LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acqg On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 22 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@52572.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 12 rVB 19248 16601 1.53% 0.120%
2 1.600 71 81 95 rVB 79053 97761 8.98% 0.707%
3 1.916 176 179 195 rBV 75182 102598 9.43% 0.742%
4 1.996 198 204 215 rVB2 11734 15986 1.47% ©.116%
5 2.205 261 269 284 rVB4 16255 27118 2.49% 0.196%
6 2.568 369 382 397 rBV 126262 205953 18.92%  1.490%
7 3.044 517 530 539 rBV 60457 126047 11.58% 0.912%
8 3.356 614 627 644 rVB5 30548 64708 5.95% 0.468%
9 3.700 720 734 751 rVB3 29805 66854 6.14% 0.484%
10 4.530 977 992 1010 rVB2 44697 106999 9.83% 0.774%
11  4.658 1010 1032 1065 rBV3 209156 726421 66.74%  5.255%
12 5.060 1140 1157 1180 rBV 136920 308418 28.34% 2.231%
13 5.176 1183 1193 1206 rVB5 8682 18525 1.70% 0.134%
14  5.382 1237 1257 1271 rBV4 54866 140238 12.89% 1.014%
15 5.456 1273 1280 1295 rVB5 8035 19361 1.78% ©0.140%
16 5.587 1305 1321 1330 rBV4 20779 44379 4.08% ©0.321%
17 5.722 1343 1363 1383 rBV2 278383 729044 66.99% 5.274%
18 5.845 1389 1401 1412 rBV4 24203 51155 4.70% 0.370%
19 5.919 1412 1424 1433 rVV6 22292 48873 4.49% 0.354%
20 5.983 1433 1444 1460 rVB3 36424 79705 7.32% 0.577%
21  6.131 1476 1490 1502 rBV2 39696 75885 6.97%  0.549%
22 6.247 1513 1526 1548 rBV 235737 489674 44.99% 3.542%
23 6.565 1603 1625 1641 rBV6 12304 35357 3.25% ©.256%
24  6.687 1649 1663 1673 rBV 187735 374456 34.41%  2.709%
25 6.758 1675 1685 1704 rVB2 149426 326139 29.97%  2.359%
26 6.980 1741 1754 1764 rVB2 23897 44017 4.04% 0.318%
27 7.070 1772 1782 1793 rVB2 9592 18550 1.70% 0.134%
28 7.237 1824 1834 1851 rVB8 15019 34818 3.20% 0.252%
29 7.394 1871 1883 1891 rBV3 17527 33605 3.09% 0.243%
30 7.443 1891 1898 1907 rVV3 9109 19160 1.76% 0.139%
31 7.494 1907 1914 1922 rVWW5 11015 18499 1.70% 0.134%
32 7.562 1923 1935 1956 rVB2 90509 171214 15.73% 1.239%
33 7.755 1984 1995 2014 rVB4 31436 61101 5.61% 0.442%
34 7.854 2014 2026 2028 rBV3 32841 49604 4.56% ©.359%
35 7.893 2029 2038 2055 rVB 326399 569924 52.37% 4.123%
36 8.025 2069 2079 2085 rBV6 10530 21827 2.01% ©.158%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acqg On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 22 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 8.127 21e6 2111 2117 rVV2 11269 16422 1.51% 0.119%
38 8.176 2117 2126 2136 rVV 53221 90724 8.34% 0.656%
39 8.237 2136 2145 2159 rVB4 29621 63678 5.85% 0.461%
40 8.362 2174 2184 2190 rBV5 14969 26563 2.44% 0.192%
41  8.404 2191 2197 2209 rVB2 17156 30176  2.77% 0.218%
42 8.465 2209 2216 2235 rVB4 6529 15225 1.40% 0.110%
43  8.632 2249 2268 2286 rBV 571415 1088356 100.00% 7.873%
44  8.800 2310 2320 2329 rVB9 16679 38907 3.57% 0.281%
45  8.861 2329 2339 2351 rVV3 36325 67841 6.23% 0.491%
46  8.922 2352 2358 2368 rVB3 12044 18322 1.68% ©0.133%
47  9.073 2391 2405 2414 rBV9 9777 21486 1.97% ©.155%
48 9.330 2470 2485 2498 rVB10O 7667 18561 1.71% 0.134%
49 9.414 2498 2511 2532 rBV 328833 567055 52.10% 4.102%
50 9.510 2533 2541 2551 rVB5 12639 24759 2.27% 0.179%
51 9.568 2551 2559 2571 rVB 21892 36312 3.34% 0.263%
52 9.687 2575 2596 2609 rBV 244258 425340 39.08% 3.077%
53 10.028 2689 2702 2714 rBV 7602 19237 1.77% 0.139%
54 10.272 2755 2778 2792 rBV9 13380 39027 3.59% 0.282%
55 10.356 2792 2804 2816 rVVv9 11338 25815 2.37% 0.187%
56 10.478 2832 2842 2853 rBV2 29625 48525 4.46% ©.351%
57 10.751 2915 2927 2938 rBV 159776 256938 23.61% 1.859%
58 10.899 2960 2973 2989 rBV 61685 103539 9.51% 0.749%
59 10.992 2990 3002 3008 rBV 205285 352469 32.39% 2.550%
60 11.082 3020 3030 3054 rVB 129487 205320 18.87%  1.485%
61 11.288 3083 3094 3109 rVB 98089 159644 14.67%  1.155%
62 11.462 3137 3148 3163 rBV 476767 729649 67.04% 5.278%
63 11.738 3226 3234 3242 rVB2 24340 34126 3.14% 0.247%
64 11.806 3242 3255 3271 rVWW 368675 597565 54.91% 4.323%
65 11.889 3271 3281 3294 rVB 158484 241886 22.22% 1.750%
66 12.092 3326 3344 3349 rBV3 65889 109537 10.06% ©.792%
67 12.121 3349 3353 3362 rw 66891 90221 8.29% 0.653%
