LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12 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@52534.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 72 81 93 rBV2 222320 249558 12.26% 0.660%
2 1.916 176 179 193 rVwV 98192 130690 6.42% 0.345%
3 1.996 193 204 230 rVB 627854 864802 42.50%  2.286%
4 2.205 258 269 285 rVB 602598 884885 43.49%  2.339%
5 2.469 341 351 365 rVB 88170 140679 6.91% 0.372%
6 2.568 367 382 403 rBV 168710 295508 14.52% 0.781%
7 3.048 519 531 532 rW 72182 112783 5.54%  0.298%
8 3.083 534 542 551 rVW2 241224 491814 24.17% 1.300%
9 3.138 551 559 594 rVB3 145781 429919 21.13% 1.136%
106 3.359 609 628 646 rVB 167575 372053 18.28% 0.983%
11 3.572 677 694 714 rBV2 50658 117126 5.76% 0.310%
12 3.697 714 733 758 rBV2 248250 559320 27.49% 1.478%
13 3.977 807 820 838 rVB 119250 287494 14.13% 0.760%
14 4.089 839 855 868 rBv4 50296 128942 6.34% 0.341%
15 4.170 868 880 896 rVW4 33986 95150 4.68% 0.251%
16 4.334 917 931 949 rvVB2 85592 208963 10.27% 0.552%
17 4.530 974 992 1008 rBV 673660 1628224 80.02% 4.304%
18 4.639 1008 1026 1067 rVB2 183437 757319 37.22%  2.002%
19 5.060 1142 1157 1173 rBV 157719 356944 17.54% 0.943%
20 5.176 1180 1193 1211 rVB 187059 396799 19.50% 1.049%
21 5.385 1239 1258 1272 rBV2 750671 1800060 88.46% 4.758%
22 5.459 1274 1281 1305 rVB5 60415 166963 8.21% 0.441%
23 5.591 1305 1322 1330 rBV2 132409 294513 14.47% 0.778%
24 5.723 1346 1363 1383 rVB2 336442 856017 42.07%  2.263%
25 5.848 1388 1402 1411 rBV 160050 343796 16.90%  0.909%
26 5.916 1412 1423 1433 rVVW4 143546 353046 17.35% 0.933%
27 5.986 1433 1445 1459 rVB 236732 512964 25.21% 1.356%
28 6.131 1477 1490 1506 rBV 148084 283345 13.92% 0.749%
29 6.247 1512 1526 1533 rBV 267955 513109 25.22% 1.356%
30 6.292 1534 1540 1548 rVB3 103911 180974 8.89% 0.478%
31 6.568 1604 1626 1649 rBV4 112637 290327 14.27% 0.767%
32 6.687 1649 1663 1671 rBV 222255 444969 21.87% 1.176%
33  6.758 1671 1685 1709 rVV2 884725 2034868 100.00% 5.379%
34 6.977 1741 1753 1768 rBV2 122663 227639 11.19% 0.602%
35 7.070 1768 1782 1796 rVB2 56203 108603 5.34% 0.287%

36 7.160 1796 1810 1813 rBV3 70712 130038 6.39%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA .M
Title : TRACE VOA SFAM1.0
37 7.237 1825 1834 1855 rVB6 97113 229304 11.27%  0.606%
38 7.395 1868 1883 1891 rBV 257008 468987 23.05%  1.240%
39 7.443 1892 1898 1907 rVV 112507 211464 10.39% 0.559%
40 7.494 1908 1914 1922 rVV2 66311 113274 5.57% 0.299%
41  7.562 1922 1935 1955 rVv2 118654 281148 13.82% 0.743%
42 7.655 1956 1964 1973 rVV2 39618 58873 2.89% 0.156%
43 7.755 1983 1995 2013 rVB 288327 526782 25.89% 1.392%
44  7.854 2013 2026 2030 rBV3 172311 310998 15.28% 0.822%
45  7.893 2030 2038 2052 rVB 473917 848503 41.70%  2.243%
46  8.028 2069 2080 2087 rBV7 45268 110871 5.45% 0.293%
47  8.173 2121 2125 2134 rVB 66470 96734 4.75% ©.256%
48  8.240 2135 2146 2160 rVB4 146928 297286 14.61% 0.786%
49 8.362 2174 2184 2191 rBV2 67660 126939 6.24% 0.336%
50 8.407 2191 2198 2212 rVB2 98005 173765 8.54% 0.459%
51 8.632 2257 2268 2283 rVV 683689 1298225 63.80% 3.431%
52 8.700 2285 2289 2296 rVV3 59633 98198 4.83% 0.260%
53 8.742 2297 2302 2309 rVv4 47469 86932 4.27% 0.230%
54 8.803 2310 2321 2329 rVV1e 61485 146169 7.18% 0.386%
55 8.861 2330 2339 2351 rVV2 149489 293630 14.43% 0.776%
56 8.919 2351 2357 2366 rVB3 69295 109816 5.40%  0.290%
57 9.070 2390 2404 2414 rBV6 52745 120089 5.90% 0.317%
58 9.330 2470 2485 2499 rVB3 57456 119214 5.86% 0.315%
59 9.414 2499 2511 2520 rBV 365611 609983 29.98% 1.612%
60 9.510 2534 2541 2549 rBV5 39615 74758 3.67% ©.198%
61 9.565 2549 2558 2574 rVB 631437 1011349 49.70% 2.673%
62 9.690 2579 2597 2611 rBV 262826 509999 25.06% 1.348%
63 9.755 2612 2617 2636 rVB9 29084 66984 3.29% 0.177%
64 10.028 2688 2702 2720 rBV7 37641 104201 5.12% 0.275%
65 10.269 2753 2777 2793 rBV5 58782 179409 8.82% 0.474%
66 10.356 2794 2804 2823 rVB7 52575 137919 6.78% 0.365%
67 10.478 2831 2842 2852 rBV 199912 320248 15.74%  0.846%
68 10.751 2917 2927 2938 rVWW 192666 313541 15.41% 0.829%
69 10.902 2962 2974 2994 rBV 519318 811760 39.89% 2.146%
70 11.018 2999 3010 3020 rVV 330604 511167 25.12% 1.351%
71 11.086 3024 3031 3048 rVB2 61100 104103 5.12% 0.275%
72 11.288 3084 3094 3112 rVB 88232 156907 7.71% 0.415%
73 11.639 3197 3203 3213 rVB2 41139 62819 3.09% 0.166%
74 11.738 3215 3234 3242 rBV 60206 113119 5.56% 0.299%
75 11.806 3242 3255 3270 rVV2 406484 704481 34.62% 1.862%
76 11.890 3270 3281 3292 rW 75058 136372 6.70%  0.360%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12 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 12.092 3331 3344 3361 rBV2 624391 1038638 51.04% 2.745%
78 12.189 3361 3374 3391 rVB5 552720 1027013 50.47% 2.715%
79 12.298 3399 3408 3421 rVB3 46064 80073 3.94% 0.212%
80 12.372 3422 3431 3449 rVB 65786 106329 5.23% 0.281%
81 12.462 3449 3459 3473 rBV 97699 153290 7.53% 0.405%
82 12.568 3480 3492 3499 rBV 467206 701705 34.48% 1.855%
83 12.607 3499 3504 3515 rVB 153747 220020 10.81% 0.582%
84 12.677 3515 3526 3546 rBV 563840 1008562 49.56% 2.666%
85 12.970 3596 3617 3627 rBV 263596 434219 21.34% 1.148%
86 13.025 3627 3634 3648 rVB3 39305 76082 3.74% 0.201%
87 13.108 3648 3660 3673 rBV6 50703 130481 6.41% 0.345%
88 13.288 3708 3716 3732 rVB 379763 578580 28.43% 1.529%
89 13.449 3744 3766 3781 rBV3 903662 1616827 79.46% 4.274%
990 13.619 3810 3819 3840 rVB3 144872 255122 12.54% 0.674%
91 13.732 3843 3854 3860 rBV3 52212 85267 4.19% 0.225%
92 13.783 3860 3870 3878 rBV 129380 205743 10.11% 0.544%
93 13.835 3878 3886 3897 rBV5 106922 174499 8.58% 0.461%
94 13.909 3902 3909 3911 rVvV 59568 85348 4.19% 0.226%
95 13.938 3912 3918 3936 rVB2 141771 266028 13.07% ©.703%
96 14.082 3948 3963 3983 rVB2 57639 129501 6.36% 0.342%
97 14.282 4010 4025 4036 rBV4 43000 84530 4.15% 0.223%
98 14.481 4077 4087 4101 rBV2 51677 84234 4.14% 0.223%
99 14.664 4133 4144 4158 rBV3 44605 101867 5.01% 0.269%
100 15.407 4364 4375 4392 rBV 47299 82689 4.06% 0.219%
Sum of corrected areas: 37833170
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library

: N6169-13 40X
: 25.0mL/MSVOA_U/WATER
12

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\

: VUe52534.D
: 23 Dec 2022 14:02

JC/MD

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU052534.D\data.ms
6.7
800000 5.385
4.530
1.996
600000 2.205
400000 5723
6.247
1.601 3.083 3.697 6 176 5.986 6.6 4
200000 2.568 3359 639 5.06( 613
3.977 5.59 656
1.9 4334
357
0%‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘W
Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU052534.D\data.ms
800000
8.632
9.565
600000
7.893
400000 9.414
7.7
7395 55 9.690
200000 8.861
6.977 , 4Z§62 8.240 .
d?ﬁ M 9070 9.3 755 10.0281012695
0 ‘ ‘ T e e
Time--> 800 850 900 950 1000 1050 11.00 11.50 12.00
Abundance TIC: VU052534.D\data.ms
13.449
800000
600000 12.677
12.56
400000
200000
15.407
0 T ‘ T T ‘ T T ‘ T \/\\\‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.00 13.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 4
R.T. EstConc Area Relative to ISTD R.T.
1.996 8.43 ug/L 864802 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 Pentane 72 C5H12 000109-66-0 33
4 3-Buten-1-o0l 72 C4H80 000627-27-0 28
5 1-Butene 56 C4H8 000106-98-9 10
Abundance Scan 204 (1.996 min): VU052534.D\data.ms (-193) (-) m/z 42.95 100.00%
43.
5000
‘ 721 1.60 1.80 2.00 2.20 2.40
ob et e 228 m/z 42,00 86.52%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl-
43.0
5000
1.60 1.80 2.00 2.20 2.40
m/z 41.00 81.57%
72.0
0 15‘0\‘ wlll \‘ \‘
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
1.60 1.80 2.00 2.20 2.40
5000 m/z 57.10 67.26%
15.0
‘ i ‘ 72.0
ottt bl e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane BRaam s e
43.0 1.60 1.80 2.00 2.20 2.40
m/z 39.00 23.97%
5000
72.0
osol L T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 3
R.T. EstConc Area Relative to ISTD R.T.
2.205 8.62 ug/L 884885 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 86
5 Pentane 72 C5H12 000109-66-0 64
Abundance Scan 269 (2.205 min): VU052534.D\data.ms (-258) (-) m/z 42.95 100.00%
43.0
5000
| Sl 721 1.80 2.00 2.20 2.40 2.60
0 ‘H“"w““_““H‘;i‘m“wﬂm““wj“‘_“ m/z 41.95 60.57%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000
1.80 2.00 2.20 2.40 2.60
. m/z 41.00 49.79%
21.0 570 72.0 /
0 H\‘HH‘:\L'\S;O\‘\H“}“\H\“i\}\\‘\‘\u\|\\\\‘\‘\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
1.80 2.00 2.20 2.40 2.60
5000 m/z 38.95 15.80%
27.0
57.0 72.0
150 | ]
(O B B A e s e e e o AR
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane
43.0 1.80 2.00 2.20 2.40 2.60
m/z 57.10 15.48%
5000 27.0
15.0 ‘ ‘ 570 750
o2 L NS S A S
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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: Cyclic2.469 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
2.469 1.37 ug/L 140679 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Butene, 2-methyl- 70 C5H1e 000513-35-9 91
3 2-Methyl-1-butene 70 C5H1e 000563-46-2 86

