LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 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@52576.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 24 rVB 796229 731145 4.74%  1.331%
2 1.591 69 78 95 rBV4 362250 634469 4.11% 1.155%
3 1.996 195 204 219 rVB 119550 167585 1.09%  0.305%
4 2.208 261 270 291 rVB3 163484 290549 1.88% 0.529%
5 2.568 366 382 397 rBV3 138201 248287 1.61% 0.452%
6 3.083 534 542 553 rVB2 127488 236184 1.53% 0.430%
7 3.356 611 627 650 rVB3 226597 499437  3.24%  ©0.909%
8 3.697 716 733 759 rVB 192755 434798  2.82% ©.792%
9 4.530 976 992 1008 rBV2 215672 514672 3.34% 0.937%
10 4.661 1009 1033 1075 rVB2 1017899 2699619 17.49% 4.914%
11 5.060 1142 1157 1182 rBV 143751 365094 2.37% 0.665%
12 5.378 1237 1256 1270 rBV6 294245 803522 5.21% 1.463%
13 5.459 1271 1281 1302 rVB4 86545 227047 1.47% 0.413%
14 5.591 1305 1322 1332 rBV 247010 546496  3.54%  0.995%
15 5.722 1345 1363 1388 rVB2 277945 740154  4.80%  1.347%
16 5.845 1388 1401 1412 rBV2 184531 389598 2.52% 0.709%
17 5.919 1413 1424 1433 rVW2 136126 270042 1.75% 0.492%
18 5.986 1433 1445 1474 rVB 274398 651771  4.22% 1.187%
19 6.131 1475 1490 1513 rBV 348828 662658 4.29% 1.206%
20 6.247 1513 1526 1534 rBV 229984 447817 2.90% 0.815%
21  6.539 1602 1617 1649 rBV 2064501 3957501 25.64% 7.204%
22 6.687 1650 1663 1670 rVV 191386 372685 2.41% 0.678%
23 6.758 1670 1685 1709 rVV2 900467 2212368 14.34% 4.027%
24  6.976 1741 1753 1767 rVB2 150562 270172 1.75% 0.492%
25 7.070 1767 1782 1797 rVB 151947 301406 1.95% ©.549%
26 7.230 1822 1832 1852 rVB3 195085 433674 2.81% ©.789%
27 7.391 1869 1882 1889 rBV 102525 219199 1.42% 0.399%
28 7.494 1905 1914 1922 rBV 203692 313862 2.03% 0.571%
29 7.655 1956 1964 1983 rVB 188246 376073 2.44% 0.685%
30 7.758 1984 1996 2011 rVB7 121963 259474 1.68% 0.472%
31 7.851 2011 2025 2031 rBV2 481236 887206 5.75% 1.615%
32 7.890 2032 2037 2050 rVB2 472155 795569 5.16% 1.448%
33 8.021 2068 2078 2086 rBV7 126475 301871 1.96%  0.550%
34 8.124 2106 2110 2119 rVB 162618 217199 1.41% 0.395%
35  8.237 2133 2145 2160 rVB4 347625 719926 4.67% 1.311%
36 8.362 2173 2184 2192 rBV2 173927 321957 2.09% 0.586%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 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 8.407 2192 2198 2211 rVB2 105323 196446 1.27% ©.358%
38 8.549 2228 2242 2257 rBV 9224758 15432440 100.00% 28.094%
39 8.629 2257 2267 2282 rVV 726249 1309307 8.48% 2.384%
40 8.803 2311 2321 2329 rVB5 156004 267820 1.74%  0.488%
41  8.861 2330 2339 2349 rBV 405366 654578  4.24%  1.192%
42 8.922 2349 2358 2368 rVV 326303 518092 3.36% 0.943%
43 9.066 2390 2403 2412 rBV5 134783 276404 1.79% 0.503%
44  9.160 2424 2432 2440 rBv4 115217 199263 1.29% 0.363%
45  9.208 2441 2447 2457 rVB3 101564 160089 1.04% 0.291%
46 9.330 2470 2485 2499 rVB2 160327 309721 2.01% 0.564%
47  9.414 2500 2511 2520 rBV 315775 530325 3.44% 0.965%
48 9.565 2549 2558 2571 rVB2 125101 223605 1.45% 0.407%
49 10.028 2688 2702 2720 rBV6 164338 436218 2.83% 0.794%
50 10.269 2756 2777 2792 rBV6 215105 559342 3.62% 1.018%
51 10.353 2793 2803 2823 rVB7 213925 522441 3.39% 0.951%
52 10.751 2917 2927 2936 rBV 192699 325059 2.11% 0.592%
53 10.806 2937 2944 2961 rVB5 93898 165617 1.07% 0.301%
54 10.899 2962 2973 2983 rBV 198569 333600 2.16% 0.607%
55 11.018 2994 3010 3018 rBV 165156 377642  2.45% 0.687%
56 11.288 3084 3094 3112 rVB3 97737 211826 1.37% 0.386%
57 11.462 3139 3148 3161 rBV 180945 292746  1.90%  0.533%
58 11.806 3242 3255 3269 rBV2 371484 638677 4.14% 1.163%
59 12.092 3334 3344 3352 rBV2 240913 412378 2.67% 0.751%
60 12.185 3362 3373 3390 rVB4 600756 1171282 7.59%  2.132%
61 12.462 3449 3459 3466 rBV 106366 179332 1.16% 0.326%
62 12.565 3480 3491 3499 rBV 420828 638513 4.14% 1.162%
63 12.677 3515 3526 3546 rBV3 316379 698265 4.52% 1.271%
64 12.967 3597 3616 3625 rBV 250059 432948 2.81% ©.788%
65 13.021 3625 3633 3649 rVB2 107838 196906 1.28% ©.358%
66 13.102 3649 3658 3664 rBV3 119809 213015 1.38% 0.388%
67 13.288 3708 3716 3725 rVB2 227871 324999 2.11% 0.592%
68 13.449 3757 3766 3781 rVB3 522967 949098 6.15% 1.728%
69 13.619 3811 3819 3841 rVB5 92402 207072 1.34% 0.377%
70 13.729 3841 3853 3860 rBvV2 93077 159713 1.03% 0.291%
71 13.780 3860 3869 3877 rBV 201937 323403 2.10% ©.589%
72 13.831 3877 3885 3900 rBV5 213913 388957 2.52% 0.708%
73 13.934 3911 3917 3934 rVB2 216932 475494 3.08% 0.866%
74 14.282 4008 4025 4036 rBV6 95793 220803 1.43% 0.402%
75 14.478 4076 4086 4098 rBV 111404 184108 1.19% ©.335%
76 14.661 4132 4143 4168 rBv4 123232 293212 1.90% 0.534%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.M
Title : TRACE VOA SFAM1.0
Sum of corrected areas: 54931842

SFAMUTR122022WMA.M Thu Dec 29 12:12:34 2022 3



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 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

Abundance TIC: VU052576.D\data.ms

8000000
6000000

4000000

2000000 6.339

beo 4.661 ,
1591 5. 7 1 NaA;
/\ 1.9962.208  2.568 3083 3.356 3.697 4. 539/\ 5.060 %ﬁ@ﬁ@l 8&3@@ 8bar 6.6

0\‘7_7“1_1‘\\\\‘\\\\/‘\/_Y_F%/‘\\\\\‘\\T\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\{\\\‘\\\\‘\\\\‘\\\\‘\\/\\\‘\\\\‘\\\\‘\\\ \‘\\\\‘\\\‘\/_r\‘\r\\‘\ H‘rw—r
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: VU052576.D\data.ms
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Abundance TIC: VU052576.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.359 8.16 ug/L 731145 1,4-Difluorobenzene 6.247

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

Abundance Scan 6 (1.359 min): VU052576.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
5000
Rmamana s
M oo 1.40 1.50 1.60 1.70 1.80
58. 9
O e e e m/z 39.00 80.41%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000 R RN RN RN
27.0 1.40 1.50 1.60 1.70 1.80
m/z 42.00 61.53%
1.0 15.0
O\H\HH‘HH‘\H\‘\H}}\H\‘HH‘HH‘HH‘HH‘\M‘HH‘HH‘HH‘HH‘H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #62: Propene
41.0
Rammanas e
1.401.501.60 1.70 1.80
5000 27.0 m/z 43.00 31.22%
20 0
Ot e e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #64: Cyclopropane
42.0 1.401.50 1.60 1.70 1.80
m/z 44.00  29.22%
5000 27.0
14.0 ‘ H
0H\\H\\‘H\\‘\H\‘\HHHH‘\\Hiu}\‘uu‘hu‘ b R AARAEI
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.401.501.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

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

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
1.996 1.87 ug/L 167585 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 Pentane 72 C5H12 000109-66-0 39
4 3-Buten-1-ol 72 C4H80 000627-27-0 38
5 1-Butene 56 C4H8 000106-98-9 9
Abundance Scan 204 (1.996 min): VU052576.D\data.ms (-195) (-) m/z 43.00 100.00%
3.0
5000
72.1 1.60 1.80 2.00 2.20 2.40
0 Ay ol \‘ 126.9 9
e m/z 42.00 82.85%
miz--> 0 20 40 60 80 100 120
Abundance #814: Butane, 2-methyl-
43.0
5000
1.60 1.80 2.00 2.20 2.40
27/0 m/z 41.00 78.56%
‘ ‘ 72.0
O\‘\\\‘\‘\‘\\\‘i}\\‘\‘\\‘1\‘\\\\’\\\\’\\\\
miz--> 0 20 40 60 80 100 120
Abundance #813: Butane, 2-methyl-
43.0
1.60 1.80 2.00 2.20 2.40
5000 27.0 m/z 57.10  69.74%
72.0
0 ‘2"9”“‘_‘!”;:m!“mm””,””,””
miz--> 0 20 40 60 80 100 120
Abundance #809: Pentane /N““‘H““H,““_‘
43.0 1.60 1.80 2.00 2.20 2.40
m/z 56.10 25.62%
5000
27"‘0 | ‘ 72.0
0 "‘H"umui:‘Ml‘wl‘_‘”,””,”” e AR
m/z--> 0 20 40 60 80 100 120 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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
2.208 3.24 ug/L 290549 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 80
5 Pentane 72 C5H12 000109-66-0 72
Abundance Scan 270 (2.208 min): VU052576.D\data.ms (-261) (-) m/z 43.05 100.00%
43.0
5000
55.0
‘ ‘ ‘ 72.0 1.80 2.00 2.20 2.40 2.60
Ol el 830 Lz 42,00 57.96%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000 ‘\\\\‘\\\\‘\\\\’(\\/}\\‘\\
1.80 2.00 2.20 2.40 2.60
) m/z 41.00 54.94%
27.0 570 ., /
15'0 \‘\ \‘\ | L “‘ ‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #807: Pentane
43.0