68 12.188 3362 3374 3395 rVB3 468931 806583 74.11% 5.835%
69 12.298 3400 3408 3420 rVv4 11456 20652 1.90% 0.149%
70 12.372 3421 3431 3443 rVB2 29247 46473 4.27% 0.336%
71 12.462 3448 3459 3463 rBV 55267 85090 7.82% 0.616%
72 12.491 3463 3468 3479 rVB 53790 81057 7.45% 0.586%
73 12.565 3479 3491 3500 rBV 100784 161471 14.84% 1.168%
74 12.606 3500 3504 3514 rvB2 23611 32618 3.00% ©0.236%
75 12.677 3515 3526 3546 rBV2 100029 193290 17.76%  1.398%
76 12.873 3575 3587 3598 rVB2 33677 61344 5.64%  0.444%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acqg On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA U\Method\SFAMUTR122022WMA.M
Title : TRACE VOA SFAM1.0
77 12.967 3601 3616 3624 rBV 58221 91886 8.44%  0.665%
78 13.021 3624 3633 3648 rVB 96462 148632 13.66% 1.075%
79 13.105 3649 3659 3663 rBV5 19322 30471 2.80% 0.220%
80 13.288 3707 3716 3726 rVB2 65774 102651 9.43% 0.743%
81 13.404 3743 3752 3756 rBV3 15170 24241  2.23% ©.175%
82 13.449 3756 3766 3780 rVB3 150620 259082 23.80% 1.874%
83 13.555 3793 3799 3810 rVB 12566 17855 1.64% ©.129%
84 13.619 3810 3819 3841 rvB4 25259 47218 4.34% 0.342%
85 13.729 3843 3853 3860 rBV3 17229 28405 2.61% ©0.205%
86 13.780 3860 3869 3877 rVv3 39075 65502 6.02% 0.474%
87 13.831 3877 3885 3899 rVV5 43489 98084 9.01% ©.710%
88 13.905 3902 3908 3911 rvv2 18621 27574 2.53% ©.199%
89 13.934 3912 3917 3935 rVB4 42011 84129 7.73% 0.609%
90 14.082 3948 3963 3983 rBv2 28313 59300 5.45% ©.429%
91 14.282 4011 4025 4035 rBVS 16896 34197 3.14% 0.247%
92 14.339 4037 4043 4052 rVB4 11925 18314 1.68% 0.132%
93 14.481 4076 4087 4098 rBvV2 22695 37244 3.42% 0.269%
94 14.661 4133 4143 4157 rBV6 23684 55825 5.13% ©0.404%
95 14.870 4199 4208 4219 rVB3 16718 26398 2.43% ©0.191%
96 15.015 4242 4253 4264 rVB10O 8094 16647 1.53% 0.120%
97 15.217 4299 4316 4327 rBV 33742 64820 5.96% 0.469%
98 15.407 4364 4375 4385 rBvV2 27409 47076 4.33% 0.341%
99 16.256 4631 4639 4648 rVV5 12968 20472 1.88% 0.148%
100 16.404 4676 4685 4692 rBvV3 15961 25749 2.37% 0.186%
Sum of corrected areas: 13824149
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU052572.D\data.ms
500000
400000
300000 5.722
6.247
4.658 _
200000 6.681
2568 5.060 X
100000 1.600
1.916 3.044 2
3356 3. 700 4 53 > 38 13
359 .9962.205 /\L 176 ﬁ‘%%{ﬁ 6.56
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ﬁ}Y_Y_Y_r
Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU052572.D\data.ms
8.632
500000 11.462 12.1
400000 11.806
7.893 9.414
300000
9.687
10.992
200000
10.751 .889
.082
100000 7.562 11 288
Mﬁhﬂ A 8525073 o i .
7.76854 478 11.7
237 m 8 $ 012738
oz s | W 0¥ ool Bl
Time--> 7.00 7. 50 8. 50 9 OO 9 50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU052572.D\data.ms
500000
400000
300000
200000
100000
88, 15.2%
. %ﬁ%@pﬁ% 9524 255 48.6614 g7 #5.407 16.285404
0 T T T T ] A/\/\\/‘\/\/\\‘J\\/%\]-/Q‘QF‘TAM‘ T L S B B T T T T
Time--> 12'50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
3.700 0.68 ug/L 66854  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 87
3 n-Hexane 86 C6H14 000110-54-3 80
4 n-Hexane 86 C6H14 000110-54-3 59
5 2-Ethyl-oxetane 86 C5H100 1010386-40-2 59
Abundance Scan 734 (3.700 min): VU052572.D\data.ms (-720) (-) m/z 57.00 100.00%
57.0
41.0
5000
N ERAREEEEEE T
| sy ot 3.40 3.60 3.80 4.00
T S M DS R m/z 41.00 69.98%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0
5000 u\‘u‘\/\,‘\uuﬂ?ﬂ\\/\\‘"\/\\u
3.40 3.60 3.80 4.00
86.0 m/z 42.95 65.68%
15‘.0 ‘ 71.0
| | | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0 /\
43.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.10 56.12%
150 ‘ 86.0
71.0
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2038: n-Hexane “‘_“f\u“‘mﬁc“MH
57.0
43.0 3.40 3.60 3.80 4.00 ]
m/z 42.00 42.53%
29.0
5000
86.0
15.0 71.
‘H‘:m"“H_ml‘mm:H_M_m‘h?u_uwm N W R .2 PR
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (DEL) Alkane: Cyclic4.530 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.530 1.09 ug/L 106999 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 59
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 59
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 58

