LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acqg On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 23  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@52573.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.600 73 81 92 rVB 87238 99053 5.64% 0.351%
2 1.916 170 179 191 rBV 80718 107983 6.14% 0.382%
3 1.996 195 204 217 rVB 127366 174012 9.90% 0.616%
4 2.205 259 269 283 rVB 155992 221960 12.63% ©0.786%
5 2.568 370 382 402 rVB 139922 238265 13.56% 0.844%
6 3.047 516 531 534 rBV 99093 176418 10.04% 0.625%
7 3.083 535 542 554 rVB 213026 405150 23.05% 1.434%
8 3.362 608 629 651 rVB 148499 337430 19.20% 1.195%
9 3.697 716 733 760 rBV 257496 574185 32.67% 2.033%
10 4.433 944 962 975 rBv4 18878 47531 2.70% 0.168%
11  4.530 975 992 1011 rVWW 254249 615350 35.02% 2.179%
12 4.642 1011 1027 1070 rVB2 139889 503418 28.65% 1.782%
13 5.060 1141 1157 1175 rBV 139610 319286 18.17% 1.130%
14 5.378 1238 1256 1271 rBV5 288855 800947 45.58%  2.836%
15 5.456 1271 1280 1301 rVB3 84170 217741 12.39% 0.771%
16 5.591 1305 1322 1332 rBV 228257 512616 29.17% 1.815%
17 5.722 1346 1363 1380 rVB2 292690 746682 42.49%  2.644%
18 5.845 1388 1401 1412 rBV3 189415 407770 23.20% 1.444%
19 5.919 1412 1424 1434 rVV3 165664 384682 21.89% 1.362%
20 5.986 1434 1445 1472 rVB2 257525 571657 32.53% 2.024%
21  6.131 1475 1490 1503 rBV 373063 705861 40.17%  2.499%
22 6.243 1513 1525 1535 rBV 257250 492514 28.03% 1.744%
23 6.562 1605 1624 1648 rBV7 24694 74257 4.23% 0.263%
24  6.687 1648 1663 1670 rBV 197289 381082 21.68% 1.349%
25 6.758 1671 1685 1709 rVV 722212 1757369 100.00% 6.222%
26 6.864 1709 1718 1730 rVB2 43949 82474 4.69% 0.292%
27 6.976 1741 1753 1766 rVB 116116 213538 12.15% ©.756%
28 7.070 1766 1782 1796 rVB 126648 250853 14.27% 0.888%
29 7.230 1822 1832 1853 rVB3 154155 341450 19.43% 1.209%
30 7.394 1869 1883 1887 rBvV2 46613 91818 5.22% 0.325%
31 7.494 1904 1914 1922 rBV 144129 231577 13.18% 0.820%
32 7.562 1922 1935 1955 rVB3 89399 256980 14.62% 0.910%
33 7.655 1956 1964 1972 rBV2 95883 146119 8.31% 0.517%
34 7.758 1984 1996 2011 rVB6 74714 163302 9.29% 0.578%
35 7.851 2011 2025 2031 rBvV2 318217 584386 33.25% 2.069%

36 7.893 2031 2038 2051 rVB 434889 765204 43.54%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acqg On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA U\Method\SFAMUTR122022WMA.M
Title : TRACE VOA SFAM1.0
37 8.021 2067 2078 2086 rBv4 84420 202189 11.51% ©.716%
38 8.092 2095 2100 2104 rBvV2 54823 75669 4.31% 0.268%
39 8.127 2104 2111 2120 rVV 215938 324037 18.44% 1.147%
40 8.176 2121 2126 2134 rVB 58945 82924 4.72% 0.294%
41  8.240 2134 2146 2162 rVB4 227253 457657 26.04% 1.620%
42 8.365 2171 2185 2192 rBV3 114203 211254 12.02% 0.748%
43 8.407 2193 2198 2211 rVB4 48491 88719 5.05% 0.314%
44  8.632 2248 2268 2283 rBV 684805 1321101 75.17% 4.677%
45  8.800 2311 2320 2330 rVB5 90785 157706 8.97% ©.558%
46 8.861 2330 2339 2349 rBV 211879 329312 18.74% 1.166%
47  8.922 2349 2358 2368 rBV 190919 310489 17.67% 1.099%
48 9.066 2390 2403 2412 rBV4 75256 152596 8.68% 0.540%
49 9.163 2424 2433 2440 rVWV4 77550 137571 7.83% 0.487%
50 9.208 2441 2447 2457 rVB2 69467 110495 6.29% 0.391%
51 9.330 2470 2485 2500 rVB 94760 181128 10.31% 0.641%
52 9.414 2500 2511 2521 rBV 348913 576666 32.81% 2.042%
53 9.507 2535 2540 2548 rVB2 35772 50819 2.89% ©0.180%
54 9.565 2549 2558 2571 rVB4 70096 125883 7.16% 0.446%
55 9.687 2574 2596 2607 rBV 412828 899879 51.21% 3.186%
56 9.742 2608 2613 2641 rVB3 165540 348105 19.81% 1.232%
57 9.880 2643 2656 2670 rBV6 31342 71019 4.04% 0.251%
58 10.028 2687 2702 2712 rBV5 84091 202272 11.51% 0.716%
59 10.121 2722 2731 2752 rVB10O 24691 74317 4.23% 0.263%

60 10.266 2755 2776 2793 rBV5 97674 291831 16.61% 1.033%

61 10.356 2794 2804 2825 rVB6 95484 259420 14.76% ©.918%
62 10.478 2833 2842 2850 rBV 41873 68676 3.91% 0.243%
63 10.751 2917 2927 2937 rBV 177394 292716 16.66% 1.036%
64 10.806 2937 2944 2957 rVB7 45219 76880  4.37% 0.272%
65 10.899 2963 2973 2982 rBV 74641 121030 6.89% ©0.429%
66 10.992 2992 3002 3008 rBV 244379 409724 23.31% 1.451%
67 11.082 3023 3030 3036 rBV 103518 148943 8.48% ©.527%
68 11.288 3084 3094 3111 rVB 107041 193249 11.00% ©.684%
69 11.462 3138 3148 3174 rVB 438838 707990 40.29%  2.507%
70 11.806 3243 3255 3269 rBV 391568 644962 36.70%  2.284%
71 11.889 3270 3281 3294 rVB 147535 236691 13.47% ©.838%
72 12.092 3333 3344 3349 rBV2 93521 154253 8.78%  ©.546%
73 12.185 3362 3373 33990 rVB3 519084 921559 52.44%  3.263%
74 12.320 3400 3415 3423 rVB2 45030 81699 4.65% 0.289%
75 12.372 3424 3431 3447 rVB 46640 83830 4.77% 0.297%
76 12.462 3449 3459 3463 rBV 67455 102079 5.81% ©0.361%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acqg On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 23  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 12.491 3464 3468 3478 rVV2 52503 69925 3.98% 0.248%
78 12.568 3482 3492 3499 rVV 143447 211052 12.01% ©.747%
79 12.677 3514 3526 3546 rBv3 119382 263843 15.01% 0.934%
80 12.870 3580 3586 3596 rVB3 29704 49736  2.83% 0.176%
81 12.967 3609 3616 3624 rVB2 83490 117070 6.66% 0.414%
82 13.021 3624 3633 3649 rVB 123414 218650 12.44% 0.774%
83 13.105 3649 3659 3664 rBV3 43994 78584 4.47% 0.278%
84 13.285 3708 3715 3728 rVV3 75810 118483 6.74% ©0.419%
85 13.449 3743 3766 3780 rBV5 183375 438017 24.92% 1.551%
86 13.619 3813 3819 3842 rVB7 39211 94021 5.35% ©.333%
87 13.729 3843 3853 3860 rBv4 37035 63217 3.60% ©0.224%
88 13.777 3860 3868 3876 rBV2 66423 106304 6.05% ©.376%
89 13.831 3876 3885 3899 rBV5 75454 154568 8.80% 0.547%
90 13.938 3911 3918 3936 rVB2 84088 170037 9.68% 0.602%
91 14.185 3989 3995 4009 rvB10 26389 56923 3.24% 0.202%
92 14.282 4009 4025 4037 rBvV7 39234 99183 5.64% 0.351%
93 14.481 4078 4087 4097 rBvV2 42733 65399 3.72% 0.232%
94 14.661 4133 4143 4156 rBvV4 54741 117339 6.68% 0.415%
95 14.873 4201 4209 4219 rVB4 43720 71720 4.08%  ©.254%
96 15.015 4244 4253 4265 rBvVe6 22011 46570 2.65% 0.165%
97 15.217 4301 4316 4326 rBV 65382 135624 7.72% ©.480%
98 15.407 4366 4375 4384 rBV3 41705 72536 4.13% 0.257%
99 16.256 4625 4639 4650 rBvV3 37019 64765 3.69% 0.229%
100 16.404 4675 4685 4691 rBvV2 44628 72405 4.12% 0.256%
Sum of corrected areas: 28244230
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU052573.D\data.ms
700000 6.]
600000
500000
400000 6.131
300000 5.378
3.697 4.530 : .
3.083 5.591
6.681
200000 B
1.996>7%% 2568 3.362 4642 5.060
100000,  1.600 191 45
4.433 6.56
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘/\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\&\\\\
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: VU052573.D\data.ms
700000 8.632
600000
12.1
500000
9687 11.462
11.806
400000 9.414
300000
§6bo
200000 742 10.751 889
100000 68530 0,56 10.02¢ 025856 10899 || 12.0
. 0880 12¥qj¥?478 10.80
0 : — — —— — =
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU052573.D\data.ms
700000
600000
500000
400000
300000
13.449
200000 12.568
26771%%0%1 038
100000 ' 13% 217
i 12.%%- 13.53%@\ %B‘f‘ 0614, 8175?015 15.407 16.75.404
O T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15 oo 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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
1.996 1.77 ug/L 174012 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 3-Buten-1-0l 72 C4H80 000627-27-0 47
4 Pentane 72 C5H12 000109-66-0 39
5 1,1-Diisobutoxy-butane 202 C12H2602 013002-16-9 10
Abundance Scan 204 (1.996 min): VU052573.D\data.ms (-195) (-) m/z 43.05 100.00%
5000
S e e
72.1 1.60 1.80 2.00 2.20 2.40
Ll \‘ 207.C 9
e m/z 42.00 85.72%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl-
43.0
5000 [T T T T T T T T

