Heptane, 3-methyl- AEEAREEER S
43.0 7.40 7.60 7.80 8.00
57.0 m/z 84.10 42.04%
85.0
5000
29.0
0. 150 | LT gg0 1140 I\
R R o RaRaaEEEa SRR AR NARaaREE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 22 Cyclohexene, 4-methyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
7.758 2.73 ug/L 267305 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 60
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 60
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 55
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 55
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 53
Abundance Scan 1996 (7.758 min): VU052493. D\data ms (-1984) (-) m/z 81.10 100.00%
55.0 81.
- b il e j\\ﬁ\,]\JN»«fwﬂj\/
1111  EARRRARSTanEy R
“‘ ‘ | ‘ 7.40 7.60 7.80 8.00
0 "w‘HW‘H_M}WHHWW ‘HM1”“\““”‘””‘””‘ m/z 55.00  90.37%
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 R R R A
67.0 96.0 7.40 7.60 7.80 8.00
m/z 70.10  90.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0
R RRREES L L RS
7.40 7.60 7.80 8.00
5000 67.0 m/z 67.05 57.03%
96.0
39.0
b |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3238: Cyclohexene, 1-methyl- AR L R
81.0 7.40 7.60 7.80 8.00
m/z 41.00 41.49%
5000 390 550 68.0 96.0
50 bt
0 ‘H"M"11“HH_H‘HH"‘mu_H““!m‘u‘mwww SN, VAR S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 23 (DEL) Alkane: Cyclic8.022 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
8.022 2.94 ug/L 327102  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 81
2 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 58
3 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 53
4 Cyclopentane, 1-ethyl-2-methyl- 112 C8H16 003726-46-3 52
5 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-65-2 52
Abundance Scan 2078 (8.022 min): VU052493.D\data.ms (-2067) (-) m/z 55.00 100.00%
55.0
83.1
5000 41.0 97.0
69.0
R e AR
‘ | H 1121 7.80 8.00 8.20 8.40
0 HwH_HwH_mi“‘HMwwum“mwH‘uwwlm_ m/z 83.10  64.67%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7663: Cyclopentane, 1-ethyl-3-methyl-
55.0
83.0
5000 410 W\Y\/\\‘A\‘\\\\‘\\W
7.80 8.00 8.20 8.40
270 690 m/z 41.00 47.22%
I 97.0 1120
O \H‘\\H‘\\H‘\\\1‘“Hi\‘\\\‘\w\\‘\\\}“HH“H‘H‘H\‘\‘H\\‘H\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7694 Cyclopentane, 1-ethyl-3-methyl-, cis-
55.0 83.0
R R R
410 7.80 8.00 8.20 8.40
5000 m/z 97.05 46.49%
27.0
69.0
‘ H 97.0 112.0
0 M:WW‘;!‘HH;“‘Hmumpwm_Hh_ww_

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #7695: Cyclopentane, 1-ethyl-2-methyl-, cis-

55.0 7.80 8.00 8.20 8.40

83.0
41.0 m/z 56.00  43.90%
5000
27.0 69.0
‘ 97,0 1120
S UUUUOOUUOROURON OO U L et R B AV VARV L 93 WA,V
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.80 8.00 8.20 8.40

SFAMUTR122022WMA.M Wed Dec 28 14:16:19 2022 Page: 27



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 24 (DEL) Alkane: Cyclic8.092 Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
8.092 1.56 ug/L 174272  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclooctane 112 C8H16 000292-64-8 64
2 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 52
3 Cyclooctane 112 C8H16 000292-64-8 49
4 Cyclooctane 112 C8H16 000292-64-8 46
5 2-Octene, (Z)- 112 C8H16 007642-04-8 43
Abundance Scan 2100 (8.092 min): VU052493.D\data.ms (-2094) (-) m/z 55.10 100.00%
55.1 83.1
70.0
41.0
5000
112'1 \\\‘\\\\’\\\\‘\\\\‘\\\\
ol ‘H 97.0 7.80 8.00 8.20 8.40
Ot rrrprrrr et e e el i m/z 83.10 85.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7496: Cyclooctane
41.0 56.0
70.0
wo 0 _af
5000 L L B B R R
7.80 8.00 8.20 8.40
27.0 m/z 70.05 77.63%
T T
O\\\‘\\\\‘\\\1’\\\\}\\\\“\‘!\‘\\\‘\‘\\\\‘!\‘\\‘\\\‘\‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7667: cis-1-Butyl-2-methylcyclopropane
55.0 70.0
42.0 R A R i
7.80 8.00 8.20 8.40
5000 m/z 56.05 64 .60%
83.0 112.0
‘ ‘ 97.0
) S | | | A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7497: Cyclooctane R AREE RS e
41.0 7.80 8.00 8.20 8.40
56.0 m/z 41.08  60.24%
2r0 70.0
5000 83.0 112.0
97.0
0240 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
8.124 1.75 ug/L 194905 Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 78
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 78
3 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 72
4 Octane 114 C8H18 000111-65-9 72
5 Octane 114 C8H18 000111-65-9 64
Abundance Scan 2110 (8.124 min): VU052493.D\data.ms (-2106) (-) m/z 43.00 100.00%
3.0
5000 85.1

114.1 7.80 8.00 8.20 8.40
obre e A e e e+  m/z 85.10  45.14%

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

Abundance #59074: Undecane, 2,4-dimethyl-

43.0
85.0 J
5000 L I R R R
7.80 8.00 8.20 8.40
m/z 57.05 44 .55%
ol \‘M 1650 | 1260 169.0
\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14557: Heptane, 2,4-dimethyl-
43.0
7.80 8.00 8.20 8.40
5000 m/z 71.10 31.44%
85.0
065'&,,128'O
miz--> 20 40 60 80 100 120 140 160 180 M /\
Abundance #14578: Hexane, 2,3,5-trimethyl- P e
43.0 7.80 8.00 8.20 8.40
m/z 41.00 30.74%
5000
85.0
0,240 | 650 | 1280
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 26 (DEL) Alkane: Cyclic8.240 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.240 7.30 ug/L 813105 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 97
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 96
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 95
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 95
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 93

Abundance Scan 2146 (8.240 min): VU052493.D\data.ms (-2133) (-) m/z 55.00 100.00%
55.0 97.0
5000
S ERRRRES SIS L
H‘ h 126.0 8.00 8.20 8.40 8.60
bl bl 42260 2088 us 97,05 97.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
5000
8.00 8.20 8.40 8.60
27.0 m/z 41.00 47.48%
O’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
R AR
8.00 8.20 8.40 8.60
5000 ITI/Z 56.00 41.16%
iy
ow_w“m“Jlm,‘lH“‘HMw_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans- REBREREE S
55.0 97.0 8.00 8.20 8.40 8.60
m/z 69.10 36.47%
5000
27.0
0 o T AL 4
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 27 (DEL) Alkane: Cyclic8.366 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
8.366 3.23 ug/L 359930 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 97
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 97
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96
4 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 93
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
Abundance Scan 2185 (8.366 min): VU052493[NdMarns(2172)() m/z 97.10 100.00%
55.0 97.
5000
41.0 112.1
69.0
‘ ‘ 83.0 8.00 8.20 8.40 8.60
0 m_m_m,uH;“WMWH‘m_me\hw‘um_ m/z 55.00  99.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
5000 410 L L LA L BN B R
112.0 8.00 8.20 8.40 8.60
27.0 69.0 m/z 41.00 37.22%
T
O \\\‘\\-\f‘\\{1"\\\\}!‘\\\“1‘\\‘1‘\\\‘Wl\\\\“}H\\‘\\Ll‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7615: Cyclohexane, 1,4-dimethyl-
55.0
97.0
SRR AR A R
8.00 8.20 8.40 8.60
5000 41.0 m/Z 112.10 36.83%
27.0 69.0 112.0
T
0‘H%ﬂ@‘HNV‘H_VHwhﬁw‘ﬁk‘uwh‘_ﬂlwu‘wu‘_

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans- N  aREEEE SRR

55.0 97.0 8.00 8.20 8.40 8.60
m/z 56.05 28.87%

5000 41.0
112.0
270 69.0
83.0

0 1, i

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52

Operator JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 28 1,3-Dimethyl-1-cyclohexene Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
8.407 1.67 ug/L 186282  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 78
2 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 68
3 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 59
4 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 59
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 59

Abundance Scan 2198 (8.407 min): VU052493.D\data.ms (-2192) (-) m/z 95.10 100.00%

95.1
5000
67.0

1101 [Tt rrrrrs
39.0 53.0 81.0 ‘ 8.00 8.20 8.40 8.60 8.80
O bbb b Ll 1262 0 s 67,05 24.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6744: 1,3-Dimethyl-1-cyclohexene
95.0
5000 670 I R R

