LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 37 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@52515.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 27 rVB 1372602 1246613 4.14% 0.305%
2 1.591 68 78 94 rBV3 638045 1125580 3.73% 0.276%
3 1.996 194 204 226 rVB 1127369 1574317 5.22% 0.386%
4 2.205 260 269 294 rVB 1570976 2355927 7.82% ©.577%
5 3.083 518 542 554 rBV 2454775 5758815 19.10% 1.410%
6 3.359 606 628 661 rBvV2 2145776 4836128 16.04% 1.184%
7 3.697 715 733 759 rBV 3182407 7104876 23.57% 1.740%
8 4.530 975 992 1009 rVV 3711008 8992585 29.83% 2.202%
9 4.662 1010 1033 1093 rVB 3974549 9616509 31.90% 2.355%
10 5.176 1183 1193 1207 rVB 536639 1113724 3.69% 0.273%
11 5.385 1238 1258 1271 rBV4 3902411 10556387 35.02%  2.585%
12 5.459 1273 1281 1304 rVB3 863715 2261061 7.50% 0.554%
13 5.591 1305 1322 1331 rBV 2085154 4630250 15.36% 1.134%
14 5.848 1388 1402 1413 rBV 2347391 4952906 16.43% 1.213%
15 5.919 1413 1424 1434 rVV2 2004558 4398001 14.59% 1.077%
16 5.986 1434 1445 1474 rVB 3506156 7955793 26.39% 1.949%
17 6.131 1475 1490 1502 rBV 3684641 6955197 23.07% 1.703%
18 6.292 1530 1540 1548 rBV2 1209474 2365815 7.85% ©.579%
19 6.568 1607 1626 1652 rBV5 831084 2161224 7.17% 0.529%
20 6.761 1667 1686 1709 rVV 12167806 27970990 92.79% 6.851%
21 6.980 1741 1754 1767 rVB 1836615 3343909 11.09% ©0.819%
22 7.070 1767 1782 1795 rVB 969032 1880806 6.24% 0.461%
23 7.234 1824 1833 1853 rVB6 1325725 2999047 9.95% 0.735%
24 7.395 1870 1883 1891 rBV 1161893 2286045 7.58% 0.560%
25 7.494 1907 1914 1922 rVB 807719 1211176 4.02% 0.297%
26 7.655 1956 1964 1972 rBV 568954 844228 2.80% 0.207%
27 7.758 1983 1996 2012 rVB3 1745066 3374177 11.19% 0.826%
28 7.854 2012 2026 2033 rBV2 3033559 5978791 19.83% 1.464%
29 8.028 2068 2080 2088 rBV4 830769 2180448 7.23% 0.534%
30 8.095 2095 2101 2105 rBV 543304 785898 2.61% 0.192%
31 8.128 2106 2111 2132 rVB2 1467368 2929475 9.72% 0.717%
32 8.240 2133 2146 2161 rVB2 2268008 4610720 15.30% 1.129%
33 8.366 2173 2185 2191 rBV3 1210987 2206308 7.32% 0.540%
34 8.407 2192 2198 2214 rVB2 1188240 2075322 6.88% 0.508%
35 8.636 2260 2269 2282 rVV3 845127 1902278 6.31% 0.466%
36 8.703 2282 2290 2296 rVV3 489396 829418 2.75% 0.203%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 37 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 8.742 2297 2302 2309 rVV2 481333 792578 2.63%  0.194%
38 8.803 2309 2321 2330 rVV5 1008566 2255069 7.48%  0.552%
39 8.861 2330 2339 2351 rVV2 2535293 4601455 15.26% 1.127%
40  8.922 2351 2358 2368 rVB 1037374 1622649 5.38% 0.397%
41  9.066 2390 2403 2414 rBV5 676476 1508805 5.01% 0.370%
42 9.163 2425 2433 2442 rBV3 358848 753845 2.50% 0.185%
43  9.330 2470 2485 2500 rVB5 502459 1176649 3.90%  0.288%
44  9.456 2517 2524 2531 rVWW3 376029 743182 2.47% 0.182%
45  9.510 2534 2541 2550 rVV3 799433 1576762 5.23% 0.386%

46  9.565 2551 2558 2573 rVB 880104 1561480 5.18% 0.382%
47  9.690 2585 2597 2609 rBV 10027211 16454463 54.59% 4.030%

48 10.028 2689 2702 2720 rBV6 520152 1437826 4.77%  ©.352%
49 10.269 2770 2777 2792 rW 877487 1752944 5.82% ©0.429%
50 10.356 2793 2804 2822 rVB6 654992 1572671 5.22% ©.385%
51 10.478 2832 2842 2852 rBV 1291076 2063183 6.84% ©.505%
52 10.902 2962 2974 2990 rBV 2647437 4164409 13.81% 1.020%
53 10.996 2991 3003 3009 rBV 9161793 15984828 53.03% 3.915%
54 11.086 3020 3031 3049 rVB 5308495 8213538 27.25% 2.012%
55 11.288 3083 3094 3114 rVB 4226648 6671652 22.13% 1.634%

56 11.465 3137 3149 3164 rVB 19880581 30144146 100.00% 7.383%

57 11.738 3226 3234 3243 rVB 1012023 1457631 4.84% ©.357%
58 11.793 3243 3251 3268 rVB2 773842 1682012 5.58% 0.412%
59 11.893 3269 3282 3293 rBV 6821588 10471446 34.74%  2.565%
60 12.092 3328 3344 3349 rVV3 2717295 4463888 14.81% 1.093%
61 12.121 3349 3353 3362 rVV 2907875 4004211 13.28% 0.981%
62 12.185 3362 3373 3390 rVB4 5549098 10574094 35.08%  2.590%
63 12.298 3399 3408 3421 rVB3 439445 751786 2.49% 0.184%
64 12.372 3421 3431 3446 rVB 1338933 2020832 6.70%  ©.495%
65 12.462 3447 3459 3464 rBV 2658932 4171448 13.84% 1.022%
66 12.491 3464 3468 3479 rVB 2573155 3536836 11.73% 0.866%
67 12.568 3480 3492 3500 rBV 4809866 7212873 23.93% 1.767%
68 12.610 3500 3505 3515 rVB 959145 1328678 4.41%  0.325%
69 12.677 3515 3526 3546 rBV2 4046623 7883965 26.15% 1.931%
70 12.873 3575 3587 3598 rVB2 1415150 2464975 8.18% 0.604%
71 12.970 3599 3617 3625 rBV 3001124 4745874 15.74%  1.162%
72 13.021 3625 3633 3648 rVB 4574695 7117710 23.61% 1.743%
73 13.105 3649 3659 3664 rBV3 819791 1419209 4.71%  0.348%
74 13.288 3708 3716 3729 rVV3 3263610 5325954 17.67%  1.304%
75 13.349 3730 3735 3743 rVB3 510207 704018 2.34% 0.172%

76 13.404 3743 3752 3756 rBV3 700512 1115265 3.70% ©0.273%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 37 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA .M
Title : TRACE VOA SFAM1.0
77 13.449 3756 3766 3780 rVV3 7402896 13129939 43.56% 3.216%
78 13.516 3780 3787 3794 rVV3 598520 1057059 3.51% ©.259%
79 13.555 3794 3799 3809 rVB 584565 768071 2.55% 0.188%
80 13.619 3810 3819 3840 rVB3 1225258 2186420 7.25% ©.535%
81 13.729 3842 3853 3860 rBV2 876896 1419653 4.71% ©.348%
82 13.780 3860 3869 3877 rVV 1865908 3156352 10.47% 0.773%
83 13.835 3877 3886 3901 rVV5 2000347 4605234 15.28% 1.128%
84 13.906 3902 3908 3911 rVV 850712 1215918 4.03% 0.298%
85 13.938 3912 3918 3935 rVB2 2007897 3987064 13.23% 0.977%
86 14.082 3949 3963 3985 rVB 1764277 3402773 11.29% 0.833%
87 14.282 4009 4025 4036 rBV3 863450 1767659 5.86% 0.433%
88 14.343 4036 4044 4053 rVB2 618567 914015 3.03% 0.224%
89 14.481 4076 4087 4103 rBV 1230747 2056939 6.82% 0.504%
90 14.664 4133 4144 4158 rBV3 1267642 2853626 9.47% 0.699%
91 14.806 4179 4188 4200 rBV 461825 823897 2.73% 0.202%
92 14.873 4200 4209 4220 rVB2 885119 1439561 4.78% 0.353%
93 15.015 4242 4253 4266 rBv4 466051 937790 3.11% 0.230%
94 15.217 4302 4316 4328 rBV 2684547 4407444 14.62% 1.079%
95 15.404 4363 4374 4385 rVV 2121185 3486031 11.56% ©.854%
96 16.140 4587 4603 4611 rBV 686237 1198451 3.98% 0.294%
97 16.256 4625 4639 4667 rVB 1660901 2994922 9.94% 0.734%
98 16.404 4674 4685 4692 rBv 1786511 2877689 9.55% 0.705%
99 16.442 4692 4697 4714 rVB 989229 1486243 4.93% 0.364%
100 16.632 4738 4756 4787 rVB 467217 1252885 4.16% 0.307%

Sum of corrected areas: 408301218
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

: N6170-09
: 25.0mL/MSVOA_U/WATER
: 37 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