4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 81
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80

Abundance Scan 351 (2.469 min): VU052534.D\data.ms (-341) (-) m/z 55.05 100.00%

55.0

%

5000 70.0
41.0
‘ ‘ 2.20 2.40 2.60 2.80
O 82 e Mz 70.05  42.71%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
558.0
5000 L L L BN LR
410 70.0 2.20 2.40 2.60 2.80
290 m/z 41.00 29.39%
O \! }\\\6‘%.\\0‘\}\1“\\\‘\\\\‘\\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #647: 2-Butene, 2-methyl-
55.0
2.20 2.40 2.60 2.80
5000 70.0 m/z 39.00 26.41%
41.0
290
0 15.0 \ | u‘whez'ow\\
_‘Hwwwmwwwwwwww Hemprr e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #643: 2-Methyl-1-butene

55.0 2.20 2.40 2.60 2.80
m/z 42.00 23.18%

5000 70.0
42.0

290
15.0 \ H

62.0
O rerrprermprrreprrreebp e e b e S ANESE aaRREl
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.20 2.40 2.60 2.80

-
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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.
3.083 4.79 ug/L 491814  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 83
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
Abundance Scan 542 (3.083 min): VU052534.D\data.ms (-534) (-) m/z 43.00 100.00%
43.0
5000 71.1 J
R aaaaEE s
| 57"1 | 650 2.80 3.00 3.20 3.40
ol el P90 /7 42,00 48.16%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0
5000 710 L B R B L AR LR
2.80 3.00 3.20 3.40
270 570 m/z 71.16  42.59%
86.0
0““1‘5.‘9““““““‘i‘}““‘H“““‘l}““"1““‘
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2046: Pentane, 2-methyl-
43.0
A AEERERE S S
2.80 3.00 3.20 3.40
5000 m/z 41.00 38.40%
71.0
27.0 57.0
0““H“‘Hi“‘uh‘1‘W‘NHW““M“‘_§§PM“
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2047: Pentane, 2-methyl- A RGmmaE R ma s e
43.0 2.80 3.00 3.20 3.40
m/z 39.00 15.19%
5000 71.0 JW
57.0
27.0
86.0
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02

Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER
ALS Vvial : 12  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 6 (DEL) Alkane: Cyclic3.138 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
3.138 4.19 ug/L 429919 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclobutane, methyl- 70 C5H10 000598-61-8 80
2 Cyclopentane 70 C5H1e 000287-92-3 72
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 72
4 1-Pentene 70 C5H10 000109-67-1 64
5 1-Pentene 70 C5H10 000109-67-1 64
Abundance Scan 559 (3.138 min): VU052534.D\data.ms (-551) (-) m/z 42.00 100.00%
42.0
55.0
5000 701 J\/\\
R A RRRRSeEE
‘ 84.0 2.80 3.00 3.20 3.40
0 et el - m/z 55.00 47.44%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0
5000 L B LR R B B
2.80 3.00 3.20 3.40
270 550 00 m/z 41.00  45.32%
015-0
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0
R AR
2.80 3.00 3.20 3.40
5000 m/z 70.10 39.41%
55.0 70.0
27.0
1o 10 [
R R e L RN R REE R
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #655: Cyclobutane, methyl- e
42.0 2.80 3.00 3.20 3.40
m/z 39.00 26.59%
5000
55.0
27.0 ‘ 70.0 j\ /\
0 ‘H“H‘_“W“$H‘HJ}M‘W‘uu“u‘lu‘W“u“u‘ G e
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40

SFAMUTR122022WMA.M Wed Dec 28 18:15:46 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  Sample Multiplier: 1

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

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
3.359 3.63 ug/L 372053 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 78
5 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 78
Abundance Scan 628 (3.359 min): VU052534.D\data.ms (-609) (-) m/z 57.10 100.00%
57.1
41.0
5000
| || 71 gea 3.00 3.20 3.40 3.60
ob o o e el S T m/z 56.10 84.74%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2043: Pentane, 3-methyl-
57.0
5000 41.0
29.0 3.00 3.20 3.40 3.60
m/z 41.00 59.08%
o ol 70 seo
O\\\‘\\\\‘\\\\‘\\\{‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2049: Pentane, 3-methyl-
57.0
29.0 410 3.00 3.20 3.40 3.60
5000 m/z 43.00 25.05%
oL 10 180 || ‘ L TL0 8s0
e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2050: Pentane, 3-methyl-
57.0 3.00 3.20 3.40 3.60
m/z 39.00 14.31%
29.0 41.0
5000
15.0 ‘ ‘ 71.0 86.0
A D AL YR VS e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60

SFAMUTR122022WMA.M Wed Dec 28 18:15:47 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 45
R.T. EstConc Area Relative to ISTD R.T.
3.572 1.14 ug/L 117126 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 91
3 1-Pentene, 2-methyl- 84 CeH12 000763-29-1 91
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
5 Cyclohexane 84 C6H12 000110-82-7 78
Abundance Scan 694 (3.572 min): VU052534.D\data.ms (-677) (-) m/z 56.00 100.00%

56.0
41.0
5000 69.1 84.1

3.20 3.40 3.60 3.80

ob et bl b w2 a1.00 72.56%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1666: 1-Pentene, 2-methyl-
410 560
5000 27.0
690 a0 3.20 3.40 3.60 3.80

m/z 69.10 40.65%

15.0
0\H‘\1‘\w\\”w\\\l\\\\“i‘}‘\‘r\\‘\i\\\\‘\\‘\\“\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #1675: 1-Pentene, 2-methyl-
56.0
41.0

3.20 3.40 3.60 3.80

5000 ITI/Z 84.10 39.59%
27.0 690 g40
15.0 ‘
o) Yt ] I 11 L OO PR R
m/z--> 10 20 30 40 50 60 70 80 90 /\
Abundance #1676: 1-Pentene, 2-methyl- R EmmEa T
56.0 3.20 3.40 3.60 3.80
m/z 55.10 38.68%
41.0
5000
69.0 84.0
1l I
0 “‘_“““ww““‘ht“iuh R RERREEEESSE “‘H“‘H/\nH‘X\/%\J
m/z--> 10 20 40 50 60 70 80 90 3.20 3.40 3.60 3.80

SFAMUTR122022WMA.M Wed Dec 28 18:15:49 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 8
R.T. EstConc Area Relative to ISTD R.T.
3.697 5.45 ug/L 559320 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 91
3 2-Ethyl-oxetane 86 C5H100 1010386-40-2 78
4 n-Hexane 86 C6H14 000110-54-3 64
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53

Abundance Scan 733 (3.697 min): VU052534.D\data.ms (-714) (-) m/z 57.10 100.00%

57.1
41.0
5000
R RARREEEs R
g 3.40 3.60 3.80 4.00
0 H“H"‘H“_"W“‘q‘;u‘umd‘H‘nﬁ“W“H“H m/z 41.00 68.99%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0
43.0
29.0
5000 LA L B BN N B
3.40 3.60 3.80 4.00
m/z 43.00 63.48%
86.0
15.0 ‘ ‘ 71.0
O \\\‘.\\\\‘\\‘\\‘\\1\‘\\\\}\}\\‘\‘\‘\}‘\\\\“\\\\‘\\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2038: n-Hexane
57.0
43.0
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.05 51.93%
86.0
15.0 ‘ ‘ 71.0
O R R R R T R N
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0 3.40 3.60 3.80 4.00
m/z 42.00 33.87%
41.0
5000
29.0 86.0
71.0
0 15'0‘ %\‘m/‘\wu_m,uu
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02

Operator JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
3.977 2.80 ug/L 287494  1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 91
2 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 91
3 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 91
4 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 91
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 86
Abundance Scan 820 (3.977 min): VU052534.D\data.ms (-807) (-) m/z 69.10 100.00%
g
41.0 691
5000
84.1
53.0 3.60 3.80 4.00 4.20 4.40
0“““H,‘“‘_“\}MH“WJ\w“w:}u“‘cuu“‘ m/z 41.00 81.89%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1691: 2-Butene, 2,3-dimethyl-
41.0
69.0
5000 L LA LI B B B
84.0 3.60 3.80 4.00 4.20 4.40
27.0 55.0 m/z 84.10 34.55%
130 ‘ Il \ ‘ \
O\\\‘\\‘\\’\\\“\\\\’\\\\“\\1\’\\\\}\\\\‘\\‘\\‘\\
miz--> 10 20 40 50 60 70 80 90
Abundance #1693. 2-Butene, 2,3-dimethyl-
41.0 69.0 j\
R AREAREEEEN SN
3.60 3.80 4.00 4.20 4.40
5000 m/z 39.00 21.78%
84.0
27.0 55.0
0"""‘w‘“M""J1M“MJWM,“J‘{‘H“‘w““
m/iz--> 10 20 40 50 60 70 90
Abundance #1696.2—Pentene,44nethyh,(Z} e A REREY
41.0 69.0 3.60 3.80 4.00 4.20 4.40
m/z 67.00 12.82%
5000
84.0
27.0
150 | 550
o"‘W‘H,HH‘WH,MH WO R AN PR AR AVA A
m/z--> 10 50 60 70 90 3.60 3.80 4.00 4.20 4.40

SFAMUTR122022WMA.M Wed Dec 28 18:15:51 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  Sample Multiplier: 1

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

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
4.089 1.26 ug/L 128942  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 94
2 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
Abundance Scan 855 (4.089 min): VU052534.D\data.ms (-839) (-) m/z 69.00 100.00%
41.0 69.0
55.0 84.0
5000
‘ ‘ ‘ ‘ 3.80 4.00 4.20 4.40
O N1 .MM m/z 41.00  97.45%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1702: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
5000 55.0
27.0 84.0 3.80 4.00 4.20 4.40
‘ m/z 54.95 55.89%
15.0 ‘
0 \\\1‘.\0\\\‘\\‘\\‘\\}1‘“\\1}!‘\\\“1‘}\\‘\H‘\“HH‘H‘H‘H
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1703: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
3.80 4.00 4.20 4.40
5000 55.0 m/z 84.05 54.00%
84.0
27.0
0 m_m_m_m,”‘;‘HMN:!‘WJ;;‘wmw
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1699: 2-Pentene, 3-methyl-, (2)- \ A
41.0 3.80 4.00 4.20 4.40
69.0 m/z 38.95 30.76%
5000
70 55.0 84.0
o
) S A | 1 1 A A N
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 Cyclopentene, 3-methyl- Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
4.170 0.93 ug/L 95150 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 80
2 2,4-Hexadiene 82 C6H10 000592-46-1 80
3 4-Methyl-1,3-pentadiene 82 CeHl1e 000926-56-7 80
4 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 80
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 72