8.00 8.20 8.40 8.60 8.80
110.0 m/z 110.10 18.04%

270 410 ‘ 81T ‘
‘w‘HW‘HW‘H«L”w“ww‘”lwwumw‘wm‘ww“w”‘ww‘ww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6749: 5,5-Dimethyl-1,3-hexadiene M/\/\/\
95.0

8.00 8.20 8.40 8.60 8.80
5000 27.0 67.0 m/z 93.00  10.25%

o

41.0
110.0
§F,
10 20 30 40 50 60 70 80 90 100110120130 vvwwk ﬁ%bﬂ
#6801: Bicyclo[3.1.0]hexane, 1,5-dimethyl- A

8.00 8.20 8.40 8.60 8.80

m/z 39.00 8.68%

Al

0
m/z-->
Abundance
95.0
67.0
5000
41.0 glo | 1100
o‘wH"_‘H‘H‘w‘H‘_‘H"H‘_‘NM"“mwww‘_mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130

8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 29 (DEL) Alkane: Cyclic8.472 Concentration Rank 73
R.T. EstConc Area Relative to ISTD R.T.
8.472 0.60 ug/L 66386 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, (1-methylethyl)- 112 C8H16 003875-51-2 38
2 Dodecahydropyrido[1,2-bJisoquino... 207 C13H21NO 108873-36-5 38
3 1H-1,2,4-Triazole, 3,5-dimethyl- 97 C4H7N3 007343-34-2 32
4 Cyclotrisiloxane, hexamethyl- 222 (C6H1803Si3 000541-05-9 25

5 Arsenous acid, tris(trimethylsil... 342 C9H27As03Si3  ©55429-29-3 25

Abundance Scan 2218 (8.472 min): VU052493.D\data.ms (-2212) (-) m/z 68.05 100.00%

68.0 207.1
5000 410
97.0
B R e
132.9 ‘ 8.20 8.40 8.60 8.80
163.0
o' P Mw el e iy = L n| | 'm/z 207.85  87.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7657: Cyclopentane, (1-methylethyl)-
68.0
41.0
5000 L L R R AR L
8.20 8.40 8.60 8.80
97.0 m/z 69.05 73.07%
015.0 \\\“\“\M\\“1\\\“\\}\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #83948: Dodecahydropyrido[1,2-blisoquinolin-6-one
207.0
84.0

8.20 8.40 8.60 8.80
m/z 41.00 37.57%

5000

5

0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3318: 1H-1,2,4-Triazole, 3,5-dimethyl- N RARARSRREEEE
68.0 8.20 8.40 8.60 8.80
m/z 56.05 35.00%
5000
41.0 97.0
ouh,, N SATA IR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 62
R.T. EstConc Area Relative to ISTD R.T.
8.751 0.87 ug/L 96816  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 87
2 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 87
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 83
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 80
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 72
Abundance Scan 2305 (8.751 min): VU052493.D\data.ms (-2297) (-) m/z 57.05 100.00%
57.0
5000
43.0
ot
‘ ‘ 71.0 99.1 1980 8.40 8.60 8.80 9.00
Oyl | 880 | 11821280 s e 3380y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14546: Heptane, 2,5-dimethyl-
57.0
5000 L LS B I L L LR B
43.0 8.40 8.60 8.80 9.00
m/z 41.00 26.56%
29.0 71.0 99.0
0 A “ l, ] 850 | 11301280
H’\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14562: Heptane, 3,5-dimethyl-
57.0
R R AR
8.40 8.60 8.80 9.00
5000 m/z 56.05 18.90%
43.0
290 71.0 99.0
0 ‘ I, | 850 | 11301280
,““““““
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14561: Heptane, 2,5-dimethyl- e AANBEARaEaEE R
57.0 8.40 8.60 8.80 9.00
m/z 99.10 12.58%
5000 43.0
29.0
71.0 99.0
0 1 | 850 | 1130128.0 L a0
e e e e e e e e e e L R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 31 1H-Imidazole, 2-ethyl-4,5-d... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
8.803 2.72 ug/L 302972 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Imidazole, 2-ethyl-4,5-dihydr... 112 C6H12N2 000931-35-1 68
2 Cyclopentane, propyl- 112 C8H16 002040-96-2 58
3 Cyclohexanone, 3-methyl- 112 C7H120 000591-24-2 43
4 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 43
5 Cyclopentane, 1-ethyl-2-methyl- 112 C8H16 003726-46-3 38
Abundance Scan 2321 (8.803 min): VU052493.D\data.ms (-2312) (-) m/z 55.05 100.00%
55.0 69.0
41.0
83.0
5000 97.0
112.1
s e A ARARARS
“ 126.1 8.40 8.60 8.80 9.00 9.20
Obrrrrrrrpererperedtbere gl sl il ey m/z 69.00 90.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #7164: 1H-Imidazole, 2-ethyl-4,5-dihydro-4-methyl-
69.0 97.0 112.0
83.0
54.0
5000 | AL AL B R
8.40 8.60 8.80 9.00 9.20
39F m/z 41.00 73.76%
O H‘HH’\H\‘HHM\HH‘H‘\‘\‘\H\l‘\\\\“\1\\‘\\‘”‘\\\\‘ H\‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7568: Cyclopentane, propyl-
69.0
41.0 R o
55,0 8.40 8.60 8.80 9.00 9.20
5000 83.0 m/z 56.00 58.38%
27.0 112.0
“ ‘w O O 2 £
Otrrprerr e et el et prerr e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7382: Cyclohexanone, 3-methyl- R e R
69.0 8.40 8.60 8.80 9.00 9.20
m/z 83.05 56.96%
5000
41.0
%50 112.0
27.0 ‘ 97.0
Obreprereprbirereiler el e Sy eberrrrrreer || prer e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 32 (DEL) Alkane: Cyclic8.861 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.861 6.08 ug/L 677426  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64
5 3-Hexene, 3,4-dimethyl- 112 C8H16 030951-95-2 53
Abundance Scan 2339 (8.861 min): VU052493.D\data.ms (-2330) (-) m/z 83.10 100.00%
83.1
55.0
5000
41.0
112'1 \\\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ 6‘9.1 8.60 8.80 9.00 9.20
Ol el Tty 980 L m/z 55.e0  73.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7537: Cyclohexane, ethyl-
83.0
55.0
5000 L L L L B IR
41.0 8.60 8.80 9.00 9.20
112.0 m/z 82.10 47.69%
27.0 69.0
O\\‘\\\\‘\\\‘\“\\\\““\\\‘\w!\‘\\\‘i‘i\\\\‘\1\\‘\9\\7\.(‘)\\\\‘1\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl-
83.0
AT e
55.0 8.60 8.80 9.00 9.20
5000 m/z 41.00 32.74%
41.0
112.0
27.0 69.0
X S N O O P . LA N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl- R AR RRE
83.0 8.60 8.80 9.00 9.20
m/z 112.10  23.62%
55.0
5000
41.0
112.0
27.0 69.0
Y ISR 7 O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 33 (DEL) Alkane: Cyclic8.922 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.922 6.32 ug/L 703513  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 72

Abundance Scan 2358 (8.922 min): VU052493.D\data.ms (-2349) (-) m/z 111.10 100.00%
111.1
69.0
5000 55.0
41.
83.1
“ | “ 970 | 1261 860880900920
oH_HwHH_ww_wmuHH_Hwwwwwmm m/z 69.05  82.90%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
55.0
5000 P 550550 500620
83.0 O CEE SRS
m/z 55.00 49.81%
%
OH‘\H\‘H\‘\“\H\}H\H‘\‘H‘\‘H\‘\1\\\‘\“\}\\‘\\\\.‘\\\\‘\\\\‘]_\2\}6\.‘()\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69'0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
8.60 8.80 9.00 9.20
55.0 /z 41.00  32.97)
5000 41.0 m/z . . ]
83.0
270
0 Wb L oro | 1260
H‘H‘wH‘W‘HW‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl- A R AR
69.0 111.0 8.60 8.80 9.00 9.20
m/z 56.00 24.56%
55.0
5000 41.0
83.0
27.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 34 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
9.067 3.13 ug/L 348398 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 cis-3-Nonene 126 CSH18 020237-46-1 45
2 3-Nonene 126 C9H18 020063-77-8 35
3 Cyclopropane, 1-methyl-2-pentyl- 126 C9H18 041977-37-1 35
4 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 30
5 trans-1,2-Diethyl cyclopentane 126 C9H18 000932-40-1 27
Abundance Scan 2403 (9.067 min): VU052493.D\data.ms (-2390) (-) m/z 55.00 100.00%
55.0
69.0
5000
84.1
e AREEREEEEE S S
‘M ‘ ‘ 401 126.1 8.80 9.00 9.20 9.40
0 ‘_m_m;w\hl‘_M‘m““l‘mﬂm il m/z 69.05  70.64%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13168: cis-3-Nonene
41.0 550
5000 690 L L B L L R
126.0 8.80 9.00 9.20 9.40
27.0 ‘ 83.0 97.0 m/z 70.10 69.04%
O\‘\HM“H\\’\‘\Hiu”\‘\‘\\\h"\\\‘\“}HH‘\H‘l’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13161: 3-Nonene
55.0
41.0
e RAREEREEEE S
8.80 9.00 9.20 9.40
5000 69.0 m/z 56.00  65.76%
126.0
270 H 83.0 97.0
oWH_M,WW‘m‘!,hm_HH‘m‘:,w_www
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13273: Cyclopropane, 1-methyl-2-pentyl- A mmmEEEEE S R
56.0 8.80 9.00 9.20 9.40
m/z 41.00 55.94%
41.0
5000 69.0
84.0 g7¢ 126.0
Obrrrrerprree e el bl A0 AR AN’ N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 35 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
9.118 1.20 ug/L 133852  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 95
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 90
3 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 81
4 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 78
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 78