4 Cyclopentane, methyl- 84 C6H12 000096-37-7 58
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 52

Abundance Scan 992 (4.530 min): VU052572.D\data.ms (-977) (-) m/z 56.10 100.00%

56.1
41.0
5000 69.1 /\
H ‘ TR T T

‘ 84.1 4.20 4.40 4.60 4.80
H_m_m_m_m,H SN 1 v m/z 41.00 47.10%

m/z--> 10 20 30 60 70 80 90
Abundance #1683: Cyclopentane, methyl-
56.0
41.0

5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
4.20 4.40 4.60 4.80
84.0 m/z 69.10  39.22%
w00 1L L e
n 1 i
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl-
56.0
H‘mwm‘mwuw
4.20 4.40 4.60 4.80
5000 41.0 m/z 55.10 28.32%
69.0
‘ 84.0
180 LAl
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl- HWHWH‘M/“MWHH‘
56.0 4.20 4.40 4.60 4.80

m/z 42.00  23.80%

41.0
5000 69.0
28.0 ‘ ‘ 84.0
150 H\ “‘ Ly i ‘ | Ay

m/z--> 10 20 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 (DEL) Alkane: Cyclic5.845 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
5.845 0.52 ug/L 51155 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 87
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 83
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 83
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 83
5 1-Octene, 3-methyl- 126 C9H18 013151-08-1 64