1.80 2.00 2.20 2.40 2.60

5000 ITI/Z 55.00 19.51%
27.0
57.0
15.0 ‘ | 720
0““279“‘H‘H‘HM‘H"plu‘H‘c“‘uu‘luwuu

m/z--> 0 10 20 30 40 50 60 70 80 /\
Abundance #810: Pentane _m/‘\uu_mwuw
43.0 1.80 2.00 2.20 2.40 2.60

m/z 39.00 18.57%

5000
27.0

57.0
15.0 | ‘ ‘\ | | \‘ 72“0

LRSS M NN 11N HEMERSRS S
miz--> 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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.697 4.85 ug/L 434798 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 n-Hexane 86 C6H14 000110-54-3 80
2 n-Hexane 86 C6H14 000110-54-3 78
3 2-Ethyl-oxetane 86 C5H100 1010386-40-2 78
4 n-Hexane 86 Ce6H14 000110-54-3 78
5 n-Hexane 86 C6H14 000110-54-3 59

Abundance Scan 733 (3.697 min): VU052576.D\data.ms (-716) (-) m/z 57.10 100.00%

57.1
41.0
5000
861 LA L B I B A L
| 711 3.40 3.60 3.80 4.00
O e e et e M/ 41,00 71.48%

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

3.40 3.60 3.80 4.00
m/z 43.00 62.70%

86.0
15.0 71.0 ‘
O\\\‘\\\\‘\i‘\\‘\\1\‘\\\i“\}\\‘\‘\\1‘\\\\“\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0
43.0

29.0 3.40 3.60 3.80 4.00
5000 m/z 56.10 52.35%
86.0
20 %0 L oo "
S N A L R R I R RN

m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane ““‘H‘,“““H““‘
57.0 3.40 3.60 3.80 4.00

m/z 42.10  35.85%

41.0
5000
29.0 86.0
71.0 ‘
om0 | "

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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 5 (DEL) Alkane: Cyclic4.530 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.530 5.75 ug/L 514672 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 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): VU052576.D\data.ms (-976) (-) m/z 56.05 100.00%

56.0
5000 41.0 60.1 /x/\LA
AR e RARA
“ ‘ 84.1 4.20 4.40 4.60 4.80
0 “w“‘w“w“w“u“_h‘quwM“Hhiw“_J“_‘ m/z 41.60 48.08%

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

4.20 4.40 4.60 4.80

28.0

m/z 69.10 40.29%
M ‘ 84.0
0 \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
H_m_m,mw‘w
41.0 4.20 4.40 4.60 4.80
5000 m/z 55.00 26.08%
69.0
270
84.0
10 15\0 ‘ ‘H\ 1 ‘
0 m‘mwmwm,mwmwWm,mwmwu
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane H_f/‘\‘ﬁm,uwuw
56.0 4.20 4.40 4.60 4.80
41.0 84.0 m/z 42.00 22.66%
5000
27.0
69.0
180 | ‘
oz 1 LM e
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80

SFAMUTR122022WMA.M Thu Dec 29 12:12:42 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46

Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
5.459 2.54 ug/L 227047 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 94
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 45
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 43
Abundance Scan 1281 (5.459 min): VU052576.D\data.ms (-1271) (-) m/z 56.05 100.00%
43.0 %80
5000 71.0
‘ ‘ ‘ 8?,0 100.0 5.20 5.40 5.60 5.80 ]
O e e e e e m/z 43.05 86.39%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
5000
290 71.0 5.20 5.40 5.60 5.80
m/z 57.05 65.20%
‘ ‘ ‘\ ‘ Il 85‘.0 100.0
0H\’HH’HH’HH"HH’\‘\ \’\H\‘H\H‘HH‘HHMH\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
T EREaa L
5.20 5.40 5.60 5.80
5000 m/z 41.00 52.71%
29.0 71.0
R L2
Ottt e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
43.0 S6.0 5.20 5.40 5.60 5.80
m/z 71.05 43.87%
5000
29.0 71.0
Joaso L w0 0 A
P e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80

SFAMUTR122022WMA.M Thu Dec 29 12:12:43 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.591 6.10 ug/L 546496 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 83
4 Heptane 100 C7H16 000142-82-5 58
5 Heptane 100 C7H16 000142-82-5 58
Abundance Scan 1322 (5.591 min): VU052576.D\data.ms (-1305) (-) m/z 43.05 100.00%
71.1
5000
“ 851 100.1 5.20 5.40 5.60 5.80 6.00
0 e e e m/z 710100 64.67%
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 70.10 59.83%
150 \‘ | 820 1000
O\\\‘\\\\‘\\\\’\\\\‘\H\‘\}\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’H\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0
R R
5.20 5.40 5.60 5.80 6.00
5000 290 57.0 71.0 m/z 57.05 58.12%
o 10 150 “ L, 85.0 100.0
e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl- e
43.0 5.20 5.40 5.60 5.80 6.00
m/z 41.00 54.64%
5000 57.0 70.0
29.0
150 M 850 100.0
Ot 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 Thu Dec 29 12:12:43 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 8 (DEL) Alkane: Cyclic5.845 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.845 4.35 ug/L 389598 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 94
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 92
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 87
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 86
5 Cyclobutanone, 2,2-dimethyl- 98 C6H100 001192-14-9 64
Abundance Scan 1401 (5.845 min): VU052576.D\data.ms (-1388) (-) m/z 70.05 100.00%
70.0
56.0
41.0
5000
83.0 A ananin VI WA
‘ ‘ ‘ 98.0 5.60 5.80 6.00 6.20

bt el wu“ww_w m/z 56.00  70.31%

m/z--> 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
27 0 83.0 m/z 55.85  66.24%
‘ ‘ ‘ 98.0
0\\’\\\\‘\\\\‘\\\\‘\‘\\\“\H‘\‘\\\w‘\\\\‘i\\\‘\\\!‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 790
41.0 e R VRS
5.60 5.80 6.00 6.20
5000 m/z 41.00 56.06%
27.0 83.0
90| |
0 H,‘H“‘:l‘“ﬂJ‘H”JMM‘HW1M“quu“u“_“w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
550 70.0 5.60 5.80 6.00 6.20
41.0 ' m/z 43.10  29.18%
5000
27.0 83.0
150 ‘ ‘ 98.0
0 H,‘ﬁ“u‘ww“ﬂﬂ‘uﬁm“_uﬂlM‘mqwu“u‘!_“w
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20

SFAMUTR122022WMA.M Thu Dec 29 12:12:44 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 9 (DEL) Alkane: Cyclic5.919 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
5.919 3.02 ug/L 270042  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 87
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 87
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 86
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 86
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 80

Abundance Scan 1424 (5.919 min): VU052576[NdMarns(1413)() m/z 70.10 100.00%
56.0 70.
41.0
5000
83.1
Vo e T
‘ ‘ 98.1 5.60 5.80 6.00 6.20
) O O Y SN B =y 3 P T
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
56.0 70.0
41.0
5000
27.0 5.60 5.80 6.00 6.20
83.0 o
98.0 m/z 55.00 79.78%
0 \\\]-‘.\()\\\‘]-\4\)‘\0\‘\\{!‘\\\\}\‘\\\“\H ‘\‘\\\w ‘\\\\‘i\\\‘\\\\‘\\\\
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 PR
5.60 5.80 6.00 6.20
5000 ITI/Z 41.00 58.14%
27.0 83.0
1
0 bt e st e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0 5.60 5.80 6.00 6.20
41.0 m/z 69.10 37.30%
5000
27.0 83.0
‘ ‘ 98.0
0 m"‘“‘1‘4“0“"::“WHHih‘!“wuu N RS SELAWAREVLNERY)
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20

SFAMUTR122022WMA.M Thu Dec 29 12:12:45 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 10 (DEL) Alkane: Cyclic5.986 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.986 7.28 ug/L 651771 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 94
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
4 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 86
Abundance Scan 1445 (5.986 min): VU052576.D\data.ms (-1433) (-) m/z 56.10 100.00%
56.1
70.1
41.0
5000
‘ ‘ | 83‘-1 ‘ 5.60 5.80 6.00 6.20 6.40
ol ettt gl it m/z 70010 73.58%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0
5000 I L N R
21.0 5.60 5.80 6.00 6.20 6.40
98.0 m/z 55.10 69.91%
‘ ‘ ‘ ‘ 83.0
0\\\‘\\\\‘\\\\‘\\11‘\\\}}\\\\“\”\‘\\\w“\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3831: Cyclopentane, 1,2-dimethyl-, trans-
56.0
POETT e
00 5.60 5.80 6.00 6.20 6.40
5000 410 m/z 41.00 53.17%
98.0
27.0 ‘ 83.0
0 H“H‘W‘H“waluwpw‘qﬂlL_‘NMWHM_M‘W‘H‘_“

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

Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-

56.0 5.60 5.80 6.00 6.20 6.40

210 m/z 69.10 32.79%
70.0
5000
27.0 98.0
83.0

010140\\\M\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40

SFAMUTR122022WMA.M Thu Dec 29 12:12:46 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.131 7.40 ug/L 662658 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Heptane 100 C7H16 000142-82-5 62
3 Heptane 100 C7H16 000142-82-5 58
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 42

Abundance Scan 1490 (6.131 min): VU052576.D\data.ms (-1475) (-) m/z 42.95 100.00%

9.