Abundance Scan 2419 (9.118 min): VU052493.D\data.ms (-2412) (-) m/z 43.00 100.00%
3.0

9.

=

5000 84.1
57.0 \\‘\\\\‘\\\\‘\\\\‘\\\\’
‘ H‘ ‘ oo 128.0 8.80 9.00 9.20 9.40
0'erprrrrprereprre ol el 2 SRS m/z 84.16 40.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14543: Heptane, 2,3-dimethyl-
43.0
5000 UL L B B IR B |
84.0 8.80 9.00 9.20 9.40
57.0 m/z 85.10  37.56%
29.0
ok 250 1l 99,0 113.0128.0
H’\\H‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14554: Heptane, 2,3-dimethyl-
43.0
R aaands
8.80 9.00 9.20 9.40
5000 m/z 41.00 25.77%
84.0
57.0
27.0
0 T M\ 99.0 113.0 128.0
e
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14568: Hexane, 2,3,5-trimethyl- A RAAREEAEEEEE
43.0 8.80 9.00 9.20 9.40
m/z 57.00  24.52%
5000 85.0
57.0
27.0 71.0
o Ll u‘ || 99.0113,0128.0
reprrrrprr e bl e T
miz--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 36 (DEL) Alkane: Cyclic9.163 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
9.163 3.01 ug/L 334882 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 90
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 90
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 87
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 87
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87

Abundance Scan 2433 (9.163 min): VU052493.D\data.ms (-2425) (-) m/z 69.05 100.00%
69.0 111.1
55.0
5000
126-1 \‘\\\\‘\\\\‘\\\\‘\\\\’\
‘ 84.1 8.80 9.00 9.20 9.40
oH_HwHH_wlwww‘:“”m“l‘l‘ww_wlwww m/z 111.18  89.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13246: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0
55.0
5000 41.0
126.0 8.80 9.00 9.20 9.40
270 ‘ ‘ 84.0 m/z 55.00 65.28%
0 H‘\H\‘H\‘\“\H\‘H\H“\‘H‘\‘H\‘\‘H\‘\N‘!\\‘H\‘\‘\H\‘HH‘\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13258: Cyclohexane, 1,2,4-trimethyl-
69.0
55.0 1110 e
8.80 9.00 9.20 9.40
5000 41.0 m/Z 41.00 43.66%
126.0
97.0
27.0 ‘ 83.0
0‘wu‘WHH‘HH‘“H‘mﬁ‘umHHMWMH‘HM_‘H_‘H_‘H_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13301: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. T T T
69.0 8.80 9.00 9.20 9.40
111.0 m/z 70.00  35.20%
55.0
5000 41.0
126.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 37 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
9.208 2.63 ug/L 293461 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 72
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 72
3 Octane, 2-methyl- 128 C9H20 003221-61-2 64
4 Ether, hexyl pentyl 172 C11H240 032357-83-8 59
5 Dodecane, 5-methyl- 184 C13H28 017453-93-9 59

Abundance Scan 2447 (9.208 min): VU052493.D\data.ms (-2441) (-) m/z 43.00 100.00%

9.

-

5000 57.0 71.1
85.1
e e
8.80 9.00 9.20 9.40 9.60
113.1 128.0
Obrprererrrdl e e 850 m/z 71.10 40.76%
miz--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14526: Octane, 4-methyl-
43.0
5000 | U L R

8.80 9.00 9.20 9.40 9.60

57.0 71.0 85.0

29.0 m/z 57.05 40.49%
R B Y gy
\\‘\H\‘\H\‘\H\‘H\\‘HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14566: Hexane, 2,3,4-trimethyl-
43.0

8.80 9.00 9.20 9.40 9.60
5000 m/z 41.00 31.12%

290 57.0 710 850
0 H “ 1 I H ‘ 99.0 113.0 128.0
R R ARARARE st o o e S RAAR mEa
m/z--> 20 30 40 50 60 70 80 90 100110 120 130
Abundance #14531: Octane, 2-methyl- R AAEEARRa R
43.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 30.25%
5000 57.0
71.0
29.0
85.0
0 LT 990 1130 1280
R R e ARA RS St A
m/z--> 20 30 40 50 60 70 80 90 100110 120 130 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.330 3.90 ug/L 434591 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 87
2 Octane, 3-methyl- 128 C9H20 002216-33-3 87
3 Octane, 3-methyl- 128 C9H20 002216-33-3 72
4 Decane, 5-methyl- 156 C11H24 013151-35-4 72
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 72
Abundance Scan 2485 (9.330 min): VU052493.D\data.ms (-2476) (-) m/z 57.05 100.00%
57.0
5000
41.0
‘ ‘ 71.0 98.0 1981 9.00 9.20 9.40 9.60
O bprrerpreer et el ol el 132128 o a1 00 28.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
57.0
5000 L B L B B
90,0 43.0 9.00 9.20 9.40 9.60
’ m/z 43.00 27.86%
71.0 98.0
O H’\\H‘\H‘}‘\H\“lH\‘\\‘\}‘\H\‘H\.H\‘\i‘\\‘\\\!“\\\]\-%3\.\\0‘\1\2\\8‘-9\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
 RRREEEESEN R R
9.00 9.20 9.40 9.60
5000 m/z 56.05 20.47%
43.0
29.0 98.0
0150 1 e L 11301280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14538: Octane, 3-methyl- R AARARES
57.0 9.00 9.20 9.40 9.60
m/z 98.05 16.50%
5000
43.0
29.0
98.0
| | - Y S N UV WSS OV L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 39 Pentalene, octahydro- Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
9.507 0.79 ug/L 87665  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentalene, octahydro- 110 C8H14 000694-72-4 86
2 Pentalene, octahydro- 110 C8H14 000694-72-4 80
3 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 78
4 1,3-Pentadiene, 2-methyl-, (E)- 82 CeH1e 000926-54-5 64
5 Ethyl (E)-hex-3-enyl carbonate 172 C9H1603 1000373-83-8 64
Abundance Scan 2540 (9.507 min): VU052493.D\data.ms (-2535) (-) m/z 67.00 100.00%
67.0
82.1
5000
SN I
0 | wgum
Ol e b m/z 82,10 56.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6709: Pentalene, octahydro-
67.0
82.0
5000 e :
9.50
m/z 68.05 13.08%
41.0 54.0
27.0 ‘ | 950 110.0
O\\‘\\\\‘\\\M“\\\\‘i\\\\‘\‘!‘\\‘\\‘!\“\\\\“‘\‘\\\‘\\‘\.\‘\\\\}\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6704: Pentalene, octahydro-
67.0
T I
9.50
5000 82.0 m/z 39.00 12.66%
41.0
54.0
27.0 950 110.0
o209 70 =
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6754: Pentalene, octahydro-, cis- T
67.0 9.50
m/z 66.00 11.95%
82.0
5000
41.0
110.0
27.0 ‘ 54.0 ‘ 95.0 /\
0"_“W“Mq‘uﬂiu“_$‘W‘w‘\H‘HmM‘W‘Hﬁ“H“H“_ i — MA‘M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 40 (DEL) Alkane: Cyclic9.755 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
9.755 3.20 ug/L 356923 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 81
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 74
3 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 74
4 Cyclohexane, 1l-ethyl-2-methyl- 126 C9H18 003728-54-9 72
5 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 72
Abundance Scan 2617 (9.755 min): VU052493. D\data ms (-2612) (-) m/z 97.10 100.00%
55.0 1.1
5000
69.0
41.0 126.1 I ——