1.60 1.80 2.00 2.20 2.40
m/z 40.95 78.67%

72.
150\‘ il \‘ \‘o
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
R R RRREREEESREENS N D
1.60 1.80 2.00 2.20 2.40
5000 ITI/Z 57.10 67.55%
15.0
1 me
\‘\\\‘\‘\\\\ \H\‘\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #752: 3-Buten-1-ol e e
42.0 1.60 1.80 2.00 2.20 2.40
m/z 38.95 24.47%
5000
72.0
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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
2.205 2.25 ug/L 221960 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# 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 86
Abundance Scan 269 (2.205 min): VU052573.D\data.ms (-259) (-) m/z 43.00 100.00%
43.0
5000
T e
57"1 721 1.80 2.00 2.20 2.40 2.60
“‘_“‘_“"H“"H‘\“H“Mm““wj“w““ m/z 42.00 60.15%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000 I R R
1.80 2.00 2.20 2.40 2.60
. m/z 41.00 48.30%
27.0 ‘ 57.0 720
\\\‘\\\\‘\\\.\‘\\}‘}“\\\{i\}\\‘\‘\‘\‘\‘\\\\‘!\\\‘\\\\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #808: Pentane
43.0
R as e
1.80 2.00 2.20 2.40 2.60
5000 m/z 57.10 16.28%
27.0 57.0 72.0
so ol
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #807: Pentane R e RRRR TR
43.0 1.80 2.00 2.20 2.40 2.60
m/z 39.00 14.43%
5000
27.0
57.0
72.0
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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.362 3.43 ug/L 337430  1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# 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, 2,2,3-trimethyl- 128 C9H20 016747-25-4 72
Abundance Scan 629 (3.362 min): VU052573.D\data.ms (-608) (-) m/z 57.10 100.00%
57.1
41.0
5000
‘ 300320340360
71.1 gpo : : : :

m_m_m‘w_m‘um‘uu“:_‘mihwmw?"‘?-‘q” m/z 56.10  87.09%

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

Abundance #2043: Pentane, 3-methyl-

57.0
41.0
5000 \‘%\\—\\‘\\\\‘\\\\‘\\\\‘\
29.0 3.00 3.20 3.40 3.60
m/z 41.00 61.15%
o [l MO 860
\\\‘\\\\‘\\\\‘\\\{‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2049: Pentane, 3-methyl-
57.0
R AR REEES S
29.0 41.0 3.00 3.20 3.40 3.60
5000 m/z 43.00 24.91%
15.0 ‘ ‘ |, 710 860
: | | il LU |
R T R E L a T AR RN
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 15.92%

29.0 41.0
5000
. 71.0
20 150 l, "0 860 A

m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.697 5.83 ug/L 574185 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 90
3 n-Hexane 86 C6H14 000110-54-3 90
4 2-Ethyl-oxetane 86 C5H100 1010386-40-2 78
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53

Abundance Scan 733 (3.697 min): VU052573.D\data.ms (-716) (-) m/z 57.10 100.00%

57.1
41.0
5000 /\
1 EERAREEEEEEE T
| 711 s 3.40 3.60 3.80 4.00
vy Pl e m/z 41.00 68.19%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0
43.0
29.0
5000 L L B I B AL
3.40 3.60 3.80 4.00
- m/z 43.00 64.12%
. 15‘.0 | ‘ ‘\ [ 71\“0 .
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\}\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2038: n-Hexane
57.0
43.0
R RAaEmmEaEsEE
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.10 53.00%
86.0
15‘.0 ‘ ‘ 71.0
: | N | 1
e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane AR ARAERR T
41.0 57.0 3.40 3.60 3.80 4.00
m/z 42.00 33.19%
29.0
5000
86.0
15‘.0 ‘ 71.0
| | | 1
A e B ERR R e Sy e
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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 (DEL) Alkane: Cyclic4.530 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.530 6.25 ug/L 615350 1,4-Difluorobenzene 6.243
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
3 Cyclohexane 84 C6H12 000110-82-7 87
4 Cyclohexane 84 C6H12 000110-82-7 86
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 80

Abundance Scan 992 (4.530 min): VU052573.D\data.ms (-975) (-) m/z 56.10 100.00%

56.1
5000 4 69.1
“ ‘ 84.1 4.20 4.40 4.60 4.80
Ol et bl L wjz a1.60 se.ss%

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

28.0

m/z 69.10 40.81%
“ ‘ 84.0
\\\‘\\\\‘]\-Tr’\o\‘\\\H“\\\\‘\‘\\\“\w \‘\\\‘1i\\\\‘\!\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
T R
41.0 4.20 4.40 4.60 4.80
5000 m/z 55.05 25.78%
69.0
270
84.0
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane R e REREE R
56.0 4.20 4.40 4.60 4.80
41.0 84.0 m/z 41.95 22.21%
5000
27.0
69.0
180 | ‘
X B | O N S B OV L V2 NS
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
5.456 2.21 ug/L 217741  1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 46
Abundance Scan 1280 (5.456 min): VU052573.D\data.ms (-1271) (-) m/z 56.05 100.00%
56.0
43.0
5000 71.0
H “ ‘ 85:1 100.0 520540560580o
e e e M/Z 43.00 83.80%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
5000 \\\\‘\\\\‘\\\\’\\\\‘\\\
290 71.0 5.20 5.40 5.60 5.80
m/z 57.00 63.92%
Ll 89 1000
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\‘\\1\‘\\\\’\\\\‘\\\\‘\\\\’
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 96.0
co e e
5.20 5.40 5.60 5.80
5000 m/z 41.00 58.51%
29.0 71.0
150 | H | | 850 100.0
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\"\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4478 Pentane, 2,3-dimethyl- R BRREEREE T
43.0 56.0 5.20 5.40 5.60 5.80
m/z 71.05 41.52%
5000 29.0
71.0
15.0 ‘ ‘ 85.0
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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.591 5.20 ug/L 512616 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
4 Heptane 100 C7H16 000142-82-5 72
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 53
Abundance Scan 1322 (5.591 min): VU052573.D\data.ms (-1305) (-) m/z 42.95 100.00%
43.0
571 71.1
5000
‘ 851 1001 5.20 5.40 5.60 5.80 6.00
e e e e m/z 71.10 64.09%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
5.20 5.40 5.60 5.80 6.00
29.0 m/z 70.18  58.70%
“ i 85.0 100.0
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
P AT e
5.20 5.40 5.60 5.80 6.00
5000 57.0 70.0 m z 57.10 58.44%
29.0
15.0 M 85.0 100.0
v e e e e e ey
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl- R RRAREOERE
43.0 5.20 5.40 5.60 5.80 6.00
m/z 40.95 55.50%
5000 29.0 57.0 71.0
1.0 150 “ M‘ 85.0 100.0
P e 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

SFAMUTR122022WMA.M Mon Jan 02 00:26:02 2023 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 (DEL) Alkane: Cyclic5.845 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.845 4.14 ug/L 407770  1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 94
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 90
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 86
Abundance Scan 1401 (5.845 min): VU052573.D\data.ms (-1388) (-) m/z 70.10 100.00%
70.1
56.1
41.0
5000
83.1 R e RaE
‘ ‘ ‘ | 98.1 5.60 5.80 6.00 6.20
el w2 se.1e 74.13%
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
5000 L B L I L L I L B
5.60 5.80 6.00 6.20
21.0 83.0 m/z 55.00 67.71%
Il |
\\\‘\\\\‘\\\\‘\\\\’\\\1’\\\\“\‘} \‘\\\w ‘\\\\‘11\\‘\\\\‘\\\\‘
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0 R e S A
5.60 5.80 6.00 6.20
5000 m/z 41.08 56.76%
27.0 83.0
98.0
wo | oo
R R R R T s N SR SRR REN e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
410 56.0 70.0 5.60 5.80 6.00 6.20
' m/z 43.00 29.45%
5000
27.0
83.0
98.0
a0 a0 L WLl
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 (DEL) Alkane: Cyclic5.919 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.919 3.91 ug/L 384682 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 91
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 78
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 72
5 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 72
Abundance Scan 1424 (5.919 min): VU052573. D\data ms (-1412) (-) m/z 56.05 100.00%
56.0 70Q.
41.0
5000
83.0
‘ ‘ ‘ 98.0 5.60 5.80 6.00 6.20
et bl L sz 70,10 98.81%
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
5000
5.60 5.80 6.00 6.20
2.0 83.0 m/z 55.85  79.80%
“ ‘ ‘ 98.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\“\H ‘\‘\\\w ‘\\\\“\1\\‘\\\1‘\\\\
miz—-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis-
56.0
41.0 700
VO OERT e T
5.60 5.80 6.00 6.20
5000 m/z 41.00 61.66%
210 83.0
‘ ‘ 98.0
B . O 1 SO N A
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3821: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0 5.60 5.80 6.00 6.20
41.0 m/z 69.16  40.23%
5000
27.0
98.0
\ A,
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 (DEL) Alkane: Cyclic5.986 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.986 5.80 ug/L 571657 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 93
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 90
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 90
5 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 87
Abundance Scan 1445 (5.986 min): VU052573.D\data.ms (-1434) (-) m/z 56.05 100.00%
56.0
70.1
41.0
5000
98.1
‘ ‘ 83‘1 5.60 5.80 6.00 6.20 6.40
el et Ll sz 55,05 71.68%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: |sopropylcyclobutane
56.0
41.0
70.0
5000 [T T Tr T T[T T[Tt
27.0 5.60 5.80 6.00 6.20 6.40
98.0 m/z 70.10 70.41%
‘ ‘ 83.0
\\\‘\\\\‘\\\\‘\\11‘\\\}}\‘\\\“{” ‘\‘\\\w“\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
P e e
41.0 0.0 5.60 5.80 6.00 6.20 6.40
5000 m/z 41.00 55.44%
27.0 98.0
‘ ‘ ‘ 83.0
X 1 T S O S

m/z--> 0O 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 33.24%
41.0
5000
98.0
27.0 ‘ 83.0

‘H_"‘_HwH““‘:H:‘wmu‘l “_‘u:pm_‘uwww R RN S L e

m/z--> 0O 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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.131 7.17 ug/L 705861 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Heptane 100 C7H16 000142-82-5 90
3 Heptane 100 C7H16 000142-82-5 87
4 Heptane 100 C7H16 000142-82-5 64
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
Abundance Scan 1490 (6.131 min): VU052573.D\data.ms (-1475) (-) m/z 43.00 100.00%
57'1 71.1
5000
100.1 H‘J\\\/\/\u‘uu‘uu‘uu,
| ‘ | 5.80 6.00 6.20 6.40
85.1 .
e e e e e e m/z 40.95 60.77%
m/z--> 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 59.39%
\\\‘\H\‘\\\\‘\\\\‘H\\‘!‘1H‘\\‘\\’\\\\“1\\\‘\\\'\‘\\\\’\\\\‘
miz—-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4462: Heptane
43.0
LV SRR
5.80 6.00 6.20 6.40
5000 20.0 57.0 71.0 m/z 57.10 55.21%
100.0
10 50 | || | | 850
T e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0 5.80 6.00 6.20 6.40
m/z 56.10 38.57%
5000 57.0 71.0
29.0
| ‘ ‘ | 100.0
\\\‘\H\‘\\\.\‘\\\}‘H\\‘i\‘\H‘\\‘\\’\\\\‘\\\\‘8\\5\.9‘\\\\"\\\\‘
m/z--> 0 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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Cyclohexene, 3-methyl- Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
6.562 0.75 ug/L 74257  1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 58
2 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 52
3 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 49
4 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 43
5 Furan, 2-ethyl- 96 C6H80 003208-16-0 43

Abundance Scan 1624 (6.562 min): VU052573.D\data.ms (-1605) (-) m/z 81.00 100.00%
81.0

55.0
5000 41.0 /\
96.0

690 U L R B BB IR
‘ H 6.20 6.40 6.60 6.80
| Ring

m/z 55.00  65.53%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3233: Cyclohexene, 3-methyl-
81.0
5000
270 390 oo, 680 96.0 6.20 6.40 6.60 6.80
m/z 41.00 50.60%
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3234: Cyclohexene, 4-methyl-
81.0
6.20 6.40 6.60 6.80
5000 300 30 m/z 39.00  39.94%
' 67.0 96.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3270: Cyclopentene, 4,4-dimethyl-
81.0 6.20 6.40 6.60 6.80