57.1 71.1
5000
1001 | |
L) e | o
0 H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘W‘H‘H‘W‘H‘_‘H,H‘w m/z 41.00 62.85%

m/z--> 0 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 59.79%
A
O\\\‘\\H‘\\\\’\\\\‘\H\‘\\\\‘\\\\’\\\\‘\H\‘\\\\‘\\\\’H\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4462: Heptane
43.0
“/\ﬁﬂa‘u“u‘_“w
5.80 6.00 6.20 6.40
5000 20.0 57.0 71.0 m/z 57.10 55.92%
100.0
oL 10 180 | L sso ]
e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4461: Heptane
43.0 5.80 6.00 6.20 6.40

m/z 56.05 37.69%

5000 29.0 57.0 71.0
100.0
Lo |

m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40

SFAMUTR122022WMA.M Thu Dec 29 12:12:47 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 12 (DEL) Alkane: Cyclic6.976 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
6.976 3.02 ug/L 270172  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 90
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 87
3 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 46
4 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 46
5 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 43
Abundance Scan 1753 (6.976 min): VU052576.D\data.ms (-1741) (-) m/z 69.05 100.00%
69.0
41.0
55.1
5000
‘ 831 981 6.60 6.80 7.00 7.20
Ot L L myz es.0e 77.38%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3747: Cyclopentane, ethyl-
69.0
41.0
5000 55.0 e R VAV AN ac
6.60 6.80 7.00 7.20
270 m/z 41.00 66.30%
| gao 980
O\\\‘]\-\5\.(\)‘\\\‘}“\\\\i\‘\\\‘\w\‘\‘\\\‘\“\\\\’\‘\\\’\\\!’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0
m/z . . 0
5000 270
98.0
150 Wl L B0
O oot el
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3670: (R)-(+)-3-Methylcyclopentanone
42.0 69.0 6.60 6.80 7.00 7.20
55.0 98.0 m/z 55.10 53.17%
5000 28.0
190 Ll
0 H\‘H‘H‘Hl\‘u\‘l‘ ‘\H{‘Hm‘Hm‘\m,\m,\m‘,uu
m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20

SFAMUTR122022WMA.M Thu Dec 29 12:12:48 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 13 (DEL) Alkane: Cyclic7.070 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
7.070 3.37 ug/L 301406 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 91
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 91
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): VU052576.D\data.ms (-1767) ()| m/z 70.85 100.00%
70.0
55.0
5000
41.0
| ‘ | ‘ 840 97.1 1121 6.80 7.00 7.20 7.40
Ol bbbl el L U m/z 55.05  69.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0
5000
41.0 6.80 7.00 7.20 7.40
27.0 m/z 41.00 26.39%
Ll L e oo o
O\\\‘H\\’\\\\“\\H‘\‘H\‘\H\‘\‘\\\\ ‘\\H‘\H\.\\‘H\‘\’\\\\‘!\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0 6.80 7.00 7.20 7.40
5000 m/z 69.05 22.52%
41.0
e M\ | ‘ 830 970 1120
Ol e e et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,
70.0 6.80 7.00 7.20 7.40
m/z 42.00 20.13%
55.0
5000
41.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40

SFAMUTR122022WMA.M Thu Dec 29 12:12:49 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 14 (DEL) Alkane: Cyclic7.230 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.230 4.84 ug/L 433674  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 90
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 90
4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 87
5 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 72
Abundance Scan 1832 (7.230 min): VU052576.D\data.ms (-1822) (-) m/z 70.10 100.00%
55.0 701
5000 41.0
84.0
‘ ‘ ‘ ‘ 97.1 1121 7.00 7.20 7.40 7.60
Obrrrrrrr et il o “Hu‘_‘mw““_wlm_ m/z 55.05 87.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
56.0 70Q.0
5000
41.0 7.00 7.20 7.40 7.60
84.0 112.0 m/z 56.05 84.75%
27.0 ‘ ‘ 97.0
O \H‘\\\\‘\\\‘\"\\H“\‘\\\‘\H \‘\\\M\ ‘\H\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
41.0 7.00 7.20 7.40 7.60
5000 m/z 41.00 49 ,55%
27.0
84.0 112.0
| e
ol 30 MWl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha., R AR SR R
56.0 70.0 7.00 7.20 7.40 7.60
m/z 69.00 38.58%
5000 41.0
84.0
270 ‘ ‘ ‘ 97.0 112.0
0“W‘HW‘HHM‘H‘N‘WM W‘HWL‘H‘NH‘HJW‘H‘J‘H‘
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 15 Cyclobutane, (1-methylethyl... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
7.391 2.45 ug/L 219199 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 87
2 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 86
3 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 83
4 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 80
5 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 72
Abundance Scan 1882 (7.391 min): VU052576.D\data.ms (-1869) (-) m/z 81.05 100.00%
81.0
5000
96.1
4‘1‘ 0 540 67‘ -0 ‘ 7.00 7.20 7.40 7.60 7.80
Obrerrrerprereprreishr Tl bt bl plle 2120 Tz 79,05 29.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000
7.00 7.20 7.40 7.60 7.80
‘ 530 670 96.0 m/z 96.10 26.14%
O \\\‘\\\\‘\\\\’H\}i‘\\\\“\‘\‘\\’\\‘\‘\‘\1\‘\“1\\\’\\‘\\‘\H\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3253: 3,5-Dimethylcyclopentene
81.0
Al N N LA
7.00 7.20 7.40 7.60 7.80
5000 m/z 41.05 15.34%
39.0 . 96.0
150 | ‘ | 67.0
0“W‘H‘_‘HuH‘W‘H‘MHH,HWW‘leu‘wﬂu‘u‘w‘u‘_

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

Abundance #3268: Cyclopentene, 1,5-dimethyl- R R

81.0 7.00 7.20 7.40 7.60 7.80

m/z 38.95 14.89%
5000
39.0 96.0
53.0
15.0 “ 670
0 \\\‘\\‘\\‘\\11‘,u\1i\\u1‘11‘\\,\\‘1‘1‘\u‘;‘ilm,u‘u‘\m‘uu‘\ R e N ARR R
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.494 3.50 ug/L 313862 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t 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 80
4 Heptane, 2-methyl- 114 C8H18 000592-27-8 58
5 Nonane, 2,5-dimethyl- 156 C11H24 017302-27-1 50
Abundance Scan 1914 (7.494 min): VU052576 D\data.ms (-1905) (-) m/z 57.10 100.00%
43.0
5000
99.1
I 7 ‘-1 1141 7.20 7.40 7.60 7.80
0 —rprrrrrrprrrperri Her e e e e e m/z 43.05 83.99%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8628: Heptane, 2-methyl-
430 570
5000
7.20 7.40 7.60 7.80
29.0 71.0 99.0 m/z 41.05 41.45%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8632: Heptane, 2-methyl-
43.0
57.0 L
7.20 7.40 7.60 7.80
5000 m/z 42.00 41.22%
29.0
71.0 99.0
0 15\'0 | ‘\ I . M I ‘ 85.0 \‘ 11\4.0
e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8643: Hexane, 2,5-dimethyl-
43.0 570 7.20 7.40 7.60 7.80
' m/z 99.10 16.73%
5000
27.0 71.0 99.0
; N R
HWHHW‘HMHWHH,HH_HWHH,HHMHWHH‘HHMHWH e EmARRNREES T
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46

Operator JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
7.655 4,20 ug/L 376073  1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 83
2 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 72
3 Heptane, 3-methyl- 114 C8H18 000589-81-1 68
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 68
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64

Abundance Scan 1964 (7.655 min): VU052576.D\data.ms (-1956) (-) m/z 43.00 100.00%

43.0
57.1
85.1
5000

7.40 7.60 7.80 8.00
Ll 0.0 991 1141 .
Obrrprerrprr e et e e e e e m/z 57.10  81.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8629: Heptane, 3-methyl-

430 ’
57.0
85.0
5000

7.40 7.60 7.80 8.00

29.0 m/z 85.10 63.90%
\\‘\\\\’\\\\‘\\H‘\\\\‘H\\’\\\\‘\\\\‘\H\‘\\\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14576: Hexane, 2,3,3-trimethyl-
43.0
85-0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
7.40 7.60 7.80 8.00
m/z 41.00 48.72%
5000 570
27.0 71.0
oldao Il ALl uso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8631: Heptane, 3-methyl- e AEEREEEEE L S
43.0 7.40 7.60 7.80 8.00
57.0 m/z 84.10 42.07%
85.0
5000
29.0
114.0
ol 150 ‘ M‘ 70.0 98.0
P P e e e e e e “H‘H‘w“u‘u‘w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 18 Cyclohexene, 1-methyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
7.758 2.90 ug/L 259474  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 93
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 93
3 Cyclohexane, methylene- 96 C7H12 001192-37-6 81
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 76
5 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 76
Abundance Scan 1996 (7.758 min): VU052576.D\data.ms (-1984) (-) m/z 81.10 100.00%
81.1
55.0
5000 39.0 68. 96.1
H ‘ 111.1 7.40 7.60 7.80 8.00
0 "w‘m_‘H,H‘:}W}H‘!u_u‘m m‘wlhH“m‘m,w“mw m/z 55.05 70.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0
5000 670 LI L L L LN B R
96.0 7.40 7.60 7.80 8.00
39.0 F m/z 70.16  59.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3238: Cyclohexene, 1-methyl-
81.0
S REmasREEES ey S
7.40 7.60 7.80 8.00
. m/z 67.00 57.62%
5000 390 550 0 96.0
15.0 ‘ H
o Y PR 1 T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3244 Cyclohexane, methylene- e AERamssEaEE
81.0 7.40 7.60 7.80 8.00
67.0 m/z 96.10  38.45%
39.0
5000 96.0
54.0
0 26‘?,, wmw_mMﬁ
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@52576.D