Y0 EE R
owHwWm_m_lwkuw,”Hwupw,mw m/z 55.00  99.47%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans-

55.0 97.0
5000 P =
41.0 9.50 10.00
690 126.0 m/z 69.05 33.03%
27.0 ‘ ‘ ‘
OH‘HH‘\H‘\“\\H‘UH\‘\‘\!\‘H\‘”\Hﬁ?\?’\\\1‘\\]\-\1-‘]\-\\0\’\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13283: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0
—— —
9.50 10.00
m/z 96.05 31.08%
5000 41.0
69.0 126.0
27.0 ‘ '
R N . O = .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane P I
55.0 97.0 9.50 10.00
m/z 41.00 20.50%
5000
41.0 69.0 126.0
27.0 ‘
ARG A0 =~ S AV VI
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 41 1-Ethynylcyclopentanol Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
9.883 1.37 ug/L 152173  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Ethynylcyclopentanol 110 C7H100 017356-19-3 64
2 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 50
3 Cyclohexene, 1l-ethyl- 110 C8H14 001453-24-3 47
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 46
5 Cyclohexene, 3-(1-methylethyl)- 124 C9H16 003983-08-2 46
Abundance Scan 2657 (9.883 min): VU052493.D\data.ms (-2644) (-) m/z 81.05 100.00%
81.0
5000
55.0 96.0
— ——
39‘0 m ‘ ‘ 124.1 9.50 10.00
0b bl ol il ey L1400 os 65 51.55%
miz-> 20 40 60 80 100 120 140
Abundance #6574: 1-Ethynylcyclopentanol
81.0
55.0
5000 — e
39.0 109.0 9.50 10.00
' m/z 67.00 41.58%
0t \1\8‘.‘0\““\ \‘HH\ \‘M : “H\M\‘”\ \Hi H \‘“} T T (I
miz-> 20 40 60 80 100 120 140
Abundance #6727: Cyclohexane, ethylidene-
81.0
— =
9.50 10.00
5000 m/z 55.05 33.66%
41.0 110.0
bl Bl L L
miz--> 20 40 60 80 100 120 140
Abundance #6714: Cyclohexene, 1-ethyl- “ T
81.0 9.50 10.00
m/z 41.00 31.66%
5000
41.0 110.0
T T N N A VA
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 42 (DEL) Alkane: Cyclic10.028 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
le.628  4.33 ug/L 482288 Chlorobenzene-ds 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, l-ethyl-2-methyl- 126 COH18 003728-54-9 81

2 Cyclohexane, 1-ethyl-2-methyl-, 126 C9H18 004923-78-8 81
3 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 74
4 Cyclohexane, 1-ethyl-4-methyl-, 126 C9H18 004926-78-7 72
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 72
Abundance Scan 2702 (10.028 min): VU052493.D\data.ms (-2688) (- | m/z 97.05 100.00%
55.0 97.0
w M
126.1 N
g0 A
bl el M m/z 55.05  91.45%
miz--> 20 40 60 80 100 120 140
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 910
5000 —— :
10.00
m/z 41.05 29.44%
e, | e
O T \H\ \‘i”\ \‘\‘\" \“H\ \“H{ T \“ T \‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-
55.0 91.0
R \
10.00
5000 m/z 69.10 27.83%
39,0 810 126.0
1.
0‘¥59‘M“WN“WL,‘JM‘ﬂu“‘M R
m/iz--> 20 40 60 80 100 120 140
Abundance #13239: 1-Ethyl-4-methylcyclohexane T ‘
55.0 1. 10.00
m/z 95.05 18.10%
5000
126.0
39F ‘ 8LO ‘
ob—2a0 b Loy v
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 43 1H-Indene, octahydro-, cis- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.269 6.29 ug/L 701053  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 53
2 Pentalene, octahydro-1-methyl- 124 C9H16 032273-77-1 53
3 1H-Indene, octahydro-, trans- 124 C9H16 003296-50-2 52
4 Bicyclo[3.3.1]nonane 124 C9H1e 000280-65-9 47
5 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 46
Abundance Scan 2777 (10.269 min): VU052493.D\data.ms (-2754) (- | m/z 67.00 100.00%
67.0
82.0
5000
41.0
I i
H ‘H \H ‘ 109.112‘4-1 o1 10.00 10.50
0 m,m‘_mw‘ M b 95 m/z 81.00  84.68%
miz--> 20 80 100 120 140
Abundance #12189.lH4ndene,oaahydnr,cS-
81.0
96.0
5000 e —
41.0 10.00 10.50
124.0 ITI/Z 82.05 78.54%
6,0
O’ ‘H ‘\\“[‘\\‘\‘\“\\\\‘!\\\‘\\\
m/z--> 80 100 120 140
Abundance #12213. Pentalene, octahydro-1-methyl-
67.0
s =
10.00 10.50
5000 m/z 96.05 32.25%
82.0
124.0
o \H || w90
0 “‘,“““u“ “JH“““‘M“““““
miz--> 20 80 100 120 140 \
Abundance #12207.1H4ndene,odahydny,nans— = 7
67.0 10.00 10.50
m/z 41.00 27.80%
82.0
5000
41.0 124.0
ohop Ao L
m/z--> 20 40 60 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 44 (DEL) Alkane: Cyclicle@.353 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.353 6.41 ug/L 714207  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 90
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 87
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 87
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 87
5 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 64
Abundance Scan 2803 (10.353 min): VU052493.D\data.ms (-2794) (- | m/z 83.10 100.00%
5000
39)0 126.1 s SN
‘ ‘ 1091 10.00 10.50
0 ‘H_mi”‘m“m‘u‘m“!me“_u:wwm_ m/z 55.00  85.50%
miz-> 20 40 60 80 100 120 140
Abundance #13203: Cyclohexane, propyl-
83.0
55.0
5000 — e
10.00 10.50
3000 126.0 m/z 82.05 63.90%
0 \\\‘\H\\“H\\\“!‘ \‘}“\\“1\\9\‘8.‘0\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
o =
10.00 10.50
5000 m/z 41.00 45.78%
39.0 126.0
o120 H “;”‘ “M‘ “:‘u ol 980 L
miz--> 20 40 60 80 100 120 140
Abundance #13200: Cyclohexane, propyl- “ 7
55.0 83.0 10.00 10.50
m/z 67.00  28.90%
5000
27.0 126.0
P T Y N A ] Vo
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 45 Cyclopentene, 1-butyl- Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
10.694 0.88 ug/L 111955 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentene, 1-butyl- 124 C9H16 002423-01-0 58
2 4,5-Nonadiene 124 C9H16 000821-74-9 53
3 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 52
4 1,4-Pentadiene, 3-methyl- 82 CeH1e 001115-08-8 50
5 3,4-Nonadiene 124 C9H16 037050-03-6 50
Abundance Scan 2909 (10.693 min): VU052493.D\data.ms (-2902) (- | m/z 67.00 100.00%
67.0
82.0
5000
41.0
= ——
Ll L
0 m_m;ummu“‘ LA — ‘m 1401 sz 82.00  64.05%
m/z--> 20 40 60 100 120 140
Abundance #12162: Cyclopentene, 1-butyl-
67.0
5000 =l L
10.50 11.00
82.0 o
41.0 124.0 m/z 81.05 53.65%
O\\\‘z\‘p 1090 !\\\‘\\
m/z--> 20 60 100 120 140
Abundance #12129. 4,5—N0nad|ene
67.0
T ——
10.50 11.00
5000 41.0 95.0 m/z 41.80 26.06%
N ‘ “‘lu ool 1240
miz--> 20 40 60 80 100 120 140
Abundance #6695: Bicyclo[3.2.1]octane —— ——
67.0 g2 ¢ 10.50 11.00
m/z 96.05 20.63%
41.0
5000 110.0
oL 2P| |
m/z--> 20 40 60 80 100 120 140 1&50 1100
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 46 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
10.806 1.76 ug/L 224885 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 49
2 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 47
3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 43
4 2-Nonene, 2-methyl- 140 C10H20 002129-95-5 38
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 30
Abundance Scan 2944 (10.806 min): VU052493.D\data.ms (-2937) (- | m/z 69.10 100.00%
69.1
41.0 125.1
5000
96.0 — ——
‘ ‘ ‘ I H ‘ 1401 10.50 11.00
ob el ol lll T m/z 70.05  81.54%
miz--> 20 40 60 80 100 120 140
Abundance #20706: 2-Octene, 2,6-dimethyl-
69.0
5000 — e
10.50 11.00
43.0 840 1400 m/z 55.00 64.71%
27,0 H ‘ ‘ 111.0
O\\\‘\ﬂ\\‘i‘\\\“\‘\‘\‘\\‘!‘\\\“\\\\’\\\\"\\
miz-> 20 40 60 80 100 120 140
Abundance #20698: 2-Octene, 2,6-dimethyl-
69.0
— ——
10.50 11.00
41.0 o
5000 m/z 125.10 63.97%
140.0
84.0
‘ ‘ H 111.0
0b— F?‘:p Al ll ‘M ol
miz-> 20 40 60 80 100 120 140 m
Abundance #13300: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’ =5 ; ‘/\'\? ‘
69.0 10.50 11.00
2110 m/z 41.00 57.18%
41.0 ’
5000
126.0
o L L1
ol 220 L Wl — e
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52