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

: VUe52515.D
: 23 Dec 2022 00:49

JC/MD

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

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

Abundance TIC: VU052515.D\data.ms
1.5e+07
6.7
1le+07
5000000
3,607 4546662 5.385 5.965131
859 2.205 3083 3359 591 > 6.292
1501 Lﬁm'ﬂ 5176 6.568
0\‘7_ﬁﬁ/‘\\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ [ \\\‘\\\\‘\ \‘\\\\ \\!\\ \\’\
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: VU052515.D\data.ms
11.465
1.5e+07
9.690
1e+07 10.996
11.893
.086 12.1
5000000 11.288
7.854 8.861 10.9 120
6.980 2 534308 04 1 75K @%&67 . 22 o 0r2640,478 1373
65 3% 10.0261026%8 v
OLK/\ w Qﬁ%s ‘N\jm”?\‘w‘ ASLUNEIWA
Time--> 7.00 800 900 950 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU052515.D\data.ms
1.5e+07
1e+07
13.449
12.568
5000000 5677 13.021
12.970 13.288 15, 2]1
133839@8082 5.404 2404
37 6 12.87 491.6 16.
142@43 ﬁ ﬁﬂ?@ms 16.14 %\% 632
0 ‘ T T T J\ ‘ T ?\\ ‘ T T ‘ T
Time--> 1250 1&00 1350 1400 1450 1500 1550 1600 1650 1100 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 76
R.T. EstConc Area Relative to ISTD R.T.
1.359 2.63 ug/L 1246610 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): VU052515.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
5000
1.401.50 1.60 1.70 1.80
bl 880 20 m/z 39,00 78.51%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #61: Propene
41.0
5000
1.401.501.601.70 1.80
m/z 42.00 60.20%
15.0‘
0 \“H\“\‘i\‘ui ‘HH’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #62: Propene
41.0
e e  RERARRRE
1.401.501.601.70 1.80
5000 m/z 43.00 32.37%
15.0
0 \‘m‘”m‘m R A I EEAENRAREEES s e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #64: Cyclopropane
42.0 1.401.50 1.60 1.70 1.80
m/z 44.00 31.67%
5000
14.0
0 ‘\“”M‘\“m e e P T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.401.501.601.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
1.996 3.33 ug/L 1574320  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 Pentane 72 C5H12 000109-66-0 33
4 3-Buten-1-ol 72 C4H80 000627-27-0 28
5 1-Butene 56 C4H8 000106-98-9 10
Abundance Scan 204 (1.996 min): VU052515.D\data.ms (-194) (-) m/z 43.00 100.00%
43.0
57.1
5000
“H‘_‘H“H‘W‘H“
‘ ‘ 72.1 1.60 1.80 2.00 2.20 2.40
bt e m/z 41095 87.21%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
29.0 1.60 1.80 2.00 2.20 2.40
m/z 41.00 79.86%

72.0
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
mi/z--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0

1.60 1.80 2.00 2.20 2.40

57.0
5000 27.0 m/z 57.10  65.66%
15.0
72.0
o““2:9”";H_‘H_m;‘:H_u‘!‘_mmm_m
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #809: Pentane P e
43.0 1.60 1.80 2.00 2.20 2.40
m/z 39.00  24.28%
5000
27.0 57.0 720
RSO Yot e ot gt
m/z--> 0 10 20 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 57
R.T. EstConc Area Relative to ISTD R.T.
2.205 4,98 ug/L 2355930 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 90
3 Pentane 72 C5H12 000109-66-0 90

4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 72

Abundance Scan 269 (2.205 min): VU052515.D\data.ms (-260) (-) m/z 43.00 100.00%

43.0
5000
WHWHWWHH,H
72.1 1.80 2.00 2.20 2.40 2.60
C
0L e et 22782068 s 42 00 59.48%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane
43.0

5000 e P P
1.80 2.00 2.20 2.40 2.60

m/z 41.00 49.93%

72.0
‘\“1‘5"9““‘“i““”‘\‘H‘\‘H‘\‘H‘\HHWHWHWHWH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #806: Pentane
43.0
A

1.80 2.00 2.20 2.40 2.60

o

5000 ITI z 39.00 15.97%
15.0‘ ‘ 72.0
0 *\*H‘*\*‘!‘*i‘H“‘\*H*\*H*\*H*\Hw”w”w”w””
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #810: Pentane
43.0 1.80 2.00 2.20 2.40 2.60

m/z 57.05 15.68%

5000
72.0
15.0 /\
0

m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 25
R.T. EstConc Area Relative to ISTD R.T.
3.083 12.17 ug/L 5758820 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 59
Abundance Scan 542 (3.083 min): VU052515.D\data.ms (-518) (-) m/z 43.00 100.00%
43.0
5000 711 JL
“W‘H‘_“W‘H‘W“
| 57‘0 86.1 2.80 3.00 3.20 3.40
Ol et et m/z 42.00 52.88%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2044: Pentane, 2-methyl-
43.0
5000 L B R B L LA B
27.0 710 2.80 3.00 3.20 3.40
m/z 71.10 39.11%
15.0 57.0
O\\\‘2.\0\\\‘\\‘\\‘\\}1“\\\\“\}\\‘\\‘1‘\‘\\\\}\\\\‘?6\\0‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0
 EREEEEE R e
2.80 3.00 3.20 3.40
5000 71.0 m/z 41.00 35.94%
27.0 57.0
PN N Y M L
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl-
43.0 2.80 3.00 3.20 3.40
m/z 39.00 14.94%
5000
27.0 71.0
o T
QIR P11 M B e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.697 15.02 ug/L 7104880 1,4-Difluorobenzene 6.247

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

1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 91
3 n-Hexane 86 C6H14 000110-54-3 91

4 n-Hexane 86 C6H14 000110-54-3 80

5 2-Ethyl-oxetane 86 C5H100 1010386-40-2 72

Abundance Scan 733 (3.697 min): VU052515.D\data.ms (-715) (-) m/z 57.05 100.00%

57.0
41.0
5000
86.1
‘ 711 3.40 3.60 3.80 4.00
ol el e e m/z 41.00  66.90%

m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2038: n-Hexane
57.0
43.0
29.0
5000

3.40 3.60 3.80 4.00
m/z 42.95 63.31%

86.0
15.0 .
O \\\‘2.\0\\\‘\\‘\\‘\\}!‘\\\\i\}\\‘\\‘\}‘\\\?‘]T\c\)\\‘\\\\‘\\\\
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 ITI z 56.05 49.73%
86.0
00 15.0 ‘ ‘ 71.0
N | A | v
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane R R RRERN T
41.0 57.0 3.40 3.60 3.80 4.00

m/z 42.00 32.30%

29.0
5000
86.0
15.0 71.0
0 A | i, Al |

m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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: Cyclic4.530 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.530 19.01 ug/L 8992590  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 80
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 80
Abundance Scan 992 (4.530 min): VU052515.D\data.ms (-975) (-) m/z 56.05 100.00%
56.0
 RRRRE R RREE
‘ ‘ 84.1 4.20 4.40 4.60 4.80
o"‘_"‘_‘H_Mw_‘m‘uwu_muw_lww m/z 41.00 48.70%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0
4.20 4.40 4.60 4.80
m/z 69.10 40.79%
28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-\5\0\‘\\\‘!“\\\\}\‘\\\“\u \‘\\\‘1i\\\\‘\!\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
410 4.20 4.40 4.60 4.80
5000 m/z 55.05 24.90%
69.0
270
84.0
0 "‘1"‘0"‘ﬁ?‘?‘w_m_‘m,uw Mwwww!‘wu
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- R R RREARNREE S
56.0 4.20 4.40 4.60 4.80
m/z 42.00 20.98%
5000 41.0
84.0
270
o0 L wmo
0"‘“"“Hu‘m“uu‘m“u“le‘iuu‘uwm e S NREnEn s sy
m/z--> 0 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
5.459 4.78 ug/L 2261060 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 86
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 52
5 Heptane 100 C7H16 000142-82-5 37
Abundance Scan 1281 (5.459 min): VU052515.D\data.ms (-1273) (-) m/z 56.10 100.00%
43.0 56.1
5000 711
520540560580
85.1 : : : :
100.1
oH‘,W,HH,w“,!m,w ;,‘mlewwwww‘ m/z 43.00 90.75%
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 57.10 66.18%
‘ ‘ ‘\ ‘ 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
5.20 5.40 5.60 5.80
5000 m/z 71.10 46.18%
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 41.00 44.66%
5000
29.0 71.0
Joso |0 w00
P 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
5.591 9.79 ug/L 4630250 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
4 Heptane 100 C7H16 000142-82-5 80
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
Abundance Scan 1322 (5.591 min): VU052515.D\data.ms (-1305) (-) m/z 43.00 100.00%
43.0
71.0
5000
l 851 1001 5.20 5.40 5.60 5.80 6.00
O o e b m/z 71.05 63.11%
miz--> 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 70.05 56.89%
15.0 \‘ | 830 1000
O\\\‘\\H‘\\\\’\\\\‘\H\‘\}\\‘\\\\’\\\\‘\H\‘\\\\‘\\\\’H\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
5.20 5.40 5.60 5.80 6.00
5000 57.0 70.0 m/z 57.05 54.55%
29.0
150 | ‘ I 85.0 100.0
Ot e et e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0 5.20 5.40 5.60 5.80 6.00
m/z 41.00 50.13%
5000 29.0 57.0 71.0
ol 10 15.0 “ L 85.0 100.0
R s ma o L e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 10 (DEL) Alkane: Cyclic5.848 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
5.848 10.47 ug/L 4952910 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 95
2 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 94
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90

4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87

Abundance Scan 1402 (5.848 min): VU052515.D\data.ms (-1388) (-) m/z 70.10 100.00%

70.1
56.1
41.0
5000
83.0
‘ H M ‘ 98.1 5.60 5.80 6.00 6.20
Ol il il L mjz se.10 75.62%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0
5000
5.60 5.80 6.00 6.20
83.0 m/z 55.10  64.02%
O
O\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\"WH\‘\\1‘}‘\\\\"1\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
56.0 70.0
41.0
5.60 5.80 6.00 6.20
5000 m/z 41.00 52.43%
27.0
83.0
98.0
obte aa0 Nl Wl A Ll
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0 5.60 5.80 6.00 6.20
410 | m/z 69.10  25.49%
5000
27.0 83.0
98.0
140 | |
0 m‘Hwm,uH‘wl“m,h‘!u_m NS AN
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 11 (DEL) Alkane: Cyclic5.919 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
5.919 9.29 ug/L 4398000 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
2 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 91
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 91
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 78
5 1-Nonanol 144 C9H200 000143-08-8 59
Abundance Scan 1424 (5.919 min): VU052515.D\data.ms (-1413) ()| m/z 70.10 100.00%
56.1 70.1
41.0
5000
83.1
‘ ‘ 98.1 5.60 5.80 6.00 6.20
0l L myz se.10 96.73%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis-
56.0
41.0 70.0
5000
270 5.60 5.80 6.00 6.20
‘ 8390 eo m/z 55.05  75.89%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
56.0 70.0
41.0
5.60 5.80 6.00 6.20
5000 m/z 41.00 60.42%
27.0
83.0
‘ ‘ 98.0
olg0 a0 Il Ml oLl
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0 5.60 5.80 6.00 6.20
41.0 m/z 69.10 38.14%
5000
27.0 83.0
T
O e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 12 (DEL) Alkane: Cyclic5.986 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.986 16.81 ug/L 7955790  1,4-Difluorobenzene 6.247