Acqg On : 27 Dec 2022 19:46

Operator JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 19 (DEL) Alkane: Cyclic8.021 Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
8.021 2.85 ug/L 301871 Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 74
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 72
3 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 70
4 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 53
5 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 53
Abundance Scan 2078 (8.021 min): VU052576.D\data.ms (-2068) (-) m/z 55.05 100.00%
55.0
83.0
5000 41.0 97.0
69.0
R R
H‘ ‘ ‘ H 1121 7.60 7.80 8.00 8.20 8.40
o‘w‘H‘,"H‘m‘i‘H‘,u:H‘m!"Hw,“ku_m,w_ m/z 83.05 60.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7672: Cyclohexane, 1,2-dimethyl-, cis-
55.0
41.0 97.0
5000 83.0 J\‘”\“ﬁ/\\‘uu,uu‘ur/\\‘/\\\”
70.0 ' 112.0 7.60 7.80 8.00 8.20 8.40
270 ' m/z 41.00  49.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7668: Cyclohexane, 1,2-dimethyl-, cis-
55.0
970 N L B R
7.60 7.80 8.00 8.20 8.40
5000 41.0 0.0 830 m/z 97.05  49.33%
112.0
270 ‘ ‘
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 7.60 7.80 8.00 8.20 8.40
' m/z 56.10  40.15%
5000 410
70.0
270
Ll L 970 1120
oH_"‘,"‘ww_H‘,mH"H"‘H‘,wwww,uw R A Ra N
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
8.124 2.05 ug/L 217199  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Octane 114 C8H18 000111-65-9 90
2 Octyltrichlorosilane 246 C8H17C13Si 005283-66-9 78
3 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 78
4 Octane 114 C8H18 000111-65-9 72
5 2,4-Dimethyldodecane 198 C14H30 006117-99-3 64

Abundance Scan 2110 (8.124 min): VU052576.D\data.ms (-2106) (-) m/z 43.10 100.00%
43.1

9.

=

5000 85.1
7.80 8.00 8.20 8.40
| 207.0 ;
O b e e e e | M/z 85,10 47.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8624: Octane
43.0
5000 LU B R LR R
85.0 7.80 8.00 8.20 8.40
‘ ‘ 114.0 m/z 57.10 41.52%
O\\\’\“\\\"“\\\“\’\\‘\\"\‘\\\’\\\\’\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #131236: Octyltrichlorosilane
43.0
R B R
7.80 8.00 8.20 8.40
m/z 41.00 32.46%
5000 85.0 /
135.0 177.0
omsol b Ll 2980, 260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59074: Undecane, 2,4-dimethyl- AR A RRAR

43.0 7.80 8.00 8.20 8.40
m/z 71.10 31.95%

‘ 126.0 169.0 j
O A T N, [ VL V'V ANPVA VALY

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.80 8.00 8.20 8.40

85.0
5000

%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46

Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 21 (DEL) Alkane: Cyclic8.237 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.237 6.79 ug/L 719926  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 97
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 97
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 94
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 94
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 90
Abundance Scan 2145 (8.237 min): VU052576[NdMarns(2133)() m/z 55.00 100.00%
55.0 1
41.0
5000 69.1
112.1
83.0 AR S e
‘ M | H 161 8.00 8.20 8.40 8.60
Obrrrerpererpreriterp ol L 1281 9710 96. 24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
41.0
5000
69.0 112.0 8.00 8.20 8.40 8.60
27.0 ‘ ‘ 83.0 m/Z 41.00 49,27%
O ’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
RN
8.00 8.20 8.40 8.60
5000 41.0 m/z 56.05 45.11%
69.0 650 112.0
27.0 ‘ ‘ ' ‘
0‘H‘HH_‘H_HWJHWMﬂwuﬂw‘uuw‘wuhu‘wmu‘uuw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-  ARERREREE S
55.0 97.0 8.00 8.20 8.40 8.60
m/z 69.10 39.96%
41.0
5000
27.0 69.0 112.0
[
oHWm‘w‘Hw“H‘“1“wH“l,uWMH_lewwwm \mwm‘mwm‘m
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 22 (DEL) Alkane: Cyclic8.362 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.362 3.04 ug/L 321957 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
4 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 95
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 94
Abundance Scan 2184 (8.362 min): VU052576[NdMarns(2173)() m/z 55.00 100.00%
58.0 7.0
5000
41.0 112.1
69.0 S WA SN/, v
‘ ‘ M 83.1 8.00 8.20 8.40 8.60
Obrprereprrreprefler el bttt m/z 97.05 91.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 41.0
112.0 8.00 8.20 8.40 8.60
27.0 69.0 m/z 41.00  37.29%
bl
O\\‘H\\‘\\\\“\\\\}\‘\\\“\‘\\\‘\\\Hl\\\\“\H\\‘\\\1‘\\\\‘\‘\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
ST
8.00 8.20 8.40 8.60
5000 m/z 112.10 32.97%
410 112.0
69.0
27.0 ‘ ‘ 83.0
0“_H‘_HH_‘NMLH_HH_‘Hluu‘uu‘uﬂ‘uu‘u‘wu‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans- A R
55.0 97.0 8.00 8.20 8.40 8.60
m/z 56.05 28.71%
5000
41.0 112.0
69.0
27.0 ‘ ‘ 83.0
0 H‘H‘W‘H‘_‘H‘»“_HH‘HHJMH‘_‘H‘HEM‘H‘M‘H‘H‘W“ R e AR
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 23 1,4-Pentadiene, 2,3,3-trime... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
8.407 1.85 ug/L 196446  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 72
2 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 72
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 72
4 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 64
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 64
Abundance Scan 2198 (8.407 min): VU052576.D\data.ms (-2192) (-) m/z 95.10 100.00%
95.1
5000
67.1 1101 s A LSy M S
390 53.0 81.1 8.00 8.20 8.40 8.60 8.80
Ol oottt 3262 hsz 67.10  24.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6791: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
67.0
5000 410 I LA R
8.00 8.20 8.40 8.60 8.80
110.0 m/z 110.10 22.30%
27.0 | I 81.0
O\\‘H\\‘\\\‘\“H\\H‘\H‘H\\‘\\‘\U‘H\‘\“‘\H\“\‘\1\‘\H\‘\\\\‘\H\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
R R SR RN
8.00 8.20 8.40 8.60 8.80
5000 67.0 m/z 93.00 11.76%
39.0 o5 110.0
0“%%Q‘HM‘HJWH‘N“‘_Ml_‘ﬁ%9‘$w‘“uwwu‘wu‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6744: 1,3-Dimethyl-1-cyclohexene V«_“‘W“‘_“‘_“‘_‘
95.0 8.00 8.20 8.40 8.60 8.80
m/z 79.00 10.50%
5000 67.0
110.0
27.0 ‘ ‘
o‘w"_‘H‘HH““‘HMH‘HH‘HN“mwuuMWWWWW o N sl N
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 24 (DEL) Alkane: Cyclic8.803 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
8.803 2.53 ug/L 267820  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, propyl- 112 C8H16 002040-96-2 58
2 2-Octene, (Z)- 112 C8H16 007642-04-8 46
3 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 46
4 3-Octene, (Z)- 112 C8H16 014850-22-7 46
5 2-Octene, (Z)- 112 C8H16 007642-04-8 43
Abundance Scan 2321 (8.803 min): VU052576.D\data.ms (-2311) (-) m/z 55.10 100.00%
55.1
83.1
5000
112.1
s e ARARARRES
“ ‘ 8.40 8.60 8.80 9.00 9.20
0! 37 bbb 2852 sz 69.00  91.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7568: Cyclopentane, propyl-
69.0
41.0
5000 [ L AL B R
8.40 8.60 8.80 9.00 9.20
112.0 m/z 41.00  79.83%
ol 150 91.0
N \\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #7521: 2-Octene, (2)-
55.0
R e
29.0 8.40 8.60 8.80 9.00 9.20
5000 ' m/z 83.10 60.70%
112.0
83.0
ol w“!m_m_m_m‘m
m/z--> 200 40 60 80 100 120 140 160
Abundance #7693: Cyclopentane, 1-ethyl-2-methyl-, cis- A e
550  g30 8.40 8.60 8.80 9.00 9.20
m/z 56.10 58.22%
5000
27.0
112.0
o! ‘wuu‘ﬂ“‘!‘_““““‘w‘ s Ry
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 25 (DEL) Alkane: Cyclic8.861 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.861 6.17 ug/L 654578  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 97
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
5 3-Hexene, 2,4-dimethyl- 112 C8H16 082085-14-1 59
Abundance Scan 2339 (8.861 min): VU052576.D\data.ms (-2330) (-) m/z 83.10 100.00%
83.1
55.1
5000
1121 R  ARE RS
l ‘ 8.60 8.80 9.00 9.20
obr 300l 1858 sz 55.18 76.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000 L L L LI L IR
1120 8.60 8.80 9.00 9.20
' m/z 82.10 48.05%
27.0 ‘
O\\\‘\M\\ ‘M“H”‘l\\\‘H\‘\‘\H\‘\H\‘H\
m/z--> 20 40 60 80 100 120 140 160
Abundance #7537: Cyclohexane, ethyl-
83.0
Raa L AmmE e
5.0 8.60 8.80 9.00 9.20
5000 m/z 41.00 36.23%
112.0
27.0
0H\‘\UH“H\\N‘!‘\‘1“”‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160
Abundance #7536: Cyclohexane, ethyl- R AARELERE R
83.0 8.60 8.80 9.00 9.20
m/z 112.10  23.08%
55.0
5000
112.0
27.0
ol bl e e A
m/z--> 20 40 60 80 100 120 140 160 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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 26 (DEL) Alkane: Cyclic8.922 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.922 4.88 ug/L 518092 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
5 Cyclohexane, 1-ethyl-1,3-dimethy... 1406 C10H20 062238-29-3 72