Operator JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 47 Benzene, propyl- Concentration Rank 44

R.T EstConc Area Relative to ISTD R.T.
10.899 1.91 ug/L 243802 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 76
3 Benzene, propyl- 120 C9H12 000103-65-1 68
4 Benzene, propyl- 120 C9H12 000103-65-1 64
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 59

Abundance Scan 2973 (10.899 min): VU052493.D\data.ms (-2963) (- | m/z 91.00 100.00%
91.0
5000
10.50 11.00
51.0 12h.1 281.1
bt b S 1810 2490 Ty 120,10 20.31%
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 A ; SV /\
10.50 11.00
m/z 92.00 10.11%
39.0 L
0N ‘\‘ i‘ \“\“\ ‘\“‘J\-z\“\ow‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0
e AVAVS
10.50 11.00
5000 ITI/Z 65.00 9.29%
39.0 h
O T - —
miz--> 50 100 150 200 250
Abundance #10699: Benzene, propyl- T ‘ ‘
91.0 10.50 11.00
m/z 281.10 7.62%
5000
0 39\.0\ L ‘ \12L"0
T T T T ‘ \‘ T ‘\ T ‘ T \‘ T T ‘ T T ‘ T T ‘ T ‘ T T ‘ T
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 48 Benzene, 1l-ethyl-2-methyl- Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
11.018 1.19 ug/L 151884 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
2 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 92
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 86
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 86
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 70
Abundance Scan 3010 (11.018 min): VU052493.D\data.ms (-3001) (-~ | m/z 105.10 100.00%
105.1
5000
120.1
T 0
390 550 /70 11.00
Ol dabcpth o L 1381 100 05 27.67%
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 R /\ J\
m/z 77.00 12.90%
77.0
0 \1\5\.0‘ T \3\9“.0\ \‘\5\9‘.(‘)\‘\ T \M‘ T \‘1 T ‘H‘\ \‘\H“\ L
miz-> 20 40 60 80 100 120 140
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
T
11.00
5000 m/z 91.00 11.80%
120.0
77.0
ol 180 . 90 890 I il
m/iz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl- = ‘
105.0 11.00
m/z 95.10 11.23%
5000
120.0
77.0
ol180, B0 500 U L .
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 49 Pentalene, octahydro-2-methyl- Concentration Rank 55

R.T. EstConc Area Relative to ISTD R.T.
11.295 1.36 ug/L 173796 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 76
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 58
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 50
4 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 50
5 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 50

Abundance Scan 3096 (11.295 min): VU052493.D\data.ms (-3085) (- | m/z 105.00 100.00%
81.0 105.0
5000
410 120.1
H H Lol 11.00 1150
Ol ‘Hm‘ “” H“ u‘w““‘d“ g 207 8105 89.36%
miz--> 20 80 100 120 140
Abundance #12214. Pentalene, octahydro-2-methyl-
81.0
41.0
5000 —r ——
96.0 11.00 11.50
m/z 67.00 51.87%
‘H 124.0
0\\\‘\\\\““ “‘H‘\‘\‘\\““‘\\‘\‘\“\\‘\\‘!\\\’\\
m/z--> 20 80 100 120 140
Abundance #3236.Cydohexene,14nemyh
81.0
—— —
11.00 11.50
5000 m/z 82.05 46.38%
300 550 96.0
0‘1‘5‘0‘” M _‘m N
miz--> 80 100 120 140
Abundance #3230.Cydohexene,1—methyh — ]
81.0 11.00 11.50
m/z 96.05 39.11%
5000 96.0
55.0
39.0 ‘
omHHH MY
m/z--> 20 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52

Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 51 Cyclohexane, 2-propenyl- Concentration Rank 59

R.T. EstConc Area Relative to ISTD R.T.
11.710 0.96 ug/L 122218 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 64
2 Cyclohexane, butyl- 140 CleH20 001678-93-9 64
3 Cyclohexane, butyl- 140 CleH2e 001678-93-9 64
4 Cyclohexane, butyl- 140 Cl1eH20 001678-93-9 64
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 59

Abundance Scan 3225 (11.710 min): VU052493.D\data.ms (-3216) (- | m/z 83.05 100.00%

83.0
55.0
5000
140.1 L PR
3@ ‘ m ‘ 109.1 11.50 12.00
b P8Rl Ll b mjz 55.00  77.30%
m/z--> 20 40 60 80 100 120 140
Abundance #12168: Cyclohexane, 2-propenyl-
53.0 83.0
5000 — ——
11.50 12.00
m/z 82.00 70.73%
27.0 ‘ ‘ 124.0
0 \\\‘\‘\‘\\’”‘\\‘\M’\‘l\\“‘M\\‘l‘\\\\‘lwww‘\\\\ 1
miz--> 20 40 60 80 100 120 140
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
— —
11.50 12.00
5000 m/Z 67.05 51.33%

o

29.0 140.0
H\‘\H\\“,HH\M‘,\‘l“\\“!\H“%L:\L]\"p‘HH“HH ‘
miz--> 20 40 60 80 100 120 140

Abundance #20678: Cyclohexane, butyl- T T
83.0 11.50 12.00
55.0 m/z 41.00 43.85%
5000
29'0 140.0
PR S O N S
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 52 Benzene, 1,2-diethyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.092 2.62 ug/L 334341 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 90
2 Benzene, 2-propenyl- 118 CSH1e 000300-57-2 83
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 80
4 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 55
5 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 55
Abundance Scan 3344 (12.092 min): VU052493.D\data.ms (-3334) (- | m/z 105.10 100.00%
105.1
5000 134.1
77.0 T
39‘ 0 ST ‘ 12.00
R ‘M ALl Ll L 521 h/7 119.05  95.90%
miz--> 20 60 80 100 120 140
Abundance #17026. Benzene, 1,2-diethyl-
105.0
5000 134.0
12.00
39 77.0 m/z 117.10 89.70%
0 \]-\5\0‘\‘\\\“‘\\P\““\‘\\}““\\‘U\“‘\‘\\“‘\\\‘\‘\\\\
m/z--> 20 40 80 100 120 140
Abundance #10191.Benzene,24nopenyh
117.0
T \
12.00
5000 m/z 134.05 44 .51%
91.0
51.0
““?TQ‘M“W ‘d‘ i N | —
miz--> 20 40 80 100 120 140 N\ I
Abundance #10197.Benzene,cydopropyh ‘AA\‘ — \Ar
117.0 12.00
m/z 118.00 43.72%
5000 91.0
51.0
NI L0 .25 NI NN 5 SVUU | LN
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_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 53 Benzene, 1-methyl-4-propyl- Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
12.375 0.81 ug/L 103528 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 94
2 Benzene, 1-methyl-2-propyl- 134 CleH14 001074-17-5 76
3 Benzene, 1-methyl-4-propyl- 134 CleHi4 001074-55-1 76
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 70
5 2-Tolyloxirane 134 C9H1e0 002783-26-8 70
Abundance Scan 3432 (12.375 min): VU052493.D\data.ms (-3424) (- | m/z 105.05 100.00%
105.1
5000
134.1 — SIS
69.0 12.00 12.50
ALO ol el g | 154 g
O rrp el el m/z 134.05 23.18%
miz-> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 i N\ : /k‘ ‘
12.00 12.50
134.0 m/z 69.00 12.96%
77.0
0 T T 1T ‘2\7‘\.9\“ \5\]7\.(\)“\‘\ T \m‘ T \‘i T ‘h‘\ \‘\“ T \‘\ ‘ T T 1
miz-> 20 40 60 80 100 120 140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
— ——
12.00 12.50
5000 m/z 77.00 10.81%
134.0
77.0
B o2 O N VP
miz--> 20 40 60 80 100 120 140
Abundance #17054: Benzene, 1-methyl-4-propyl- o T
105.0 12.00 12.50
m/z 106.00 9.69%
5000
134.0
270 5109 770 /\
0“‘u“W“H‘NW“N“W“W‘wwh‘u““u““‘ ‘ \ A AAL A
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 54 o-Cymene Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
12.462 0.81 ug/L 102799 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 o-Cymene 134 CleH14 000527-84-4 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 94
Abundance Scan 3459 (12.462 min): VU052493.D\data.ms (-3451) (- | m/z 119.10 100.00%
119.1
5000
91.0
12.50
390 649 ‘
Y A o RO O L “u“ A A0 m/z 134.05  32.49%
miz--> 0 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
5000 M \/\\/k‘ T j\\ T
12.50
91.0 m/z 91.00 20.11%
41.0  65.0 ‘
0 \‘\\\\’\‘\\\“‘\\‘\ \H“\‘H\‘”‘H‘i‘\ ‘WH‘H\H‘\‘HH
miz--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
=
12.50
5000 m/z 104.95 14.82%
91.0
390 650
0 “‘}5?‘V‘NL‘W“W“M“L‘quhw“uh‘u“
m/z--> 0 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- =
119.0 12.50
m/z 76.95 10.91%
5000
91.0
39.0 65.0 ‘
ol 280 A
m/z--> 0 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52