Abundance Scan 880 (4.170 min): VU052534.D\data.ms (-868) (-) m/z 67.00 100.00%

67.0
82.0
AT
39"0 53.0 | 3.80 4.00 4.20 4.40
Olrrrrmgrrrrereprerprere bbb m/z 82,00 22.75%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1411: Cyclopentene, 3-methyl-
T /\\

5000 \‘\\\\‘\\\\‘\\\\’\\\\‘\
3.80 4.00 4.20 4.40
41.0 82.0 m/z 38.95 16.57%
27.0 ‘ 53.0 |
O HH‘H\\‘\H\‘\H\’\lH‘HH‘\H\iHH’HHi‘HH‘HH‘HH"\ ‘H‘HH‘\MMHH‘HH‘\H
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1363: 2,4-Hexadiene
67.0
3.80 4.00 4.20 4.40
5000 82.0 m/z 41.00 12.95%
41.0
270 54.0
T A 2 I
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1408: 4-Methyl-1,3-pentadiene
67.0 3.80 4.00 4.20 4.40
m/z 81.00 12.01%
82.0
5000
39.0
27.0 54.0
0 HH‘mem,uH‘ww}‘\”,”HM‘H;HWW‘,: \“Zﬁﬂ!‘!mww ‘/\\‘M‘/ﬂ“,(\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.80 4.00 4.20 4.40

SFAMUTR122022WMA.M Wed Dec 28 18:15:53 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 32
R.T. EstConc Area Relative to ISTD R.T.
4.334 2.04 ug/L 208963 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 91
2 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
4 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
5 Cyclopropane, 1,2,3-trimethyl- 84 C6H12 042984-19-0 91
Abundance Scan 931 (4.334 min): VU052534. D\data ms (-917) (-) m/z 69.05 100.00%
41.0 9.0
5000 55.0 84.1
| M | 4.00 4.20 4.40 4.60
o RR m/z 41.00  95.58%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1661: 2-Pentene, 3-methyl-
41.0 69.0
5000 55.0 84.0
4.00 4.20 4.40 4.60
27.0 m/z 84.10 51.04%
0\\‘\]-?\(\)‘\\\‘f“\\\\‘i!‘\\\i‘\‘!\‘\\\‘\"\\\\‘\\‘\\‘\\
miz--> 10 40 50 60 70 80 90
Abundance #1701.2—Pentene,34nethyh,(E}
41.0
69.0 \\‘\\\\‘\\\\‘\\\\‘\\\\’
4.00 4.20 4.40 4.60
5000 m/z 55.00 50.62%
27.0 50 84.0
180 |l
0 “_““““‘“1‘J“‘NH““H“;H““u““
miz--> 10 40 50 60 70 80 90
Abundance #1699: 2-Pentene, 3-methyl-, (2)-
41.0 4.00 4.20 4.40 4.60
69.0 m/z 39.00 30.84%
5000
27.0 5.0 84.0
s
) S Nt o ] OO N R R
m/z--> 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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: Cyclic4.530 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.530 15.87 ug/L 1628220 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 91
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 80
5 Cyclohexane 84 C6H12 000110-82-7 78
Abundance Scan 992 (4.530 min): VU052534.D\data.ms (-974) (-) m/z 56.10 100.00%
56.1
41.0
5000 69.0 J\
R RAREEEEEE
‘ ‘ ‘ 84.1 4.20 4.40 4.60 4.80
ottt e b m/z 41,00 49.51%
m/z--> 0 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 40.16%
28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
41.0 4.20 4.40 4.60 4.80
5000 m/z 54.95 25.62%
69.0
270
84.0
0 "‘1"9"_1?‘9‘HH,HW“W‘A:M_H‘:,HH_!HW
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl-
56.0 4.20 4.40 4.60 4.80
m/z 42.00 20.64%
5000 41.0
84.0
270
180 “ ‘ 68.0 ‘
0 ""H‘“‘m“m‘uwmwu‘Wu‘l“‘uu‘mwu R A BAARNEERES SRR
m/z--> 0 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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 Cyclopentene, 4-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.176 3.87 ug/L 396799 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 90
2 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
3 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
4 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86

Abundance Scan 1193 (5.176 min): VU052534.D\data.ms (-1180) (-) m/z 67.00 100.00%
67.0

5000

82.0

39.0 AR REEAREEE LN
H 53.0 4.80 5.00 5.20 5.40

0 m_m‘m‘_HWHH;MHHW:1_”“‘;‘””_ m/z 82.05 28.77%

m/z--> 10 20 30 50 60 70 80 90
Abundance #1398: Cyclopentene 4- methyI-
67.0

5000 A
4.80 5.00 5.20 5.40

39.0 82.0 m/z 39.60 16.73%

27.0 ‘
54.0
0\\\‘?—?;O\‘Hr“}“\mu‘i\HW”‘H‘HHM\\\‘\“‘HH‘\
Mjze> 10 20 30 40 50 60 70 80 90
Abundance #1409: Cyclopentene, 1-methyl-
67.0

4.80 5.00 5.20 5.40

5000 m/z 79.00 15.13%
39.0 820
53.0 ‘
om,%éew At
miz--> 10 20 50 60 70 80 90
Abundance #1410.Cydopemene,l4nemyL R RERBAERRSE
67.0 4.80 5.00 5.20 5.40

m/z 81.00 14.80%

5000 82.0
39.0
H 53.0 ‘
0 15.0 u ‘\\H\ \ \‘

miz--> 10 50 60 70 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
5.459 1.63 ug/L 166963  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 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 64
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 59
5 Ethane, isocyanato- 71 C3H5NO 000109-90-0 53
Abundance Scan 1281 (5.459 min): VU052534.D\data.ms (-1274) (-) m/z 56.10 100.00%
43.1 56.1
71.0
5000
‘ 85.0 100.0 5.20 5.40 5.60 5.80
0 el e e e m/z 43.18 95.40%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
5000 UL N R R R
290 71.0 5.20 5.40 5.60 5.80

m/z 57.10  82.84%

”\\’85.0100.0’
m/z--> 0 10 20 30 40 50 60 70 80 90 100

o

Abundance #4478: Pentane, 2,3-dimethyl-
43.0 56.0

5.20 5.40 5.60 5.80

5000 29.0 m/z 71.00 61.38%
71.0
0 2.0 15\.0 ‘\ ‘ | | ‘ | AL 85\)0 109'0
R B e B e R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 N
Abundance #4484 Pentane, 2,3-dimethyl- Y ‘ R RRRRECS S
43.0 56.0 5.20 5.40 5.60 5.80

m/z 41.00 46.77%

5000
29.0 71.0
‘ 85.0
100.0

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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
5.591 2.87 ug/L 294513  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 90
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
4 Heptane 100 C7H16 000142-82-5 72
5 Heptane 100 C7H16 000142-82-5 58
Abundance Scan 1322 (5.591 min): VU052534.D\data.ms (-1305) (-) m/z 43.10 100.00%
43.1
57.1 70.1
5000
H 851 1001 5.20 5.40 5.60 5.80 6.00
ol e e m/z 70.10  59.10%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
71.0 /k
5000 I L IR B
5.20 5.40 5.60 5.80 6.00
29.0 m/z 71.10 57.70%
150 \‘ | 820 1000
O \\\‘\\H‘\\\\’H\\‘\\H‘\}\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
5.20 5.40 5.60 5.80 6.00
5000 57.0 70.0 m/Z 57.10 56.26%
29.0
150 | M \ 85.0 100.0
Ot e et e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl- e e
43.0 5.20 5.40 5.60 5.80 6.00
m/z 40.95 53.74%
5000 290 57.0 71.0
ol 10 15.0 “ L 85.0 100.0
R Ea s B e e
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 (DEL) Alkane: Cyclic5.848 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.848 3.35 ug/L 343796  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-, cis- 98 C7H14 002532-58-3 87
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 83
4 Cyclobutanone, 2,2-dimethyl- 98 C6H100 001192-14-9 72
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 70
Abundance Scan 1402 (5.848 min): VU052534.D\data.ms (-1388) (-) m/z 70.00 100.00%
70.0
56.1
41.0
5000
83.0
‘ H ‘ ‘ 98.1 5.60 5.80 6.00 6.20
| MSNSEESES_ 1 NN_— ‘Wm‘l ‘mum”ww!_m m/z 56.10  78.53%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5000
5.60 5.80 6.00 6.20
83.0 o
m/z 55.00 65.63%
27.0 ‘ ‘ 98.0
0 \\‘\H\‘H\‘\‘iu\i‘i\‘uuww ‘\‘\‘u‘i ‘HH“HH‘H‘H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5.60 5.80 6.00 6.20
5000 m/z 41.00 53.05%
27.0 83.0
150 ‘ ‘ 98.0
0 ‘w‘Hf‘_‘:J‘H“lﬂu‘wﬁlm“uﬂl“‘up““u““u‘
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
4L.0 m/z 68.95 25.86%
5000
27.0
83.0 980
15.0
0 \w\ﬂ\\w\lw‘uwllﬂuwwﬁlL‘\Hmlhwﬁﬂwyww‘mww‘\uw
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20

SFAMUTR122022WMA.M Wed Dec 28 18:16:01 2022 Page: 21



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02

Operator JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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: Cyclic5.916 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
5.916 3.44 ug/L 353046  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, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 80
Abundance Scan 1423 (5.916 min): VU052534.D\data.ms (-1412) (-) m/z 70.05 100.00%
56.0 70.0
41.0
5000
83.0
‘ ‘ 98.1 5.60 5.80 6.00 6.20
Ot Ll mjz s6.00  99.78%
miz--> 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
270 5.60 5.80 6.00 6.20
‘ 8390 eo m/z 55.00  75.40%
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
5.60 5.80 6.00 6.20
5000 m/z 41.00 57.39%
27.0 83.0
[
0Lt e st e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3822: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0 5.60 5.80 6.00 6.20
41.0 m/z 69.05 38.82%
5000
21.0 ‘ 83.0 98.0 k
0 ‘H_"‘_m‘mlw‘}“wu‘l ‘wmw ““‘ SARASS L ISR S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20