Abundance Scan 2358 (8.922 min): VU052576.D\data.ms (-2349) (-) m/z 111.10 100.00%
69.1 111.1
55.1
5000
41.0
83.1
8.60 8.80 9.00 9.20
‘ ‘ 97.0 126.1 -
0 H_Www“‘t‘”wM_HulHH,‘Jwmm‘l”w;w m/z 69.18  85.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
55.0
5000 P 550 580 500 5.0
83.0 B
m/z 55.10 51.85%
27.0 ‘
O H‘HH‘\H\‘\H\}HH\‘H\‘\‘H\‘\1H\‘\"\}H‘H\\.‘\\\\‘1\\\‘]-\2\}6\.‘()\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69'0 \\‘\\\\‘\\\\’\\\\‘\\\\‘
8.60 8.80 9.00 9.20
5000 41,0 550 m/z 41.00  34.83%
270
ul | | 126.0
0 H‘mwmWm{‘m‘HHWw‘m‘,wwmwHmm‘umm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-  AEEaaRE RS
69.0 111.0 8.60 8.80 9.00 9.20
m/z 56.10 25.33%
5000 41.0 55.0
83.0
270
0 ‘ M 1l 97.0 | 1260
‘WH‘wu‘wu‘wH‘wu‘wHH‘HH,HH‘HH‘HHM‘HM‘HM“ R R RRRE
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 27 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.

o.e66  2.61ug/l 276404 Chlorobenzene-ds 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual

-Nonene, (E)- 126 C9H18 006434-78-2 38
4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 35
clohexene, 3,3,5-trimethyl- 124 C9H1e6 000503-45-7 30
clohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 30
-Octyne, 7-methyl- 124 C9H16 037050-06-9 27

uuh wmeNnERE
WﬁﬁWN
<< -

Abundance Scan 2403 (9.066 min): VU052576.D\data.ms (-2390) (-) m/z 55.00 100.00%
55.0
69.0
41.0
5000 97.0
St T
H ‘ ?H ‘ 124.1 8.80 9.00 9.20 9.40
oH_m_m_m;wi“!wu‘mm‘ m_ww M m/z 69.00  67.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13176: 2-Nonene, (E)-
55.0
41,
5000 " o 5505600820 940
126.0 T e T
‘ 84.0 m/z 70.10  64.30%
98.0
O H‘HH‘\H\‘\H\‘\H\‘H\‘\‘H\‘M‘HH’\‘!H‘Hf‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12177: 3,4-Octadiene, 7-methyl-
67.0
41.0
R SRR RNRERE
81.0 8.80 9.00 9.20 9.40
5000 95.0 ITI/Z 67.00 60.32%
109.0
‘ ‘ 124.0
o SR 1 N Y Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12209: Cyclohexene, 3,3,5-trimethyl- R R
67.0 109.0 8.80 9.00 9.20 9.40
m/z 56.10 59.20%
5000 82.0
41.0 124.0
gl
0 H_‘H‘H‘w‘H‘MVHHLH‘H‘M‘HHMMHJHH‘H‘ﬂ‘H‘_‘H‘H‘ N
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 28 (DEL) Alkane: Cyclic9.160 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
9.160 1.88 ug/L 199263  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 91
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 87
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 86
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 80
Abundance Scan 2432 (9.160 min): VU052576.D\data.ms (-2424) (-) m/z 69.05 100.00%
69.0 1111
55.0
5000 41.0
126.2 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ | 830 970 8.80 9.00 9.20 9.40
0“_H‘_H‘_H‘wh‘ph‘_Hlﬂuwwh‘_mwwu‘ﬂu‘wuw‘u m/z 111.1@ 87.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
111.0
41.0
5000
27.0 126.0 8.80 9.00 9.20 9.40
84.0 m/z 55.00  67.46%
O ’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13261: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
 ERRAsEEEASLISE AR
8.80 9.00 9.20 9.40
5000 55.0 m/z 41.00 41.81%
41.0 126.0
27.0 83.0
Y i . N T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4 T T T
69.0 111.0 8.80 9.00 9.20 9.40
m/z 70.05 31.40%
55.0
5000 41.0
126.0
‘ ‘ ‘ 84.0
0‘w‘uw‘Jh‘Hﬁ“‘wmﬂwHﬂwumwﬂu‘um‘uuﬂ‘uw‘uw“ e
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 29 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
9.208 1.51 ug/L 160089  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 64
2 Octane, 4-methyl- 128 C9H20 002216-34-4 58
3 Dodecane, 5-methyl- 184 C13H28 017453-93-9 53
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 52
Abundance Scan 2447 (9.208 min): VU052576.D\data.ms (-2441) (-) m/z 43.00 100.00%
3.0
5000 711 W\JULM
R e e AR
8.80 9.00 9.20 9.40 9.60
L fesg 131 P
o—Y—tr e m/z 57.05 43.25%
miz--> 20 40 60 80 100 120 140 160
Abundance #14534: Octane, 2-methyl-
43.0 71.0
5000 | LA AL R
8.80 9.00 9.20 9.40 9.60
113.0 m/z 71.10  38.16%
O?ﬁ"\p\‘i}\\““\\\‘\\1\-0\“\\1\‘\1\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #14526: Octane, 4-methyl-
43.0

8.80 9.00 9.20 9.40 9.60

5000 ITI/Z 41.00 34.01%
85.0
0 ZGLL \“\ M‘ 671% L 111-0126'0
i T e A B e
m/z--> 20 40 60 80 100 120 140 160
Abundance #59039: Dodecane, 5-methyl- T e
43.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10  29.90%
5000 85.0 wufu\
126.0
0 ‘25‘1b - 67*L : ‘ S — T e e A e
m/z--> 20 40 60 80 100 120 140 160 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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 3@ (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
9.330 2.92 ug/L 309721 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heptane, 4-(1-methylethyl)- 142 C1eH22 052896-87-4 64
2 Octane, 3-methyl- 128 C9H20 002216-33-3 64
3 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 59
4 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 59
5 Octane, 3-methyl- 128 C9H20 002216-33-3 58
Abundance Scan 2485 (9.330 min): VU052576.D\data.ms (-2470) (-) m/z 57.05 100.00%
57.0
R RRREES S L e
39 uﬂ 79.1 98"0 128.1 9.00 9.20 9.40 9.60

bl T A8 nyz 43.00  29.14%

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

Abundance #22132: Heptane, 4-(1-methylethyl)-

57.0
5000 L B LR B B
9.00 9.20 9.40 9.60
27.0 98.0 m/z 41.00  28.90%
‘ H 770 “ 117.0 142.0
0\\\\‘\\\\’\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #14528: Octane, 3-methyl-
57.0
R
9.00 9.20 9.40 9.60
5000 m/z 56.05 17.98%
29.0 98.0
o a0
] &
m/z--> 20 40 60 80 100 120 140 160
Abundance #45511: Decane, 2,5-dimethyl- T Emmaaa e
57.0 9.00 9.20 9.40 9.60
m/z 98.05 14.92%
5000
29.0
98.0
o} vl TTO, L 1270 1850 MA‘,“
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 31 (DEL) Alkane: Cyclicle.028 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.028 4.11 ug/L 436218 Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 76
2 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 64
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 64
4 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 64
5 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 59
Abundance Scan 2702 (10.028 min): VU052576.D\data.ms (-2688) (- | m/z 97.10 100.00%
55.0 97.1
5000
41.0
126.1 IR
ol e ) s
O e sl bl ol m/z 55.05 99.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-
550 97.0
5000 =~ :
41.0 10.00
570 69.0 126.0 m/z 41.00 36.32%
OH\‘\H\‘H\H‘\\H‘i“\H“\‘\!‘\‘H\‘w\Hﬁ%\-e‘H\l‘\\]\-\]."]\-;(\)\‘\\\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7612: Cyclohexane, 1,3-dimethyl-
55.0 97.0
U I
10.00
m/z 69.05 28.54%
5000 41.0
112.0
27.0 69.0
b0
Obrrrrrterpretly el bbb ebrerprerere
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans- T
55.0 97.0 10.00
m/z 95.05 23.06%
5000 41.0
112.0
27.0 69.0
| ‘ ‘ | a0
obdzg M W b A
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 32 Bicyclo[3.3.1]nonane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.269 5.27 ug/L 559342  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Bicyclo[3.3.1]nonane 124 C9H1e 000280-65-9 64
2 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 52
3 3,3-Tetramethyleneglutaric anhyd... 168 C9H1203 005662-95-3 50
4 Cyclohexene, 4-propyl- 124 C9H16 013487-64-4 50
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 38

Abundance Scan 2777 (10.269 min): VU052576.D\data.ms (-2756) (- m/z 67.05 100.00%

67.0
5000
41.0 96.1

T
1241 10.00 10.50

mfﬁw m/z 81.10 82.53%

\
m/z--> 20 40 60 80 100 120 140 160
Abundance #12149: Bicyclo[3.3.1]nonane
81.0
124.0
41.0

5000 1
10.00 10.50
m/z 82.05 79.72%

ol 63 11050 |
T 1T ‘ LR ‘ T TT ‘ L ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #12189: 1H-Indene, octahydro-, cis-
81.0

=7
10.00 10.50

o

m/z 96.10 31.26%
5000 41.0 /
124.0
o 150 630 || . 103.0
e e R R R
m/z--> 20 40 60 80 100 120 140 160 \
Abundance #44183: 3,3-Tetramethyleneglutaric anhydride e =
67.0 10.00 10.50

m/z 41.00 27.51%

5000
96.0
41.0 124.0
150  ip o g L 169.0

T ‘
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46

Operator JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 33 (DEL) Alkane: Cyclicl@.352 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.352 4.93 ug/L 522441 Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 80
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 74
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
5 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 62