Operator JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 55 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
12.565 3.68 ug/L 468935 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 95
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 94

Abundance Scan 3491 (12.565 min): VU052493.D\data.ms (-3481) (- | m/z 119.05 100.00%
119.1
5000
91.0
12.50
39.0 650
) AN P i L Al 2871 1670 1 sz 134,00 28.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 N\ ‘/\/l‘ A L
12.50
91.0 m/z 91.00 15.78%
o w0y |y
0 \H“\‘\H“‘H‘\‘\“i‘\HH‘\H\“H‘HHH\‘\‘HH‘\\H
m/z--> 20 40 60 80 100 120 140 160
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
1T
12.50
5000 m/z 76.95 9.59%
91.0
39.0 65.0 ‘
Ll O L I O
m/z--> 20 40 60 80 100 120 140 160
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- T :
119.0 12.50
m/z 120.05 9.58%
5000
91.0
39.0 65.0 ‘
olt80 T b ¥ M\ n,
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 56 1-Phenyl-1-butene Concentration Rank 72
R.T. EstConc Area Relative to ISTD R.T.
12.607 0.64 ug/L 81146 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
2 1-Methyl-2-phenylcyclopropane 132 Cl1eH12 003145-76-4 90
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 90
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1eH12 000767-99-7 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
Abundance Scan 3504 (12.607 min): VU052493.D\data.ms (-3500) (- | m/z 117.05 100.00%
117.1
A 1250  13.00
91.0 . .
39.0 630 .
o 90 P e L ABO0 1840 130 65 38.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16107: 1-Phenyl-1-butene
11v.0
5000 =5 o]
910 12.50 13.00
L m/z 115.05  30.63%
51. ‘
0+ ‘2\7‘\.‘9\“‘\ \“1”\ “‘}V\l\.g’ — ‘HU‘\ T \‘”‘\‘\ LI B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0
. <
12.50 13.00
5000 m/z 131.00 17 .00%
91.0
51.0
0“?9QM“MHHM%q,‘M“%“,‘wh‘_““u““u
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16119: Benzene, 2-butenyl- ‘ ‘ ‘
117.0 12.50 13.00
m/z 116.05 12.44%
5000 91.0
39.0
65.0 ﬁA
o ,wNM“‘H““W“‘ \ ﬁ\‘A“ ; ‘JX“/
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 57 Indan, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.677 4.01 ug/L 510996 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 1l-ethenyl-3-ethyl- 132 Cl1eH12 007525-62-4 86
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1leH12 000768-00-3 83
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
5 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 80

Abundance Scan 3526 (12.677 min): VU052493.D\data.ms (-3516) (- | m/z 117.00 100.00%

117.0
5000
e \

51.0 ‘ 12.50 13.00
)

91.0 L ‘
Ol bl g 1981 18412071y 115,00 32.18%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
11v.0
5000

12.50 13.00

m/z 132.00 25.45%
91.0
300 650 ‘
O\\\‘\‘\\\“\\‘\\“u‘\\\‘\\\\‘\\\H‘\}“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
L5 .
12.50 13.00
5000 ITI z 91.00 15.99%
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 1250 1300
m/z 118.00 9.01%
5000
91.0
51.0 ‘ ‘ jh
27.0
0"w"H\HW‘N‘HM‘H‘Nhuh‘w“u‘W“u‘u“_‘u AL AYWLLS
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 58 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
12.967 2.15 ug/L 273974  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3616 (12.967 min): VU052493.D\data.ms (-3609) (- | m/z 119.10 100.00%
119.1
5000
91.0
39.0 65.0 13.00
OF ettt i L4090 20700 7 134,05 48.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 L T
13.00
m/z 91.00 12.55%
390 65.0 91.0
0 \1\5\.‘0\‘\ T \“‘\ \‘\‘\“\“.\\\L“ T \‘\\‘WH‘M\H“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
—
13.00
5000 m/z 133.05 9.52%
39.0 65.0 91.0
0 H“ﬂ"MHW‘NV‘WM‘Lww‘ﬁu“NW“u“‘u“u“‘u‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17060: Benzene, 1,2,3,5-tetramethyl- /AA ‘ —
119.0 13.00
m/z 120.05 9.28%
5000
91.0
A Moo N BN S NSRS I (VA WAV KWJ
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_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 60 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 42

R.T. EstConc Area Relative to ISTD R.T.
13.105 2.05 ug/L 261253 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 70
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 55
3 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 55
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 50
5 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 49

Abundance Scan 3659 (13.105 min): VU052493.D\data.ms (-3649) (- | m/z 119.10 100.00%
119.1
5000
91.0
148.1
T —
50.9 ‘ ‘ 13.00 13.50
0 ‘7‘5‘43‘ el “M S A m/z 131.85  38.89%
miz--> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 \Aka\ﬁﬁ ' T
13.00 13.50
91.0 m/z 91.00  35.99%
39.0 65.0 ‘ ‘
0 \1\5\.(‘) i \‘[‘\ \“r”\ “‘1‘\ T i‘H‘ Tt "H“\ \Ml T }?’?‘o\ T
miz-> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
T ——
13.00 13.50
5000 m/z 148.05 27 .89%
91.0
39.0 65.0 ‘
0 ‘1‘5"0‘ SRR ST VUGS “”‘ e ,“1“‘ “M ; ‘1‘35‘0‘ -
m/iz--> 20 40 60 80 100 120 140 N
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- e —
119.0 13.00 13.50
m/z 133.05 20.55%
5000
91.0
w o | Iy
0l 380 L D Tl s MAWALY —
m/z--> 20 40 60 80 100 120 140 13.00 13.50

SFAMUTR122022WMA.M Wed Dec 28 14:17:09 2022 Page: 62



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 61 Benzene, (1-methyl-1-propen... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
13.288 1.65 ug/L 210310 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 91
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 91
4 Indan, 1l-methyl- 132 C1eH12 000767-58-8 90
5 Benzene, (2-methyl-1-propenyl)- 132 Cl1eH12 000768-49-0 90
Abundance Scan 3716 (13.288 min): VU052493.D\data.ms (-3708) (- | m/z 117.00 100.00%
11v.0
5000
51.0 91.0 13.00 13.50
O b bt e Ll 1522 207.0 0 y0 935 05 38.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
11v.0
5000 et N J
13.00 13.50
91.0 m/z 115.00  27.98%
010, L
O\‘\\\\‘\\‘\‘\‘H\\\‘\\\\“‘N\\‘\‘\‘U‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16120: Benzene, 2-butenyl-
117.0
e —
13.00 1350
m/z 131.05 %
5000 91.0
39.0 65.0 ‘
0W‘H“_M‘:m‘:m‘Hm‘wHMuw‘“wm_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200 Aufw\
Abundance #16134: 1-Methyl-2-phenylcyclopropane A
117.0 1300 1350
m/z 91.00 10.41%
5000
91.0
51.0
b2l by g b b W
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_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 63 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.449 5.13 ug/L 653487 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 92
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 70
4 1H-Indene, 2,3-dihydro-4-methyl- 132 Cl1eH12 000824-22-6 70
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 64

Abundance Scan 3766 (13.449 min): VU052493.D\data.ms (-3757) (- | m/z 117.10 100.00%
117.