SFAMUTR122022WMA.M Wed Dec 28 18:16:02 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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: Cyclic5.986 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.986 5.00 ug/L 512964 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): VU052534.D\data.ms (-1433) (-) m/z 56.10 100.00%
56.1
70.0
41.0
5000
98.1
‘ ‘ | 831-1 ‘ 5.60 5.80 6.00 6.20 6.40
0l il sl st L m/z 70,05 70.55%
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
27.0 5.60 5.80 6.00 6.20 6.40
98.0 m/z 55.00 69.05%
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
R e R RER RS
70.0 5.60 5.80 6.00 6.20 6.40
m/z 41.00 57.64%
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 69.05 34.28%
41.0
5000
98.0
27.0 ‘ ‘ 83.0 ‘ /k
0 m_m_MWH“:H:‘wmu‘l wwm_‘mw‘w AR ARSuSLSVANVAS
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 25
R.T. EstConc Area Relative to ISTD R.T.
6.131 2.76 ug/L 283345 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heptane 100 C7H16 000142-82-5 90
2 Heptane 100 C7H16 000142-82-5 72
3 Heptane 100 C7H16 000142-82-5 62
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 59
5 Heptane 100 C7H16 000142-82-5 52
Abundance Scan 1490 (6.131 min): VU052534.D\data.ms (-1477) (-) m/z 43.00 100.00%
43.0
71.1
57.1
5000
100.1
H ‘ | eso 580600620640
0l il e e e e M/z 40,95 67.32%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
43.0
57.0
5000 71.0
5.80 6.00 6.20 6.40
29.0 100.0 m/z 71.10 61.50%
R N
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
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
5000 29.0 570 71.0 m/z 57.10  54.25%
100.0
s |
o‘H%Q‘W“H_‘:1‘m‘;‘:H_u‘m,m‘Lmﬁ“r":?w‘lw‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane \“‘H“W“‘_“W“H,
43.0 5.80 6.00 6.20 6.40
m/z 56.05 40.94%
5000 57.0 710
29.0
100.0
0 15.0 ‘\ “ | ‘ , ‘\ 850 ‘
T maa s B R AR e e
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 Cyclopentene, 1,5-dimethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
6.568 2.83 ug/L 290327 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 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 86
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 72
4 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 72
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 72
Abundance Scan 1626 (6.568 min): VU052534.D\data.ms (-1604) (-) m/z 81.10 100.00%
81.1
5000
39H'° | ‘ 6.20 6.40 6.60 6.80
Ol bl M 1838 20700 s 79.00  30.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
6.20 6.40 6.60 6.80
39.0 m/z 96.10  23.00%
15.0 H ‘
0\\\\‘\‘N\\‘i\\‘H‘\‘\\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3270: Cyclopentene, 4,4-dimethyl-
A,
e R
6.20 6.40 6.60 6.80
5000 m/z 39.00 14 .86%
39.0
0,150, bbbk o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3235: Cyclohexene, 4-methyl-
81.0 6.20 6.40 6.60 6.80
m/z 53.00 14.00%
54.0
5000
27.0
0‘m‘““H{u“1w‘lu““uH“m‘HH‘HH‘HH‘HHWH
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80

SFAMUTR122022WMA.M Wed Dec 28 18:16:05 2022 Page: 25



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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: Cyclic6.977 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
6.977 2.22 ug/L 227639  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 95
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 93
3 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 47
4 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 43
5 Cyclopropane, butyl- 98 C7H14 000930-57-4 35
Abundance Scan 1753 (6.977 min): VU052534.D\data.ms (-1741) (-) m/z 69.05 100.00%

69.0
41.0
55.0
5000

‘ 83.0 981 6.60 6.80 7.00 7.20 7.40
0m_m‘uH‘Hm}“‘H‘MHMH‘m‘mm,u“u,m“,uu m/z 67.95  74.50%

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

Abundance #3747 Cyclopentane, ethyl-

69.0
41.0
5000 550 LA L I L L L LA LA LN
6.60 6.80 7.00 7.20 7.40
270 m/z 40.95 65.89%
: ‘ 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 70.00  55.96%
5000 270
98.0
15.0 83.0
bt el “wu‘lMH“wum,uu,uu,uu
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3670: (R)-(+)-3-Methylcyclopentanone
42.0 69.0 6.60 6.80 7.00 7.20 7.40
55.0 98.0 m/z 55.00 53.50%
5000 28.0
150 Al ) -
O 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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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: Cyclic7.070 Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
7.070 1.06 ug/L 108603 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 91
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
3 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 87

4 Cyclopentane, 1,2, 4 trimethyl-, ... 112 C8H16 004850-28-6 86
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 78

Abundance Scan 1782 (7.070 min): VU052534.D\data.ms (-1768) (-) m/z 70.05 100.00%

70.0
55.0
5000
41.0
O e eyl ol el m/z 54.95 70.76%
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
5000
41.0 6.80 7.00 7.20 7.40
27.0 m/z 41.00 23.68%
o o ST 120
O\\\‘H\\’\\\\“\\H‘\‘H\‘\H\‘\‘\\\\ ‘\\H‘\H\.\\‘H\‘\’\\\\‘!\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0 6.80 7.00 7.20 7.40
5000 m/z 69.00 21.42%
41.0
e \M\ | ‘\ 830 970 1120
Ol e e et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7661: Cyclopentane, 1,2,4-trimethyl-
70.0 6.80 7.00 7.20 7.40
m/z 42.00  19.46%
55.0
5000
w0 || wo e s )
o‘H‘m‘,HMwwwww G e T e 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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 Cyclohexene, 3-methyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
7.160 1.27 ug/L 130038 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 95
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 90
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 87
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 87
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 83
Abundance Scan 1810 (7.160 min): VU052534.D\data.ms (-1796) (-) m/z 81.10 100.00%
81.1
5000 67.0
39.0 55.0 96.1
‘ | ‘H 6.80 7.00 7.20 7.40
Oy il st Wl 2L s 67,00 40.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3229: Cyclohexene, 3-methyl-
81.0
5000 6.80 7.00 7.20 7.40
67.0 . . . .
96.0
g0 00 580 m/z 68.16  28.98%
O\\‘\\\\‘\\\\‘\\\\“\\\\‘HH\\‘\\W\‘\\\‘\“1\\\‘\\‘\‘\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0
e ARARaNREEES R
6.80 7.00 7.20 7.40
5000 67.0 m/z 96.10 28.35%
55.0 96.0
27.0 ‘
0 H1“5‘9_H““mw‘mwuuwm_HM“EHwhu_ww_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3230: Cyclohexene, 1-methyl- /Xpﬁ““u““‘W““w
81.0 6.80 7.00 7.20 7.40
m/z 55.00 27.39%
5000 67.0 96.0
55.0
27.0 ‘
0 ‘wm‘?wmw““wMwmwH‘MWu‘m_ww_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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: Cyclic7.237 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
7.237 2.23 ug/L 229304 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 58
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 58
3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 47
4 Cyclobutanone, 2,3,3-trimethyl- 112 C7H120 028290-01-9 47
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 38
Abundance Scan 1834 (7.237 min): VU052534.D\data.ms (-1825) (-) m/z 55.05 100.00%
55.0 70.0
41.0
5000
4.1
H H ‘ ‘ ‘ 9‘?0 112.1 7.00 7.20 7.40 7.60
oL L L | ‘H‘l“l“m“m‘wuug!uw m/z 70.00  91.98%
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.,
56.0 70.0
5000 41.0
7.00 7.20 7.40 7.60
84.0 m/z 56.05 77.46%
0
O \H‘HH‘\H\"\\H‘\‘\H“WH W‘H\H\ ‘\H\‘\‘H\‘\\\‘\‘H\\‘H\\‘\
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 7.00 7.20 7.40 7.60
5000 m/z 67.00 59.30%
27.0
84.0 112.0
I
ol 30 MWl
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
m/z 41.00 54.62%
5000
41.0
84.0 112.0
27.0 ‘ “ 97.0
OFr e e et e e e e
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 Cyclobutane, (1-methylethyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.395 4,57 ug/L 468987 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 78
4 2,3-Dimethyl-1,4-pentadiene 96 C7H12 000758-86-1 72
5 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 72
Abundance Scan 1883 (7.395 min): VU052534.D\data.ms (-1868) (-) m/z 81.10 100.00%
81.1
5000
96.1
39‘ 0 530 67.0 ‘ ‘ 7.00 7.20 7.40 7.60 7.80
0 m‘HH‘m‘,‘mHWN:Nwm,u“"lww‘”,www m/z 78.95 27.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
5000
7.00 7.20 7.40 7.60 7.80
39.0 53.0 96.0 m/z 96.10 26.41%
15.0 ‘ T eTo
O \\\‘\\‘\\‘\\}H’\\\}i\\\\iu\‘\\‘\\\\’\\\‘\“1\\\‘\\‘\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
po i e D
7.00 7.20 7.40 7.60 7.80
5000 m/z 39.00 14.68%
‘ 530 70 96.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3253: 3,5-Dimethylcyclopentene TR
81.0 7.00 7.20 7.40 7.60 7.80
m/z 67.00 13.91%
5000
390 53, 96.0
s0 | Lo
0 HWm‘H‘!‘,‘qu‘u“Wm“,u“wlm‘H‘H,Huww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 28 1-Ethylcyclopentene Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
7.443 2.06 ug/L 211464 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Ethylcyclopentene 96 C7H12 002146-38-5 90
2 Cyclopentene, 3-ethyl- 96 C7H12 000694-35-9 80
3 Cyclopentane, ethylidene- 96 C7H12 002146-37-4 72
4 Cyclopentene, 3-ethyl- 96 C7H12 000694-35-9 64
5 Cyclopentane, ethylidene- 96 C7H12 002146-37-4 56
Abundance Scan 1898 (7.443 min): VU052534.D\data.ms (-1892) (-) m/z 67.00 100.00%
67.0
5000
96.1
390 539 79.0 ‘ 7.20 7.40 7.60 7.80
O il bl sz 96,10 17.68%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3211: 1-Ethylcyclopentene
67.0
5000 L B I L A BN B L
7.20 7.40 7.60 7.80
39.0 96.0 m/z 79.00 10.37%
270 |, 530 79.0
0\\‘]\-ﬁ:(\)‘\\\‘\“\\\{‘i‘\\\\iu‘“\\‘\‘\wl‘\\\‘\“‘H\\‘\\‘\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3232: Cyclopentene, 3-ethyl-
67.
7.20 7.40 7.60 7.80
5000 m/z 39.00 9.79%
41.0 96.0
27.0
P Mt - N - M
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3265: Cyclopentane, ethylidene- T
67.0 7.20 7.40 7.60 7.80
m/z 41.00 7.66%
5000
96.0
270 39‘.0 55.0 81.0 ‘
S A O SO S N 1 VAV A Y et T VR
m/z--> 10 20 30 40 50 60 70 80 90 100 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
7.494 1.10 ug/L 113274  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 83
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 72
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 72
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 64
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 47
Abundance Scan 1914 (7.494 min): VU052534.D\data.ms (-1908) ()| m/z 57.85 100.00%
43.0 570
5000
70.0 99.0 \H‘/\\H\‘HH‘\HK\T/\\\\T\/\V
7.20 7.40 7.60 7.80
| H H 83.2 1141
ob—prrr—rrer e e e e e e e m/z 43.00 86.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8628: Heptane, 2-methyl-
43.0 570
5000 UL L B I B B
7.20 7.40 7.60 7.80
29.0 70.0 99.0 m/z 41.00 40.49%
H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #8636: Heptane, 2-methyl-
43.0 57.0
M
7.20 7.40 7.60 7.80
5000 m/z 42.00 38.79%
29.0 70.0
99.0
“w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8632: Heptane, 2-methyl- \/k“u“‘u“_“W“u
43.0 7.20 7.40 7.60 7.80
57.0 m/z 99.05 19.03%
5000
29.0
70.0 9.0
Hw‘HwH‘wH‘wHH‘HH‘HHM‘HM‘HMH‘_H‘_HW“ R A
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02