Abundance Scan 2803 (10.352 min): VU052576.D\data.ms (-2793) (- | m/z 83.10 100.00%

55.0 83.1 '
5000 41.0
69. 126.1 P e
‘ ‘ ‘ ‘ 97.0 10.00 10.50
oH_m_m_H‘;\M_MWHM,‘lwm:“WWWW m/z 55.05 89.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13203: Cyclohexane, propyl-
3.0
55.0
5000 41.0 — it
10.00 10.50
126.0 m/z 82.10 65.86%
T eo
OH‘HH‘HH‘\H\‘\H\‘\H\‘HH‘HH’HH‘HH‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13201: Cyclohexane, propyl-
83.0
55.0 = =
10.00 10.50
5000 m/z 41.00 47.94%
41.0
126.0
27.0
SRV (N CEEE N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13196: Cyclohexane, propyl- “ T
55.0 83.0 10.00 10.50
m/z 67.05 30.52%
5000 41.0
27.0 126.0
I ‘H Il 6F0 | 970
oH‘HH_HWHwmww‘w‘HH,HH_m‘wwwww — .
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 34 (DEL) Alkane: Cyclicle.806 Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
10.806 1.30 ug/L 165617 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 43
2 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 43
3 trans-2-Methyl-3-octene 126 C9H18 052937-36-7 35
4 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 35
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 27
Abundance Scan 2944 (10.806 min): VU052576.D\data.ms (-2937) (- | m/z 69.05 100.00%
69.0
41.0 125.1
5000
96.0 — ——
‘ ‘ ‘ | M ‘ 1401 10.50 11.00
ol il m“w‘ 1 Y PR Mttt m/z 70.85 71.71%
miz--> 20 40 60 80 100 120 140
Abundance #43584: Cyclooctane, 1-methyl-3-propyl-
69.0
5000 — —
41.0 125.0 10.50 11.00
m/z 55.00 64.39%
H 97.0
0 \\\‘2\6‘.\b\\““\\\H\‘\H“\\‘Ml\\‘}“‘\\‘\\’\‘\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #20706: 2-Octene, 2,6-dimethyl-
69.0
— ——
10.50 11.00
5000 m/z 41.00 59.43%
43.0 140.0
27,0 H ‘ 8“1'0 111.0
0"“‘w“i“HM‘““H“!w‘N‘H‘H,HH,‘H
m/iz--> 20 40 60 80 100 120 140
Abundance #13213: trans-2-Methyl-3-octene “ 7
69.0 10.50 11.00
m/z 125.10 55.97%
41.0
5000
84.0 126.0
obaso | Ll 2o mmo | AL s
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 35 Benzene, propyl- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
10.899 2.61 ug/L 333600 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 83
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
Abundance Scan 2973 (10.899 min): VU052576.D\data.ms (-2962) (- | m/z 91.00 100.00%
91.0
5000
120.1 — RS
10.50 11.00
51.0
ob b 1980 8L ) 100,10 21.66%
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 f\ SV S f\
10.50 11.00
m/z 65.00 10.71%
%0 | w0
O\\‘\\‘i\‘\‘\‘\“\\‘\\’\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance #10700: Benzene, propyl-
91.0
— 1
10.50 11.00
5000 ITI/Z 92.00 10.54%
¥ | | sz
(o R S L 1 e i e e
miz--> 50 100 150 200 250
Abundance #10701: Benzene, propyl- e e ey A
91.0 10.50 11.00
m/z 78.00 6.30%
5000
A =S IO 1
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 36 Benzene, 1l-ethyl-2-methyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.018 2.96 ug/L 377642  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 3010 (11.018 min): VU052576.D\data.ms (-2994) (- | m/z 105.05 100.00%

105.1
5000
120.1

77.0 11.00
0 "“"‘%%R‘EEQMMM‘M"uhw‘hh‘uwu“lﬂ??‘ m/z 120.10  28.15%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 T T A‘ !
120.0 11.00

39.0 77.0 .
0 \\\‘\‘\\\“‘\\“1‘5\?‘.9\‘\\\““\\‘1\“1‘\\‘\“‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0
T T \

11.00
5000 m/z 91.00 11.75%
120.0
olaso 30 se0 TP\ 4 o
miz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl- = T
105.0 11.00

m/z 106.00 8.66%

5000
120.0
79.0 /\
39.0 ‘
AT

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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 37 Benzene, 1l-ethyl-4-methyl- Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
11.288 1.66 ug/L 211826 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 81
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 81
Abundance Scan 3094 (11.288 min): VU052576.D\data.ms (-3084) (- | m/z 105.05 100.00%
105.1
5000
120.1
39.0 65.0 870 11.00 11.50
0l bl L 1400 00 16 29,23
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 MV A R
120.0 11.00 11.50
m/z 81.00 16.16%
39.0 77.0
O T \‘\ T \“‘\ \“1‘5\9‘.9\‘\ T \““ T \“ “‘\ \‘\“‘\ L
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
—— —
11.00 11.50
5000 m/z 91.00 13.37%
120.0
77.0
oltso . B0 .m0 il bd
m/iz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 11.00 11.50
m/z 77.05 13.34%
5000
790 120.0
39.0 63.0 H ‘
) S | Y | Y A e
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 38 Benzene, 1,2-diethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.092 3.23 ug/L 412378 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 87
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 86
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 66
4 Benzene, l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 60
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 55
Abundance Scan 3344 (12.092 min): VU052576.D\data.ms (-3334) (- | m/z 105.10 100.00%
105.1
5000 134.1
77.0
39‘0 577‘ ‘ | 12.00
0l b Ll all ol L 3520 s 199, 65 96.06%
m/z--> 20 80 100 120 140
Abundance #17026. Benzene, 1,2-diethyl-
105.0
5000 134.0
12.00
390 77.0 m/z 117.05  95.43%
O \]-\5\0‘\‘\ T \“‘\ \P\““\‘\ T }““ T \‘U\ “‘\‘\ \‘}‘l T \‘\ ‘ L
m/z--> 20 40 80 100 120 140
Abundance #17033. Benzene, 1,3-diethyl-
119.0 J\-AM
sl _—
12.00
5000 m/z 118.05 47 .86%
27.0 1.0
51.0
\MM L
miz--> 40 60 80 100 120 140 A
Abundance #10206.Benzene,l%ﬁhenth%neﬂwL . A ‘
117.0 12.00
m/z 134.05 42.74%
5000
91.0
U O . O | M SV
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 39 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 52

R.T. EstConc Area Relative to ISTD R.T.
12.462 1.40 ug/L 179332 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
3 o-Cymene 134 C10H14 000527-84-4 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3459 (12.462 min): VU052576.D\data.ms (-3449) (- | m/z 119.05 100.00%
119.1
5000
o0 12.50
390 65.0 :
AN e P ‘ ‘ H“‘ AL A#72 m/z 134.05  30.00%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 /\j\ \/\\ T T /\\ T
12.50
810 m/z 91.05 18.39%
39.0 65.0 '
O \‘ \\1\5\0’\‘1 T \“‘\ \‘\ T ‘H‘\ T \‘H‘ T \‘\ T “}“\ \m‘l L \“\ ‘ LI
miz--> 0 20 60 80 100 120 140
Abundance #17086. Benzene, 2-ethyl-1,4-dimethyl-
119.0
=
12.50
5000 m/z 104.95 13.97%
91.0
15.0 39‘0 650 | |
0 ““‘M,‘M“‘M‘W““““““‘ “Wl“uh““‘
m/iz--> 0 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0 12.50
m/z 77.00 11.00%
5000
91.0
41.0 65.0 I
T 2
m/z--> 0 20 40 60 80 100 120 140 12.50

SFAMUTR122022WMA.M Thu Dec 29 12:13:13 2022 Page: 43



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 40 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.565 5.00 ug/L 638513 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 95
2 o-Cymene 134 C1oH14 000527-84-4 95
3 o-Cymene 134 CleH14 000527-84-4 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 95

Abundance Scan 3491 (12.565 min): VU052576.D\data.ms (-3480) (- | m/z 119.05 100.00%
119.1
5000
91.0
12.50
39.0 65.0 135.0
) S PR i L bl RR152.2 s 134,00 29.57%
m/z--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 /\j\ \/\\ T T /\\ T
12.50
91.0 m/z 91.05 16.36%
65.0 ‘
0 \1\5\.0‘ T \3\9‘“9 \“\‘\ “i‘\ T \‘H‘ T "H“\ \Ml T %\?l‘ow T
miz-> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
R \
12.50
5000 m/z 120.10 9.94%
91.0
oliso U7 0 L L 1O
miz-> 20 40 60 80 100 120 140 A A ﬁ\
Abundance #16997: o-Cymene ‘ - WA\
119.0 12.50
m/z 117.05 9.87%
5000
91.0
IR
0 bt e e e e e 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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 41 Indan, 1-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.677 5.47 ug/L 698265 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 83
4 1H-Indene, 2,3-dihydro-5-methyl- 132 Cl1eH12 000874-35-1 83

5 Indan, 1-methyl- 132 C10H12 000767-58-8 81

Abundance Scan 3526 (12.677 min): VU052576.D\data.ms (-3515) (- | m/z 117.10 100.00%
117.1
5000
91.0 ‘
510 12.50 13.00
133.0
ol 740 L L A301501 s 195 00 34.00%
miz--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
5000 Jy\fk
1250 13.00
m/z 132.00 27.15%
39.0 65.0 91.0 !
O L ‘ \‘\ T \“ T \‘\ \“h‘\ T \“ T \“\ T ‘ T \‘H’ \].}ﬁ\‘g\'o‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
P
1250 13.00
5000 ITI z 91.00 15.70%
91.0
270 40 74.0 \ | 1380
) e PR R s Y SRRV | MY
miz-> 20 40 60 80 100 120 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 1250 1300
m/z 118.05 10.10%
5000 AKA\
39.0 91.0
65.0 ‘ #
S N N R N NN ) L UYLl L SO.7VN
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 42 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
12.967 3.39 ug/L 432948 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94