1
5000
91.0 ﬁ4.1

39.0 65.0 ‘ ‘ 13.50
b e i el 2801 2 119,10 49.39%

miz--> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0

5000 1
13.50
m/z 132.05 34.81%
39.0 65.0 91.0
) o
Ot T \‘\ B e “‘U\ \”\“‘ =TT “W\ T \‘“‘\‘\ T
m/z--> 20 40 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0
13.50
5000 ITI/Z 115.00 31.22%
91.0
39.0
0 0 o
0\H‘\‘H\‘H‘JH‘H‘H1“‘”‘\\“‘1‘\H‘m‘h‘uu
m/z--> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- T
117.0 13.50

m/z 91.00 19.06%

5000
91.0
270 10 740 | | 1330
0 | I N I 1y } i

T \
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 65 Benzene,l-methyl-1,2-propad... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
13.623 1.55 ug/L 197409 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene,1-methyl-1,2-propadienyl- 130 CleH1ie 022433-39-2 83
2 1H-Indene, 3-methyl- 130 CleH1le 000767-60-2 74
3 1H-Indene, 1-methyl- 130 CleH1ie 000767-59-9 52
4 1H-Indene, 3-methyl- 130 CleH1ie 000767-60-2 46
5 2-Methylindene 130 CleH1e 002177-47-1 46
Abundance Scan 3820 (13.623 min): VU052493.D\data.ms (-3811) (- | m/z 104.00 100.00%
104.0
130.0
5000
63.0 | WﬁAA“‘
390 147.0 1350 14.00
L leeg | Al 1630
0 _Hu‘mw””_mmuw_ e m/z 115.00  92.63%
m/z--> 20 80 100 120 140 160
Abundance #15050. Benzene,1-methyl-1,2-propadienyl-
115.0
5000 \ \
>0 / 1133é5%e 8194?;
770 m/z . . 0
27.0 H 181.0
O‘\H\\“\\M‘\“\\\H\‘“‘\\\\B‘Q\\\‘\‘\‘\‘\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #15029: 1H-Indene, 3-methyl-
%A
ALY VA VLA
13.50 14.00
5000 m/z 129.00 68.02%
51.0 770
IR R
0 _wwmw il el
miz--> 20 40 80 100 120 140 160
Abundance #15031:1H4ndene,l4neﬂwL e —T
130.0 13.50 14.00
m/z 119.10 58.86%
5000
51.0
2r0 | | ) 170 1020 ]
Ot ms_m_m‘wH_m‘m e Apn
m/z--> 20 40 80 100 120 140 160 13.50 14.00

SFAMUTR122022WMA.M Wed Dec 28 14:17:14 2022 Page: 65



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 66 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
13.729 0.95 ug/L 120654 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 95
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 90
4 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 90
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 87

Abundance Scan 3853 (13.729 min): VU052493.D\data.ms (-3844) (- | m/z 131.05 100.00%

131.1
5000
91.0

51.0 13.50 14.00
o b 2089 7 146,05 41.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0

5000 91.0 O —
13.50 14.00

m/z 133.05  28.48%

39.0
\\\‘\\\\‘H\\‘\\‘HM}\\‘\\!\‘\\\H“\M\‘!M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0

o

13.50 14.00
5000 m/z 114.95 21.70%
SST.O 63.0 910 ‘ ‘
0 ‘H"M‘w"MWHMMJ_“"H‘M‘AM“MH““H“‘H““
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)- T T
131.0 13.50 14.00

m/z 90.95 21.10%

5000
270 ‘
‘\ \‘ L, m il ‘\ \‘M l /

NSO R v e R T | — —
miz--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMUTR122022WMA.M Wed Dec 28 14:17:15 2022 Page: 66



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 67 2,2-Dimethylindene, 2,3-dih... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
13.780 2.05 ug/L 261485 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 93
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
Abundance Scan 3869 (13.780 min): VU052493.D\data.ms (-3860) (- | m/z 131.00 100.00%
131.0
- M/\/WL
o —=
51.0 91.0 \M 13.50 14.00
Ot b AL 3530 2069 1146 65 24.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000 L{\A e
13.50 14.00
91.0 m/z 115.00 17.75%
51.0 ‘ |
0\‘\\\\‘\\‘\‘\‘w\\\‘h‘\\w\“U\\!“\‘U‘!\‘\H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
— —
13.50 14.00
5000 m/z 129.00 17.55%
390 g0 910
| PR I [ OO Il il i
o S P i ANPR R N AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)- T —T
131.0 13.50 14.00
m/z 128.00 12.94%
5000 91.0
mo sso || )
. — e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 68 Benzene, (2-methyl-1-butenyl)- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
13.832 2.24 ug/L 285162 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 86
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 84
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 83
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 60
5 Benzene, pentamethyl- 148 C11H1e 000700-12-9 55

Abundance Scan 3885 (13.832 min): VU052493.D\data.ms (-3877) (- | m/z 133.05 100.00%
133.1
- WMM
91.0 L/ FALY,
51.0 13.50 14.00
160.1
0 ““Hw‘lﬁl‘?‘%c"‘?? m/z 131.05  68.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (Zrnethyll butenyl)-
131.
5000 91.0 ALV S
13.50 14.00
m/z 146.05 28.59%
so oo || )
O \\\‘\‘\\\‘\\\‘\‘\M\\\‘\\\‘\‘m\\\‘\‘1\\‘\H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1rnethy|1 butenyl)-
131.
O I N
91.0 13.50 14.00
5000 m/z 148.05 25.12%
51.0
270 ‘ “
S TR P O
m/z--> 20 40 60 80 lOO 120 140 160 180 200
Abundance #25011: Benzene, (3-methyl-2-butenyl)- — = A ; A
131.0 13.50 14.00
m/z 115.00 23.99%
91.0
5000
41.0 65.0
o e - e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 69 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
13.938 2.86 ug/L 364247 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 90
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90

Abundance Scan 3918 (13.938 min): VU052493.D\data.ms (-3911) (- | m/z 131.05 100.00%
131.

1.1
5000
91.0 1150

51.0
0 | L \\\7%';‘ \‘ ul “ H 1{“\71
L Lt By

el LT m/z 146.05  24.25%

miz--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
VAN

5000 T T

m/z 115.00 17.79%

39.0 64.0 91.0 Z,‘
0 T \‘\ T \“‘r \“i‘\ “1‘.\‘\ \“ T \‘\ T “\‘]\_]\_4\.(‘)\‘“‘! T ‘11?'\0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0

14.00
5000 m/z 91.00 14.98%
91.0
51.0 ‘ | 147.0
0‘_”‘_“m“1“‘Mmm‘w‘”l“wlwwMH_H

m/z--> 20 40 60 80 100 120 140 160
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- —
131.0 14.00

m/z 132.05 11.80%

5000

91.0

—

JnA

39.0

64.0
ol b T 40 | 1470 A
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 70 Benzene, (1l-ethyl-1-propenyl)- Concentration Rank 53

R.T. EstConc Area Relative to ISTD R.T.
14.282 1.47 ug/L 186917 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 83
2 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 46
3 2-Propyn-1-ol, 3-(4-methylphenyl)- 146 C1@H1@0 016017-24-6 46
4 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 45
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 41

Abundance Scan 4025 (14.282 min): VU052493. D\data ms (-4009) (- m/z 117.05 100.00%
117.
145.0
5000 91.0
C e
390 649 | 1822 14.00 14.50
Ob e “‘u “\Mm‘!“w‘w\“‘, ol : m/z 131.08  97.65%
miz--> 20 60 80 100 120 140 160
Abundance #25001: Benzene, (1-ethyl-1-propenyl)-
117.0
5000 91.0 146.0
14.00 14.50
m/z 145.00 69.90%
39.0 65.0
O \]_\5\(‘)\‘\\\““\\M\“Mh H“"\\‘}\’H“\\ ’\U\\’\M\\\’\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #25009: Benzene, (1-ethyl-1-propenyl)-
117.0
e P
14.00 14.50
5000 91.0 146.0 m/z 146.05 58.61%
39.0 65.0
0 ‘1‘5‘?“‘ : ““ dﬂ “M‘l uw“‘, SHH IR | ! G S
m/z--> 20 40 60 80 100 120 140 160 k
Abundance #24956: 2-Propyn-1-ol, 3-(4-methylphenyl)- —A el
146.0 14.00 14.50
m/z 115.00 53.88%
5000 115.0
85.0
63.0
0 N — ATV
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@52493.D

Acqg On : 22 Dec 2022 15:52

Operator JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.M

. TRACE VOA SFAM1.0

: 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 72 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 58

R.T. EstConc Area Relative to ISTD R.T.
14.478 1.08 ug/L 137495 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual

1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 93
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
Abundance Scan 4086 (14.478 min): VU052493.D\data.ms (-4076) (- | m/z 131.00 100.00%
131.0
91 0 1450
300 630 1141 162.1 14.50
0 by “‘mu“u“ ~5T | m/z 146.00  32.54%
miz--> 20 40 60 80 100 120 140 160
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
T ﬁjkaAAN f\a
5000 AW
1450
m/z 129.05 18.34%
39.0 65.0 91.0
O\\\\‘\‘\\\“‘\\‘\‘\“H\H \“\\‘\\“\‘\\hh‘\M\‘\‘\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
S
14.50
5000 m/z 114.95 17.62%
390 91.0 L
0 630 ‘
P TR = L (.~
m/z--> 20 40 60 80 100 120 140 160
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl- —
131.0 14.50
m/z 145.00 16.02%
- m
39.0
63.0
obtso 00 T mso ) | U
m/z--> 20 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@52493.D