Abundance Scan 1401 (5.845 min): VU052572.D\data.ms (-1389) (-) m/z 70.10 100.00%

70.1
56.1
41.0
5000
83.0

‘H H 98.0 5.60 5.80 6.00 6.20
""Wwwww‘w‘l e ‘mu“smwl_m m/z 56.10  71.85%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0 /\A

5000 A s
5.60 5.80 6.00 6.20
270

83.0 m/z 55.00 63.82%

“ ‘ 98.0
‘w‘”wHH!HH\“W\“H ‘wm‘* ‘HHHHWH!WH
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0 /kff\”

5.60 5.80 6.00 6.20

5000 410 m/z 41.00 57.45%
83.0
270 ‘ 98.0
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl- mwm‘mwm‘m
70.0 5.60 5.80 6.00 6.20
ao 0 m/z 69.10  29.62%
5000
27.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 (DEL) Alkane: Cyclic5.983 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.983 0.81 ug/L 79705 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 90
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 87
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 87
4 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 81
5 (Z)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 68

Abundance Scan 1444 (5.983 min): VU052572.D\data.ms (-1433) (-) m/z 56.00 100.00%

56.0
41.0 70.1
5000
98.0

“ | 8f0 { 5.60 5.80 6.00 6.20 6.40
el gz ss.ee 76.27%

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3746: |sopropylcyclobutane
56.0
41.0
70.0
J m

5000 VIS BB VAR A Safa
210 5.60 5.80 6.00 6.20 6.40

98.0 m/z 70.10 61.86%

‘ ‘ 83.0 ‘
"‘\""\‘H*\HHW“NWM “\"”\‘HH\“WWHWH
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3831: Cyclopentane, 1,2-dimethyl-, trans-

56.0

00 5‘6051806‘006‘206’40
5000 41.0 m/z 41.00 57.29%
98.0
270 83.0
J\N\j\
m/z--> 0 10 20 30 40 50 60 70 80 90 100 J\A
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans- R AR AR ,[\
56.0 5.60 5.80 6.00 6.20 6.40
210 m/z 69.00  34.45%
70.0
5000
210 98.0
‘ 83.0 ‘ AA
1\0\14@\“\\‘\“‘\‘\\‘\\ ! \\\\rv\f\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.131 0.77 ug/L 75885 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 58
2 Heptane 100 C7H16 000142-82-5 58
3 Heptane 100 C7H16 000142-82-5 53
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
5 1-Trifluoroacetoxy-2-methylpentane 198 C8H13F302 155089-96-6 47
Abundance Scan 1490 (6.131 min): VU052572.D\data.ms (-1476) (-) m/z 43.00 100.00%
711
5000 571
1001 \\‘/\M\\\\‘\\\\‘\\\\’
‘ ‘ | ss0 ‘ 5.80 6.00 6.20 6.40
v e e SR m/z 41.00  72.35%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4461: Heptane
43.0
5000 29.0 57.0 71.0 j\yf/\/\,“
5.80 6.00 6.20 6.40
100.0 m/z 71.10 56.97%
s | I -
\\\"\\H‘\\‘\\’\\}!‘\\Hi\}\\’\‘\‘\{‘\\H1}\\\’8\\?\.(\)‘\\\\l\\\\’
miz—-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
43.0
SVAY'VS 1 VPSRN
5.80 6.00 6.20 6.40
5000 570 710 m/z 57.10  50.58%
290 100.0
S
T e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4462: Heptane 4\“““‘H““““H‘,
43.0 5.80 6.00 6.20 6.40
m/z 56.00 44.11%
5000 29.0 57.0 710
100.0
l'o 1‘5\.0 ‘ ‘\ Il ‘ I ‘\ 85.0 ‘
R A A B o e A R R R R AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