5000
27 0 ‘ 53.0 96.0 J\f\ j\
67.0
15.0 ‘ ‘JH ul, J\ ‘ Ay A/

m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
6.864 0.84 ug/L 82474  1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 95
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 90
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 90
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 90
5 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 59
Abundance Scan 1718 (6.864 min): VU052573.D\data.ms (-1709) (-) m/z 43.10 100.00%
43.1 57.0
85.0
5000 J\J
710 HH
“ ‘ H ox 6.60 6.80 7.00 7.20
m_m‘w,w_m_wwH‘l_m,uwa”ww m/z 57.85 91.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8637: Hexane, 2,4-dimethyl-
43.0 57.0
85.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
6.60 6.80 7.00 7.20
290 710 m/z 85.85 69.77%
s0 | LT s e
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8644: Hexane, 2,4-dimethyl-
43.0 /\
57.0 \H‘\HA\‘HH‘HH(\\H/\
6.60 6.80 7.00 7.20
5000 m/z 41.00 64.97%
85.0
29.0
71.0
ol A . 99.0 114.0
copee e e e b S T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8646: Hexane, 2,4-dimethyl-
430 574 6.60 6.80 7.00 7.20
m/z 56.00 45.70%
85.0
5000
29.0 71.0
180 Ll L L 980 1180
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 (DEL) Alkane: Cyclic6.976 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
6.976 2.17 ug/L 213538 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 94
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 90
3 3-Hexene, 2-methyl-, (Z)- 98 C7H14 015840-60-5 45
4 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 43
5 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 43
Abundance Scan 1753 (6.976 min): VU052573.D\data.ms (-1741) (-) m/z 69.10 100.00%
69.1
41.0
55.0
5000
83.0 981 6.60 6.80 7.00 7.20
HWm‘m“Hm}“mwu“wm‘mmu“‘u‘m‘m“_m m/z 68.05 77.97%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3747 Cyclopentane, ethyl-
69.0
41.0
5000 55.0 L
6.60 6.80 7.00 7.20
270 m/z 40.95 65.96%
| 830 980
\\\‘\\\.\‘\\\‘}“\\\\i\‘\\\‘\w\‘\‘\\\‘\“\\\\‘\‘\\\‘\\\!‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0
m/z . . 0
5000 270
98.0
120 \‘ ol 55
\ | | ‘ ‘
R o R L e A ARRRR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3792: 3-Hexene, 2-methyl-, (2)-
410 550 69.0 6.60 6.80 7.00 7.20
m/z 55.05 53.46%
5000
27.0 98.0
150 ‘ 83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35

Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 (DEL) Alkane: Cyclic7.070 Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
7.070 2.55 ug/L 250853 1,4-Difluorobenzene 6.243
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 90
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 87
4 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 86
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 86

Abundance Scan 1782 (7.070 min): VU052573.D\data.ms (-1766) (-)

70.0
55.0
5000
41.0
| M | ‘ 950 1121 6.80 7.00 7.20 7.40
cerprrrrprrrpreeeplile st bbb b m/z 55,00 71.74%
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
5000
6.80 7.00 7.20 7.40
41.0 m/z 41.05 27.99%
70 || || w0 570 a0
L il 1
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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

m/z-->

55.0

41.0
27.0

140 | \“\ J

70.0

5000
41.0
27.0 ‘ ‘ 970 112.0
H‘,1‘4"9"HH_H“NHW‘;!‘WH% ‘8‘37‘0“““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,

g83.0 97.0 112.0
. | |

10 20 30 40 50 60 7

0 80 90 100 110 120

m/z 70.05 100.00%

6.80 7.00 7.20 7.40

m/z 69.10  25.43%

6.80 7.00 7.20 7.40

m/z 42.00 17.98%

3

6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 16 (DEL) Alkane: Cyclic7.230 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.230 3.47 ug/L 341450  1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 90
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 90
3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 90

4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 90
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 64

Abundance Scan 1832 (7.230 min): VU052573.D\data.ms (-1822) (-) m/z 70.10 100.00%

55.0 70.1
84.0
| ‘ | ‘ 9‘7.0 112.1 7.00 7.20 7.40 7.60
el L mjz 55.00  88.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
41.0
5000
270 7.00 7.20 7.40 7.60
. 84.0 112.0 m/z 56.05 87.02%
‘ H ‘ 97.0
\\\]‘-\3\"\0\‘\Hl‘\\\\"\‘\\\“\‘} \‘H\H\ ‘\H\‘\‘1\\‘\\1‘\‘\\\\‘1\\\‘\
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
7.00 7.20 7.40 7.60
5000 41.0 m/z 41.00 47.66%
84.0
S
Ly m ‘ ‘
e e e e e e e e
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 69.05 38.42%
5000
41.0
84.0 112.0
20 \ \‘ 97.0
1 1
e e 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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 17 Cyclobutane, (1-methylethyl... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
7.394 0.93 ug/L 91818 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 81
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 81
3 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 64
4 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 64
5 2,3-Dimethyl-1,4-pentadiene 96 C7H12 000758-86-1 59
Abundance Scan 1883 (7.394 min): VU052573.D\data.ms (-1869) (-) m/z 81.00 100.00%
81.0
w M
96.0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
H 540 67.0 ‘ 7.00 7.20 7.40 7.60 7.80
et e el Wil 2121 9 10 35, 30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000 AR R R
7.00 7.20 7.40 7.60 7.80
‘ 53.0 &7.0 96.0 m/z 96.00 25.87%
\\\‘\\\\‘\2\6\‘8\\\}i‘\\\\“\‘\‘H‘\\‘\‘\’\\\‘\“‘\H\‘\\‘\‘\‘\\\\’H\\‘\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0 /M
7.00 7.20 7.40 7.60 7.80
5000 m/z 41.00 18.75%
39.0 96.0
53.0
150 ‘ ] ‘
i Ly | LU |
"Wm_m_m‘m"HH_m,mwm_uwm,mw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3270: Cyclopentene, 4,4-dimethyl- R e RN
81.0 7.00 7.20 7.40 7.60 7.80
m/z 39.00 17.99%
5000
39.0
‘ 53.0 96.0
67.0 ‘
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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.494 2.35 ug/L 231577  1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 91
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 87
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 53
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 52
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 47
Abundance Scan 1914 (7.494 min): VU052573.D\data.ms (-1904) ()| m/z 57.05 100.00%
1.0
43.0
5000
701 991 \\\A\\‘\\\\‘\\\\’\\\\
‘ H ‘ 83.0 114.1 7.20 7.40 7.60 7.80
R R e e L B m/z 43.00  83.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8628: Heptane, 2-methyl-
43.0 570
5000
7.20 7.40 7.60 7.80
29.0 70.0 99.0 m/z 41.00 43.18%
Lo sso s
H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘H\\‘\H\‘\H\‘H\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #8636: Heptane, 2-methyl-
43.0 57.0
T EAREE s
7.20 7.40 7.60 7.80
5000 m/z 42.00 41.08%
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 #8652: Hexane, 2,5-dimethyl-
57.0 7.20 7.40 7.60 7.80
43.0
m/z 70.10  17.94%
5000
27.0 71.0 99.0
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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
7.655 1.48 ug/L 146119 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 80
2 Nonane, 5-methyl- 142 C10H22 015869-85-9 72
3 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 72
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 68
5 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 64
Abundance Scan 1964 (7.655 min): VU052573.D\data.ms (-1956) (-) m/z 43.00 100.00%

43.0

85.0
5000
| 69.0 114.1 7.40 7.60 7.80 8.00
el el e m/z 57.10  83.22%
miz--> 20 40 60 80 100 120 140
Abundance #8629: Heptane, 3-methyl-
43.0
85.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
7.40 7.60 7.80 8.00
m/z 85.05 66.69%
27,0
‘ ‘ ‘\ ‘ | 69\\"0 1 11\4.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz—-> 20 40 60 80 100 120 140
Abundance #22075: Nonane, 5-methyl-
43.0
A ARNREARE S
7.40 7.60 7.80 8.00
85.0 o
5000 m/z 41.00 47 .30%
27.0 ‘
IO e | uzo a0
m/z--> 20 40 60 80 100 120 140
Abundance #14576: Hexane, 2,3,3-trimethyl- AT e
43.0 7.40 7.60 7.80 8.00
85.0 m/z 84.10  39.56%
5000
27.0 69.0
e
m/z--> 40 60 80 100 120 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 21 Cyclohexene, 1-methyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
7.758 1.66 ug/L 163302 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 90
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 60
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 60
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 55
5 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 49
Abundance Scan 1996 (7.758 min): VU052573.D\data.ms (-1984) (-) m/z 81.05 100.00%
81.0
55.0
5000
39.0 68.0 96.1
e
H ‘ 1111 7.40 7.60 7.80 8.00
"w‘m_‘H,Hm}w\‘uln_u‘” m‘:‘U:H_w‘”,w“w_ m/z 70.05 79.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3238: Cyclohexene, 1-methyl-
81.0
5000 68.0 L L L L B B
39.0 550 96.0 7.40 7.60 7.80 8.00
m/z 55.00  78.03%
15.0 ‘ H
\\\‘\\‘H‘\\1H’\\\\‘\H\H\\\\‘\‘\”\“H\‘\“1\\\“\\‘\‘\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0
R A BAARA Samay R
7.40 7.60 7.80 8.00
5000 67.0 m/z 67.00 50.43%
96.0
39.0
26,F,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 \
Abundance #3229: Cyclohexene, 3-methyl- R RRANGREES L
81.0 7.40 7.60 7.80 8.00
m/z 38.95 37.96%
5000
39.0 67.0 96.0
‘ 54'0
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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 22 (DEL) Alkane: Cyclic8.021 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
8.021 1.75 ug/L 202189  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 70
2 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 58
3 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 58
4 Cyclopentane, 1-ethyl-2-methyl- 112 C8H16 003726-46-3 58
5 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-65-2 52
Abundance Scan 2078 (8.021 min): VU052573.D\data.ms (-2067) (-) m/z 55.00 100.00%
55.
83.0
41.0 97.1
5000
69.0