Abundance Scan 3616 (12.967 min): VU052576.D\data.ms (-3597) (- | m/z 119.05 100.00%
119.1
5000
91.0 1300
39.0 65.0 135.1
| IS M R v i 1521 n/z 134.e5  47.04%
m/z--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 RN
13.00
91.0 m/z 91.05 17.91%
410 630 { 1?50
O\\\‘\‘\\\“\\‘“\“1“\\\‘”‘\\\\‘m\\{“l\\\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
=
13.00
5000 m/z 120.10 9.85%
390 91.0
: 65.0 135.0
0‘¥§?‘M“M‘AH‘WM‘”\‘W1WHM‘Hl“N“H“
m/z--> 20 40 60 80 100 120 140 ﬂde¥
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- R APV o
119.0 13.00
m/z 77.00 9.73%
5000
41.0 91.0 135.0
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 43 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
13.021 1.54 ug/L 196906 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95

Abundance Scan 3633 (13.021 min): VU052576.D\data.ms (-3625) (- | m/z 119.10 100.00%
119.1
5000
91.0
39.0 65.0 ‘ 38.9 13.00
) SN PR P EO A1 .- m/z 134.05  42.26%
m/z--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 /A\
5000 UNBRNAIS ‘
13.00
91.0 m/z 91.05 14.48%
410 630 { 1?50
0 \\\‘\‘\\\“\\‘“\“1“\\\‘”‘\\\\‘m\\{“l\\\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
T
13.00
5000 m/z 133.05 13.36%
390 91.0
: 65.0 135.0
0‘¥§?‘M“M‘AH‘WM‘”\‘W1WHM‘Hl“N“H“
miz--> 20 40 60 80 100 120 140 N
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- A
119.0 13.00
m/z 117.00 9.30%
5000
91.0
39.0 65.0 135.0
0\xaq\H\\w\Nm‘HM\ﬂﬂ\\\\Mh\ww\\?ﬂ‘\u\
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 44 Benzene, 1-methyl-4-(1-meth... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
13.102 1.67 ug/L 213015 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 68
2 o-Cymene 134 CleH14 000527-84-4 60
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 60
4 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 60
5 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleH14 000934-74-7 60
Abundance Scan 3658 (13.102 min): VU052576.D\data.ms (-3649) (- | m/z 119.05 100.00%
119.1
5000
91.0 148.1
51.0 ‘ ‘ ‘ ‘ 13.00 13.50
ober e A0 L LWLl njz o1.es 33.75%
miz-> 20 40 60 80 100 120 140
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 e —
13.00 13.50
910 148.0 m/z 148.05  28.83%
SR L A |
O\\\\‘\‘\\\“‘\\‘\\“\‘\\\“‘\\\\“1\\‘\“‘\\\‘\‘\\\\‘
miz-> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
13.00 13.50
5000 m/z 131.00 27.01%
91.0
150 390 450 |
Y S R Y PR RO -1 S
m/iz--> 20 40 60 80 100 120 140 M
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- \ R G —
119.0 13.00 13.50
m/z 105.10 17.46%
5000
91.0
39.0 65.0 ‘ ‘
ol 280 Tl bl N L
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 45 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
13.288 2.54 ug/L 324999 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
2 Benzene, (2-methyl-1-propenyl)- 132 C1eH12 000768-49-0 91
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 87
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
Abundance Scan 3716 (13.288 min): VU052576.D\data.ms (-3708) (- | m/z 117.05 100.00%
117.1
5000
e —
0 HwWwmJ‘m‘MW‘!HWMW“w‘mWl!_m!‘;mw m/z 132.00  36.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 13.00 13.50
510 m/z 115.05 27.34%
27.0 | ‘
O \\‘H\\‘H\\‘HH‘H\\M‘\\‘\‘}‘HH‘\}‘\\‘\H\‘\H\‘MH‘\H!‘\H‘U‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
132.0
e —
13.00 13.50
5000 m/z 131.05 16.43%
39.0 65.0
Y L Y O PRV N RO SOOI | RO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl- it — e
117.0 13.00 13.50
m/z 91.00 11.29%
5000
132.0
39.0 65.0 910 ‘
S WSS NP | W N I e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 46 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.449 7.43 ug/L 949098 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 92
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 70
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 70
4 Benzene, l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 70
5 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 70
Abundance Scan 3766 (13.449 min): VU052576.D\data.ms (-3757) (- | m/z 117.10 100.00%
117.1
91.0 D A
39.0 650 ‘ H 13.50
Ol sl e Myl 2522 20700 119,10 49.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 1
13.50
m/z 132.00 35.89%
390 g5 910 ‘ ‘
O\‘\‘H\““\ \“”\“‘U\\H\“‘\\“\\“W\\U‘\‘U‘\‘\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
13.50
5000 m/z 115.05 29.51%
ol bbb e il
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16134: 1-Methyl-2-phenylcyclopropane —
117.0 13.50
m/z 91.00 19.93%
5000
91.0
51.0 ‘
0“gqgh‘waw‘um‘J:w%“w‘wh‘w“‘W“‘,H“,H“ —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 47 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
13.619 1.62 ug/L 207072  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 78
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 78
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 78
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 60
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 60
Abundance Scan 3819 (13.619 min): VU052576.D\data.ms (-3811) (- | m/z 104.10 100.00%
104.1
5000 132.0 VUWNNJKJJK
51.0 T WﬂAA”T“‘
" | 78.0 L631 13.50 14.00
0 el ' m/z 91.00  45.49%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 — Y
13.50 14.00
m/z 115.00  45.34%
78.0
270 | %1% 7 Ll
OHH‘\‘H\‘H‘V\“H\\”i‘\\‘}\“\\1‘\‘1‘\‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
— —
13.50 14.00
m/z 132.00 45.02%
5000 132.0 /
o Tl
0“‘W‘W;‘M‘qum‘uww‘M“M“l‘ﬂWM““‘_“
m/z--> 20 40 60 80 100 120 140 160
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0 13.50 14.00
m/z 119.05 35.07%
132.0
5000
270 910 780
IS T O ) A o
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@52576.D

Acqg On : 27 Dec 2022 19:46

Operator JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 48 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 54

R.T. EstConc Area Relative to ISTD R.T.
13.729 1.25 ug/L 159713  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual

1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14

000769-57-3 93

2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 90
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 76
Abundance Scan 3853 (13.729 min): VU052576.D\data.ms (-3841) (- | m/z 131.00 100.00%
131.0
5000
91.0
51.0 70, ‘ h | 13.50 14.00
Y S R PR A 22 T 1819 n/z 146.00  37.37%
miz--> 20 40 60 80 100 120 140 160
Abundance #25022: Benzene, (1,2-dimethyl-1- propenyl)
31.0
5000 91.0 AJ\\ JKV\ —
1350 14.00
39.0 m/z 133.05 32.94%
‘\‘ \M 63\\0 \ | \H “‘ L‘m M
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ T \‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
e -
13.50 14.00
5000 ITI/Z 115.05 23.33%
390 91.0 i
0 630 ‘
0“““M"M‘th‘m“ﬂ“uw‘p&‘i M“k‘%q“‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #25010: Benzene, (3-methyl-2-butenyl)- T S
131.0 13.50 14.00
m/z 91.05 21.68%
91.0
5000
39.0
‘ 65.0
oHH_Hu“‘H “‘\;M”\_“1‘“\14‘1‘3!0‘ e — I
m/z--> 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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 49 Benzene, (3-methyl-2-butenyl)- Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
13.780 2.53 ug/L 323403 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 95
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91

Abundance Scan 3869 (13.780 min): VU052576.D\data.ms (-3860) (- | m/z 131.05 100.00%
131.1
5000
91.0
39.0 64.0 ‘ #‘0 M ‘ 13.50 14.00
Ol IR0 QL1998 /s 146,05 24.74%
miz--> 20 40 60 80 100 120 140 160
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000 J\‘ 7 1
13.50 14.00
39.0 m/z 129.00  16.68%
M 65.0
O\\\\‘\\\\H‘ \“H\”?H\\‘d"ﬂ-\\é“o T T
miz--> 80 100 120 140 160
Abundance #25028. 1H—Indene, 2,3-dihydro-1,6-dimethyl-
131.0
P .
13.50 14.00
5000 m/z 115.00 16.52%
39.0 g4 910
Ob ey 1130 ) 1490
m/z--> 20 40 60 80 100 120 140 160
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- — —
131.0 13.50 14.00
m/z 91.00 14.00%
5000
91.0
39.0
64.0
o0 0 | maey weo MUV
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 50 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.832 3.05 ug/L 388957 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 89
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 ©53172-84-2 87
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 64
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 64
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 50
Abundance Scan 3885 (13.831 min): VU052576. D\data ms (-3877) (- | m/z 133.05 100.00%
133.
5000
91.0
= 4
39.0 65.0 ‘ ‘ 13.50 14.00
160 1
) SR [ T b A ru‘?w‘ ‘ IEL Fi8L8 sz 131,05 82.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000
13.50 14.00
m/z 146.05 31.92%
39.0 91.0
63.0
0 \\\’\‘\\\“\\‘\\’W\‘\\“\\\\‘J-\']-\O\‘\p‘\M\‘}“\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
= —e
91.0 13.50 14.00 .
5000 m/z 91.00 27.11%
27.0 °io
0 m,‘H““H“H,md“ w‘wmwm_‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25013: Benzene, (2-methyl-1-butenyl)- — T
131.0 13.50 14.00
m/z 115.00 26.64%
5000 91.0
390 650 m |
o"‘,wmuum,MH"H‘_m‘“EJ“MHWHW e e
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 51 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.934 3.72 ug/L 475494  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 95
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 91
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
Abundance Scan 3917 (13.934 min): VU052576.D\data.ms (-3911) (-~ | m/z 131.05 100.00%
131.1
5000
91.0
64.8 14.00
39.0
I P TN ‘1‘1‘#?‘ b 1821 146.05  25.95%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 1
14.00
m/z 115.00 17.09%
390 g4 910
O \\\‘\‘\ T \“\\‘\‘\ ‘m\ T \“1\‘\ \‘1]\-\4\0\““! T ‘]-‘1 \9\-0\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
e
14.00
5000 m/z 91.00 13.62%
39.0 91.0
63.0
0 "W‘M“M‘WN‘NMMJ““‘_‘;{O Ml‘ﬁ‘%Q,“
m/z--> 20 40 60 80 100 120 140 160
Abundance #25003: Benzene, (1-methyl-1-butenyl)- —
131.0 14.00
m/z 129.05 12.78%
91.0
5000
27.0 J
0 WWHW‘“MM HWR»M“W! Hl‘_‘u”,m L
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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 52 Benzene, (1l-ethyl-1-propenyl)- Concentration Rank 45