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

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

Peak Number 7 Cyclohexene, 1-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
7.755 0.62 ug/L 61101  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 93
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 87
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 87
4 Cyclohexane, methylene- 96 C7H12 001192-37-6 81
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 81
Abundance Scan 1995 (7.755 min): VU052572.D\data.ms (-1984) (-) m/z 81.05 100.00%
81.0
67.1
5000
55.0 96.1 /\
390 \‘\\\\’\\\\‘\\\\‘\\\\’\
‘ | “ 7.40 7.60 7.80 8.00
‘H“H“H“_“u“uwem“uhu‘“w!‘uﬂ‘w“w‘ m/z 67.16 57.41%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3236: Cyclohexene, 1-methyl-
81.0 A
5000 670 \\‘\\\\’\\\\‘\\\\W
55.0 96.0 7.40 7.60 7.80 8.00
39.0 o
270 m/z 96.10  41.45%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3230: Cyclohexene, 1-methyl-
81.0
L R A o PO Y
7.40 7.60 7.80 8.00
5000 67.0 96.0 m/z 68.10 38.61%
55.0
o 0
m/z--> 10 20 30 40 50 60 70 80 90 100 (\
Abundance #3238: Cyclohexene, 1-methyl- 1 ‘QA‘H,““_“‘ﬁWWm¢
81.0 7.40 7.60 7.80 8.00
m/z 54.95 36.78%
5000 68.0
39.0
27.0 55.0 96.0
15.0 ‘ H
S N1 T O O TN R deiCAU VAV
m/z--> 10 20 30 40 50 60 70 80 90 100 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

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

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

Peak Number 8 (DEL) Alkane: Cyclic8.237 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
8.237 0.56 ug/L 63678 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 81
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 76
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 72
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 64
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 64
Abundance Scan 2145 (8.237 min): VU052572.D\data.ms (-2136) (-)| | m/z 55.85 100.00%
55.0 97.1
41.0
5000
70.1 112.1
83.1 ‘H‘_‘H‘H‘W‘H‘_‘
H H ‘M \‘ 8.00 8.20 8.40 8.60
S 1 o 1 O ST B m/z 97.18  98.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
5000 410 \\\\‘\\\\‘\\\\‘\\\\‘\\\
69.0 8.00 8.20 8.40 8.60
" 830 112.0 m/z 41.080  56.60%
27.0 ‘ ‘
\\\‘\\\\‘\\\\‘\\\\’\‘\\\‘\H\‘\‘\\\“\‘\\\\‘\M\\‘\\\1‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
R
410 8.00 8.20 8.40 8.60
5000 m/z 56.00 48.50%
27.0 69.0 112.0
w AL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #7698: Cyclohexane, 1,2-dimethyl- (cis/trans) RREREESELEE SR
55.0 8.00 8.20 8.40 8.60
9r.0 m/z 70.10  35.88%
41.0
5000
27.0 112.0
S
‘H‘H‘W‘H«‘H‘MLHVMJWHJM‘H‘_‘H‘H‘WH‘W‘H‘_ RS e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

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

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

Peak Number 9 (DEL) Alkane: Cyclic8.861 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
8.861 0.60 ug/L 67841  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 93
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 81
5 2-Hexene, 2,4-dimethyl- 112 C8H16 014255-23-3 58

Abundance Scan 2339 (8.861 min): VU052572.D\data.ms (-2329) (-) m/z 83.05 100.00%

83.0
55.0
5000
41.0
67.1 112.1

‘ ‘ 8.60 8.80 9.00 9.20
""‘H""‘_‘m‘i!m‘NkM‘m1“HM“‘\“‘9‘9‘1‘””\”“_ m/z 55.00 75.76%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0