Operator JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 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 (DEL) Alkane: Straight-Chai... Concentration Rank 73

R.T. EstConc Area Relative to ISTD R.T.
7.655 0.57 ug/L 58873 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 87
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 64
3 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 59
4 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 53
5 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 53
Abundance Scan 1964 (7.655 min): VU052534.D\data.ms (-1956) (-) m/z 43.00 100.00%
3
420 570
85.1
5000
A AREREEE S s
0 70‘0 114.0 7.40 7.60 7.80 8.00
Ot e e et e e m/z 57.05 81.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8629: Heptane, 3-methyl-
43.0
57.0
85.0
5000 \\\\‘\\\\‘\\\\‘\\\\’\\\
7.40 7.60 7.80 8.00
29.0 m/z 85.10 61.00%
0., 150 |l mo 99.0 114.0
\\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8631: Heptane, 3-methyl-
43.0
57.0 “H‘H‘w“u‘u‘w‘u
85.0 7.40 7.60 7.80 8.00
5000 m/z 41.00 49.56%
29.0
114.0
0 15.0 ‘ “\ ‘ 7(\)\\0 I 98.0 ‘
R R AR R AR e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14576: Hexane, 2,3,3-trimethyl- e ARBAREERE L
43.0 7.40 7.60 7.80 8.00
85.0 m/z 84.05 42.62%
5000 570
27.0 71.0
k20 M M e
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 Cyclohexene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.755 5.13 ug/L 526782  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 95
2 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 93
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 90
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 90
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 87
Abundance Scan 1995 (7.755 min): VU052534.D\data.ms (-1983) (-) m/z 81.10 100.00%
81.1
5000 67.0
96.1
39.0 53 A e
M H 7.40 7.60 7.80 8.00
Ot oot il el Bl BB s 67,05 52.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0
5000 67.0
96.0 7.40 7.60 7.80 8.00
39.0 ’0 m/z 96.10  37.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3255: 2,4-Hexadiene, 2-methyl-
81.0
R mE e e R
7.40 7.60 7.80 8.00
5000 96.0 m/z 68.00 35.41%
530 67.0
o‘“‘1‘?‘9‘H;‘Hwmm}“HH_m_‘“mH_MWH_M
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3238: Cyclohexene, 1-methyl-
81.0 7.40 7.60 7.80 8.00
m/z 55.00 31.75%
5000 390 550 68.0 96.0
%0 b
oHw‘“‘w"H“mwHH}“H"M:u‘HmHw‘mwww Lo Ak TN
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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: Cyclic8.028 Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
8.028 0.91 ug/L 110871  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cycloheptane, methyl- 112 C8H16 004126-78-7 90
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 68
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 68
Abundance Scan 2080 (8.028 min): VU052534.D\data.ms (-2069) (-) m/z 55.00 100.00%
55.0 97.1
5000
e AR ERRREES
‘H | H 206.9 7.80 8.00 8.20 8.40
Ol el S m/z 97.18 94.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7557: Cycloheptane, methyl-
55.0 97.0
5000 L UL B N A
7.80 8.00 8.20 8.40
27.0 m/z 41.00 47.12%
O\\\‘\“H\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
e ARANEEEREES
7.80 8.00 8.20 8.40
5000 m/z 56.00 41.48%
29.0 ‘ ‘
N Y W S ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans- T AREREERa
55.0 97.0 7.80 8.00 8.20 8.40
m/z 69.05 40.88%
5000
Tl
0“w‘HHihJ”_HmVHHUM‘NW‘H“H‘W“H‘H“_‘H R s R A
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02

Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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: Cyclic8.240 Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
8.240 2.44 ug/L 297286  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual

1 Cyclohexane, imethyl-, trans- 112 C8H16 006876-23-9 94

1,2-di
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 94
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 94
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 93
1,2-di

5 Cyclohexane, imethyl-, trans- 112 C8H16 006876-23-9 93

Abundance Scan 2146 (8.240 min): VU052534.D\data.ms (-2135) (-) m/z 55.00 100.00%
53.0 97.0
5000 41.0
700 1121
R
“ ‘ ‘ 8.00 8.20 8.40 8.60
o‘H_‘H‘m‘,w_m_mewh_m bt miz 97.05  85.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
41.0
5000
270 69.0 112.0 8.00 8.20 8.40 8.60
‘ 83.0 m/z 41.00 45.11%
0\\\‘\\\\‘\\\\"\\\\‘\‘\\\‘\H\‘\‘\\\“\‘\\\\‘}M\\‘\\\l‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
R AU
41.0 8.00 8.20 8.40 8.60
5000 ITI/Z 56.00 39.45%
69.0 1120
I e
om‘HH_H“,"H_“HNHMH“‘WHw:‘lwwwww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)  ARERaEEEEE S
55.0 970 8.00 8.20 8.40 8.60
m/z 70.05 34.47%
41.0
5000
27.0 69.0 112.0
P I e A
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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: Cyclic8.362 Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
8.362 1.04 ug/L 126939  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 96
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 94
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 94
Abundance Scan 2184 (8.362 min): VU052534.D\data.ms (-2174) (-) m/z 55.00 100.00%
55.0 97.0
5000 41.0 112.1
690 \‘\\\\‘\\\\‘\\\\’\\\\‘\
‘ ‘ “ 8.00 8.20 8.40 8.60
o‘H‘HH‘m‘,‘m\“m\u‘lmm‘\‘m“!“”w‘ll_wum_ m/z 97.05 94.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 410 \|HH‘HH‘HH’HH/‘\
112.0 8.00 8.20 8.40 8.60
270 69.0 m/z 40.95  41.42%
H 83.0
O \\\‘\\\\‘\\\\’\\\\‘\‘\\\“\‘\\‘\‘\\\“\1\\\\“\”\\‘\\‘\1‘\\\\‘\\\\‘\
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
R RRRRREE SRR
8.00 8.20 8.40 8.60
5000 41.0 m/z 112.10 41.23%
112.0
27.0 69.0
T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans- P e
55.0 97.0 8.00 8.20 8.40 8.60
m/z 56.05 26.33%
5000 41.0
112.0
27.0 69.0
Il
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 1,3-Dimethyl-1-cyclohexene Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
8.407 1.42 ug/L 173765 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 90
2 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 83
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 72
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 72
5 Cyclohexene, 3,5-dimethyl- 110 C8H14 000823-17-6 64

Abundance Scan 2198 (8.407 min): VU052534.D\data.ms (-2191) (-) m/z 95.10 100.00%

95.1
5000
67.0

110.1 _m,uwuu“m,u
39.0 53.0 81.0 8.00 8.20 8.40 8.60 8.80
Obrreerreerrrerehbr e bl e miz 67.65  24.92%
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6752: 1,3-Dimethyl-1-cyclohexene
95.0
5000 Rt e R
670 8.00 8.20 8.40 8.60 8.80
410 550 82.0 110.0 m/z 110.10  19.10%

o

TN Y
\\‘\\\\‘\\\‘\“ TTT \‘i \‘\ T “\M } T ‘ T \ T !“ T \‘\“‘\ TTT ‘ \ T ‘ TTT \“‘\ TT \‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6774: Cyclopentene, 1,2,3-trimethyl- W
95.0 J\

8.00 8.20 8.40 8.60 8.80

5000 67.0 ITI/Z 81.05 12.55%
270 390 550 | 499 o
0‘“1‘5‘9_‘“__m\‘\www”_HW“_\‘1“””‘_”
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6786: 1,4-Pentadiene, 2,3,3-trimethyl- T
95.0 8.00 8.20 8.40 8.60 8.80

m/z 93.00 11.10%

41.0
5000 67.0
55.0
27.0 ‘ 110.0 WJ\
81.0
0 ‘ ‘ 1 ‘ I \‘ Lol L i /\«M

m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 1,4-Hexadiene, 2,3-dimethyl- Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
8.700 0.80 ug/L 98198 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 87
2 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 87
3 Cyclobutene, 1,2,3,4-tetramethyl- 110 C8H14 090346-45-5 86
4 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 86
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 86

Abundance Scan 2289 (8.700 min): VU052534.D\data.ms (-2285) (-) m/z 95.05 100.00%

95.0
5000 67.0
110.1
81.0

390 550 H ‘ 8.40 8.60 8.80 9.00
Ottt L nz 67.00  46.38%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6763: 1,4-Hexadiene, 2,3-dimethyl-
95.0
41.0
67.0

5000 840 5.50 5,50 6.00
55.0 110.0 B

27.0 m/z 110.05  28.06%

‘ ‘ 81.0
"\H“\““‘i""}!”"i‘”“!H“Hi““*‘i“”‘\““‘HHH‘\‘HH\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6749: 5,5-Dimethyl-1,3-hexadiene M
95.0
I\ [y

8.40 8.60 8.80 9.00

o

5000 210 o 67.0 m/z 81.00 17.74%
0 550
110.0
s | LT
O bt
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6795: Cyclobutene, 1,2,3,4-tetramethyl- R ARARRNERREIRE S
95.0 8.40 8.60 8.80 9.00
m/z 82.00 15.16%
67.0
5000 55.0
270 40 110.0
‘ 81.0
oHWH‘W‘_H‘;NHw‘“mw“!‘wwm“MHWWW A P e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 8.40 8.60 8.80 9.00

SFAMUTR122022WMA.M Wed Dec 28 18:16:21 2022 Page: 39



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 Cyclohexane, 1-methyl-4-met... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
8.742 0.71 ug/L 86932  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1-methyl-4-methylene- 110 C8H14 002808-80-2 64
2 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 59
3 1,5-Hexadiene, 2,5-dimethyl- 110 C8H14 000627-58-7 59

4 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 59
5 Cyclopropane, tetramethylmethylene- 110 C8H14 054376-39-5 58

Abundance Scan 2302 (8.742 min): VU052534.D\data.ms (-2297) ()| m/z 95.10 100.00%

95.1
68.0
5000 110.1
390 \‘\\\\‘\\\\‘\\\\‘\\\\’\
‘ ‘ ‘ ‘ 83.0 8.40 8.60 8.80 9.00
o‘wH_m_M:‘m““w”w ‘mME‘MHH‘WH_m‘ m/z 68.00  65.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6797: Cyclohexane, 1-methyl-4-methylene-
68.0
5000 950 IR LR R R R
55.0 810 8.40 8.60 8.80 9.00
27.0 41.0 ' 110.0 m/z 110.05  45.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6801 Bicyclo[3.1.0]hexane, 1,5-dimethyl- M
95.0 /\
VLA . WA Wi
67.0 8.40 8.60 8.80 9.00
5000 m/z 57.05 38.14%
55.0
41.0 82.0 110.0
oH_m_m_HMm,“m,mlWU‘MHwuhlwwlw‘

miz--> 10 20 30 40 50 60 70 80 90 100 110 \

Abundance #6768: 1,5-Hexadiene, 2,5-dimethyl- ZAAVAVER BROAL VL

55.0 95.0 8.40 8.60 8.80 9.00
68.0 m/z 67.05 37.12%

5000
29.0
41.0 81.0
110.0

S 1 O AV

m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 (DEL) Alkane: Cyclic8.803 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
8.803 1.20 ug/L 146169  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, propyl- 112 C8H16 002040-96-2 58
2 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 46
3 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 46
4 Cyclooctane 112 C8H16 000292-64-8 45
5 2-Octene 112 C8H16 000111-67-1 43