R e AR

‘ g ‘ ‘H 1121 7.60 7.80 8.00 8.20 8.40
el m/z 83.05  63.14%

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

Abundance #7663: Cyclopentane, 1-ethyl-3-methyl-

55.0
83.0
5000 410 M‘HH,HH‘HM‘
70.0 7.60 7.80 8.00 8.20 8.40
270 ' m/z 97.10 55.92%
T H‘ ‘ 970 120
\\\’\\\\‘\\\\‘i\\\i\\\\‘\}\1‘\\1}“\1\\“1\‘\\‘\\\1‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7695: Cyclopentane, 1-ethyl-2-methyl-, cis-
55.0
2410 83.0
7.60 7.80 8.00 8.20 8.40
5000 70.0 m/z 41.00  52.21%
27.0
‘ o970 1120
rerprterrererAle s Ml b L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7696 Cyclopentane, 1-ethyl-2-methyl-, cis- R e e AR
55.0 7.60 7.80 8.00 8.20 8.40
41.0 83.0 m/z 56.00  44.06%
5000 70.0
27.0
112.0
97.0
,’0 AR AR RS EEERS RS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 23 1,2-Cyclohexanedione Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
8.092 0.66 ug/L 75669  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Cyclohexanedione 112 C6H802 000765-87-7 74
2 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 72
3 3-Octene, (E)- 112 C8H16 014919-01-8 53
4 Cyclooctane 112 C8H16 000292-64-8 50
5 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 49
Abundance Scan 2100 (8.092 min): VU052573.D\data.ms (-2095) (-) m/z 55.10 100.00%
55.1
41.0 70.0 83.1
5000
112.1 \\\‘\\\\’\\\\‘\\\\‘\\\\
‘ I “ 971 7.80 8.00 8.20 8.40
el ol T myz 83.10 74.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7214: 1,2-Cyclohexanedione
55.0 112.0
39. 70.0 g3 W/\/\ L
5000 UL L L B B
7.80 8.00 8.20 8.40
m/z 70.05 68.43%
26|
\\‘\H\\‘\\!\i‘\H‘!1\}‘\\‘“}‘1\‘i‘\‘\ww“\\\\‘{!\\‘\g\z\'?\\\\“‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7695: Cyclopentane, 1-ethyl-2-methyl-, cis-
55.0
41'0 83.0 \\\‘\\\\’\\\\‘\\\\‘\\\\
7.80 8.00 8.20 8.40
5000 70.0 m/z 41.00  65.31%
27.0
‘ o970 1120
el ol M L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7508: 3-Octene, (E)- L AARARRRE T
41.0 7.80 8.00 8.20 8.40
55.0 m/z 56.05 64.05%
5000 70.0
27.0 112.0
‘ 83.0 ‘
H‘H‘w‘H:‘_m‘;“"wu‘l“‘_HH‘m"_1“_9‘7:?”“_““_ AVAVRVASIS R VAV,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 24 (DEL) Alkane: Cyclic8.240 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.240 3.97 ug/L 457657  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 97
2 Cyclohexane, 1,2-dimethyl-, trans— 112 C8H16 006876-23-9 97
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 95
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 95
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 95

Abundance Scan 2146 (8.240 min): VU05257SENdMarns(2134)() m/z 55.05 100.00%
55.0 .0
5000 41.0
69.1 112.1
83.0 R AR ey
‘ ‘ M 1262 8.00 8.20 8.40 8.60
Wl Ml 1262 ey as 06,33
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
53.0 97.0
41.0
°000 8.00 8.20 8.40 8.60
270 69.0 112.0 e on A oad
‘ 83.0 m/z 41.00 46.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
s R aaERaas B
8.00 8.20 8.40 8.60
5000 41.0 ITI/Z 56.05 41.48%
69.0 112.0
‘ 83.0
H‘VH‘_HW‘HwJHWMJWHJMHH‘MH,HH_‘H_uH_H‘VH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans- R RARARRNERN Y L
55.0 97.0 8.00 8.20 8.40 8.60
m/z 69.10 33.56%
41.0
5000
270 69.0 112.0
‘ 83.0
m,mwH‘_m‘“m,“:‘w“1_W“lu,ml_m‘w_m,m K““
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 25 (DEL) Alkane: Cyclic8.365 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.365 1.83 ug/L 211254  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 97
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 94
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 91

Abundance Scan 2185 (8.365 min): VU052573.D\data.ms (-2171) (-) m/z 55.05 100.00%
55.0 97.1
R RL RN SR CCC AL Ss
H ‘ 8.00 8.20 8.40 8.60
H‘wHH;Mw_‘l‘mm‘ml‘_Hwwwwww?ﬁ’?? m/z 97.16  93.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7615: Cyclohexane, 1,4-dimethyl-
558.0
97.0
5000
8.00 8.20 8.40 8.60
27.0 m/z 40.95 36.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
A RERRRNAEE LS ARE
8.00 8.20 8.40 8.60
5000 ITI/Z 112.10 35.16%
27.0
ok
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans- A RAmas TR
55.0 97.0 8.00 8.20 8.40 8.60
m/z 56.00 29.68%
5000
27.0
, N A RaRasEa oS A S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60

SFAMUTR122022WMA.M Mon Jan 02 00:26:23 2023 Page: 28



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 26 1,3-Dimethyl-1-cyclohexene Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
8.407 0.77 ug/L 88719 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 87
2 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 80
3 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 72
4 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 64
5 2-Amino-4-methylbut-2-enenitrile 110 C6H1eN2 1000197-39-9 64

Abundance Scan 2198 (8.407 min): VU052573.D\data.ms (-2193) (-) m/z 95.10 100.00%

08.1
5000
67.1 110.1

“ | | ‘ 1261 8.00 8.20 8.40 8.60 8.80
H‘HH‘HH‘HH‘HHumm‘mmuumumuﬂmh‘uuwuu‘uuqu‘ m/z 67.18  25.24%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6752: 1,3-Dimethyl-1-cyclohexene
95.0

5000 LIS
67.0 8.00 8.20 8.40 8.60 8.80

110.0 m/z 110.10  22.44%

41.0
270 ] Sﬁo
\\‘\\\\‘\\\‘\“\\\\‘i\‘\\\“\‘}}\‘\\\\‘\\\‘\“‘\\\\“\‘\1\‘\\\\“‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
67.0

‘\\\\’\V\\‘\\\\‘\\\\’\\

410 8.00 8.20 8.40 8.60 8.80
5000 ' m/z 39.00 14.10%

27.0
110.0
HWH\*H‘H\M‘N* i“‘” \‘H\?ﬁ\mwlww M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-

95.0 8.00 8.20 8.40 8.60 8.80
m/z 93.05 13.51%

5000 67.0
39.0 53.0 110.0 /w)\
150 | H - 81.0 | ‘ i H\\ r%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 27 1H-Imidazole, 2-ethyl-4,5-d... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
8.800 1.37 ug/L 157706  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Imidazole, 2-ethyl-4,5-dihydr... 112 C6H12N2 000931-35-1 76
2 Cyclopentane, propyl- 112 C8H16 002040-96-2 64
3 Cyclopentane, propyl- 112 C8H16 002040-96-2 58
4 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 43
5 3-Heptene, 2-methyl- 112 C8H16 017618-76-7 43
Abundance Scan 2320 (8.800 min): VU052573.D\data.ms (-2311) (-) m/z 55.05 100.00%
55.0 69.0
41.0
83.0
5000 97.0

1121 A A

‘ ‘ “ 1261 8.40 8.60 8.80 9.00 9.20
el et b e e 5995 m/z 69.85  95.32%

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

Abundance  #7164: 1H-Imidazole, 2-ethyl-4,5-dihydro-4-methyl-

69.0 97.0 112.0
83.0
54.0
5000 (LN L LN R B
8.40 8.60 8.80 9.00 9.20
39F m/z 41.00 70.00%
H\‘HH‘HH‘\H\M\”H‘H‘\‘\‘\\Hl\\\\“\lH‘H‘H‘HH"\H‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7564: Cyclopentane, propyl-
41.0 69.0
A
55.0 8.40 8.60 8.80 9.00 9.20
m/z 56.05 55.92%
5000 27.0 83.0
‘ ‘ ‘ 112.0
TSN T N .00 A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7568: Cyclopentane, propyl- [ T
69.0 8.40 8.60 8.80 9.00 9.20
41.0 m/z 83.05 52.76%
55.0
5000 83.0
27.0 112.0
“ “ - I, 87.0 ‘
L e e e (i e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00 9.20

SFAMUTR122022WMA.M Mon Jan 02 00:26:26 2023 Page: 30



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 28 (DEL) Alkane: Cyclic8.861 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.861 2.86 ug/L 329312  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
4 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 59
5 3-Heptene, 5-methyl- 112 C8H16 013172-91-3 53

Abundance Scan 2339 (8.861 min): VU052573.D\data.ms (-2330) (-) m/z 83.10 100.00%

83.1
55.0
5000
41.0
112.1

‘ €6.0 060 8.60 8.80 9.00 9.20
el el 980 m/z 55.e5  77.48%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7537: Cyclohexane, ethyl-
83.0
55.0

5000 L B I LI LR B I
41.0 8.60 8.80 9.00 9.20
112.0 m/z 82.10 51.27%
27.0 69.0 ‘
\\‘\\\\‘\\\‘\“\\\\““\\\‘\‘}!\‘\\\‘i‘i\\\\‘\1\\‘\9\\7\.(‘)\\\\‘1\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl-
83.0
T e e
55.0 8.60 8.80 9.00 9.20
5000 ITI z 41.00 34.79%
41.0
112.0
27.0 69.0 ‘
S N o N £ N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536 Cyclohexane, ethyl- R AR Ea Y
83.0 8.60 8.80 9.00 9.20

m/z 112.10  23.53%

55.0
5000
41.0
112.0
27.0 ‘
[R—— \m | 970

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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 29 (DEL) Alkane: Cyclic8.922 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.922 2.69 ug/L 310489  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 94
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 87
5 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-29-3 72

Abundance Scan 2358 (8.922 min): VU052573.D\data.ms (-2349) (-) m/z 111.10 100.00%
69.0 111.1
55.0
5000
41.0
83.1 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
' “ | “ 070 | 1261 8.608.809.009.20
et e ST m/z 69.85 85.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 41.0 55.0 T T T T T T T T T
8.60 8.80 9.00 9.20
270 m/z 55.00 52.70%
1 [ 126.0
H‘HH‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
R LREECE
55.0 8.60 8.80 9.00 9.20
5000 41.0 m/z 41.00 35.06%
83.0
270
| 970 | 1260
‘W‘H‘_‘H‘H‘w‘Hw‘H‘_‘H‘H‘W‘HW‘H‘_‘H‘H‘W‘H‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl- EmmaRE R
69.0 111.0 8.60 8.80 9.00 9.20
m/z 56.10 26.72%
5000 41,0 930
83.0
27.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 30 (DEL) Alkane: Cyclic9.066 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
9.066 1.32 ug/L 152596  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 30
2 3-Amino-1-azabicyclo[2.2.2]octane 126 C7H14N2 006238-14-8 25
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 22
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 22
5 1-Octanol 130 C8H180 000111-87-5 22

Abundance Scan 2403 (9.066 min): VU052573.D\data.ms (-2390) (-) m/z 55.00 100.00%

55.0
70.0
41.0
5000 97.0
SO T
‘ M ‘ 124 1 8.80 9.00 9.20 9.40
S | M 1 ‘ !mem bbb m/z 70.05  65.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13243: trans-1,3-Diethylcyclopentane
55.0
97.0
5000 41.0 LB B B R B
700 8.80 9.00 9.20 9.40
' m/z 56.00 64.96%
H‘HH‘\HM‘\H\‘\‘H\‘\‘\ \‘H}‘\ ‘HH‘NH‘H\!‘H]\-\].‘]\-\(\)\‘\\!\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12861: 3-Amino-1-azabicyclo[2.2.2]octane
56.0 70.0
Vo e
8.80 9.00 9.20 9.40
5000 42.0 m/z 69.05 62.62%
96.0 126.0
28.0 ‘ ‘
SR T O RO .. 0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis- O RAREEEEERE Sy
56.0 70.0 8.80 9.00 9.20 9.40
410 | m/z 41.00 58.24%
5000
27.0
‘ ‘L 98.0
Hw‘wm“‘m‘}“mih‘l“wm‘: ‘HH‘SH"QW‘!‘HH‘HHWH‘W R R o R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 31 (DEL) Alkane: Cyclic9.163 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
9.163 1.19 ug/L 137571  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 90
2 Cyclohexane, 1,2,4-trimethyl- 126 CO9H18 002234-75-5 90
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 80
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 76
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 76

Abundance Scan 2433 (9.163 min): VU05257SENdMarns(2424)() m/z 69.05 100.00%
69.0 111.
55.0
5000 41.0
126.1
A RaESESSSLE AR
‘ ‘ ‘ ﬁ 1 97.0 8.80 9.00 9.20 9.40
el et a0 Tl mz 111010 95.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
69.0 111.0
55.0
5000 41.0
126.0 8.80 9.00 9.20 9.40
' m/z 55.00 75.23%
27.0 ‘ ‘ ‘ 84.0
\\‘HH’\H‘\“HH’“H\‘1‘\\‘\‘H\‘\‘\H‘\“‘NH‘\H‘\‘HH‘EH\‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
410 111.0 R RALERESEES S Aean
’ 8.80 9.00 9.20 9.40
5000 ITI/Z 41.00 48.19%
126.0
84.0
,,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13258: Cyclohexane, 1,2,4-trimethyl- A maEa s
69.0 8.80 9.00 9.20 9.40
55.0 111.0 m/z 70.05 41.08%
5000 41.0
126.0
97.0
27.0 H 83.0
Ll R X ‘ |
e e e ek e R aEaR RSO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 32 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
9.208 0.96 ug/L 110495 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 64
2 Octane, 2-methyl- 128 C9H20 003221-61-2 64
3 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 59
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
5 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 59

Abundance Scan 2447 (9.208 min): VU052573.D\data.ms (-2441) (-) m/z 43.05 100.00%

9.