5000 41.0 s.éo 8.80 9.00 9.20
1120 m/z 82.10 51.37%
27.0 ‘ 60.0
”\”‘W‘”MW‘”iM‘WJH‘W‘”M”‘W‘M‘W‘”\”‘W“”‘W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7537: Cyclohexane, ethyl-
83.0
55.0 \”H‘*ﬁ\ww‘w*vﬁ*m**w
' 8.60 8.80 9.00 9.20
5000 ITI z 41.00 36.80%
41.0
112.0
27.0 69.0 ‘
”\”‘W‘”UW‘”M“‘W“w‘W‘mu”‘W‘M‘Wgn?”‘W‘”‘W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536 Cyclohexane, ethyl- R A ARRN AR
83.0 8.60 8.80 9.00 9.20

m/z 112.10  22.83%

55.0
5000
41.0
112.0 \
27.0
) 97.0 \ i

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

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

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

Peak Number 10 Benzene, propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.899 0.87 ug/L 103539  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 76
3 Benzene, propyl- 120 C9H12 000103-65-1 64
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 59
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 59

Abundance Scan 2973 (10.899 min): VU052572.D\data.ms (-2960) (- m/z 91.00 100.00%

91.0
5000
120.1
39.0 281.1 1050 1100
1929 2490 T 106,10 20.43%
m/z--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000
1050 1100
m/z 65.00 10.69%
39.0 L
T T ‘\ ‘\‘ “ \“\ “\ \‘ “]\_2\ .\0\ ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0
B, q :
1050 1100
5000 m z 92.00 10.34%
39.0
S T . —
m/z--> 50 100 150 200 250 A
Abundance #10699: Benzene, propyl- ‘
91.0 1050 1100
m/z 78.10 7.78%
5000
w0 | amo

miz--> 50 100 150 200 250 10.50 11,00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

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

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

Peak Number 11 Benzene, 1-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.992 2.95 ug/L 352469 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
Abundance Scan 3002 (10.992 min): VU052572.D\data.ms (-2990) (- m/z 105.10 100.00%
105.1
5000
120.1 ﬁL
0 910 ‘ e
9o w0 M0
e e e e e m/z 120,10 30.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

5000 B
120.0 11.00
m/z 91.00 13.53%

77.0 91.0
\\‘]\.‘\5\(\)’\\\\‘\\3\?‘\0\\\“\\\\?%\‘\0\‘\\\‘}“\\\\“\\\\‘\Ml\‘\\\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0

ll 00
5000 m/z 77.00 12.88%
120.0
77.0 91.0
**\Hl*8*v0***‘*\H?*’%\(*)Hw“”ﬁ?*‘?‘w”‘w*w“”w‘mw*w”w

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 MA
Abundance #10725: Benzene, 1-ethyl-3-methyl- : ;

105.0 11.00

m/z 106.10 9.46%

120.0
51 0 77.0 91.0 ‘ /\/\
270 | 64,0 ‘\\ ‘ L /\

m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.00

5000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

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

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

Peak Number 12 Benzene, 1-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.288 1.34 ug/L 159644  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3094 (11.288 min): VU052572.D\data.ms (-3083) (- m/z 105.05 100.00%
105.1
5000
120.1
390 630 0 91‘1 11.00 11. 50
e e e | m/z 120,10 .13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
1200 1100 1150
m/z 77.00 3.21%
77.0 91.0
H‘H\\‘\2\6\‘\‘\\H“HHi‘\1\16‘%\‘\0\‘H\‘\“HH“H\\‘\‘\1\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 JK
1100 1150
5000 m/z 91.10 11.96%
120.0
77.0 91.0
A5 e el e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10726: Benzene, 1-ethyl-4-methyl- /\
105.0 1100 1150
m/z 103.10 9.46%
5000
120.0
510 77.0 91.0 ‘ f\ﬂ
e Mese Lo L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

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

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

Peak Number 13 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.889 2.02 ug/L 241886  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Mesitylene 120 C9H12 000108-67-8 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
5 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
Abundance Scan 3281 (11.889 min): VU052572.D\data.ms (-3271) (- m/z 105.05 100.00%
106.1
5000 120.1 ﬁ
51.0 77‘-0 91.0 11.50 12.00
et OOl miz 120.05  42.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 — }\ —
120.0 11.50 12.00
770 m/z 77.00 13.36%
39.0 U 91.0
\\’]\_\5\.\0’\H“\’\\H"‘\\H"“\‘l\1??1“?\‘\\\m‘\\\\“\H\‘\‘\l\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
et S
11.50 12.00
5000 120.0 m/z 91.00 10.50%
77.0
51.0 91.0
SN U . N TN UYL O
m/z--> 10 20 30 40 50 60 70 80 90 100110120 }\A
Abundance #10695: Mesitylene = YA >
105.0 11.50 12.00
m/z 119.10 10.15%
120.0
5000
39.0 77.0 91.0 J\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