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

4 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 81

Abundance Scan 1445 (5.986 min): VU052515.D\data.ms (-1434) (-) m/z 56.10 100.00%

56.1
70.1
41.0
5000
98.1
“ | ﬁl ‘ 5.60 5.80 6.00 6.20 6.40
ol el el m/z 55.18 69.72%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
41.0
70.0
5000
270 5.60 5.80 6.00 6.20 6.40
' 98.0 m/z 76.18  69.71%
|
0 H\1‘.\0\\\‘1\4\."9‘\\1!‘HH}\‘\H“\H\ ‘1‘\\\H\“\H\‘\‘\H‘HH“HH‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0 5.60 5.80 6.00 6.20 6.40
m/z 41.00 54.59%
5000 27.0
98.0
‘ ‘ 83.0
0 HWmWHWH_H:}“W;M‘\ ‘wmwm_m‘m‘_m‘

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

Abundance #3831: Cyclopentane, 1,2-dimethyl-, trans-

56.0 5.60 5.80 6.00 6.20 6.40

70.0 m/z 69.10  33.15%

41.0
5000
98.0
27.0 ‘ 83.0
0 ‘H_"‘_HwH““‘:H:‘wmu‘\ e

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.131 14.70 ug/L 6955200 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 90
3 Heptane 100 C7H16 000142-82-5 81
4 Heptane 100 C7H16 000142-82-5 64
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 47

Abundance Scan 1490 (6.131 min): VU052515.D\data.ms (-1475) (-) m/z 43.00 100.00%

43.0
571 710
5000

1001 U R B R |
5.80 6.00 6.20 6.40

4

85.1 o
0 H‘_‘H_‘H,HH‘H‘wH‘WH‘W‘HW‘HW‘H‘_H‘_H‘_‘H m/z 71.05 59.35%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110

Abundance #4464: Heptane
43.0
57.0
5000 710 \\M\\\‘\\\\‘\\\\’
5.80 6.00 6.20 6.40

29.0 m/z 41.00 58.17%

o

100.0
Lol s
\\\‘H\\‘\\\\’H\\‘\H\‘\\\\‘\\\\‘H\\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #4462: Heptane
43.0

5.80 6.00 6.20 6.40

5000 29.0 57.0 710 m/z 57.10 54.77%
100.0
10 150 | ] 85.0
Hw‘H‘_‘H,HH‘H‘w‘H‘_‘H_‘H‘H‘W‘H‘_H‘_‘H‘H‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #4463: Heptane R R BRAREEEEREE
43.0 5.80 6.00 6.20 6.40

m/z 56.05 34.13%

5000 57.0 71.0
29.0
100.0
0 “,““““‘

m/z--> 0 10 20 30 40 50 60 70 80 90 100110 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 15 (DEL) Alkane: Cyclic6.980 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
6.980 7.07 ug/L 3343910 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 81
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 76
3 3-Methyl-3-hexene 98 C7H14 003404-65-7 43
4 Cyanamide, dimethyl- 70 C3H6N2 001467-79-4 38
5 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 38
Abundance Scan 1754 (6.980 min): VU052515.D\data.ms (-1741) (-) m/z 69.05 100.00%
69.0
41.0
55.0
5000
‘ 83.0 98.0 6.60 6.80 7.00 7.20 7.40
Ottt gl sl o 2120 0 /7 6gle@  75.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3747 Cyclopentane, ethyl-
69.0
41.0
5000 55.0
6.60 6.80 7.00 7.20 7.40
270 m/z 41.00 66.69%
O\\\‘\\.\\‘\\\‘}“H\\i\‘\\\‘\w\‘\‘\\\‘\“\\\\‘\\\\‘H\!‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0
55.0 6.60 6.80 7.00 7.20 7.40
| m/z 70.85 58.12%
5000 270
98.0
83.0
0"w‘W‘_‘m‘HH}m‘wﬁﬁ“_‘mpu‘w‘u‘_‘u‘u‘w‘u‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3727: 3-Methyl-3-hexene
41.0 69.0 6.60 6.80 7.00 7.20 7.40
' m/z 55.00 53.05%
5000 55.0
98.0
27.0

el | e
Obrrrprereprr bbb || e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 16 (DEL) Alkane: Cyclic7.070 Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
7.070 3.97 ug/L 1880810 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 94
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 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 Heptane, 3-methylene- 112 C8H16 001632-16-2 86

Abundance Scan 1782 (7.070 min): VU052515.D\data.ms (-1767) (-)| | m/z 70.85 100.00%
70.0
55.0
5000
41.0
‘“ | ‘ 841 97.0 1121 6.80 7.00 7.20 7.40
Ot sl T m/z 55.00  69.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0
5000
6.80 7.00 7.20 7.40
41.0 m/z 41.00  25.36%
e M\ . ), 30 970 1120
0\\\‘\\\\’\\\\‘\\\\‘\\\\‘\H\‘\‘\\\M\ \\\\‘\H\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0
6.80 7.00 7.20 7.40
5000 m/z 69.18  22.80%
41.0
27.0 ‘ 112.0
97.0 .
o240 Wl W 830 T
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 18.73%
55.0
5000
41.0
210 97.0 112.0
obage L Ll ) Bso $70 120
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 17 (DEL) Alkane: Cyclic7.234 Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
7.234 6.34 ug/L 2999050 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 94
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 91
3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 72
5 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 72
Abundance Scan 1833 (7.234 min): VU052515.D\data.ms (-1824) (-) m/z 70.10 100.00%
55.0 701
5000 41.0
84.1
‘ ‘ 97.1 1121 7.00 7.20 7.40 7.60
0brerrrrerrrrerprepthepblh ol b m/z 55.00 91.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
5000 41.0 T T T T
7.00 7.20 7.40 7.60
84.0 m/z 56.10 85.93%
27.0 ‘ ‘ ‘ 970 112.0
O \H‘H\\‘H\H‘\H\“\‘\\\‘\M\ \‘\Hw ‘\H\‘\‘\H‘\\H‘\\H“HH‘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 50.02%
27.0
84.0 112.0
‘ ‘ ‘ 97.0
0 ‘H_mwwu_‘m_‘\ RO S M NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
56.0 70.0 7.00 7.20 7.40 7.60
m/z 69.05 38.70%
5000
41.0
84.0 112.0
27.0 ‘ ‘ 97.0
Y SR R | o VIR A S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 77

R.T. EstConc Area Relative to ISTD R.T.
7.494 2.56 ug/L 1211180  1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 83
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 83
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 72
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 53
5 Heptane, 2-methyl- 114 C8H18 000592-27-8 53
Abundance Scan 1914 (7.494 min): VU052515.D\data.ms (-1907) (-) m/z 57.10 100.00%
43.0 !
5000
99.1
| | ﬁ 1 114.1 7.20 7.40 7.60 7.80
0l rrrprrerprrerprreperebter el e m/z 43,00 81.91%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8636: Heptane, 2-methyl-
43.0 57.0
5000
290 7.20 7.40 7.60 7.80
71.0 99.0 m/z 42.00 39.62%
Lo | s
O H\‘HH’HH‘HH‘HH’HH‘\H\‘\H\’\H\‘HH‘HH‘HH‘HH’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8632: Heptane, 2-methyl-
43.0
57.0 e IIEEE AL U Y
7.20 7.40 7.60 7.80
5000 ITI/Z 41.00 36.95%
29.0
71.0 99.0
0 15\'0 | ‘\ 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- T AARAREREEEEEEE L
43.0 570 7.20 7.40 7.60 7.80
' m/z 99.10 17.01%
5000
27.0 71.0 99.0
; N R
HW‘HW‘H‘_H‘_H‘M‘HM‘H_‘H,HH‘HH‘H‘WH‘W‘HW“ R R A AR
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\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 21 (DEL) Alkane: Cyclic8.028 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.028 14.67 ug/L 2180450 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cycloheptane, methyl- 112 C8H16 004126-78-7 91
2 Cycloheptane, methyl- 112 C8H16 004126-78-7 80
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 58
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 58
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 52
Abundance Scan 2080 (8.028 min): VU052515.D\data.ms (-2068) (-) m/z 55.00 100.00%
55.0
97.1
5000 41.0 69.0 831
o REEEAREEE LR
L h‘ || 121 7.80 8.00 8.20 840
OFrrprrrr gt s el e e m/z 97.18  82.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7557: Cycloheptane, methyl-
55.0 97.0
41.0
5000
69.0 83.0 7.80 8.00 8.20 8.40
27.0 m/z 41.00 47.93%
‘ ‘ 112.0
0 \H‘HH‘\\}H’\\Hl\‘\\\i“\‘\\‘\‘HHHW“\H‘\“‘!!\\‘\\‘11‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7566: Cycloheptane, methyl-
55.0
970 LI L B L L B R B
410 7.80 8.00 8.20 8.40
5000 ' m/z 69.05  43.40%
69.0 83.0
2.0 H ‘ 112.0
0"W‘Hw‘HHV‘Hiu‘wNJW‘HWw‘H‘HH‘H\M‘H‘_‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7617: Cyclohexane, 1,1-dimethyl-  ARBEaEEEEE L
97.0 7.80 8.00 8.20 8.40
55.0 m/z 83.10  41.79%
5000 41.0 69.0
27.0
112.0
0 ‘H‘lﬁr‘q"H\:\,"MH‘m_mlw?ﬁ:‘?_‘uw‘w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
8.095 5.29 ug/L 785898  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 4-Octene, (E)- 112 C8H16 014850-23-8 52
2 2-Octene, (Z)- 112 C8H16 007642-04-8 52
3 Cyclopentane, propyl- 112 C8H16 002040-96-2 49
4 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 49
5 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 49
Abundance Scan 2101 (8.095 min): VU052515.D\data.ms (-2095) (-) m/z 55.00 100.00%
55.0
83.1
41.0 70.1
5000
112.1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ | ‘ ‘ 97.1 7.80 8.00 8.20 8.40
Obrrrprerrpreerpreefee il Al b Mz 830100 76.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7519: 4-Octene, (E)-
41.0 55.0
5000
700 7.80 8.00 8.20 8.40
21.0 83.0 112.0 m/z 70.10  62.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7521: 2-Octene, (2)-
410 53.0
e
70.0 7.80 8.00 8.20 8.40
5000 m/z 41.00 60.29%
27. 112.0
83.0
0 N T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7564: Cyclopentane, propyl- R AREARERRESSEEES
41.0 69.0 7.80 8.00 8.20 8.40
m/z 56.10 53.61%
56.0
5000 27.0 83.0
112.0
o140 Ml Il 970
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49