5000 57.0

%

71.0 851
Pl T
“ H I ‘ 1131 1582 8.80 9.00 9.20 9.40 9.60o
WH‘WHH‘HH_‘H_H‘_HW‘HW‘HWH‘WHH‘HH_‘H_H‘_ m/z 57.05  45.46%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #14526: Octane, 4-methyl-
43.0
5000 N RN RN R R
71.0 85.0 8.80 9.00 9.20 9.40 9.60
290 57.0 m/z 71.65 38.98%
I A ooy
\‘HH‘HH‘HH‘\!H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #14530: Octane, 2-methyl-
43.0 /\/J\
PO e e
8.80 9.00 9.20 9.40 9.60
5000 57.0 m/z 85.18  33.28%
71.0
29.0 85
el e e e s el T
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance  #90428: Dichloroacetic acid, 4-methylpentyl ester “H“H“W‘A&\‘H“
43.0 8.80 9.00 9.20 9.40 9.60
m/z 41.00 28.39%
5000 71.0
85.0
20 | oo
—rrree—————— — P T
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
9.330 1.57 ug/L 181128 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 80
2 Octane, 3-methyl- 128 C9H20 002216-33-3 80
3 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 72
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 64
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 64
Abundance Scan 2485 (9.330 min): VU052573.D\data.ms (-2470) (-) m/z 57.05 100.00%
57.0
5000
08.1 T EEEREN REsy e o
39 90 | 9.00 9.20 9.40 9.60
‘H““‘W“u"WWnWM‘mM““%?gﬁ“““““ m/z 43.00 32.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14528: Octane, 3-methyl-
57.0
5000 L B R B R
9.00 9.20 9.40 9.60
m/z 41.00 31.72%
29.0 98.0
\\\‘\‘\‘\\“‘\\\J’u‘\\“‘\\‘\\\\“\\\\‘1\2\8.\()\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #14537: Octane, 3-methyl-
57.0
R A aana s
9.00 9.20 9.40 9.60
5000 m/z 56.00 19.91%
29.0
98.0
Ll r7o | 1280
Tttt
m/z--> 20 40 60 80 100 120 140 160
Abundance #45511: Decane, 2,5-dimethyl- R Al EammaEs s
57.0 9.00 9.20 9.40 9.60
m/z 55.00 17.37%
5000
29.0
98.0
| | mo | 1270 1550
e e e e e A AREE
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.742 3.02 ug/L 348105  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 91
2 Nonane 128 C9H20 000111-84-2 91
3 Nonane 128 C9H20 000111-84-2 87
4 Octane 114 C8H18 000111-65-9 80
5 Nonane 128 C9H20 000111-84-2 64

Abundance Scan 2613 (9.742 min): VU052573.D\data.ms (-2608) (-) m/z 43.00 100.00%

43.0 57.1
5000 85.1
71.1

| ‘ | 99.0 128.0 10.00
el el e e e b m/z 57.10 93.96%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane
43.0
57.0
5000 Py NJ
10.00
29.0 71.0 850 41 @0  39.55%
990
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14522: Nonane
43.0
57.0
10 00
5000 85 10  38.32%
2.0 71.0 85.0
ol o 90 1280
4 | 1 }
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane YA
43.0 10.00

71 10  30.59%

57.0
5000
29.0
71.0 85.0 /J\ j
150 | || || | 90 120 j\ -

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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 35 1-Ethynylcyclopentanol Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
9.880 0.62 ug/L 71019 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Ethynylcyclopentanol 110 C7H100 017356-19-3 50
2 1,3-Heptadiene, 5,5-dimethyl- 124 C9H16 024618-86-8 46
3 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 43

4 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 38
5 Ethanone, 1-(2-methyl-2-cyclopen... 124 C8H120 001767-84-6 38

Abundance Scan 2656 (9.880 min): VU052573.D\data.ms (-2643) (-) m/z 81.05 100.00%

81.0
95.0
5000 67.0
41.0
— —r—
H ‘ ‘ | ‘ 109.1 124.1 9.50 10.00
wa”www‘m‘M‘H“‘}m“MJJ_HM“‘MWJHW m/z 95.05 61.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6574: 1-Ethynylcyclopentanol
81.0
67,0 95.0
5000 — ——
39.0 53/0 109.0 9.50 10.00
' m/z 66.95 47.28%
\\‘\]\-\8\‘(\)\1‘“‘\H\HUH\M\\H‘\‘M\‘\HH‘\H\\“\\H‘HH“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12202: 1,3-Heptadiene, 5,5-dimethyl-
95.0
— =
67.0 9.50 10.00
5000 27.0 410 m/z 55.10 36.71%
109.0 124.0
UHAT—
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3285: Cyclobutane, (1-methylethylidene)- — P
81.0 9.50 10.00
m/z 69.05 35.55%
5000
‘ 53.0 67.0 560
H“m‘mwmi‘uu{““‘u‘m“_H““M“H‘!wmmm‘mwu — e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 36 (DEL) Alkane: Cyclic10.028 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
10.028 1.75 ug/L 202272  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 72
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 68
3 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 68
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 68
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 58
Abundance Scan 2702 (10.028 min): VU052573.D\data.ms (-2687) (- m/z 97.10 100.00%
55.0 97.1
5000
41.0 69.0
126.1 U ‘
83.0 ‘ 10.00
‘wHH,‘HwHHwM!“_MHm“shwuu“le“lﬁigwmw m/z 55.05 97.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 91.0
5000 ‘10\00‘ \
41.0 ’
69.0 m/z 41.00  35.51%
27.0 ‘ ‘ 126.0
\\‘HH’\H‘\“HH“’“H\“\‘\!‘\‘\\‘\‘}}\\\‘\8“:\3‘}'\0\‘\\\1‘\\]\-\J-‘]\-;\O\‘\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
T \
10.00
5000 m/z 69.05 29.14%
41.0 69.0 126.0
27.0 ‘ ‘
‘,”“,“““‘8‘?’0“‘11‘10“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane T ‘
55.0 97.0 10.00
m/z 95.05 22.75%
5000
40 6a0 126.0
27.0 ‘ ‘
S O T 0 .0 Ll
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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 37 (DEL) Alkane: Cyclic10.121 Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
10.121 0.64 ug/L 74317  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 68
2 trans-1,2-Diethyl cyclopentane 126 C9H18 000932-40-1 53
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 53
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 50
5 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 50
Abundance Scan 2731 (10.121 min): VU052573.D\data.ms (-2722) (- m/z 55.10 100.00%
5I:
97.0
5000 410 69.1
83.1 1 T 7
‘ | H 124.1 10.00 1050
H‘HH_‘H_‘mH‘H\“\H‘MM“Hm‘}‘1H"M‘!“m‘m“‘ww‘u‘wm m/z 97.05 85.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13243: trans-1,3-Diethylcyclopentane
55.0
97.0
5000 e 10.00 10.50
70.0 - :
m/z 69.10 41.19%
il
H‘HH‘\HM‘HH‘\‘\H‘\‘\H‘H\‘M‘HH‘}”H‘HH‘HH‘HH‘H!\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13265: trans-1,2-Diethyl cyclopentane
55.0 97.0
T ——
10.00 10.50
5000 m/z 41.00 38.48%
41.0 70.0
27.0 ‘ ‘ 126.0
S | N Y N T B
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7674: Cyclohexane, 1,4-dimethyl-, cis- T —
55.0 97.0 10.00 10.50
m/z 57.05 34.42%
5000 41.0
112.0
69.0
“I ‘ ‘ ‘ 3 M\MNN
S T ST S T e A A apn AL A
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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 38 Pentalene, octahydro-2-methyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.266 2.53 ug/L 291831  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentalene, octahydro-2-methyl- 124 C9H1e6 003868-64-2 58
2 Cyclohexaneethanol, acetate 170 C10H1802 021722-83-8 53
3 3,3-Tetramethyleneglutaric anhyd... 168 C9H1203 005662-95-3 50
4 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 46
5 Cyclopentane, ethylidene- 96 C7H12 002146-37-4 43

Abundance Scan 2776 (10.266 min): VU052573.D\data.ms (-2755) (- m/z 67.05 100.00%
67.0
5000
41.0 96.1
= .
‘ 124.1 10.00 10.50
Hh‘u_u‘mlm_m_m m/z 81.85 82.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12214: Pentalene, octahydro-2-methyl-
81.0
5000 410 o e
10.00 10.50
m/z 82.10 72.55%
124.0
63 \\‘\\??'P\\‘!\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #45011: Cyclohexaneethanol, acetate
82.0
20 Tow im0
110.0 : : .
5000 ITI/Z 41.00 31.807%
1.
U O O YN
m/z--> 20 40 60 80 100 120 140 160
Abundance #44183: 3,3-Tetramethyleneglutaric anhydride —— ——
67.0 10.00 10.50
m/z 96.10 29.44%
5000
96.0
41.0 124.0 \
50 L oL T 1890 AV
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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 39 (DEL) Alkane: Cyclic10.356 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.356 2.25 ug/L 259420  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 68
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 62
3 Cyclohexane, 2-propenyl- 124 C9H1e6 002114-42-3 62
4 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 59
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 59
Abundance Scan 2804 (10.356 min): VU052573.D\data.ms (-2794) (- m/z 83.05 100.00%
55.1 83.0
41.0
5000
. 126.1 A S
L W
el el mjz 5.1 88.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13200: Cyclohexane, propyl-
55.0 83.0
5000 — —
41.0 10.00 10.50
126.0 m/z 82,05 68.49%
H‘HH‘\HH‘HH“UH\‘\‘E!\‘HH“HH‘\1\\‘?Z\.‘()\H1\]‘-\2\.9‘\\H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13201: Cyclohexane, propyl-
83.0
55.0 Aren] Vi TAAJWL
10.00 10.50
5000 m/z 41.00 54.70%
41.0
126.0
27.0
S T W CPEEV
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12175: Cyclohexane, 2-propenyl- — —
55.0 10.00 10.50
83.0 m/z 67.05 39.13%
27.0 L
124.0
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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 40 (DEL) Alkane: Straight-Chai... Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
10.806 0.60 ug/L 76880  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 43
2 (1,2,4-Trimethylcyclohexyl)metha... 198 C12H2202 1010499-04-6 38
3 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 38
4 Ketone, vinyl-pyrrolidinyl- 125 C7H11NO 042104-70-1 27
5 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 27
Abundance Scan 2944 (10.806 min): VU052573.D\data.ms (-2937) (- m/z 69.05 100.00%
69.0
125.1
=T W
96.0 — —
| ‘ ‘ 10.50 11.00
e bl M myz 70,00 73.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20705: 2-Octene, 2,6-dimethyl-
41.0 69.0
5000 — s
10.50 11.00
m/z 55.05 66.99%
140.0
\\\‘\.\\\i\\\“\“\w\\‘Hg\l\.o\‘\]-\l]\_‘\o‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #73725: (1,2,4-Trimethylcyclohexyl)methanol, acetate (is
69.0
125.0
P P
10.50 11.00
m/z 125.10 56.76%
5000 43.0 /
96.0 ‘
15? e ““u L 1“ i w‘Hw ‘ “!‘, ‘ ““ ‘ ““‘ e 156,0
m/z--> 20 40 60 80 100 120 140 160 /\ /\ A
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl- (ALESEALENES /\/\/\ f
69.0 10.50 11.00
41.0
m/z 41.00 50.02%
5000
125.0
L e
SR RV v A — ——
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35

Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method :
Quant Title

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

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 41 Benzene, propyl- Concentration Rank 44

R.T EstConc Area Relative to ISTD R.T.
10.899 0.94 ug/L 121030 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 81
3 Benzene, propyl- 120 C9H12 000103-65-1 74
4 N-Butylbenzylamine 163 C11H17N 002403-22-7 64

5 Ethanol, 2-[(phenylmethyl)amino]- 151

C9H13NO 000104-63-2 64

Abundance Scan 2973 (10.899 min): VU052573.D\data.ms (-2963) (- m/z 91.00 100.00%
91.0
5000
510 L 10.50 11.00
SOl A0 1008 | 24892801 o0 10 22.43%
mfz--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 /\‘ T T }\\ ‘ T T /\
10.50 11.00
m/z 65.00 11.16%
39.0 L
T T ‘\ ‘\‘ “ \“\ “\ \‘ “]\_2\ .\0\ ‘ T T T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0
SR e
10.50 11.00
5000 m/z 92.00 10.78%
39.0 h
O O .
m/z--> 50 100 150 200 250 /\
Abundance #10699: Benzene, propyl- o il ‘ ‘/\ b
91.0 10.50 11.00
m/z 78.00 6.91%
5000 ﬁ\ﬂh
mo e A
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 42 Benzene, 1-ethyl-3-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.992 3.18 ug/L 409724  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 97
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
Abundance Scan 3002 (10.992 min): VU052573.D\data.ms (-2992) (- m/z 105.10 100.00%
105.1
5000
120.1 k
‘ —
77.0
39.0 11.00
57.9
S M M el 1402 15010 31.09%
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 T T /\M \/\\ T
120.0 11.00
m/z 77.00 12.91%
77.0
39.0
\\\.‘\‘\ T \“‘\ \‘\5\9‘.9‘\ T \““ T \‘} T ‘H‘\ \‘\““\ LI ‘ T
miz—-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
=
11.00
5000 m/z 91.00 12.87%
120.0
39.0 77.0
“"‘M“MH‘Wﬁ%%“JM“M“HM‘uw“““‘
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl- =
105.0 11.00
m/z 106.10 9.40%
5000
120.0
77.0
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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 43 Benzene, 1l-ethyl-4-methyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
11.288 1.50 ug/L 193249 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 93
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 3094 (11.288 min): VU052573.D\data.ms (-3084) (- m/z 105.05 100.00%
105.1
5000
120.1
390 77"0 | 11.00 11.50
e 20 A 1800 s 100,65 30.20%
miz--> 20 40 60 80 100 120 140
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
5000 /\M A -
11.00 11.50
120.0 %
770 m/z 91.00 14.13%
210 5%0 1l ‘ﬂ L) ‘
\\\‘\\\\‘\\\\“\\\\‘\\‘1\‘\\\‘\“\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
= —
11.00 11.50
5000 m/z 77.00 13.73%
120.0
77.0
39.0
M K R - N S WP —
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl- = =
105.0 11.00 11.50
m/z 79.05 9.70%
5000
120.0
77.0
150 90 se0 4 | o e VLI
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 44 Benzene, 1,2,3-trimethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.889 1.83 ug/L 236691 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# 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 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 3281 (11.889 min): VU052573.D\data.ms (-3270) (- m/z 105.10 100.00%
105.1
— —
260 510 610 77‘-0 91.0 11.50 12.00
o0l BEO L e miz 120010 42.34%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 120.0 — A :
11.50 12.00
770 m/z 77.00 14.00%
51.0 7 91.0
H‘\H\‘\2\\7\.‘()\\\\“\\\\i‘}‘\\}“Gﬂ.‘.\o\‘H\‘U‘\\\\“\\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
= =
11.50 12.00
m/z 91.00 10.28%
5000 120.0 [
39.0 77.0 91.0
"‘17‘5(‘0‘”“1‘m““"H{‘mﬁ?";‘?‘wMHH“‘m‘ulwu‘m“‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10718: Benzene, 1,2,4-trimethyl- = ==
105.0 11.50 12.00
m/z 119.10 9.82%
120.0
5000
77.0 91.0
s 380580640 [ T J\ Dy ‘ A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 45 (Z)-1-Phenylpropene Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
12.092 1.20 ug/L 154253 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 83
2 Deltacyclene 118 C9H1e 007785-10-6 80
3 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 70
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 56
5 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 55
Abundance Scan 3344 (12.092 min): VU052573.D\data.ms (-3333) (- m/z 117.00 100.00%
117.0
5000 91.0 134.1 J\ M Mﬂ
e VL P
39.0 63.0 ‘ 12.00
H_Hw‘HWHHMHHHMMwa‘mhuvquuﬂhwwwwhuwuhwu m/z 104.95 97.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10185: (Z)-1-Phenylpropene
117.0
5000 A dL S :
91.0 12.00
510 m/z 119.10  91.50%
\\‘\\H‘%\7\‘0\\\\“\\HHH\M‘\H\\‘\M\‘\H\“\\H‘}‘\H‘HH’HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10184: Deltacyclene
117.0
Moa ) |
12.00
5000 m/z 118.05 46.48%
390 91.0
65.0 ‘
SO N OO O S | AU
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ]\ A
Abundance #17029: Benzene, 1,4-diethyl- ‘AA““‘ P ol
105.0 12.00
m/z 115.10  45.78%
5000 134.0
77.0
27.0 ‘
H_mwwHHW}‘:MH‘H‘wHH‘WWWHMH““,‘WMHW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 46 Carbonic acid, prop-1l-en-2-... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
12.320 0.63 ug/L 81699 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, prop-1l-en-2-yl tr... 284 C17H3203 1000382-90-8 91
2 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 86
3 Undecane 156 C11H24 001120-21-4 81
4 Undecane 156 C11H24 001120-21-4 81
5 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 80
Abundance Scan 3415 (12.320 min): VU052573.D\data.ms (-3400) (- m/z 57.05 100.00%
57.0
5000
12.00 12.50
112.2 156.1
| u“wlH:‘”_m_H‘_‘wa”_ww m/z 43.05 81.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
5000 P =ahs
12.00 12.50
20.0 85.0 m/z 71.00 49.67%
\‘\‘\‘\\‘\\\ 111015401820227C
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61053: 1-Decanol, 2-ethyl-
57.0 JWJK
phap e e T
12.00 12.50
5000 m/z 41.00 47 .81%
29.0 83.0
111.0
Wh‘ww!‘ W\MNM b330 1680
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33081: Undecane “ ——
57.0 12.00 12.50
m/z 55.00  36.27%
5000
290 85.0
L I ik B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 47 Benzene, 1-methyl-4-propyl- Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
12.372 0.65 ug/L 83830 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 94
2 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
3 2-Tolyloxirane 134 C9H100 002783-26-8 91
4 Benzene, 1l-methyl-4-propyl- 134 CleHi4 001074-55-1 91
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
Abundance Scan 3431 (12.372 min): VU052573.D\data.ms (-3424) (|  m/z 105.05 100.00%
105.1
5000
134.0
7.0 12.00 12.50
39.0 550 ‘
e 890t L 38E0 134 00 21.40%
m/z--> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 . A/\M ‘/
12.00 12.50
134.0 m/z 106.00  12.33%
510 77.0
\\\‘2\7‘\.0\\“ T \‘f'\ “\‘\ T \M‘ T \‘i T ‘H‘\ \‘\“\1\‘\ ‘ L
miz—-> 20 40 60 80 100 120 140
Abundance #17046: Benzene, (1-methylpropyl)-
105.0 A
AW ‘N‘/\ ALy
12.00 12.50
5000 m/z 77.00 11.57%
134.0
70 0 70|
1 L L Il It
1ttt
m/z--> 20 40 60 80 100 120 140
Abundance #17529: 2-Tolyloxirane T T
105.0 12.00 12.50
m/z 79.05 9.76%
5000
134.0
77.0
27\.0 Il 51.0 TN M ‘ “ Il
e B B — —
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 48 o-Cymene Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
12.462 0.79 ug/L 102079 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 93
Abundance Scan 3459 (12.462 min): VU052573.D\data.ms (-3449) (- m/z 119.05 100.00%
119.1
5000
1341
91.0
1. ‘ 12.50
SN 2 9 bl WL gz 134,65 30.95%
m/z--> 20 40 80 100 120 140
Abundance #16997.0-Cymene
119.0
5000 ‘ “/\m 4
12.50
91.0 134.0 m/z 91.00  19.68%
4ﬁ0 65.0 |
| [T L L .
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\‘\\\\‘\
miz—-> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
ama
12.50
5000 m/z 105.00 12.10%
134.0
390 91.0
15.0 " 65.0 | ‘
\ | Ll ol I T
L A L e L
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl- /\”V\
119.0 1250
m/z 117.00  11.48%
5000
134.0
o 20 w0 0 AL
1l M I Ll il
e  waa e
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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35

Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 49 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 66

R.T. EstConc Area Relative to ISTD R.T.
12.491 0.54 ug/L 69925 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 80
2 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 80
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 80
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 80
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 80

Abundance Scan 3468 (12.491 min): VU052573.D\data.ms (-3464) (- m/z 119.10 100.00%
119.1
5000
410 g3 910 12.50
S Y e W ORIV ‘ 240 7 134,05 19.02%
miz--> 20 40 60 80 100 120 140
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl-
119.0
12.50
m/z 91.00 9.97%
Wm0y
i ul m n LI (il
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #17088: Benzene, 1-ethyl-2,4-dimethyl-
119.0
P
12.50
5000 m/z 97.10 6.61%
39.0 65.0 91.0
\\\‘\“\mﬂ\ﬂh‘WM\JW\\L\‘N\HJl\EH}\\\\
miz--> 20 40 60 80 100 120 140 M /\
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl- WYL ‘ ‘ﬂm Ac
119.0 12.50
m/z 41.00 6.60%
5000
91.0
150 390 650 | | | 136
B e B —r
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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 50 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
12.568 1.64 ug/L 211052 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 97
2 o-Cymene 134 C1oH14 000527-84-4 97
3 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 96
4 o-Cymene 134 CleH14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 95