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

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

Peak Number 14 Benzene, 1,4-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.092 0.92 ug/L 109537  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 64
2 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 62
3 1,3-Methanopentalene, 1,2,3,5-te... 118 C9H10 128600-88-4 50
4 Benzene, l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 50
5 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 50
Abundance Scan 3344 (12.092 min): VU052572.D\data.ms (-3326) (- m/z 117.10 100.00%
117.1
5000
o o M J
o L NLon
VED A
H_‘H_Hw‘uwuu\uum‘u_HW‘HMHH‘JM_H‘LHWMuWH‘ m/z 105.60  86.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17029: Benzene, 1,4-diethyl-
105.0
5000
134.0 12.00
77.0 m/z 119.10  83.63%
70 0 |
\\‘HH‘H\\‘\\H“‘\H\“‘H\‘\‘\‘H‘\H!’\\H‘M‘H\‘\H1\‘\\‘}\l\\\\’\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl-
117.0
I AT
12.00
m/z 118.10 43.15%
5000 91.0
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ,A ﬂ
Abundance  #10213: 1,3-Methanopentalene, 1,2,3,5-tetrahydro- AL /‘\A\ A ‘/ﬁ
117.0 12.00
m/z 115.10  41.95%
5000
91.0
39.0
‘ 65.0
‘wHH‘HH_HwHHw‘NN“WHMM‘HMHWLHM‘L_HWHHM‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00

SFAMUTR122022WMA.M Mon Jan 02 ©0:25:18 2023 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

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

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

Peak Number 15 Benzene, 1-methyl-3-propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.121 0.75 ug/L 90221  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-propyl- 134 CleH14 001074-43-7 90
2 Benzene, 1-methyl-4-propyl- 134 CleHi4 001074-55-1 80
3 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 80
4 Benzene, 1l-methyl-4-propyl- 134 CleHi4 001074-55-1 80
5 Benzene, 1-methyl-2-propyl- 134 CleH14 001074-17-5 80
Abundance Scan 3353 (12.121 min): VU052572.D\data.ms (-3349) (- m/z 105.10 100.00%
105.1
5000
1341
77.0 12.00 12.50
3950l L m/z 134.85  18.52%
miz--> 20 40 60 80 100 120 140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000 /\A L /\M ‘
12.00 12.50
134.0 m/z 106.00  10.55%
39.0 77.0
\\\\‘\‘\ T \“‘\ \5\5\.0‘ \‘\ T \““ T \H\’” T \‘\“ T \‘\ ‘\
miz—-> 20 40 60 80 100 120 140
Abundance #17049: Benzene, 1-methyl-4-propyl-
105.0 /\
1))
12.00 12.50
5000 m/z 77.00 9.07%
134.0
150 390 g0 70 | ‘
e e
miz--> 20 40 60 80 100 120 140 J\ A
Abundance #17056: Benzene, 1-methyl-2-propyl-
105.0 1200 1250
m/z 91.05 7.28%
5000
134.0
27.0 77.0
a0 0 s MO
m/z--> 20 40 60 80 100 120 140 1200 1250
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 16 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.462 0.71 ug/L 85090  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 96
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95

Abundance Scan 3459 (12.462 min): VU052572.D\data.ms (-3448) (- m/z 119.10 100.00%
119.1
w J\ M
134.1 N/\
91.1 \ J\
0 | 620 || s
el e b e m/z 134,05 29.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 AM i A
12.50
91.0 134.0 m/ 91.10 18.18%
39.0 65.0 ‘ ‘
H‘]-\\\r’\.\o‘\\\\‘HH“‘H\\i‘\‘\\\‘\H\‘\H‘“‘\H\‘\H\‘\H‘H‘HU\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
12 50
5000 m/z 105.00 13.90%
91.0 134.0
390 650 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- A
119.0 12.50
m/z 77.00 11.95%
5000
134.0
91.0 ‘ //\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12 50