Operator JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

TIC Library
TIC Integration Parameters:

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

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

Peak Number 23 (DEL) Alkane: Cyclic8.240 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.240  31.02 ug/L 4610720  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual

imethyl- (cis/... 112 C8H16 000583-57-3 97
imethyl- (cis/... 112 C8H16 000583-57-3 97

1 Cyclohexane,
2 Cyclohexane,

3 Cyclohexane,
4 Cyclohexane,
5 Cyclohexane,

imethyl-,
imethyl-,
imethyl-,

trans- 112 C8H16
trans- 112 C8H16
trans- 112 C8H1l6

006876-23-9 96
006876-23-9 96
006876-23-9 95

Abundance Scan2146(8240nnm VU052515[NdMarns(2133)() m/z 55.00 100.00%
55.0 A
5000 41.0
69.1 112.1
83.1 s R RARRaRRS LA S
‘ | ‘ | e 8.00 8.20 8.40 8.60
0brrrrrrrprerrrrrelerssl el sl il 2282 a7 10 97.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7698: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0
97.0
41.0
5000
69.0 8.00 8.20 8.40 8.60
27.0 1120 m/z 41.80 48.55%
[ TP
O \\‘HH’\\“\‘HH"\‘H\“\M\‘\‘H\‘!‘\H\‘\HH‘\H\‘HH‘\H\‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0 97.0
R RRARR=ET T
41.0 8.00 8.20 8.40 8.60
5000 ITI/Z 56.00 44 .11%
27.0 69.0 112.0
[
0 ‘wHH,‘H“‘HH,“H‘MwHH_H““1H_Hl_wuwww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans- e
55.0 97.0 8.00 8.20 8.40 8.60
m/z 69.10 36.16%
5000 41.0
69.0 650 112.0
27.0 ‘ ‘
0‘w‘HW‘Hw‘wauwJNWHJMH‘WM‘WH‘MH‘WH‘WHH‘H‘ R
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\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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: Cyclic8.366 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.366 14.84 ug/L 2206310 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 97
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 97
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 97
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 96

Abundance Scan 2185 (8.366 min): VU052515[NdMarns(2173)() m/z 55.05 100.00%
55.0 1
5000
41.0 112.1
690 \‘\\\\‘\\\\‘\\\\‘\\\\’\
H M 83.0 8.00 8.20 8.40 8.60
O bl oo bl e e m/z 97.10 98.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000
41.0 112.0 8.00 8.20 8.40 8.60
69.0 m/z 41.00 36.93%
27.0 ‘ ‘ 83.0
O\H‘\\H‘\H\‘\H\‘\‘H\‘\H\\‘\H‘}1‘\\\\‘\H\‘\\11‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
R R
8.00 8.20 8.40 8.60
5000 41.0 ITI/Z 112.10 35.88%
112.0
27.0 69.0
T
o220 M M bl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0 8.00 8.20 8.40 8.60
m/z 56.05 28.67%
5000 41.0
112.0
27.0 69.0
| Nk
0‘H‘HH‘HH‘HH‘»H‘MH‘Hﬂluu‘uu‘uH‘uu‘uu‘uu‘u e
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\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 1,3-Dimethyl-1-cyclohexene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.407 13.96 ug/L 2075320  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 91
2 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 91
3 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 87
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 74
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 72

Abundance Scan 2198 (8.407 min): VU052515.D\data.ms (-2192) (-) m/z 95.10 100.00%

95.1
5000
67.1 110.1
39.0 53.0 811 ‘ 8.00 8.20 8.40 8.60 8.80
Ol oot bt 43280 hsz 67.10 26.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6752: 1,3-Dimethyl-1-cyclohexene
95.0
5000 BB B R
67.0 8.00 8.20 8.40 8.60 8.80
110.0 9
41.0 81,0 m/z 110.10 20.44%
270 | ‘
O \\‘\H\‘\\\‘\“\H\‘i\‘\H“\‘H‘\‘\\‘\!“\H‘\‘i‘\‘\\\“\‘\1\‘\\\\“‘\H\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6763: 1,4-Hexadiene, 2,3-dimethyl-
95.0
O
41.0 67.0 8.00 8.20 8.40 8.60 8.80
5000 m/z 81.10 11.91%
27.0 110.0
|
0 H_H‘_‘m‘;‘H:}!HH;‘m‘_‘M1‘;‘HU;“‘HM;_m,uww,”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6774: Cyclopentene, 1,2,3-trimethyl- e A REmaanmsss e
95.0 8.00 8.20 8.40 8.60 8.80
m/z 79.05 8.11%
5000 67.0
110.0
39.0 53.0 Lo
0“&ﬁﬂ‘ﬂm‘Hhh‘Nﬂh‘ww‘uﬁmﬂuﬁw‘wuq‘uwu‘wu R R AR RERE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 Cyclohexene, 3,5-dimethyl- Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.

8742 533 gL 792578 Chlorobenzene-ds 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual

yclohexene, 3,5-dimethyl- 110 C8H14 000823-17-6 80
,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 76
,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 76
yclopentane, 1,2-dimethyl-3-met... 110 C8H14 091884-67-2 72
yclobutene, 1,2,3,4-tetramethyl- 110 C8H14 090346-45-5 68

uuhwNneE
0O N0 vl Ul N

Abundance Scan 2302 (8.742 min): VU052515.D\data.ms (-2297) (-) m/z 95.10 100.00%
95.1
68.0
5000
110.1
39. O
H T 8.40 8.60 8.80 9.00
Ol et bl Wil 2281 6gles  61.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6750: Cyclohexene, 3,5-dimethyl-
95.0
67.0
5000 IR LR R R I
8.40 8.60 8.80 9.00
110.0 o
m/z 67.00 55.027%
27.0 ‘ 81.0
O H‘\H\‘HH‘\H\‘i‘\\H"\“\}\‘HH"‘\H‘\“M\\H"\‘H\‘\H\“‘HH‘\H\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6749: 5,5-Dimethyl-1,3-hexadiene
95.0
R RAR ERsaEE I
8.40 8.60 8.80 9.00
27.0 67.0 o
5000 41.0 /Z 110.10 33.61%
110.0
.0
0 ,,W,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6748: 5,5-Dimethyl-1,3-hexadiene  RRAEEEES
95.0 8.40 8.60 8.80 9.00
m/z 55.00 31.34%
5000 210 1o 67.0
110.0
0 (bl bl e A aa VAR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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: Cyclic8.803 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.803 15.17 ug/L 2255070  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, propyl- 112 C8H16 002040-96-2 52
2 2-Octene, (Z)- 112 C8H16 007642-04-8 45
3 4-Octene, (Z)- 112 C8H16 007642-15-1 43
4 4-Octene, (E)- 112 C8H16 014850-23-8 43
5 Cyclooctane 112 C8H16 000292-64-8 43
Abundance Scan 2321 (8.803 min): VU052515.D\data.ms (-2309) (-) m/z 55.00 100.00%
55.0
69.0
41.0
83.0
5000 orl
112.1
TR S
“ ‘ 8.40 8.60 8.80 9.00 9.20
Obrrprreepreeepreitere el M 228 sz 69,05 78.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7568: Cyclopentane, propyl-
69.0
41.0
55,0
5000 830 [ B AL B R
8.40 8.60 8.80 9.00 9.20
27.0 112.0 m/z 41.00 68.78%
H L‘ 2.2 ‘
O\\‘H\\‘H\\‘HH‘H\\‘HH‘HH‘HH‘H‘H‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7505: 2-Octene, (2)-
55.0
41.0
R
70.0 8.40 8.60 8.80 9.00 9.20
5000 ' m/z 56.85 56.54%
112.0
27.0
84.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7513: 4-Octene, (2)- A e
41.0 55.0 8.40 8.60 8.80 9.00 9.20
m/z 83.05 54.61%
5000 70.0
27.0 112.0
8+.0 ‘
PR | N O Tl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 29 (DEL) Alkane: Cyclic8.861 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.861 30.96 ug/L 4601460 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 93
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 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
Abundance Scan 2339 (8.861 min): VU052515.D\data.ms (-2330) (-) m/z 83.10 100.00%
55.0
5000
41.0
1121 R RmEEEELEEE
| 69.1 8.60 8.80 9.00 9.20
Obrprereprerepreelbereslbe el e e m/z 55.05 75.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000 L L L L B IR
41.0 oo 8.60 8.80 9.00 9.20
' m/z 82.10 47.09%
27.0 ‘ 60.0 ‘
OH‘\\H‘\\\H‘HHM‘\\\“\‘!!\‘H‘\ﬁiH\‘\“\1\\‘HH‘HH‘\‘\H‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7535: Cyclohexane, ethyl-
83.0
55.0 8.60 8.80 9.00 9.20
5000 m/z 41.00 34.90%
41.0
112.0
27.0 69.0
YN NS N P . S —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7536: Cyclohexane, ethyl- R
83.0 8.60 8.80 9.00 9.20
m/z 112.10 22.19%
55.0
5000
41.0
112.0
27.0 69.0
Y I vt 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 30 (DEL) Alkane: Cyclic8.922 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
8.922 10.92 ug/L 1622650 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 72
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 72