Acqg On : 22 Dec 2022 15:52
Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 73 Benzene, (1-methyl-1-butenyl)- Concentration Rank 52

R.T. EstConc Area Relative to ISTD R.T.
14.664 1.55 ug/L 197289 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 64
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 53
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 53
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 53
5 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 52

Abundance Scan 4144 (14.664 min): VU052493.D\data.ms (-4132) (- | m/z 131.00 100.00%

131.0
5000
91.0 e el
390 65.0 160.1 14.50 15.00
e o L 206.9 D
0 bty et A el 2009 sz 146,00 27.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 W e A[k/\

14.50 15.00
m/z 115.00  25.16%

39.0
\\\\‘\\\\w\\‘\\‘HM}\\’\\\\‘\\\H“\M\‘\M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0

o

91.0 14.50 15.00
5000 m/z 133.05 24.92%
51.0
T hid i d
0\u\‘uu“u‘\\“M\\”1,\H\“‘1‘\\\“‘\‘H\‘\“u\‘uu‘uu‘uu

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- — e
131.0 14.50 15.00

m/z 145.05  23.18%

5000
91.0
50 #0620 ||
0 | ‘ Lol AL : e

m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

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

Data File : VU@52493.D

Acqg On : 22 Dec 2022 15:52

Operator : JC/MD

Sample : N6188-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14  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 2.6 ug/L 259126 1 6.247 489524 5.0
(DEL) Alkane: S.. 1.996 2.3 ug/L 223455 1 6.247 489524 5.0
(DEL) Alkane: S.. 2.205 2.7 ug/L 266390 1 6.247 489524 5.0
(DEL) Alkane: S.. 3.083 4.9 ug/L 483227 1 6.247 489524 5.0
(DEL) Alkane: S.. 3.697 5.1 ug/L 501003 1 6.247 489524 5.0
(DEL) Alkane: S.. 4.430 0.7 ug/L 67137 1 6.247 489524 5.0
(DEL) Alkane: C.. 4.530 5.3 ug/L 515884 1 6.247 489524 5.0
(DEL) Alkane: S.. 5.459 3.0 ug/L 294769 1 6.247 489524 5.0
(DEL) Alkane: S.. 5.591 7.9 ug/L 777357 1 6.247 489524 5.0
(DEL) Alkane: C.. 5.848 4.7 ug/L 458345 1 6.247 489524 5.0
(DEL) Alkane: C.. 5.916 4.2 ug/L 411489 1 6.247 489524 5.0
(DEL) Alkane: C.. 5.986 7.1 ug/L 697727 1 6.247 489524 5.0
(DEL) Alkane: S.. 6.131 6.7 ug/L 660256 1 6.247 489524 5.0
(DEL) Alkane: S.. 6.864 1.6 ug/L 157681 1 6.247 489524 5.0
(DEL) Alkane: C.. 6.977 2.8 ug/L 271990 1 6.247 489524 5.0
(DEL) Alkane: C.. 7.070 4.2 ug/L 413715 1 6.247 489524 5.0
(DEL) Alkane: C.. 7.234 5.8 ug/L 571133 1 6.247 489524 5.0
Cyclopentene, 1.. 7.395 2.0 ug/L 193812 1 6.247 489524 5.0
(DEL) Alkane: S.. 7.494 4.7 ug/L 455131 1 6.247 489524 5.0
(DEL) Alkane: S.. 7.536 3.4 ug/L 335458 1 6.247 489524 5.0
(DEL) Alkane: S... 7.655 3.5 ug/L 342473 1 6.247 489524 5.0
Cyclohexene, 4-... 7.758 2.7 wug/L 267305 1 6.247 489524 5.0
(DEL) Alkane: C... 8.022 2.9 ug/L 327102 2 9.414 556969 5.0
(DEL) Alkane: C... 8.092 1.6 ug/L 174272 2 9.414 556969 5.0
(DEL) Alkane: S... 8.124 1.8 ug/L 194905 2 9.414 556969 5.0
(DEL) Alkane: C... 8.240 7.3 ug/L 813105 2 9.414 556969 5.0
(DEL) Alkane: C... 8.366 3.2 ug/L 359930 2 9.414 556969 5.0
1,3-Dimethyl-1-... 8.407 1.7 ug/L 186282 2 9.414 556969 5.0
(DEL) Alkane: C... 8.472 0.6 ug/L 66386 2 9.414 556969 5.0
(DEL) Alkane: S.. 8.751 0.9 ug/L 96816 2 9.414 556969 5.0
1H-Imidazole, 2.. 8.803 2.7 ug/L 302972 2 9.414 556969 5.0
(DEL) Alkane: C.. 8.861 6.1 ug/L 677426 2 9.414 556969 5.0
(DEL) Alkane: C.. 8.922 6.3 ug/L 703513 2 9.414 556969 5.0
(DEL) Alkane: S.. 9.067 3.1 ug/L 348398 2 9.414 556969 5.0
(DEL) Alkane: S.. 9.118 1.2 ug/L 133852 2 9.414 556969 5.0
(DEL) Alkane: C.. 9.163 3.0 ug/L 334882 2 9.414 556969 5.0
(DEL) Alkane: S... 9.208 2.6 ug/L 293461 2 9.414 556969 5.0
(DEL) Alkane: S... 9.330 3.9 ug/L 434591 2 9.414 556969 5.0
Pentalene, octa... 9.507 0.8 ug/L 87665 2 9.414 556969 5.0
(DEL) Alkane: C... 9.755 3.2 ug/L 356923 2 9.414 556969 5.0
1-Ethynylcyclop... 9.883 1.4 ug/L 152173 2 9.414 556969 5.0
(DEL) Alkane: C... 10.028 4.3 wug/L 482288 2 9.414 556969 5.0
1H-Indene, octa... 10.269 6.3 ug/L 701053 2 9.414 556969 5.0
(DEL) Alkane: C... 10.353 6.4 ug/L 714207 2 9.414 556969 5.0
Cyclopentene, 1... 10.694 0.9 wug/L 111955 3 11.806 637479 5.0
(DEL) Alkane: S... 10.806 1.8 ug/L 224885 3 11.806 637479 5.0
Benzene, propyl- 10.899 1.9 ug/L 243802 3 11.806 637479 5.0
Benzene, 1l-ethy... 11.018 1.2 ug/L 151884 3 11.806 637479 5.0
Pentalene, octa... 11.295 1.4 ug/L 173796 3 11.806 637479 5.0
Cyclohexane, 2-... 11.710 1.0 wug/L 122218 3 11.806 637479 5.0
Benzene, 1,2-di... 12.092 2.6 ug/L 334341 3 11.806 637479 5.0
Benzene, 1-meth... 12.375 0.8 wug/L 103528 3 11.806 637479 5.0
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o-Cymene 12.462 0.8 wug/L 102799 3 11.806 637479 5.0

Benzene, 4-ethy... 12.565 3.7 ug/L 468935 3 11.806 637479 5.0
1-Phenyl-1-butene  12.607 8.6 ug/L 81146 3 11.806 637479 5.0

Indan, 1-methyl- 12.677 4.0 ug/L 510996 3 11.806 637479 5.0

Benzene, 1,2,4,... 12.967 2.1 ug/L 273974 3 11.806 637479 5.0[[ELANI= 0
Benzene, 2-ethy... 13.105 2.0 ug/L 261253 3 11.806 637479 5.0\IS\eLWN
Benzene, (1-met... 13.288 1.6 ug/L 210310 3 11.806 637479 5.0@lEEERIdE(R
1H-Indene, 2,3-... 13.449 5.1 ug/L 653487 3 11.806 637479 5.0CELS
Benzene,1-methy... 13.623 1.6 ug/L 197409 3 11.806 637479 5.0

Benzene, (1,2-d... 13.729 0.9 ug/L 120654 3 11.806 637479 5.0
2,2-Dimethylind... 13.780 2.0 ug/L 261485 3 11.806 637479 5.0

Benzene, (2-met... 13.832 2.2 ug/L 285162 3 11.806 637479 5.0
1H-Indene, 2,3-... 13.938 2.9 ug/L 364247 3 11.806 637479 5.0

Benzene, (1-eth... 14.282 1.5 ug/L 186917 3 11.806 637479 5.0

1H-Indene, 2,3-... 14.478 1.1 ug/L 137495 3 11.806 637479 5.0

Benzene, (1-met... 14.664 1.6 ug/L 197289 3 11.806 637479 5.0
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