Abundance Scan 2321 (8.803 min): VU052534.D\data.ms (-2310) (-) m/z 55.00 100.00%
58.0
69.0
41.0
83.1 971
5000 '
112.1
P e A
‘ ‘ ‘ 126.1 8.40 8.60 8.80 9.00 9.20
Obrrrrrrrpererprretibhre bbb e - m/z 69.05  79.92%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7568: Cyclopentane, propyl-
69.0
41.0
55,0
5000 830 (LN L LR L R B
8.40 8.60 8.80 9.00 9.20
27.0 112.0 m/z 41.00 60.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7611: 3-Heptene, 2-methyl-, (E)-
55.0 69.0
R e
41.0 8.40 8.60 8.80 9.00 9.20
5000 ITI/Z 56.05 56.33%
112.0
27.0 ‘ 83,0 97.0
0 H‘HH,HMHHH‘H‘i‘l‘u‘w“1‘!“”“““‘1”‘”“Wm‘mwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13222: 3-Heptene, 2,6-dimethyl- I Mt
55.0 69.0 8.40 8.60 8.80 9.00 9.20
410 m/z 83.10 53.81%
5000
27.0 83.0 126.0
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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: Cyclic8.861 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
8.861 2.41 ug/L 293630 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 94
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
5 3-Hexene, 2,4-dimethyl- 112 C8H16 082085-14-1 53
Abundance Scan 2339 (8.861 min): VU052534.D\data.ms (-2330) (-) m/z 83.10 100.00%
83.1
55.0
5000
41.0
670 112.1 SO ) S
‘ 8.60 8.80 9.00 9.20
Obrprrrerrrerprribere bl 982 m/z 55.00  76.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000 L L L L B IR
41.0 oo 8.60 8.80 9.00 9.20
' m/z 82.05 48.36%
27.0 ‘ 67.0
OH‘HH‘\HM‘\\HH‘H\“\‘H\‘H‘\‘}‘i\\\‘\“\lH‘HH‘HH‘\‘\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7537: Cyclohexane, ethyl-
83.0
e A AARARAREE S
580 8.60 8.80 9.00 9.20
5000 m/z 41.00 36.72%
41.0
112.0
27.0 67.0
b2 bl 97O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl- I EEREEREES T
83.0 8.60 8.80 9.00 9.20
m/z 112.10  23.54%
55.0
5000
41.0
112.0
29.0 67.0
Y N A T N PO N 1 R DN LA N Vi
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 (DEL) Alkane: Cyclic8.919 Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
8.919 0.90 ug/L 109816 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 91
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 72
Abundance Scan 2357 (8.919 min): VU052534.D\data.ms (-2351) (-) m/z 111.10 100.00%
69.0 11
5000
41.0
 RRRRSEEEEE RS
8.60 8.80 9.00 9.20
149.0
| l RO L A380ST m/z 69.05  84.83%
miz--> 20 40 60 80 100 120 140
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 410 L L B I B L R
8.60 8.80 9.00 9.20
m/z 55.00 50.31%
0 \1\5\.0‘ T H\ \‘“‘\ \‘\‘ !“ \“\‘\ T \9\5\.?\ T ‘\ T ‘1\2‘7\\0\ T
miz-> 20 40 60 80 100 120 140
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
e AR EaE R R
8.60 8.80 9.00 9.20
5000 41.0 m/z 41.80 30.58%
o350 0 il Lsso | a0
m/iz--> 20 40 60 80 100 120 140
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-  AREEEEEER RS
69.0 111.0 8.60 8.80 9.00 9.20
m/z 83.10 24.34%
5000 410
ol 250 | 1950 | 1210
m/z--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 42 1-Methyl-2-methylenecyclohe... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
9.070 0.98 ug/L 120089 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 60
2 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 60
3 4-Methyl-1,3-heptadiene 110 C8H14 017603-57-5 55
4 1-Methylcycloheptene 110 C8H14 055308-20-8 53
5 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 020348-74-7 49
Abundance Scan 2404 (9.070 min): VU052534.D\data.ms (-2390) (-) m/z 66.95 100.00%
67.0
41.0 95.0
5000
8,80 9.00 9.20 9.40
124.1 . . . .

0! e 2280 /7 s5.00  60.57%

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

Abundance #6778: 1-Methyl-2-methylenecyclohexane

67.0
95.0
5000 L B I B L AL B
39.0 8.80 9.00 9.20 9.40
m/z 95.85 57.25%
0715-0 \\“M\\‘IH‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6746: Cyclohexene, 1,2-dimethyl-
67.0
95.0 R RN e
8.80 9.00 9.20 9.40
5000 m/z 41.00 54.11%
41.0
0,150 WL
T \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6721: 4-Methyl-1,3-heptadiene e EEERaEEECy S
95.0 8.80 9.00 9.20 9.40
67.0 m/z 81.85 51.89%
5000
| M
ol20 AERAERAYAVI S VAN
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
9.330 0.98 ug/L 119214  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 43
2 Octane, 3-methyl- 128 C9H20 002216-33-3 43
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 38
4 Hexane, 3-ethyl-2,5-dimethyl- 142 C10H22 052897-04-8 37
5 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 35
Abundance Scan 2485 (9.330 min): VU052534.D\data.ms (-2470) (-) m/z 57.05 100.00%
57.0
41.0
790 981 H‘H\\‘\H\’\H/m/\\/\\“\
‘ H ‘ M ‘ 198.2 9.00 9.20 9.40 9.60
0 H,‘m_m_WWNH\‘ A il e m/z 40.95  33.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
5000 L B R B B
43.0 9.00 9.20 9.40 9.60
m/z 43.00 27.13%
29 0 71.0 98.0
0 ‘ N | 113.0128.0
H’HH‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
57.0
AR R
9.00 9.20 9.40 9.60
m/z 79.00 25.03%
5000 43.0
29.0
98.0
0 ‘ ‘ ﬁ'o | 113.0128.0
HV‘H‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14560: Heptane, 2,5-dimethyl- T
57.0 9.00 9.20 9.40 9.60
m/z 55.95 19.45%
5000 43.0
29.0
71.0
0 ‘ | 850 ‘\ 113.0 128.0
‘WHH_H‘_HWHHM‘HMHWH‘WHHMHW‘HWHH_‘HMH‘ R REREEEEEEE
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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: Cyclic10.028 Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
10.028 0.85 ug/L 104201 Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1l-ethyl-2-methyl- 126 C9H18 003728-54-9 64
2 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 58
3 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 52
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 52
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 52
Abundance Scan 2702 (10.028 mln) VU052534. D\data ms (-2688) (-~ m/z 55.00 100.00%
55.0 97.
5000
41.0 69.0
126.1 U \
0l SR ) o 10
Obrprerrprrrrprrrie il L 2T m/z 97,18 95.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 97.0
5000 U M/\\
41.0
69.0 m/z 95.00  38.21%
OH‘HH‘H\‘\“\H\‘“H\‘\‘\H‘H\H‘\H\“\HH’H\1‘\\\\‘\.\\\’\\1\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
Py
1000
5000 m/z 40.95 37.34%
41.0 69.0 126.0
27.0 ‘
o L 880 | 10 |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t) ——
97.0
550 10.00
m/z 69.05 31.32%
5000
41.0 69.0 126.0
70 | om0 | o
Obrerrerporprertee o e M L0 L W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 3,3-Tetramethyleneglutaric ... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
10.269 1.47 ug/L 179409 Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 3,3-Tetramethyleneglutaric anhyd... 168 C9H1203 005662-95-3 50
2 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 46
3 Cyclohexane, 1-propenyl- 124 C9H1e6 005364-83-0 43
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 43
5 Pentalene, octahydro-1-methyl- 124 C9H16 032273-77-1 43
Abundance Scan 2777 (10.269 min): VU052534.D\data.ms (-2753) (1 m/z 67.85 100.00%
67.0
5000
41.0 96.0
T —
‘ 1241 10.00 10.50
o el m/z 81.85 89.33%
m/z--> 20 40 60 80 100 120 140 160
Abundance #44183: 3,3-Tetramethyleneglutaric anhydride
67.0
5000 e A
10.00 10.50
96.0 m/z 82.10 72.39%
41.0 124.0
0 \1\5\.(‘)\‘1 T \w“\ T \“‘\ T \‘1 T \‘M‘\ T \‘\ T \‘\ T 1 L ‘1\6\‘9\.(\)
miz--> 20 40 60 80 100 120 140 160
Abundance #3234 Cyclohexene, 4-methyl-
81.0 J\f
] Tl
10.00 10.50
5000 54.0 m/z 41.00  31.34%
27.0
o e R
m/z--> 20 40 60 80 100 120 140 160
Abundance #12170: Cyclohexane, 1-propenyl- —— —
41.0 67.0 10.00 10.50
m/z 96.00  29.42%
5000
95.0 124.0
0! bt A S A f“j\A\ :
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 Cyclohexanone, 2,3-dimethyl- Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
10.356 1.13 ug/L 137919  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 74
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 58
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 58

Abundance Scan 2804 (10.356 min): VU052534.D\data.ms (-2794) (- | m/z 83.10 100.00%

55.0 83.1
5000 41.0
126.1 A S YN

“ H 970 ‘ 10.00 10.50
H‘HH‘HH‘HH\HHwﬁk_AL_‘HM‘H_J‘_H‘_H‘_HW‘H m/z 55.00  95.88%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13079: Cyclohexanone, 2,3-dimethyl-
55.0
41.0 83.0

o

5000 ‘ —
126.0 10.00 10.50
69.0 98.0 m/z 82.05 72.98%
OH‘HH‘\H\‘\H\‘\‘H\‘1‘1!\‘H\H‘HH’\lH‘\‘\\‘!‘HH“HH‘\H‘\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13200: Cyclohexane, propyl-
55.0 83.0 /iju
AMf*TM‘ O
10.00 10.50
5000 41.0 ITI/Z 41.00 49,56%
27.0 69.0 126.0
SR O i T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13196: Cyclohexane, propyl- “ T
55.0 83.0 10.00 10.50
m/z 67.00 39.87%
5000 41.0
27.0 126.0
6 .0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 Benzene, propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.903 5.76 ug/L 811760 1,4-Dichlorobenzene-d4 11.809
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 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 80
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 64
Abundance Scan 2974 (10.902 min): VU052534.D\data.ms (-2962) (- | m/z 91.00 100.00%
91.0
5000 /\A
120.1 e
51.0 11.00
o Ll 207.0 24902810 906 10 21.14%
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 j\ T T T T T T T
11.00
m/z 65.00 11.00%
%0 | w0
O\\‘\\‘i\‘\‘\‘\“\\‘\\’\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #10700: Benzene, propyl-
91.0
A LU
11.00
5000 ITI/Z 92.10 10.48%
¥ | | sz
(o R S L 1 e i e e
miz--> 50 100 150 200 250
Abundance #10701: Benzene, propyl- —
91.0 11.00
m/z 78.00 6.54%
5000 A
s Ll
121.0
ol b Lol : AN S
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 50 Benzene, 1l-ethyl-2-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.018 3.63 ug/L 511167 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance Scan 3010 (11.018 min): VU052534.D\data.ms (-2999) (- | m/z 105.05 100.00%