Abundance Scan 2358 (8.922 min): VU052515.D\data.ms (-2351) (-) m/z 111.10 100.00%
1111
69.1
5000 55.0
410 83'1 \\‘\\\\‘\\\\’\\\\‘\\\\‘
8.60 8.80 9.00 9.20
‘ ‘ 97.0 126.1
0 H_WWWMwM_W‘HH,‘JwMW‘JMW‘W m/z 69.10 82.17%
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 N S50 8b0500 050 |
83.0 : . : : o
m/z 55.00 47.37%
27.0 ‘
O H‘HH‘\H\‘\H\}HH\‘\H‘\‘H\‘\1\\\‘\"\}H‘HH"\\\\‘1\\\‘]-\2\}6\.‘()\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
T T TR
8.60 8.80 9.00 9.20
5000 41.0 55.0 m/Z 41.00 30.93%
83.0
270
Lol L ere | sz
0 H‘mwmWm"m‘HHWH“m,mwmwHmm‘umm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl- e e
111.0 8.60 8.80 9.00 9.20
69.0 m/z 56.10  24.11%
5000 410 >3O
270
0 \ ‘ M 97.0 ‘ 126.0
‘WH‘WH‘WH‘WH‘WH‘WHH‘HH,HH‘HH‘HHM‘HM‘HM“ R RSRREI
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 unknown-01 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
9.066 10.15 ug/L 1508810 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 4-Octyne 110 C8H14 001942-45-6 46
2 4-Nonyne 124 C9H1e6 020184-91-2 43
3 1,3-Hexadiene, 3-ethyl-2-methyl- 124 C9H1e6 061142-36-7 43
4 1-Methylcycloheptene 110 C8H14 055308-20-8 43
5 Cyclohexene, 1,6-dimethyl- 110 C8H14 001759-64-4 42

Abundance Scan 2403 (9.066 min): VU052515.D\data.ms (-2390) (-) m/z 67.00 100.00%
67.0
5000 81.0 95.1 109.1 M
R RREENERE AL
‘ ‘ H 124.1 8.80 9.00 9.20 9.40
0 ‘wHH,‘Ww‘,!“”;‘ulmw_m ol bl m/z 55,00 66.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6653: 4-Octyne
67.0
81.0
5000 41.0 T T T T T
110.0 8.80 9.00 9.20 9.40
27.0 m/z 41.00 51.15%
O ’\’1\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12118: 4-Nonyne
67.0
R A RRRRSRREEEESRLS LoR
8.80 9.00 9.20 9.40
5000 27.0 41.0 81.0 ITI/Z 69.05 49 ,53%
: 95.0
H‘ 109.0 124.0
0 ‘wHH,HMW‘:‘,1‘”‘}H‘mm‘ll‘_H;;!‘Hmww“w_luw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12225: 1,3-Hexadiene, 3-ethyl-2-methyl- A RERRRRARAEESSE S os
67.0 8.80 9.00 9.20 9.40
95.0 m/z 109.85 46.68%
5000 41.0 124.0
27.0 81.0 109.0
0,, e 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\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 32 (DEL) Alkane: Cyclic9.163 Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
9.163 5.07 ug/L 753845  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 93
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 93
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 90
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 80
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 80
Abundance Scan 2433 (9.163 min): VU052515.D\data.ms ( 2425) (-) m/z 69.05 100.00%
69.0 111.
55.0
5000 41.0
126.1
T
| M %4 1 8.80 9.00 9.20 9.40
0 m,mwwwi!Wu‘mw,h”wlh‘wm‘e‘_MHW,W,W m/z 111.10  94.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
55.0
5000 410 L L L L L B L O
126.0 8.80 9.00 9.20 9.40
' m/z 55.00 64.54%
27.0 ‘ ‘ ‘ 84.0
0 H\’\H\‘\HU‘HH‘“\H“\‘H‘\‘\H‘\’\H‘\‘NHH‘H\‘\‘\\H‘EH\’HH’\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13258: Cyclohexane, 1,2,4-trimethyl-
69.0
55.0 1110 T
8.80 9.00 9.20 9.40
5000 41.0 m/Z 41.00 42.97%
126.0
97.0
27.0 ‘ 83.0 ‘
0 m,mwmwm‘“m‘“H‘wm“,“mm‘mwuM‘mwlm,um,m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. T T T T
69.0 111.0 8.80 9.00 9.20 9.40
55.0 m/z 70.10 30.00%
41.0
5000
21.0 126.0
83.0
ob- 280 WMLl l o DL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

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

Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
9.330 7.92 ug/L 1176650  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 35
2 Undecane, 6-methyl- 170 C12H26 017302-33-9 14
3 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 14
4 Octane, 3-methyl- 128 C9H20 002216-33-3 14
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 11
Abundance Scan 2485 (9.330 min): VU052515.D\data.ms (-2470) (-) m/z 57.10 100.00%
57.1
5000
79.0
R e AR
39‘F | h gﬁ-l Loat 9.00 9.20 9.40 9.60
O e L RS m/z 41.00  31.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14528: Octane, 3-methyl-
57.0
5000 L B L B B
9.00 9.20 9.40 9.60
m/z 79.00 28.65%
29.0 98.0
[ PR AP
O\\\\‘\\\\“\\\ ‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #45497: Undecane, 6-methyl-
57.0
T T e
9.00 9.20 9.40 9.60
5000 m/z 43.00 26.66%
29.0 98.0
Oy Lol 4790, 1260 15201700
m/z--> 20 40 60 80 100 120 140 160
Abundance #22132: Heptane, 4-(1-methylethyl)-  EARmaEE e A
57.0 9.00 9.20 9.40 9.60
m/z 67.05 26.65%
5000
27.0 98.0
ob H 0770 “ 117.0 1420
e e e e e G T
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\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 Pentalene, octahydro-, cis- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
9.510 10.61 ug/L 1576760  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 91
2 Pentalene, octahydro- 110 C8H14 000694-72-4 87
3 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 78
4 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 78
5 Cyclopentene, 3-propyl- 110 C8H14 034067-75-9 58
Abundance Scan 2541 (9.510 min): VU052515.D\data.ms (-2534) (-) m/z 67.00 100.00%
67.0
82.1
5000
T \
41.0 540 9.50
L 91 T 4971
o vyl el e e T m/z 82.10 54.76%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6756: Pentalene, octahydro-, cis-
67.0
5000 82.0 —5 ‘
9.50
41.0 640 m/z 41.00 15.91%
110.0
“ \‘\ ‘ \‘\ 95\0 ‘
0\\‘\\H‘\\H‘HH‘H\\‘\H\‘\H\’\H\’\\H‘\\H‘HH‘H\\‘\H
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6709: Pentalene, octahydro-
67.0
T \
9.50
5000 82.0 m/z 39.00 13.80%
41.0
vt et e e e b e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6755: Pentalene, octahydro-, cis- o
67.0 9.50
m/z 68.00 13.74%
82.0
5000
41.0
54.0 110.0
i \“\ ”\ w‘\ 95.0
O e el et e e e —_—
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 35 (DEL) Alkane: Cyclicle.028 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
10.028 9.67 ug/L 1437830  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 70
2 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 64
3 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 58
4 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 53
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 52
Abundance Scan 2702 (10.028 mln) VU052515. D\datams(2689)( m/z 97.10 100.00%
55.0 97.
5000
41.0 69.1
126.1 U |
Ll L ) e o5
oH,‘m_m_m_Hwu‘HWwwuhmHH_memw m/z 55.05  99.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13289: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0
5000 I :
41.0 10.00
27.0 o
69.0 126.0 m/z 95.10  39.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-
55.0 97.0
T \
10.00
5000 m/z 41.00 33.76%
41.0
27.0 62.0 126.0
SR T T Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane T
55.0 97.0 10.00
m/z 69.10 28.73%
5000
41.0 69.0 126.0
27.0 ‘ ‘
byt L 880 | 10 oA
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\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 36 Pentalene, octahydro-2-methyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
10.269 11.79 ug/L 1752940 Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 60
2 Cis-bicyclo[4.2.0]octane 110 C8H14 028282-35-1 47
3 Ethylidenecyclobutane 82 C6H10 001528-21-8 46
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 43
5 2-Cyclohexen-1-one, 4,5-dimethyl- 124 C8H120 005715-25-3 43