Abundance Scan 3492 (12.568 min): VU052573.D\data.ms (-3482) (- m/z 119.05 100.00%
119.1
5000
134.1
91.0
390 650 | 12.50
el Al T myz 134,05 28.54%
miz--> 20 40 60 80 100 120 140
Abundance #16996: 0-Cymene
119.0
5000 /\fx i ‘A‘\
12.50
91.0 134.0 m/z 91.00 15.19%
15.0 3?-‘0 65.0 | ‘
o 1 m " I | |
\\\\‘\\\\‘\\\\‘!\\\‘\\\\’\\\\‘\\\\‘\
miz—-> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
R \
12.50
5000 m/z 120.05 10.58%
134.0
91.0
o
1 [T m m I L L
e e e e
m/z--> 20 40 60 80 100 120 140 /\ f/\
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- : . A NA‘
119.0 12.50
m/z 117.05 9.69%
5000
91.0 134.0
s mo L
“%59“"‘W"W“M“‘Lu‘wi‘,ﬂk‘ﬂdl‘“u“ P L
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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 51 Benzene, 1-methyl-2-(2-prop... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.677 2.05 ug/L 263843 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 86
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 81
3 Indan, 1-methyl- 132 C10H12 000767-58-8 81
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 80
5 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 80
Abundance Scan 3526 (12.677 min): VU052573.D\data.ms (-3514) (- m/z 117.05 100.00%
117.1
5000
132.0
91.0 L AR
39.0 63.0 77.0 ‘ 12.50 13.00
0 ‘_m_HJ‘HH;Mu‘hMwmmHm‘”H‘m‘_‘Huww‘mw m/z 114.95 34.35%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
132.0
5000
12.50 13.00
91.0 m/z 132.00 27.77%
39.0 65.0 ‘ ‘
\‘\\\‘\‘\H\“HH"‘\‘\H‘\‘HH‘H\M“HH‘H\H‘\‘}‘H‘\\H‘\H‘“‘\‘\H‘H
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0
35 —
12.50 13.00
5000 132.0 m/z 91.08  16.35%
91.0
51.0 77.0
w‘g%g‘ﬁHuﬂ‘HNWW‘HMHHHMHHN‘_HW‘mmMH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #16104: Indan, 1-methyl- P =
117.0 12.50 13.00
m/z 118.10  10.74%
5000
132.0
39.0 65.0 91.0 ‘ (\ N N\
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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 52 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
12.967 0.91 ug/L 117070  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
3 Benzene, 1,2,4,5-tetramethyl- 134 CleHi4 000095-93-2 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94

Abundance Scan 3616 (12.967 min): VU052573.D\data.ms (-3609) (- m/z 119.10 100.00%
119.1
5000
91.0
390 650 | 135.1 13.00
b AU IS sz 134,00 48.22%
miz--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 L/\ ‘/\‘ T J\
13.00
m/z 91.00 15.61%
39.0 65.0 91.0 135.0
\1\5\.(‘)\‘\ T \".‘\ \‘\‘\ “\“.\ T \‘”‘ T \‘\ T “}‘\ \M T \?‘\.‘ T
miz—-> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
—
13.00
5000 ITI/Z 77 .00 9.44%
90 w0 M0 o
i mh m Ll Ll |
B L o
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- —
119.0 13.00
m/z 133.00 9.30%
5000
AL
: 65.0 135. ]\«
\1\5\'?\‘\H‘,‘\w‘m“;“u\““Hm“;‘uwu:ﬁ‘ouu WVAAVE .
m/z--> 20 40 60 80 100 120 140 13.00
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Data Path :
Data File
Acq On

Operator : JC/MD

Sample

¢ N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
: VUe52573.D
: 27 Dec 2022 18:35

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

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 53 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 30

R.T EstConc Area Relative to ISTD R.T.
13.021 1.70 ug/L 218650  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 94
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94

Abundance Scan 3633 (13.021 min): VU052573.D\data.ms (-3624) (- m/z 119.10 100.00%
119.1
91.0 R
390  65.0 | 135 13.00
“‘“‘“Uu“u"w"ﬂ“““u“U“““““ m/z 134.05  44.13%
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 ViV A
13.00
m/z 91.05 15.56%
39.0 91.0
15.0 65.0 ‘ 1%
\\\‘\‘\\\“‘\\‘\‘\“\‘\\\“\\\\‘m\\”‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
T \
13.00
5000 m/z 120.05 10.07%
91.0
39.0 650 135.0
150 | i e e bl THT
miz--> 20 40 60 80 100 120 140 N\ ﬁ[\
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- A ‘j\‘ el
119.0 13.00
m/z 77.00 9.16%
5000
91.0
650 1
80, »‘u Al P RPN e vaa)
miz--> 20 60 80 100 120 140 13.00
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\

: VUe52573.D

: 27 Dec 2022 18:35

: JC/MD

: N6170-10DL 25X

: 25.0mL/MSVOA_U/WATER

: 23 Sample Multiplier: 1

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 54 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 61

R.T. EstConc Area Relative to ISTD R.T.
13.105 0.61 ug/L 78584  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H1e 002050-24-0 70
2 Benzene, 1-methyl-4-(1-methylpro... 148 C11lH16 001595-16-0 64
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 55
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 55
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 55

Abundance Scan 3659 (13.105 min): VU052573.D\data.ms (-3649) (| | m/z 119.10 100.00%
119.1
M
51.0 ‘ . .
SR - “w“?‘sﬂ?i o M - I m/z 131.05  49.03%
miz--> 20 40 60 80 100 120 140
Abundance #26379: Benzene, 1,3-diethyl-5-methyl-
119.0
5000 148.0 kM = o
91.0 : 13.00 13.50
m/z 91.00 39.07%
39.0 65.0
50, 30, %90 |
\\‘\ ‘ \‘\‘} T "\ \‘”\ ‘M T \H‘ T \‘”\ "M‘\ T 1 ‘ T }‘\ T ‘ T 1‘\\
miz--> 20 40 60 80 100 120 140
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
P e
13.00 13.50
5000 m/z 148.05 33.01%
148.0
w0 eso T
T B e T T M A B o S e T
miz-> 20 40 60 80 100 120 140 /\q /\A
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl- iR Cop
119.0 13.00 13.50
m/z 133.05 26.64%
5000
91.0
so w0 " A
‘¥§9‘H“HH‘WH‘H“‘ M“u;‘ﬂw‘ﬂJ}‘}?§?““ MAL AL AL ALOE
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 55 1-Phenyl-1-butene Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
13.285 0.92 ug/L 118483 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 91
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 91
3 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
4 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 91
5 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 90

Abundance Scan 3715 (13.285 min): VU052573.D\data.ms (-3708) (- m/z 117.05 100.00%

117.1
5000
132.0

90 650 90 13.00 13.50
e el Ll 1483130 60 36.39%
miz--> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 132.0 N 1WA
13.00 13.50
91.0

m/z 115.00  28.47%

51.0
27.0 \ 76,0 ‘ |yl
T ‘ T ‘\‘ T “‘ T \‘}H\ ‘ ‘ T \“ T \‘ f‘ T ‘”“‘\ T ‘ T U \‘ T ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (2)-
117.0
aN

132.0 1300 1350
5000 91.0 ' ITI z 91.05 14.43%
51.0
m/z--> 20 40 0 80 100 120 140
Abundance #16120: Benzene, 2-butenyl-
117.0 1&00 1350
m/z 131.00 12.13%
132.0
5000
91.0
or Ul
w“m“‘uM‘wu“1“H”_umplm“_@““www NIy
m/z--> 20 40 60 80 100 120 140 13.00 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 56 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.449 3.40 ug/L 438017 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 90
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 70
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 70
Abundance Scan 3766 (13.449 min): VU052573.D\data.ms (-3743) (- m/z 117.05 100.00%
117.1
- /uVVﬂL,]\xﬁh
91.0 A _N
39.0 650‘ ‘ Eo 13.50
SR N O O Y R 2880 7 119,05 66.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 7 Lo
13.50
91.0 m/z 132.05 35.07%
51.0
\\\‘2\7\(\]\"\\“1\“”\7\3‘-‘9‘\\“\\‘ ‘\}“\‘\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0 ﬂ\ﬂAﬂJA
o
13.50
5000 m/z 115.10 34.77%
91.0
290 | i 7S:
m/z--> 20 40 60 80 lOO 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- — =
117.0 13.50
m/z 91.00 23.51%
5000
91.0
70 510 ‘
H“““W‘%upm‘ﬂﬂ‘Ji‘ﬂﬂu L —
m/z--> 20 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35

Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 57 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 55

R.T EstConc Area Relative to ISTD R.T.
13.619 0.73 ug/L 94021  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 60
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 55
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1eH12 000119-64-2 55
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 55
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 55

Abundance Scan 3819 (13.619 min): VU052573.D\data.ms (-3813) (- m/z 104.10 100.00%
104.1
5000
\AW/\MAM IS
13.50 14.00
m/z 91.00 52.78%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 — e
13.50 14.00
m/z 119.00 47.88%
\\\\‘\\\\“\\“\‘\"H\\\H‘\\‘}\“H\\1‘\‘1‘\‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
— M‘
13.50 14.00
5000 132.0 m/z 132.00 44.23%
270 210 780
S 1 O Y
m/z--> 20 40 60 80 100 120 140 160 /JV\/\
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro- — A“‘ —
104.0 13.50 14.00
m/z 115.05 34.45%
5000 132.0
51.0 78.0
BT Y Y T ALV VIR
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 58 2,2-Dimethylindene, 2,3-dih... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
13.777 0.82 ug/L 106304  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 90
Abundance Scan 3868 (13.777 min): VU052573.D\data.ms (-3860) (- m/z 131.00 100.00%
131.0
5000
39.0 64.8 ‘ M ‘ 147 1 13.50 14.00
o S 1 1 R SOV NS e m/z 146.05  24.23%
miz--> 20 40 60 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000 /\‘ J\\‘ 1T AJ
13.50 14.00
o 91.0 115.0 o m/z 129.05 17.71%
\\\\‘\\\\‘\\‘\.‘\ “}‘\7\5\*9\ \“} T “U\ \H“ \‘U‘! T ‘ \H\.\\
miz—-> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0 j\ j
T ‘ T ‘\ T ‘ T T
910 13.50 14.00 )
5000 m/z 115.00 17.29%
39.0
. 115.0
S T O 0
M 0 O N
m/z--> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- T
131.0 13.50 14.00
m/z 128.00 15.22%
5000
91.0
115.0
39.0
S NIV LA Y I M N N VO 'Y
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35

Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 59 Benzene, (3-methyl-2-butenyl)- Concentration Rank 39

R.T EstConc Area Relative to ISTD R.T.
13.832 1.20 ug/L 154568 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 83
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 80
3 Benzene, (2-methyl-1-butenyl)- 146 C1l1Hi4 056253-64-6 80