105.1
5000
120.1 K
P

39.0 77.0 11.00

O 8201382 s 100,10 28.86%

m/z--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

5000
120.0 11.00
m/z 76.95 11.92%

O \]_\5\()‘ T \ \3\9“0\ T ‘\?9‘9‘ T \H‘ T ‘\ T ‘ M‘\ T ‘\‘ "‘ LI ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0

11 00
5000 m/z 91.00 11.83%
120.0
77.0
o S0 L |
ol el
miz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl- I
105.0 11 00

m/z 106.05 9.27%

5000
260 120.0
om0 o )

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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 51 Benzene, 1l-ethyl-4-methyl- Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
11.288 1.11 ug/L 156907 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
Abundance Scan 3094 (11.288 min): VU052534.D\data.ms (-3084) (- | m/z 105.10 100.00%
105.1
5000
120.1
39.0 631 (0 910 11.00 11.50
0"_‘H_‘H‘HHWHHwaqmhwuwmm‘qhmeNW‘mmuu‘_‘ m/z 120.10  27.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 U A —
120.0 11.00 11.50
m/z 76.95 13.08%
. | 6&P 77? 91.0
O\\‘\H\‘H\\‘HH“\\H“Hi“\‘\\\‘H\}‘\\HH\H“M\‘H‘H“‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
. =
11.00 11.50
5000 m/z 91.00 12.93%
120.0
77.0 91.0
oh 380 A O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10728: Benzene, 1-ethyl-4-methyl- = —
105.0 11.00 11.50
m/z 78.95 9.71%
5000
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 p-Cymene Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
11.739 0.80 ug/L 113119 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 p-Cymene 134 CleH14 000099-87-6 97
2 p-Cymene 134 C10H14 000099-87-6 97
3 o-Cymene 134 CleH14 000527-84-4 96
4 p-Cymene 134 CleH14 000099-87-6 94
5 o-Cymene 134 CleH14 000527-84-4 94
Abundance Scan 3234 (11.738 min): VU052534.D\data.ms (-3215) (- | m/z 119.10 100.00%
119.1
5000
91.0
41.0 65.0 ‘ 135.1 1150 1200
0 BRSNS M FVYINY “‘ TP l e m/z 90.95  28.34%
miz-> 20 40 60 80 100 120 140
Abundance #16994: p-Cymene
119.0
5000
91.0 1150 1200
' m/z 134.05  27.25%
390 650 ‘ ‘
O \J-\S\O‘\\\\“‘\\‘\\“‘\‘\\\“\\w\‘\\\‘\‘l\}??"o\\\
miz--> 20 60 80 100 120 140
Abundance #16993: p-Cymene
119.0
11.50 12.00
5000 m/z 117.00 14.74%
91.0
390 650 ‘
ol 20 el b e ] B0
miz--> 20 40 60 80 100 120 140
Abundance #16991: o-Cymene — =
119.0 11.50 12.00
m/z 120.00  11.92%
5000 91.0
39.0 65.0 ‘ A
0 ‘1‘5‘?“‘ ; “‘M e M“ ‘ ““\ e m ‘ 135? = J\ ; M i /\
m/z--> 20 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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, 1,2,3-trimethyl- Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
11.890 0.97 ug/L 136372 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
Abundance Scan 3281 (11.890 min): VU052534.D\data.ms (-3270) (- | m/z 105.10 100.00%
105.1
5000 120.1
300 gz |10 9LO 1150 12.00
0‘H‘HH‘H‘wH‘wuHqbumHM‘_mUMHum‘HHML‘NmMH‘W m/z 120.10 42.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
wo | | Al
11.50 12.00
m/z 77.00 14.27%
. 7.0 910
O\\\‘\H\‘\2\\7\.‘0\H\“\\\\i‘}‘\\}“\‘\‘\\‘\\\‘H‘\\\\“\\H‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
= e
11.50 12.00
m/z 119.10 12.13%
5000 120.0 /
39.0 77.0 91.0
0H"1“5((‘)‘”“1"m““m{‘ime‘%;“o‘“"m‘uu“m““‘MHMH“‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10716: Benzene, 1,2,4-trimethyl- 4 /‘\ ‘
105.0 11.50 12.00
m/z 91.00 11.17%
120.0
5000
39.0 77.0
15.0 | 630 | 91.0
0H"‘\“"m‘l‘mu‘m‘}‘lmM‘“"U“m“m““11“”“““””‘ = .
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 Benzene, 1-propenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.092 7.37 ug/L 1038640 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 92
2 Indane 118 C9H1e 000496-11-7 70
3 Indane 118 C9H1@ 000496-11-7 70
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
Abundance Scan 3344 (12.092 min): VU052534.D\data.ms (-3331) (- | m/z 117.05 100.00%
117.1
5000
91.0 —L L
390 630 ‘ ‘ ‘ 134.1 12.00
0 Ll bl L gz 118,10 54.28%
miz-> 20 40 60 80 100 120 140
Abundance #10193: Benzene, 1-propenyl-
11v.0
5000 s :
12.00
910 m/z 115.00  37.15%
5LO ‘
0\\\\‘2\7\()\\“ T \‘\ \““!‘\\4\9‘ T \“}\"‘\ T 1“ T \\’\
miz--> 20 40 60 100 120 140
Abundance #10179.Indane
117.0
N rﬂ
12.00
5000 m/z 119.10 27.33%
39.0 g0 910 ‘
oL 230 | | Mm
miz--> 20 40 60 100 120 140
Abundance #10181Jndane
117.0 12.00
m/z 105.10  23.96%
5000
91.0
39.0 63.0
- NP IR AP | AN
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 57 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.
12.462 1.09 ug/L 153290 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
4 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 96
5 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 95

Abundance Scan 3459 (12.462 min): VU052534.D\data.ms (-3449) (- | m/z 119.05 100.00%
119.1
5000
91.0
38.9 65.0 | ‘ ‘ | 135.0 12.50
0l el WL R m/z 134,05 30.81%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.50
910 m/z 91.00 16.39%
150 | P L SO L Ll 1o
\‘\\\\‘\\\\’\\i\‘w‘\\\”‘\\\\’}‘\\}“\\\‘\‘\
miz--> 0 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
P
12.50
5000 m/z 105.05 13.45%
91.0
ol as0 B0 R Ll 1
m/z--> 0 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 12.50
m/z 117.10 10.69%
5000
91.0
O ‘3‘9‘,70‘ e ?‘5‘0 bl 10 Ly
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 58 o-Cymene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.568 4,98 ug/L 701705 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 o-Cymene 134 CleH14 000527-84-4 95
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 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 3492 (12.568 min): VU052534.D\data.ms (-3480) (- | m/z 119.05 100.00%
119.1
5000
91.0 T T T ‘ T ‘
39.0 650 ‘ | 12.50
Ol bl ML sz 134,05 28.97%
miz-> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
5000
12.50
91.0 134.0 m/z 91.00  16.89%
41.0 65.0
0 \\\‘\‘\ T “\“ \‘\ \H“\‘\ T \‘”‘ T ‘W\ \‘iw T T
miz-> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
N \
12.50
5000 m/z 120.10 9.87%
91.0 134.0
39.0 65.0 ‘
I e Y T T 1 O
miz--> 20 40 60 80 100 120 140 /\
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- /\ ‘/\‘ Wi\ f
119.0 12.50
m/z 77.00 9.56%
5000
91.0 134-0
w w0 N
0l 180 T e e viSE A
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 59 Benzene, 4-ethenyl-1,2-dime... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.607 1.56 ug/L 220020 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 4-ethenyl-1,2-dimethyl- 132 C1eH12 027831-13-6 91
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1leH12 000768-00-3 87
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 83
5 p-(1-Propenyl)-toluene 132 Cl1eH12 1000429-54-9 80
Abundance Scan 3504 (12.607 min): VU052534.D\data.ms (-3499) (- | m/z 117.00 100.00%
117.0
5000 1321 J/\A
91.0 N
Ol il il m/z 132.05  50.11%
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #16153: Benzene, 4-ethenyl-1,2-dimethyl-
117.0 132.0
5000 j ' T
12.50 13.00
91.0 m/z 115.05  33.80%
o om0 || |
O \‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
117.0
s A
12.50 13.00
5000 132.0 m/z 91.00 16.64%
39.0 630 770 1'
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- = e
117.0 12.50 13.00
m/z 131.05 16.49%
132.0
5000
91.0
0 w00 g |
Y N PR PR O 1P | YT A Lyl
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02

Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER
ALS Vvial : 12  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 60 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.677 7.16 ug/L 1008560 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 90
4 Benzene, l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 86
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 83

Abundance Scan 3526 (12.677 min): VU052534.D\data.ms (-3515) (- | m/z 117.10 100.00%
11y.1
5000 /jﬁJ\
/\—ﬁ T T T T T
91.0 ‘
51.0 12.50 13.00
133.1
) S MR 1 B N ‘4499 m/z 114.95  32.35%
m/z--> 20 40 60 80 100 120
Abundance #16129:Benzene,l%ﬁhenyh3-eﬂwk
117.0
5000 T ‘/¥\{\
12.50 13.00
91.0 m/z 132.00 27.47%
270 0 74 ‘ 133.0
O\\\‘\\\\"\\“\\“H\\\P‘\\‘\\‘HH\\H‘\}‘\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
——
1250 13.00
5000 m/z 91.00 14.23%
91.0
30, =80 | 130
0Lt L T
miz--> 20 40 60 80 100 120 140
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0 1250 1300
m/z 117.95 9.63%
5000
91.0
oL 290, *10 e || B0 e
m/z--> 20 40 60 80 100 120 140 12 50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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, 1,2,3,4-tetramethyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
12.970 3.08 ug/L 434219 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95

Abundance Scan 3617 (12.970 min): VU052534.D\data.ms (-3596) (- | m/z 119.05 100.00%
119.1
- /\A kh
91.0 - T
39.0  65.0 ‘ 135.1 13.00
OF ety T sz 134005 45.87%
miz-> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 1T
13.00
m/z 90.95 16.94%
41.0 910 135.0
0 \1\5\.0‘ I \“"\ \‘\‘ T ‘6?\0\ \““ T T T “}‘\ \‘\“l T \\%‘\" T
m/z--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
1
13.00
5000 ITI/Z 120.10 10.18%
390 91.0
: 65.0 135.0
0 ‘1‘5"?“‘ ‘ ““‘ VIR P “1 cpi ‘M ; ﬁ“ R
miz--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- A /‘\ P AN
119.0 13.00
m/z 133.05 9.01%
5000
410 91.0 195 0 jk\ AA
m/z--> 20 40 60 80 100 120 140 13.00