Abundance Scan 2777 (10.269 min): VU052515.D\data.ms (-2770) (- | m/z 67.00 100.00%
67.0 g1.0
5000
96.1
41.0 —— o
| S‘T-O ‘ | 1091 1241 10.00 1050
0ol el T L1400 s 8105 85.60%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12214: Pentalene, octahydro-2-methyl-
81.0
67.0
41.0
5000 — e
96.0 10.00 10.50
54.0 m/z 82.10 74.31%
‘H | 109.0 1240
O \‘H\}“!‘\H“H\}‘\‘Hw\“\\\‘\u ‘\H“H‘\‘\‘\\H“\H\‘\!\\‘\H\‘H\\‘
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6724: Cis-bicyclo[4.2.0]octane
67.0 82.0
== N
540 10.00 10.50 .
5000 m/z 96.10 31.667%
95.0 110.0
0 Wm‘HH,‘Mm,ml“,um‘; ‘m‘u‘u_mlmwm‘mwm‘
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1386: Ethylidenecyclobutane T T
67.0 10.00 10.50
54.0 m/z 68.00 21.10%
82.0
5000
41.0
O el el e — —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 37 (DEL) Alkane: Cyclicle.356 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
10.356 10.58 ug/L 1572670  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 53
Abundance Scan 2804 (10.356 min): VU052515.D\data.ms (-2793) (- | m/z 83.10 100.00%
55.0 83.1
5000
3900 126.1 N —r—
10.00 10.50
| S “;H‘ m”!u H‘ Al mjz ss.e0 89.81%
miz-> 20 40 60 80 100 120 140
Abundance #13203: Cyclohexane, propyl-
83.0
55.0
5000 — s
10.00 10.50
m/z 82.05 67.59%
39.0 126.0
O \\\‘\H\ \“H\ T \“!“ \‘H‘\ \“‘1 T \g\‘8.‘0\ LI ‘ T T ‘\
miz-> 20 40 60 80 100 120 140
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
== i
10.00 10.50
5000 m/z 41.00 51.20%
39.0 126.0
o120 H “;”‘ “M‘ “:‘u ol 980 L
miz--> 20 40 60 80 100 120 140
Abundance #13201: Cyclohexane, propyl- “ T
83.0 10.00 10.50
55.0 m/z 67.00 35.93%
5000
126.0
29.0
oM_HH‘NMm‘l‘_‘:‘mp!”g?"o‘m_uw‘ s %t
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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, propyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.902  12.38 ug/L 4164410 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16C1N 013622-43-0 72
Abundance Scan 2974 (10.902 min): VU052515.D\data.ms (-2962) (- | m/z 91.00 100.00%
91.0
— .
510 12L 1 10.50 11.00
ob b A2 1930 24912811 /5 170,05  21.28%
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000
10.50 11.00
m/z 65.00 10.84%
%9 | w0
O\\‘\\‘i\‘\‘\‘\“\\‘\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0
10.50 11.00
5000 m/z 92.00 10.39%
390 | 1210
ol e e
miz--> 50 100 150 200 250
Abundance #10699: Benzene, propyl- — e
91.0 10.50 11.00
m/z 78.00 6.48%
5000
0 39\.0\ L ‘ \12L"0 JL
T T T T ‘ T ‘\ T ‘ T \‘ T T ‘ T T T ‘ T T T ‘ T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 39 Benzene, 1l-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.996 47.52 ug/L 15984800 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
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 3003 (10.996 min): VU052515.D\data.ms (-2991) (- | m/z 105.10 100.00%
105.1
5000
120.1
N
39.0 ) :
7
Ok STl L 1400 hss 106,10 36.26%
miz-> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 T T /\M T /\\ T
1200 11.00
m/z 77.00 12.66%
77.0
39.0
0 \1\8‘0\ T \“‘\ \‘\5\9“-9\‘\ T \M‘ T \M T “1‘\ \‘\““\ L
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
A
11.00
5000 m/z 91.00 12.61%
120.0
39.0 77.0
0 ““‘M"M“Wg%MU"““Ji“ﬁ“uw“““‘
m/iz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl- —
105.0 11.00
m/z 106.05 8.68%
5000
120.0
77.0
olase 30 o 0 4 j\/\ e
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 40 Benzene, 1l-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.288 19.83 ug/L 6671650 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3094 (11.288 min): VU052515.D\data.ms (-3083) (- | m/z 105.10 100.00%
105.1
5000
120.1 A
— e
77.0 11.00 11.50
39.0 .
Ol aBT8 L 1400 0016 20,52
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 AM A -
120.0 11.00 11.50
m/z 77.00 12.79%
39.0 77.0
0 T \‘\ T \“‘\ \“1‘5\?“9\‘\ T \““ T \‘1 T ‘H‘\ \‘\“‘\ 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 12.07%
120.0
77.0
oltso . B0 .m0 il b
m/iz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 11.00 11.50
m/z 79.00 9.40%
5000
700 120.0
39.0 63.0 H
) S T Y | O R
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\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 42 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.893  31.13 ug/L 10471400 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Mesitylene 120 C9H12 000108-67-8 93
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3282 (11.893 min): VU052515.D\data.ms (-3269) (- | m/z 105.10 100.00%
105.1
5000 j\ j\
B | WV
77.0
39.0 11.50 12.00
57. 121.1
o SN W 1 M S — ﬁu 1461 n/z 120.05  41.48%
miz-> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 —— ]\ —
11.50 12.00
770 m/z 77.00 13.21%
51.0 '
0 \\\‘2\7\.0\\"\\“}‘\”“\‘\\\‘H‘\\‘\\‘M‘\\]‘_\“‘]-\.()\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
11.50 12.00
5000 m/z 91.00 10.03%
39.0 77.0 121.0
oL 80 w29l
miz--> 20 40 60 80 100 120 140
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 11.50 12.00
m/z 119.10 9.53%
5000
28.0 77.0
Ly e
Y SSSUPRS S RN R | N N | s
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 43 Benzene, 1,2-diethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.092  13.27 ug/L 4463890 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 90
2 Deltacyclene 118 C9H1e 007785-10-6 83
3 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 80
4 Benzene, l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 60
5 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 60
Abundance Scan 3344 (12.092 min): VU052515.D\data.ms (-3328) (- | m/z 117.05 100.00%
117.1
5000 91.0 1341
| 51\10\ 1749 4L 1|l 152.2 =
Ol Ll M A9 m/z 105,05 97.88%
m/z--> 20 40 60 80 100 120 140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
12.00
77.0 m/z 119.10 94.34%
39.0 ‘
0 \1\5‘\-?\‘\‘\ \““\ \‘EZ.‘Q‘{‘\ \‘1”‘ i “‘\‘\ \‘}M i T
miz-> 20 40 60 80 100 120 140
Abundance #10184: Deltacyclene
117.0
12.00
5000 m/z 118.10 52.58%
39.0 91.0
65.0 ‘
0 “‘““H}‘WMJNJ“N“Wi‘ﬂ“‘h““““‘
miz--> 20 40 60 80 100 120 140 /V\/\
Abundance #10191: Benzene, 2-propenyl- ‘/V\T ‘ ‘
117.0 12.00
m/z 134.05 42.44%
5000
91.0
51.0
0 H"%?Q‘M‘Jhwum7ﬁ}‘wh“&“lu‘“““‘
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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-2-propyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.121  11.90 ug/L 4004210 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1-methyl-2-propyl- 134 CleH14 001074-17-5 91
2 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 91
3 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 90
4 Benzene, 1l-methyl-4-propyl- 134 CleH14 001074-55-1 90
5 Benzene, 1-methyl-2-propyl- 134 CleH14 001074-17-5 90
Abundance Scan 3353 (12.121 min): VU052515.D\data.ms (-3349) (- | m/z 105.10 100.00%
105.1
5000
134.1
39.0 77.0 12.00 12.50
b 380, L 1841 g 134,05 19.52%
miz-> 20 40 60 80 100 120 140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
5000
12.00 12.50
134.0 m/z 106.10  14.12%
77.0
0 T \J-\S\.(‘)\‘\ \:3\9“"0\\??.9\‘\ T \H‘ T \M T ‘H‘\ T \“ T \‘\ ‘ T T 1
miz-> 20 40 60 80 100 120 140
Abundance #17049: Benzene, 1-methyl-4-propyl-
105.0
5 5
12.00 12.50
5000 m/z 77.00 10.59%
134.0
oL 150 390 570 710 ‘
e
miz--> 20 40 60 80 100 120 140
Abundance #17056: Benzene, 1-methyl-2-propyl-
105.0 12.00 12.50
m/z 79.00 6.96%
5000
134.0
210 519 770
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49

Operator JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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 46 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
12.462 12.40 ug/L 4171450 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 95
4 o-Cymene 134 CleH14 000527-84-4 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3459 (12.462 min): VU052515.D\data.ms (-3447) (- | m/z 119.10 100.00%
119.1
5000 !
oo 12.50
39.0 65.0 :
Y A POV I ‘ - L A ART0 m/z 134.05  31.25%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.50
m/z 91.00 17.92%
91.0
15.0 39‘ 0 650 [
O\‘\\\‘\’\‘\\\“\\“M\‘\\\\‘\\\\‘\\‘\‘l\\\”\‘\\\\
miz--> 0 20 60 80 100 120 140
Abundance #17087. Benzene, 2-ethyl-1,4-dimethyl-
119.0
T
12.50
5000 m/z 105.05 13.86%
91.0
39.0 650 ‘
P il | N N
m/iz--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 12.50
m/z 77.00 10.45%
5000
91.0
39.0 65.0
P dodod L SV
m/z--> 0 20 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49

Operator JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 p-Cymene Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
12.491 10.51 ug/L 3536840 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 p-Cymene 134 CleH14 000099-87-6 95
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
3 o-Cymene 134 CleHi4 000527-84-4 94
4 p-Cymene 134 CleHi4 000099-87-6 91
5 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 91

Abundance Scan 3468 (12.491 min): VU052515.D\data.ms (-3464) (- | m/z 119.10 100.00%
119.1
5000 /
91.0
12.50
39.0 65.0
) S FaS Y S i i il 23601541 s 134 05 23.38%
m/z--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0
5000
12.50
91.0 m/z 91.00 13.02%
410 650 :l
[ T i \"‘\ ey “\‘\ T \‘”‘ T ‘W\ \‘\w T \1\‘\6.‘0\ T
miz-> 20 40 60 80 100 120 140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
T
12.50
5000 m/z 120.10 9.72%
91.0
ol 50 200 L 00 L a0
miz--> 20 40 60 80 100 120 140
Abundance #16997: 0-Cymene
119.0 12.50
m/z 77.00 8.26%
5000
91.0
410 65.0
0\\\‘H\HM“\\WML\JW\\MWW\\Wl\HH]\\\\\ =T
m/z--> 20 40 60 80 100 120 140 12.50

SFAMUTR122022WMA.M Wed Dec 28 14:32:13 2022

Page: 44



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 48 o-Cymene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.568 21.44 ug/L 7212870 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 o-Cymene 134 CleH14 000527-84-4 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 o-Cymene 134 CleH14 000527-84-4 97
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 p-Cymene 134 CleH14 000099-87-6 95
Abundance Scan 3492 (12.568 min): VU052515.D\data.ms (-3480) (- | m/z 119.10 100.00%
119.1
5000 |
91.0
300 650 | g0 12.50
o m/z 134.05  28.20%
miz-> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
5000
12.50
91.0 m/z 91.00 16.46%
41.0 65.0 4
O T I “\“ \‘\ \H“\‘\ T \‘”‘ T ‘W\ \‘iw T \1\‘\6.‘0\ T
miz-> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
T \
12.50
5000 m/z 120.10 9.79%
91.0
150 390 450 |
ol b sl )l 1360
miz--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0 12.50
m/z 77.00 9.43%
5000
91.0
o d50 TP %0 L 1m0 U
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\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 Indan, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.677  23.44 ug/L 7883970 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 83
4 Benzene, (2-methyl-1-propenyl)- 132 C1leH12 000768-49-0 83
5 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 83
Abundance Scan 3526 (12.677 min): VU052515.D\data.ms (-3515) (- | m/z 117.05 100.00%
117.1
/\ T ‘ T T ‘ T
91.0
51.0 143. L 12.50 13.00
| I - 1 sl 251491 sz 115,00 31.29%
m/z--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
11v.0
5000
12.50 13.00
200 910 m/z 132.05 26.82%
© 50 | ‘\ 138.0
O\\\‘\‘\\\‘\\‘\‘\“H\\\“\\‘\\‘\\\‘\‘\V\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
12.50 13.00
5000 m/z 91.00 14.62%
91.0
27.0 51"0 L7AD \ 133.0
-1t e
m/iz--> 20 40 60 80 100 120 140
Abundance #16137: 1-Methyl-2-phenylcyclopropane o —
117.0 12.50 13.00
m/z 118.05 9.70%
5000
91.0
ol 20, 0 ymap e L WL L
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\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49