017851-27-3 60
004706-90-5 53

4 Benzene, 1l-ethyl-2,4,5-trimethyl- 148 C11H1e6
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11lH16

Abundance Scan 3885 (13.831 min): VU052573.D\data.ms (-3876) (- m/z 133.05 100.00%
138.1
5000 ﬂM\JkA
91.0 115.0 N WA K RLV
51.0 ‘ ‘ H 13.50 14.00
S 1R O T M, A ‘w‘w 1001 1818 1/, 131.00  64.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000 \J\‘A\\“w — /\\J\\/
13.50 14.00
m/z 148.00 25.81%
41.0 65.0
9
\’\‘\‘\ \““\ \“\“\“u‘u‘\ \““ T \“\ T ‘]LHP\ \Q’ \‘M T ‘ \H\ T ’ L ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
LAYV AV
13.50 14.00
5000 ITI/Z 91.00 23.64%
390 91.0
0 630 ‘
‘,‘M‘“H‘Wwym‘mH‘uu‘y‘un,“ 1 %Q,“‘W“
m/z--> 20 60 80 100 120 140 160 180
Abundance #25013: Benzene, (2-methyl-1-butenyl)- — —
131.0 13.50 14.00
m/z 146.05 23.49%
5000 91.0
o 650 ‘ j\/
SN iu O NSRS (5 WOV L1 WOV P
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\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 60 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
13.938 1.32 ug/L 170037 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 93
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
3 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1Hi4 020836-11-7 90
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
Abundance Scan 3918 (13.938 min): VU052573.D\data.ms (-3911) (] | m/z 131.05 100.00%
131.1
91.0 115.0 M\“\ L B B B
64.8
w0 4% T L) -
O Y RSN TR S o m/z 146.05  23.49%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 "/\\ T T T /\M
14.00
1150 m/z 115.00 17.77%
390 g4 910 :
\‘\‘\ T \“‘\ \“i‘\ ‘W.\‘\ \“ T “\‘\ \H T \‘U‘!\‘lizlwow T
miz--> 20 40 60 80 100 120 140 160
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
—F
14.00
5000 m/z 129.00 15.47%
115.0
390 g3o 910 | 147.0
“‘M“MH WN‘HU‘HJ‘“L“w“lw“m“‘lh““‘
miz--> 20 40 60 80 100 120 140 160 M
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- | —
131.0 14.00
m/z 91.00 15.17%
5000
51.0 1% mso 147.0
““““‘uh‘uu?%R‘ut“w"W“Nﬂ“wu]““ —
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 61 Benzeneacetaldehyde, .alpha... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
14.282 0.77 ug/L 99183 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzeneacetaldehyde, .alpha.-eth... 146 C10H100 004411-89-6 83
2 2-Propenal, 2-methyl-3-phenyl- 146 C10H100 000101-39-3 50
3 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10H100 051932-70-8 50
4 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10H100 051932-70-8 50
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 46
Abundance Scan 4025 (14.282 min): VU052573.D\data.ms (-4009) (- m/z 131.00 100.00%
131.0
5000 91.0 AM J\M
39. 64.8 160.0 \ \
‘ 10 14.00 14.50
— w \‘\m Hl‘m\mh\ \1“‘ ] m/z 116.95 75.31%
m/z--> 20 40 100 120 140 160
Abundance #24960.Benzeneaceuﬂdehyde,.mphasethyﬁdene-
117.0
146.0
5000 7 =
91.0 14.00 14. 50
39.0 m/z 145.05 0.66%
‘ 63.0
\\‘\‘\‘\\‘\\“}1“\‘\\”}““\\W\‘h\\\h‘\W\\‘\H\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #24945: 2-Propenal, 2-methyl-3-phenyl-
117.0 145.0
14 OO 14 50
5000 91.0 m/z 146.05 58.21%
39.0
‘ 63.0
;g““wp“l‘HH‘Hﬂ“Ji“k“ e
miz—-> 20 40 80 100 120 140 160 M
Abundance #24962.1H4ndene¢Lcarboxddehyde,23—mhydr0— s A R
117.0 14.00 14.50
146.0 m/z 115.00 46.44%
5000
39.0 630 91.0 ‘
i L L
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acq On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 63 Benzene, (1-methyl-1-butenyl)- Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
14.661 0.91 ug/L 117339  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 76
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 70
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 68
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 62
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 58

Abundance Scan 4143 (14.661 min): VU052573.D\data.ms (-4133) (| | m/z 131.05 100.00%
131.1
5000 J\/L /\
91.0 s A
39.0 650 ‘ ‘ 160.1 14.50 15.00
b e o BOR Ll myz 146.00  30.73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0 M
91.0 I\ /\
5000 e \’\/\\ s
14.50 15.00
39.0 m/z 145.05  25.88%
‘ 65.0
\\\\‘\\\\H“ \“11\\“\fl\‘q‘“ll\o\lw\“”‘\\\‘\\\\
miz--> 20 60 80 100 120 140 160
Abundance #25003.Benzene,(lwnethyhl—butenyD—
Jl
G P
91.0 14.50 15.00
5000 m/z 115.00 24.20%
27 0 ‘
b m\;u MPW BN
m/z--> 20 40 100 120 140 160
Abundance #25026: 1H—Indene, 2,3-dihydro-1,2-dimethyl- Fe —
131.0 14.50 15.00
m/z 133.00 21.90%
5000
T i Aj\
’ 63.
HH‘ww“‘H“;M“”kuH‘mkpwwa“uwuu e ‘N‘J\
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52573.D

Acqg On : 27 Dec 2022 18:35
Operator : JC/MD

Sample : N6170-10DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  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 1.8 ug/L 174012 1 6.243 492514 5.0
(DEL) Alkane: S 2.205 2.3 ug/L 221960 1 6.243 492514 5.0
(DEL) Alkane: S 3.362 3.4 ug/L 337430 1 6.243 492514 5.0
(DEL) Alkane: S 3.697 5.8 ug/L 574185 1 6.243 492514 5.0
(DEL) Alkane: C... 4.530 6.3 ug/L 615350 1 6.243 492514 5.0
(DEL) Alkane: S... 5.456 2.2 ug/L 217741 1 6.243 492514 5.0
(DEL) Alkane: S 5.591 5.2 ug/L 512616 1 6.243 492514 5.0
(DEL) Alkane: C 5.845 4.1 ug/L 407770 1 6.243 492514 5.0
(DEL) Alkane: C 5.919 3.9 ug/L 384682 1 6.243 492514 5.0
(DEL) Alkane: C 5.986 5.8 ug/L 571657 1 6.243 492514 5.0
(DEL) Alkane: S 6.131 7.2 ug/L 705861 1 6.243 492514 5.0
Cyclohexene, 3-.. 6.562 0.8 ug/L 74257 1 6.243 492514 5.0
(DEL) Alkane: S.. 6.864 0.8 ug/L 82474 1 6.243 492514 5.0
(DEL) Alkane: C.. 6.976 2.2 ug/L 213538 1 6.243 492514 5.0
(DEL) Alkane: C.. 7.070 2.5 wug/L 250853 1 6.243 492514 5.0
(DEL) Alkane: C.. 7.230 3.5 ug/L 341450 1 6.243 492514 5.0
Cyclobutane, (1.. 7.394 0.9 ug/L 91818 1 6.243 492514 5.0
(DEL) Alkane: S.. 7.494 2.4 ug/L 231577 1 6.243 492514 5.0
(DEL) Alkane: S.. 7.655 1.5 ug/L 146119 1 6.243 492514 5.0
Cyclohexene, 1-... 7.758 1.7 wug/L 1633062 1 6.243 492514 5.0
(DEL) Alkane: C... 8.021 1.8 ug/L 202189 2 9.414 576666 5.0
1,2-Cyclohexane... 8.092 0.7 ug/L 75669 2 9.414 576666 5.0
(DEL) Alkane: C... 8.240 4.0 ug/L 457657 2 9.414 576666 5.0
(DEL) Alkane: C...  8.365 1.8 wug/L 211254 2 9.414 576666 5.0
1,3-Dimethyl-1-... 8.407 0.8 ug/L 88719 2 9.414 576666 5.0
1H-Imidazole, 2... 8.800 1.4 ug/L 157766 2 9.414 576666 5.0
(DEL) Alkane: C... 8.861 2.9 wug/L 329312 2 9.414 576666 5.0
(DEL) Alkane: C.. 8.922 2.7 ug/L 310489 2 9.414 576666 5.0
(DEL) Alkane: C.. 9.066 1.3 ug/L 152596 2 9.414 576666 5.0
(DEL) Alkane: C.. 9.163 1.2 ug/L 137571 2 9.414 576666 5.0
(DEL) Alkane: S.. 9.208 1.0 ug/L 110495 2 9.414 576666 5.0
(DEL) Alkane: S.. 9.330 1.6 ug/L 181128 2 9.414 576666 5.0
(DEL) Alkane: S... 9.742 3.0 ug/L 348105 2 9.414 576666 5.0
1-Ethynylcyclop... 9.880 0.6 ug/L 71019 2 9.414 1576666 5.0
(DEL) Alkane: C... 10.028 1.8 wug/L 202272 2 9.414 576666 5.0
(DEL) Alkane: C... 10.121 0.6 ug/L 74317 2 9.414 576666 5.0
Pentalene, octa... 10.266 2.5 ug/L 291831 2 9.414 576666 5.0
(DEL) Alkane: C... 10.356 2.3 ug/L 259420 2 9.414 576666 5.0
(DEL) Alkane: S... 10.806 0.6 ug/L 76880 3 11.806 644962 5.0
Benzene, propyl- 10.899 0.9 ug/L 121030 3 11.806 644962 5.0
Benzene, 1-ethy... 10.992 3.2 ug/L 409724 3 11.806 644962 5.0
Benzene, 1l-ethy... 11.288 1.5 wug/L 193249 3 11.806 644962 5.0
Benzene, 1,2,3-... 11.889 1.8 wug/L 236691 3 11.806 644962 5.0
(Z)-1-Phenylpro... 12.092 1.2 ug/L 154253 3 11.806 644962 5.0
Carbonic acid, ... 12.320 0.6 ug/L 81699 3 11.806 644962 5.0
Benzene, 1-meth... 12.372 0.7 ug/L 83830 3 11.806 644962 5.0
o-Cymene 12.462 0.8 ug/L 102079 3 11.806 644962 5.0
Benzene, 2-ethy... 12.491 0.5 ug/L 69925 3 11.806 644962 5.0
Benzene, 1-ethy... 12.568 1.6 ug/L 211052 3 11.806 644962 5.0
Benzene, 1-meth... 12.677 2.0 ug/L 263843 3 11.806 644962 5.0
Benzene, 1,2,4,... 12.967 0.9 ug/L 117070 3 11.806 644962 5.0
Benzene, 1,2,3,... 13.021 1.7 ug/L 218650 3 11.806 644962 5.0
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Benzene, 1,3-di... 13.105 0.6 ug/L 78584 3 11.806 644962 5.0
1-Phenyl-1-butene  13.285 0.9 ug/L 118483 3 11.806 644962 5.0

Benzene, l-ethe... 13.449 3.4 ug/L 438017 3 11.806 644962 5.0

Naphthalene, 1,... 13.619 8.7 ug/L 94021 3 11.806 644962 5.0
2,2-Dimethylind... 13.777 8.8 ug/L 106304 3 11.806 644962 5.0 [
Benzene, (3-met... 13.832 1.2 wug/L 154568 3 11.806 644962 5.0 |US\IeZWU)
1H-Indene, 2,3-... 13.938 1.3 ug/L 170037 3 11.806 644962 5.0 |®IEHIEEIsIEI0H
Benzeneacetalde... 14.282 0.8 ug/L 99183 3 11.806 644962 5.0 SECEXRE
Benzene, (1-met... 14.661 8.9 ug/L 117339 3 11.806 644962 5.0
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