SFAMUTR122022WMA.M Wed Dec 28 18:16:44 2022 Page: 59



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 64 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.288 4.11 ug/L 578580 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
Abundance Scan 3716 (13.288 min): VU052534.D\data.ms (-3708) (- | m/z 117.10 100.00%
117.1
s51.0 910 13.00 13.50
Ol M 2070 7135 00 38.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 AA¥
5000
13 00 13 50
m/z 115.00  29.12%
39.0 g50 910 ‘ ‘
0 \\\‘\‘\\\“\\“”\“U\\\“\\\\“\‘\\U’\‘U‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
13.00 13.50
5000 m/z 131.05 19.53%
91.0
27.0 51\0 T ‘ Il
O et st e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- /\ — T
117.0 13.00 13.50
m/z 91.00 13.09%
5000
91.0
51.0
270 " ‘ ‘
0"wmwH‘M‘mwu"m“‘m“,“WWm‘mwm_m - —
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 2,4-Dimethylstyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.449 11.48 ug/L 1616830 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 Cl1eH12 002039-89-6 95
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 92
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1eH12 000768-00-3 76
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 76
Abundance Scan 3766 (13.449 min): VU052534.D\data.ms (-3744) (- | m/z 117.05 100.00%
117.1
91.0 134.1 N
‘ H 13.50
S w‘wu ITER L i 152.2 119.05  43.93%
miz--> 20 40 60 8 100 120 140
Abundance #16113: 2,4-Dimethylstyrene
11v.0
5000
91.0 1350
390 o m/z 132.05  34.29%
15.0 ‘ ‘
O \\‘\‘\“\\\‘i‘\\w\\w““\\‘}\“w\\\h‘\a\.“\ﬁ-‘o\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
e
13.50
5000 115.10 29.95%
91.0
270 °1.0
I A AL7AR mwuh‘!‘_M-?HH
m/iz--> 20 40 60 80 100 120 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 1350
91.00 20.19%
5000
390 g50 910
ol e L UL g840
m/z--> 20 40 60 80 100 120 140 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02

Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER
ALS Vvial : 12  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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
13.619 1.81 ug/L 255122  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 78
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 78
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 60
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 60
5 Indan, epoxide 132 C9H80 000768-22-9 43

Abundance Scan 3819 (13.619 min): VU052534.D\data.ms (-3810) (- | m/z 104.00 100.00%
104.0
5000 132.0 J
N —
51.0 77.0 13.50 14.00
0 1820 2070 n/z 115,00 48.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000
13.50 14.00
m/z 132.00 47 .55%
270 510 780 /
O\\\‘\‘\\\\“‘\\““\‘m\\H}H‘\\w\‘ \\M‘\‘M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
TNV
13.50 14.00
m/z 91.00 45.14%
5000 132.0 /
280 510 180
O‘H“W;ﬂ‘th“wh‘H“‘WL‘ML‘H“_“W“H“H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro- — —r—
104.0 13.50 14.00
m/z 129.00 36.71%
5000 132.0
78.0
270 %1 L L
o‘Hwm“_M‘:u“l‘m‘wm“Hl‘wlmuwuH_m_m L 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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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, (3-methyl-2-butenyl)- Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
13.783 1.46 ug/L 205743  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87

Abundance Scan 3870 (13.783 min): VU052534.D\data.ms (-3860) (- | m/z 131.05 100.00%
131.1
5000
91.0
300 643 ‘ m ‘ 206.9 13.50 14.00
Oy et el e m/z 146.00 25.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000 A wy
13.50 14.00
39.0 m/z 129.00  20.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2- dlmethyl 1-propenyl)-
131.
Ly BWANY
13.50 14.00
5000 91.0 m/z 115.00 17 .40%
39.0 5.
MRt W T I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- = T
131.0 13.50 14.00
m/z 90.95 14.31%
5000
39.0 63.0 91.0 ‘
o N AR N S SR Y N
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\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02

Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER
ALS Vvial : 12  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 69 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
13.835 1.24 ug/L 174499 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual

1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 93
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 92
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 89
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 86
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 76

Abundance Scan 3886 (13.835 min): VU052534.D\data.ms (-3878) (- | m/z 131.00 100.00%
131.0
5000
91.0
390 648 ‘ ‘ 13.50 14.00
T I I o R A :“1“1‘6?:1““‘3?:9 m/z 133.05 64.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 P ) /\MJ\
13.50 14.00
91.0 m/z 146.05  35.97%
390 @40 ‘ ‘
0 H\‘\‘\H“‘H“i‘\"“\\\“‘\r‘\\‘:‘l-\']-\owl‘\p‘ \‘M \‘r‘“\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 //\/
a ST A
13.50 14.00
5000 91.0 m/z 115.00 26.62%
39‘\‘0 \M Gﬁho ‘h Ll \H “‘ LM “
Ot et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25003: Benzene, (1-methyl-1-butenyl)- = —
131.0 13.50 14.00
m/z 91.00 23.63%
91.0
5000
51.0
27.0 ‘ “
PO OO O Y O OO 1 O | Y VN
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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 71 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
13.938 1.89 ug/L 266028 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 95
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 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 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90

Abundance Scan 3918 (13.938 min): VU052534.D\data.ms (-3912) (- | m/z 131.05 100.00%
131.1

5000

=

‘_HJ‘umwmmH“H‘mu“lw”umuwwwz“??q m/z 146.05  26.40%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
o WL A

5000 ‘

91.0
39.0 644 | ‘ 14.00
|

o

m/z 115.00 16.71%

390 g40 910
\‘\‘\H“‘H“i‘\““\‘\ \“H‘H“\‘HH‘\‘M\H“H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0

——
91.0 14.00

o

5000 m/z 129.05 14.32%
41.0 65.0
0! Al
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- — Wil
131.0 14.00

m/z 91.00 13.56%

5000
91.0
39.0 640 ‘ | ‘
0 ‘\ b I \‘H |

T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52534.D

Acqg On : 23 Dec 2022 14:02
Operator : JC/MD

Sample : N6169-13 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12 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.. 1.996 8.4 ug/L 864802 1 6.247 513109 5.0
(DEL) Alkane: S.. 2.205 8.6 ug/L 884885 1 6.247 513109 5.0
(DEL) Alkane: C.. 2.469 1.4 ug/L 140679 1 6.247 513109 5.0
(DEL) Alkane: S.. 3.083 4.8 ug/L 491814 1 6.247 513109 5.0
(DEL) Alkane: C.. 3.138 4.2 ug/L 429919 1 6.247 513109 5.0
(DEL) Alkane: S.. 3.359 3.6 ug/L 372053 1 6.247 513109 5.0
(DEL) Alkane: S.. 3.572 1.1 ug/L 117126 1 6.247 513109 5.0
(DEL) Alkane: S.. 3.697 5.5 ug/L 559320 1 6.247 513109 5.0
(DEL) Alkane: S.. 3.977 2.8 ug/L 287494 1 6.247 513109 5.0
(DEL) Alkane: S.. 4.089 1.3 ug/L 128942 1 6.247 513109 5.0
Cyclopentene, 3.. 4.170 0.9 ug/L 95150 1 6.247 513109 5.0
(DEL) Alkane: S.. 4.334 2.0 ug/L 208963 1 6.247 513109 5.0
(DEL) Alkane: C.. 4.530 15.9 wug/L 1628220 1 6.247 513109 5.0
Cyclopentene, 4.. 5.176 3.9 ug/L 396799 1 6.247 513109 5.0
(DEL) Alkane: S.. 5.459 1.6 ug/L 166963 1 6.247 513109 5.0
(DEL) Alkane: S.. 5.591 2.9 ug/L 294513 1 6.247 513109 5.0
(DEL) Alkane: C.. 5.848 3.4 ug/L 343796 1 6.247 513109 5.0
(DEL) Alkane: C.. 5.916 3.4 ug/L 353046 1 6.247 513109 5.0
(DEL) Alkane: C.. 5.986 5.0 ug/L 512964 1 6.247 513109 5.0
(DEL) Alkane: S.. 6.131 2.8 ug/L 283345 1 6.247 513109 5.0
Cyclopentene, 1.. 6.568 2.8 ug/L 290327 1 6.247 513109 5.0
(DEL) Alkane: C.. 6.977 2.2 ug/L 227639 1 6.247 513109 5.0
(DEL) Alkane: C... 7.070 1.1 ug/L 108603 1 6.247 513109 5.0
Cyclohexene, 3-... 7.160 1.3 ug/L 130038 1 6.247 513109 5.0
(DEL) Alkane: C... 7.237 2.2 ug/L 229304 1 6.247 513109 5.0
Cyclobutane, (1... 7.395 4.6 ug/L 468987 1 6.247 513109 5.0
1-Ethylcyclopen... 7.443 2.1 ug/L 211464 1 6.247 513109 5.0
(DEL) Alkane: S... 7.494 1.1 ug/L 113274 1 6.247 513109 5.0
(DEL) Alkane: S... 7.655 0.6 ug/L 58873 1 6.247 513109 5.0
Cyclohexene, 1-... 7.755 5.1 ug/L 526782 1 6.247 513109 5.0
(DEL) Alkane: C... 8.028 0.9 ug/L 110871 2 9.414 609983 5.0
(DEL) Alkane: C... 8.240 2.4 ug/L 297286 2 9.414 609983 5.0
(DEL) Alkane: C... 8.362 1.0 ug/L 126939 2 9.414 609983 5.0
1,3-Dimethyl-1-... 8.407 1.4 ug/L 173765 2 9.414 609983 5.0
1,4-Hexadiene, 8.700 0.8 ug/L 98198 2 9.414 609983 5.0
Cyclohexane, 1-... 8.742 0.7 ug/L 86932 2 9.414 609983 5.0
(DEL) Alkane: C... 8.803 1.2 ug/L 146169 2 9.414 609983 5.0
(DEL) Alkane: C... 8.861 2.4 ug/L 293630 2 9.414 609983 5.0
(DEL) Alkane: C... 8.919 0.9 ug/L 109816 2 9.414 609983 5.0
1-Methyl-2-meth... 9.070 1.0 ug/L 120089 2 9.414 609983 5.0
(DEL) Alkane: S... 9.330 1.0 ug/L 119214 2 9.414 609983 5.0
(DEL) Alkane: C... 10.028 0.8 ug/L 104201 2 9.414 609983 5.0
3,3-Tetramethyl... 10.269 1.5 ug/L 179409 2 9.414 609983 5.0
Cyclohexanone, ... 10.356 1.1 wug/L 137919 2 9.414 609983 5.0
Benzene, propyl- 10.903 5.8 ug/L 811760 3 11.809 704481 5.0
Benzene, 1l-ethy... 11.018 3.6 ug/L 511167 3 11.809 704481 5.0
Benzene, 1-ethy... 11.288 1.1 ug/L 156907 3 11.809 704481 5.0
p-Cymene 11.739 0.8 wug/L 113119 3 11.809 704481 5.0
Benzene, 1,2,3-... 11.890 1.0 ug/L 136372 3 11.809 704481 5.0
Benzene, 1-prop... 12.092 7.4 ug/L 1038640 3 11.809 704481 5.0
Benzene, 2-ethy... 12.462 1.1 ug/L 153290 3 11.809 704481 5.0
o-Cymene 12.568 5.0 ug/L 7017065 3 11.809 704481 5.0
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Benzene, 4-ethe...
Benzene, 1-ethe...
Benzene, 1,2,3,...
1H-Indene, 2,3-...
2,4-Dimethylsty...
Naphthalene, 1,...
Benzene, (3-met...
1H-Indene, 2,3-...
1H-Indene, 2,3-...
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13.
13.
13.
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13

13
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835
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ONUTOUTRERNOGO

ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
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220020
1008560
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174499
266028
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