Operator JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 51 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 45

R.T. EstConc Area Relative to ISTD R.T.
12.873 7.33 ug/L 2464980 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 96
3 p-Cymene 134 CleH14 000099-87-6 95
4 o-Cymene 134 CleH14 000527-84-4 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3587 (12.873 min): VU052515.D\data.ms (-3575) (- | m/z 119.10 100.00%
119.1
5000 !
91.0
39.0 650 1351 12.50 13.00
O e i gt et R 7 13400 29.13%
m/z--> 20 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 L o AT
12.50 13.00
9L.0 m/z 91.0 19.26%
65.0
0 \1\5\.9 -l \3\9“‘0\ \“”\ ,“1‘\ T i‘H‘ T “H“\ \Ml T 135.0 T
miz-> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
- .
12.50 13.00
5000 m/z 105.05 10.43%
91.0
P IELTe P N YW L
m/iz--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0 12.50 13.00
m/z 77.00 10.35%
5000
91.0
m/z--> 20 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49

Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 52 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.970  14.11 ug/L 4745870 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96

Abundance Scan 3617 (12.970 min): VU052515.D\data.ms (-3599) (- | m/z 119.10 100.00%
119.1
5000 |
91.0
39.0 650 ‘ 148.1 13.00
OF o b b i W B8 7 134,05 46.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 IR
13.00
m/z 91.00 16.57%
41.0 91.0
0 \1\5\-(‘)\‘\ T \“"\ \‘\‘\‘6?.\0\ \““ TT T “}‘\ \‘\“l T \M\ LB B
miz--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
T
13.00
5000 m/z 120.10 10.00%
91.0
15 39.0 650 |
0 \H}\H\\W\WH‘WM\M‘H\\‘W\WWL\JM‘\\\W\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 13.00
m/z 133.00 9.11%
5000
91.0
39.0 65.0
0 E%?\MHMUNW\NU\$\HL\‘W\AW\\MW\\\\‘H\ e
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49

Operator JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 53 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.021 21.16 ug/L 7117710  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95

Abundance Scan 3633 (13.021 min): VU052515.D\data.ms (-3625) (- | m/z 119.10 100.00%
119.1
5000
91.1
390 650 ‘ 13.00
Y S S A PR RSP 1} - S m/z 134.05 43.59%
m/z--> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 !
13.00
m/z 91.10 15.98%
41.0 91.0
Ot \5\.9 I \“‘.\ \‘\‘ T ‘6?\0\ \““ T ‘W\ \‘\“l T \l\ ‘\6‘0\ T
miz-> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
T \
13.00
5000 m/z 120.10 9.83%
91.0
39.0 65.0
s R S [ X
miz--> 20 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 13.00
m/z 77.00 9.00%
5000
91.0
41.0 630 | L
] R R R S SARY
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\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 55 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.288 15.83 ug/L 5325950 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 91
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
Abundance Scan 3716 (13.288 min): VU052515.D\data.ms (-3708) (- | m/z 117.10 100.00%
1171
e —
51.0 91‘-0 ‘ ‘ 13.00 13.50
O byt 29820690y 132,05 37.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 —— A o
13.00 13.50
o 910 m/z 115.00  25.69%
0 \\\‘2\7\\0\“\\“\\“\‘\\\“\\‘!\‘\\\H‘\W\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
e —
13.00 13.50
5000 m/z 131.05 16.14%
1.
300 650 ° | 0 ‘
0 ‘H‘m“W“H“l“w‘H"m1‘_w‘m‘mwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- ~/\‘ = T
117.0 13.00 13.50
m/z 91.00 13.36%
5000
91.0
51.0
270~ ‘ ‘
0"wmwH‘U‘“‘mwu"m“‘m‘_‘UH_m‘mwmwm e —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 57 1-Phenyl-1-butene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.449 39.03 ug/L 13129900 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 86
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 64
4 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 64
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 64
Abundance Scan 3766 (13.449 min): VU052515.D\data.ms (-3756) (- | m/z 117.10 100.00%
117.1
91.0 1341 A
390 650 ‘ | 13.50
ob bl b b gl 1822 11006 6932
miz--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
11v.0
5000
910 13.50
L m/z 132.05  34.20%
51.0 ‘
0 ‘2\7‘\‘9 T “‘\ \“1”\ “‘1‘ \7\4“‘1P‘ bt ‘HU‘\ T H‘ \J\.‘\A\.‘O\ LA
m/z--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0
13.50
5000 m/z 115.00 30.10%
91.0
39.0 ‘
65.0
0 ‘W“JM‘“u‘W“NH‘N;‘MNHIM‘%MQ?““““
m/z--> 20 40 60 80 100 120 140 160
Abundance #16118: Benzene, 2-butenyl- T
117.0 13.50
m/z 134.05  28.47%
91.0
5000
39.0 6.0
I ﬂ‘ Wh I MM el ‘\ ul
O bbb b b e bl e A
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 60 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
13.619 6.50 ug/L 2186420 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 92
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 83
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 50

Abundance Scan 3819 (13.619 min): VU052515.D\data.ms (-3810) (- | m/z 104.05 100.00%
104.1
5000 132.0
51‘-0 71-0 | 13.50 14.00
O el 1681 a1 e 46.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 — N e
13.50 14.00
m/z 132.00 45.30%
27.0 | 510 78.0 ) /
O\ T \‘\ ‘ \“} T \“‘1\ \"‘H‘\ \H‘\H“ T \‘} T ‘M\ \h ‘ \‘1“\‘\ ‘ LI ‘ T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
1320 13.50 14.00
5000 ITI/Z 115.00 41.82%
270 51.0 78.0 H ‘
Y e SR PP Y N S
m/z--> 20 40 60 80 100 120 140 160
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro- — —r=
104.0 13.50 14.00
m/z 130.00 29.79%
5000 132.0
78.0
280 510 | |
\‘ | ‘ \‘u | \m m‘\ L \‘ \M\
O el b
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 62 Benzene, (3-methyl-2-butenyl)- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
13.780 9.38 ug/L 3156350 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91

Abundance Scan 3869 (13.780 min): VU052515.D\data.ms (-3860) (- | m/z 131.05 100.00%
131.1
- NMM
P i
91.0
Ol e e 20 3530 m/z 146.05  23.77%
miz--> 20 40 60 80 100 120 140 160
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000
13.50 14.00
39.0 m/z 115.80  16.30%
N
, 13)0
O\\H‘\H‘ H‘\\\“1\\”1“\\‘1\‘%\!4‘\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
r A
13.50 14.00
5000 m/z 129.00 15.04%
39.0 g4 910
O bbbty b AL3O L 1690
m/z--> 20 40 60 80 100 120 140 160
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- . —F
131.0 13.50 14.00
m/z 91.00 12.92%
5000
27.0 51.0 91.0
omw“‘H‘_u‘m““7‘1“9“”“‘1‘#‘*AMW‘MHW A AV
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 63 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.835 13.69 ug/L 4605230 1,4-Dichlorobenzene-d4 11.809
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 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 86
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 86
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 64
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
Abundance Scan 3886 (13.835 min): VU052515. D\data ms (-3877) (- | m/z 131.05 100.00%
131.
5000
91.0 N
A —
51.0 ? q ‘ # w1601 13.50 14.00
Ol R #1088 ] L2002 1818 7 133,05 95.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 = ALY
13.50 14.00
m/z 146.05 37.09%
39.0 91.0
63.0
O\\\\‘\‘\\\“\\‘\\‘WW‘\\“\f‘\\‘J\W]\-]\-MO‘\M\‘}“\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
13.50 14.00
5000 m/z 91.00 27 .85%
27.0 51.0 91.0
R O SO
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- — =
131.0 13.50 14.00
m/z 115.00 27.40%
5000
91.0 ‘
39.0
64.0
I 0 CON V1S R WA
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\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 65 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.938 11.85 ug/L 3987060 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
3 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 91

Abundance Scan 3918 (13.938 min): VU052515.D\data.ms (-3912) (- | m/z 131.05 100.00%

131.1
5000
.

91.0
14.00
64.3
39'0\ T ‘ ul h‘ M ) 162.2 207.2 m/z 146.05 25.82%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000

m/z 115.00 17.12%

39.0 640 91.0
\‘\‘\H“‘H“i‘\““\‘\ \“H‘H“\‘HH,\‘U‘!\H“\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0

o

o

14.00
5000 m/z 91.00 14.41%
91.0
51.0 ‘ |
0Wm_“m‘:hu‘h_m“1‘”1‘,&”‘1‘,““H_m_m_m

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl- —r=
131.0 14.00

m/z 132.05 11.04%

5000
91.0
27'0\51\'0 L h 1 ‘
) Bk PN ROV RN T | S

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49

Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 66 Azulene Concentration Rank 36

R.T EstConc Area Relative to ISTD R.T.
14.082 10.12 ug/L 3402770 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Naphthalene 128 C10H8 000091-20-3 93
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3963 (14.082 min): VU052515.D\data.ms (-3949) (- | m/z 128.00 100.00%
128.0
5000
51.0 7409 1020 | 14.00
o380 b L1491 7 127,10 12.98%
m/z--> 20 40 60 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000
14.00
m/z 129.05 10.03%
51.0 75.0 102.0 ‘ ‘
O‘\\\\‘\\“\\‘W\\HU“\\\\“‘\\\\‘\‘\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #13683: Naphthalene
128.0
T \
14.00
5000 m/z 51.00 8.91%
A T e N
miz--> 20 40 60 80 100 120 140
Abundance #13685: Naphthalene "
128.0 14.00
m/z 102.00 8.88%
5000
64.0
I R e
m/z--> 20 40 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 70 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
14.664 8.48 ug/L 2853630 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 93
5 Benzene, (1,2-dimethyl-1- propenyl)- 146 C11H14 000769-57-3 90

Abundance Scan 4144 (14.664 min): VU052515.D\data.ms (-4133) (- | m/z 131.00 100.00%