R.T. EstConc Area Relative to ISTD R.T.
14.282 1.73 ug/L 220803 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 83
2 2-Propyn-1-ol, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 49
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 49
4 Benzene, (1-ethyl-1-propenyl)- 146 Cl1H14 004701-36-4 46
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 46

Abundance Scan 4025 (14.282 min): VU052576.D\data.ms (-4008) (- | m/z 131.00 100.00%
131.0
5000 91.0
39.0 65.0 ‘ 1 160.1 14.00 14.50
I wuww:‘\ . m/z 117.05  94.78%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25001: Benzene, (1-ethyl-1-propenyl)-
117.0
5000 91.0 146.0 _——- SASE
14.00 14.50
m/z 145.00 59.85%
390 650
0 \1\5‘\.(‘)\“1‘\ \“i‘\ \\LJ\ ‘MH \Hl““ T \‘} T ‘H‘\‘ T \‘U‘i | \M\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #24956: 2-Propyn-1-ol, 3-(4-methylphenyl)-
146.0
e o
14.00 14.50
5000 115.0 m/z 146.05 51.34%
85.0
63.0
0 1 A—
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- —e o
131.0 14.00 14.50
m/z 115.00 49.80%
5000
39.0 91.0
15.0 ‘ 63.0 L
0H“_uuw;“‘M‘M‘“m‘:“““1‘ _‘Ulwu“m‘m — 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@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 53 1H-Indene, 2,3-dihydro-5,6-... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
14.478 1.44 ug/L 184108 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 97
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 94
3 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 94
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
Abundance Scan 4086 (14.478 min): VU052576.D\data.ms (-4076) (- | m/z 131.00 100.00%
131.0
5000
91.0 i4‘56
39.0 64.1 M :
o‘HwH\HMwwumww‘!‘_ ‘_““1“5‘2“1‘“”‘?‘979 m/z 146.05 32.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 R K
14.50
m/z 129.00 17.23%
27.0 510
O\\\\‘\‘\\\“\\“\‘\‘w\‘\\“\\\\“\‘\\‘1“\M\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
S
14.50
5000 m/z 115.10 16.86%
39.0
630
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl- —
131.0 14.50
m/z 145.05 14.70%
5000
39.0 91
630
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46

Operator JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 54 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
14.661 2.30 ug/L 293212 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS#t Qual

1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14
2 Benzene, (3-methyl-2-butenyl)-
3 Benzene, (2-methyl-1-butenyl)-
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14

146 C11H14
146 C11H14

017057-82-8 81
004489-84-3 76
056253-64-6 76
000769-57-3 70

5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 68
Abundance Scan 4143 (14.661 min): VU052576.D\data.ms (-4132) (- | m/z 131.05 100.00%
131.1
5000
91.0 LN T
510 | M M H 160.1 2069 14.50 15.00
O bbb ey A Wl 2089 e 146,00 27.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 Mo kk
14.50 15.00
1.0 m/z 145.00 26.01%
39.0 ‘ ‘
O\\\\‘\‘\\\“\\‘\\“U\\\’\\\\‘\\\U‘\‘M\“}M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
r ——
910 14.50 15.00 ;
5000 ITI/Z 115.00 22.47%
39.0
65.0
15.0
0! O —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)- Fe —T—
131.0 14.50 15.00
m/z 133.00 19.77%
5000 910
o 880 ||
) St P P R M| O — Pl Lo
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52576.D

Acqg On : 27 Dec 2022 19:46
Operator : JC/MD

Sample : N6169-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 1.359 8.2 wug/L 731145 1 6.247 447817 5.0
(DEL) Alkane: S 1.996 1.9 ug/L 167585 1 6.247 447817 5.0
(DEL) Alkane: S 2.208 3.2 ug/L 290549 1 6.247 447817 5.0
(DEL) Alkane: S 3.697 4.8 ug/L 434798 1 6.247 447817 5.0
(DEL) Alkane: C 4.530 5.8 ug/L 514672 1 6.247 447817 5.0
(DEL) Alkane: S 5.459 2.5 ug/L 227047 1 6.247 447817 5.0
(DEL) Alkane: S 5.591 6.1 ug/L 546496 1 6.247 447817 5.0
(DEL) Alkane: C... 5.845 4.3 ug/L 389598 1 6.247 447817 5.0
(DEL) Alkane: C... 5.919 3.0 ug/L 270042 1 6.247 447817 5.0
(DEL) Alkane: C 5.986 7.3 ug/L 651771 1 6.247 447817 5.0
(DEL) Alkane: S 6.131 7.4 ug/L 662658 1 6.247 447817 5.0
(DEL) Alkane: C 6.976 3.0 ug/L 270172 1 6.247 447817 5.0
(DEL) Alkane: C 7.070 3.4 ug/L 301406 1 6.247 447817 5.0
(DEL) Alkane: C 7.230 4.8 ug/L 433674 1 6.247 447817 5.0
Cyclobutane, (1 7.391 2.5 ug/L 219199 1 6.247 447817 5.0
(DEL) Alkane: S 7.494 3.5 wug/L 313862 1 6.247 447817 5.0
(DEL) Alkane: S. 7.655 4.2 wug/L 376073 1 6.247 447817 5.0
Cyclohexene, 1-... 7.758 2.9 wug/L 259474 1 6.247 447817 5.0
(DEL) Alkane: C... 8.021 2.9 ug/L 301871 2 9.414 530325 5.0
(DEL) Alkane: S... 8.124 2.0 ug/L 217199 2 9.414 530325 5.0
(DEL) Alkane: C... 8.237 6.8 ug/L 719926 2 9.414 530325 5.0
(DEL) Alkane: C... 8.362 3.0 ug/L 321957 2 9.414 530325 5.0
1,4-Pentadiene,... 8.407 1.9 ug/L 196446 2 9.414 530325 5.0
(DEL) Alkane: C.. 8.803 2.5 ug/L 267820 2 9.414 530325 5.0
(DEL) Alkane: C.. 8.861 6.2 ug/L 654578 2 9.414 530325 5.0
(DEL) Alkane: C.. 8.922 4.9 wug/L 518092 2 9.414 530325 5.0
(DEL) Alkane: S.. 9.066 2.6 ug/L 276404 2 9.414 530325 5.0
(DEL) Alkane: C.. 9.160 1.9 ug/L 199263 2 9.414 530325 5.0
(DEL) Alkane: S.. 9.208 1.5 ug/L 160089 2 9.414 530325 5.0
(DEL) Alkane: S... 9.330 2.9 ug/L 309721 2 9.414 530325 5.0
(DEL) Alkane: C... 10.028 4.1 ug/L 436218 2 9.414 530325 5.0
Bicyclo[3.3.1]n... 10.269 5.3 wug/L 559342 2 9.414 530325 5.0
(DEL) Alkane: C... 1@.352 4.9 wug/L 522441 2 9.414 530325 5.0
(DEL) Alkane: C... 10.806 1.3 ug/L 165617 3 11.806 638677 5.0
Benzene, propyl- 10.899 2.6 ug/L 333600 3 11.806 638677 5.0
Benzene, 1l-ethy... 11.018 3.0 ug/L 377642 3 11.806 638677 5.0
Benzene, 1-ethy... 11.288 1.7 ug/L 211826 3 11.806 638677 5.0
Benzene, 1,2-di... 12.092 3.2 ug/L 412378 3 11.806 638677 5.0
Benzene, 2-ethy... 12.462 1.4 ug/L 179332 3 11.806 638677 5.0
Benzene, 4-ethy... 12.565 5.0 ug/L 638513 3 11.806 638677 5.0
Indan, 1-methyl- 12.677 5.5 ug/L 698265 3 11.806 638677 5.0
Benzene, 1,2,3,... 12.967 3.4 ug/L 432948 3 11.806 638677 5.0
Benzene, 1,2,4,... 13.021 1.5 ug/L 196906 3 11.806 638677 5.0
Benzene, 1-meth... 13.102 1.7 ug/L 213015 3 11.806 638677 5.0
Benzene, 2-ethe... 13.288 2.5 ug/L 324999 3 11.806 638677 5.0
1H-Indene, 2,3-... 13.449 7.4 ug/L 949098 3 11.806 638677 5.0
Naphthalene, 1,... 13.619 1.6 ug/L 207072 3 11.806 638677 5.0
Benzene, (1,2-d... 13.729 1.3 ug/L 159713 3 11.806 638677 5.0
Benzene, (3-met... 13.780 2.5 ug/L 3234063 3 11.806 638677 5.0
1H-Indene, 2,3-... 13.832 3.0 ug/L 388957 3 11.806 638677 5.0
1H-Indene, 2,3-... 13.934 3.7 ug/L 475494 3 11.806 638677 5.0
Benzene, (1-eth... 14.282 1.7 ug/L 220803 3 11.806 638677 5.0
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1H-Indene, 2,3-... 14.478 1.4 ug/L 184108 3 11.806 638677
1H-Indene, 2,3-... 14.661 2.3 ug/L 293212 3 11.806 638677
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