131.0
5000

510 ‘ 1601 1450 15.00
o‘Hww_mwuw,mwH‘U‘_Mw“MHJW_HEQ§‘§ m/z 146.05  31.10%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 YA AW

14.50 15.00
m/z 115.00  19.87%

270 510
O\\\\‘\‘\\\“\\“\‘\“U\‘\\"\\\\‘\\\‘1“\M\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0

14.50 15.00
5000 m/z 145.05 18.02%
390 650 910 |
0*Hw”w”‘w”*‘*“w“‘wH*h“www‘mw”w”w”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- e —I—
131.0 14.50 15.00

m/z 91.00 14.90%

39.0 91 0
L \63\\\ L] | \M ‘ : : ‘

0‘H“HH“m‘uu,uu‘mw R R SR — ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 74 Naphthalene, 2-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
15.217 13.10 ug/L 4407440 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 2-methyl- 142 Cl11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 Cl11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95
5 Naphthalene, 2-methyl- 142 Cl11H1e 000091-57-6 94
Abundance Scan 4316 (15.217 min): VU052515.D\data.ms (-4302) (- | m/z 142.00 100.00%
142.0
5000
70.8 1500 1550
9.0 113.0
Ol 0 Il 17612070 2810 u5 141,00 86.09%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 — —
1500 1550
m/z 115.0 32.69%
0270 ueﬁ?u 113.0 H
’HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
1500 1550
5000 m/z 143.0 11.38%
02,7-063°11l°
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0 1500 1550
m/z 139.0 10.78%
5000
| 300 710 nlo |
e e e e e e e — —
m/z--> 20 40 60 80 100120140160180200220240260280 1500 1550
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 75 Naphthalene, 1-methyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
15.404 10.36 ug/L 3486030 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 1-methyl- 142 C1l1H1ie 000090-12-0 96
2 Naphthalene, 2-methyl- 142 Cl11H1e 000091-57-6 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95
5 Naphthalene, 2-methyl- 142 Cl11H1e 000091-57-6 94
Abundance Scan 4374 (15.404 min): VU052515.D\data.ms (-4363) (- | m/z 142.05 100.00%
142.1
- M
630 1,4, , 15.50
Ot i v 172:2. 2069 2810 y/s 141 00 88.40%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000
1550
m/z 115.00  34.88%
O2’\7\\(\)‘\\“\?‘3“\\(i”\‘\\H‘]T]\.\‘M(\)\HUHH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
1550
5000 m/z 143.00 11.35%
o270 30 11l0 I
A ma L A R e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0 1550
m/z 139.00 11.09%
5000
| 300 70 nlo |
e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 1550
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49

Operator JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

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

TIC Library
TIC Integration Parameters:

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

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

Peak Number 77 Naphthalene, 1,6-dimethyl- Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
16.256 8.90 ug/L 2994920 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98

Abundance Scan 4639 (16.256 min): VU052515 D\data.ms (-4625) (- = m/z 156.10 100.00%
56.1
5000 U
w00 10 11‘50‘ 16.00 16.50
ol Ak L) M‘ 1882  28LU n/z 141.00  67.21%
miz--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000 —— ——
16.00 16.50
115.0 ITI/Z 155.10 34.50%
O T T ‘\39\ “ \“‘ \“H‘\ H\ ‘ \“\ ““\ U M\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 200 250
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
16.00 16.50
5000 m/z 115.00 14.93%
115.0 m
39.0 '
oL I \‘ \‘\ \\\H\‘ ul, T ““\“\‘ U L P P
miz--> 50 100 150 200 250
Abundance #33162: Naphthalene, 1,6-dimethyl- e —
156.0 16.00 16.50
m/z 128.00  14.46%
5000
77.0 115.0 \[Jﬂ
oL——2% b il AVPATAN VS
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 78 Naphthalene, 2,3-dimethyl- Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
16.404 8.55 ug/L 2877690  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97

Abundance Scan 4685 (16.404 min): VU052515.D\data.ms (-4674) (- | m/z 156.05 100.00%
156.1
5000
115.0
510 760 | 16.50
[ up‘luh“”‘w‘“um,u““‘H‘H‘w_m}g?r;_m m/z 141.00  85.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 L
16.50
115.0 m/z 155.10 28.66%
76.0 ‘
51.0
O \\\‘2\7‘\.9\“\\“\ \“‘h‘\‘\”!h‘\‘\‘\\“\\\}’\“‘1‘\\“‘\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0
——
16.50
5000 m/z 115.00  19.51%
76.0 115.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl- —
156.0 16.50
m/z 128.00 15.85%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52515.D

Acqg On : 23 Dec 2022 00:49
Operator : JC/MD

Sample : N6170-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 37 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S.. 1.359 2.6 ug/L 1246610 1 6.247 2365820 5.0
(DEL) Alkane: S.. 1.996 3.3 ug/L 1574320 1 6.247 2365820 5.0
(DEL) Alkane: S.. 2.205 5.0 ug/L 2355930 1 6.247 2365820 5.0
(DEL) Alkane: S.. 3.083 12.2 wug/L 5758820 1 6.247 2365820 5.0
(DEL) Alkane: S.. 3.697 15.0 ug/L 7104880 1 6.247 2365820 5.0
(DEL) Alkane: C.. 4.530 19.0 wug/L 8992590 1 6.247 2365820 5.0
(DEL) Alkane: S.. 5.459 4.8 ug/L 2261060 1 6.247 2365820 5.0
(DEL) Alkane: S.. 5.591 9.8 ug/L 4630250 1 6.247 2365820 5.0
(DEL) Alkane: C.. 5.848 10.5 ug/L 4952910 1 6.247 2365820 5.0
(DEL) Alkane: C.. 5.919 9.3 wug/L 4398000 1 6.247 2365820 5.0
(DEL) Alkane: C.. 5.986 16.8 ug/L 7955790 1 6.247 2365820 5.0
(DEL) Alkane: S.. 6.131 14.7 wug/L 6955200 1 6.247 2365820 5.0
(DEL) Alkane: C.. 6.980 7.1 ug/L 3343910 1 6.247 2365820 5.0
(DEL) Alkane: C.. 7.070 4.0 ug/L 1880810 1 6.247 2365820 5.0
(DEL) Alkane: C.. 7.234 6.3 ug/L 2999050 1 6.247 2365820 5.0
(DEL) Alkane: S.. 7.494 2.6 ug/L 1211180 1 6.247 2365820 5.0
(DEL) Alkane: C.. 8.028 14.7 ug/L 2180450 2 9.414 743182 5.0
(DEL) Alkane: S.. 8.095 5.3 ug/L 785898 2 9.414 743182 5.0
(DEL) Alkane: C.. 8.240 31.0 ug/L 4610720 2 9.414 743182 5.0
(DEL) Alkane: C... 8.366 14.8 wug/L 2206310 2 9.414 743182 5.0
1,3-Dimethyl-1-... 8.407 14.0 wug/L 2075320 2 9.414 743182 5.0
Cyclohexene, 3,... 8.742 5.3 ug/L 792578 2 9.414 743182 5.0
(DEL) Alkane: C... 8.803 15.2 ug/L 2255070 2 9.414 743182 5.0
(DEL) Alkane: C... 8.861 31.0 ug/L 4601460 2 9.414 743182 5.0
(DEL) Alkane: C... 8.922 10.9 ug/L 1622650 2 9.414 743182 5.0
unknown-01 9.066 10.2 wug/L 1508810 2 9.414 743182 5.0
(DEL) Alkane: C... 9.163 5.1 ug/L 753845 2 9.414 743182 5.0
(DEL) Alkane: S... 9.330 7.9 ug/L 1176650 2  9.414 743182 5.0
Pentalene, octa... 9.510 10.6 ug/L 1576760 2 9.414 743182 5.0
(DEL) Alkane: C... 10.028 9.7 wug/L 1437830 2 9.414 743182 5.0
Pentalene, octa... 10.269 11.8 wug/L 1752940 2 9.414 743182 5.0
(DEL) Alkane: C... 10.356 10.6 ug/L 15726706 2 9.414 743182 5.0
Benzene, propyl- 10.902 12.4 ug/L 4164410 3 11.809 1682010 5.0
Benzene, 1l-ethy... 10.996 47.5 ug/L 15984800 3 11.809 1682010 5.0
Benzene, 1-ethy... 11.288 19.8 ug/L 6671650 3 11.809 1682010 5.0
Benzene, 1,2,3-... 11.893 31.1 ug/L 10471400 3 11.809 1682010 5.0
Benzene, 1,2-di... 12.092 13.3 ug/L 4463890 3 11.809 1682010 5.0
Benzene, 1-meth... 12.121 11.9 wug/L 4004210 3 11.809 1682010 5.0
Benzene, 2-ethy... 12.462 12.4 ug/L 4171450 3 11.809 1682010 5.0
p-Cymene 12.491 10.5 wug/L 3536840 3 11.809 1682010 5.0
o-Cymene 12.568 21.4 ug/L 7212870 3 11.809 1682010 5.0
Indan, 1-methyl- 12.677 23.4 wug/L 7883970 3 11.809 1682010 5.0
Benzene, 4-ethy... 12.873 7.3 ug/L 2464980 3 11.809 1682010 5.0
Benzene, 1,2,3,... 12.970 14.1 ug/L 4745870 3 11.809 1682010 5.0
Benzene, 1,2,3,... 13.021 21.2 wug/L 71177106 3 11.809 1682010 5.0
Benzene, 1l-ethe... 13.288 15.8 wug/L 5325950 3 11.809 1682010 5.0
1-Phenyl-1-butene 13.449 39.0 ug/L 13129900 3 11.809 1682010 5.0
Naphthalene, 1,... 13.619 6.5 ug/L 2186420 3 11.809 1682010 5.0
Benzene, (3-met... 13.780 9.4 wug/L 3156350 3 11.809 1682010 5.0
1H-Indene, 2,3-... 13.835 13.7 wug/L 4605230 3 11.809 1682010 5.0
1H-Indene, 2,3-... 13.938 11.9 ug/L 3987060 3 11.809 1682010 5.0
Azulene 14.082 10.1 wug/L 3402770 3 11.809 1682010 5.0
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1H-Indene, 2,3-...
Naphthalene, 2-...
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