SFAMUTR122022WMA.M Mon Jan 02 ©0:25:20 2023 Page: 19



Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

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

: VUe52572.D

: 27 Dec 2022 18:12

: JC/MD

: N6170-09DL 40X

: 25.0mL/MSVOA_U/WATER

: 22 Sample Multiplier: 1

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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

Peak Number 17 Benzene, 1-methyl-3-(1-meth... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.491 0.68 ug/L 81057 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
2 p-Cymene 134 CleH14 000099-87-6 95
3 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
4 p-Cymene 134 CleH14 000099-87-6 91
5 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 91
Abundance Scan 3468 (12.491 min): VU052572.D\data.ms (-3463) (- m/z 119.10 100.00%
119.1
5000 /\A
134.1 : ‘/\<Jm
91.0 ‘
0 650 | ‘ 12.50 ]
et b e e m/z 134.05  23.147%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
12.50
910 134.0 m/z 91.60  15.99%
. 65.0
\\‘1\\\:’\.\0‘\\\‘\‘Hﬁ%\\cj\\“H”‘\‘\‘\\‘\H‘i“\H\““H\‘\W\\‘H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0
o
12.50
5000 m/z 120.05 13.27%
91.0 134.0
410 650 |
H_‘H‘HNQH‘ﬁh‘whuwﬂﬁ‘_HWMH‘HMH_WH‘Jm‘HH‘HMWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A A
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)- e AU
119.0 12.50
m/z 117.00 9.35%
5000
91.0 134.0
39.0 65.0 | ‘
| H | Ll L m I \“ I
R AaaE B A o a Raamana L e P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50

SFAMUTR122022WMA.M Mon Jan 02 ©0:25:24 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

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

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

Peak Number 18 o-Cymene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.565 1.35 ug/L 161471 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
3 o-Cymene 134 CleH14 000527-84-4 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 94
Abundance Scan 3491 (12.565 min): VU052572.D\data.ms (-3479) (- m/z 119.05 100.00%
119.1
5000
134.1 j\/J\
91.0 e
w0 o )]
e e e e m/z 134,05 28.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: 0-Cymene
119.0 /\
5000 Aﬁjg A /\ :
134.0 12.5 .
91.0 m/z 91.00 16.67%
4%0 6?0 ‘ Ll
. . | T n n I | |
H‘HH‘H\\‘HH‘HH‘H\\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
N
12.50
5000 m/z 117.00 11.19%
134.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene R ‘JYK
119.0 12.50
m/z 77.00 10.73%
5000
134.0
Al
. 65.0
\wu\wumMuMhuﬁuMwﬂ\MJWHHHHHNMWHWlHHMMWH ‘4JX R ﬁA\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

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

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

Peak Number 19 1Indan, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.677 1.62 ug/L 193290 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 86
3 Indan, 1-methyl- 132 C10H12 000767-58-8 81
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 78
5 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 72
Abundance Scan 3526 (12.677 min): VU052572.D\data.ms (-3515) (- m/z 117.05 100.00%
117.1
5000
132.0
L —
39.0 63.0 9]10 12.50 13.00
el Uu Al m/z 115.05  36.22%
miz--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
11v.0
5000 12.50 13.00
132.0 . .
91.0 m/z 132.00  26.26%
e n P N NN
| Ao 0y | I | wdh
\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz—-> 20 40 60 80 100 120 140
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0
T ‘ T T /\1\ /“ T
12.50 13.00
5000 132.0 m/z 90.95 15.00%
91.0
51.0 ‘
“‘“?Qp‘h‘mhu‘W‘TQP‘u;‘,%"lﬁ‘ww“‘
miz--> 20 40 60 80 100 120 140
Abundance #16103: Indan, 1-methyl- ol =
117.0 12.50 13.00
m/z 118.00 11.08%
5000
132.0
39.0 91.0
15, 63.0 ‘ /\,\
“ﬁ?‘M‘NW‘WMMUHN"u‘ww“l‘mﬂ“‘ “”m AL cﬁAﬂMA
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 20 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
12.873 0.51 ug/L 61344  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 95
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 95
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 94
5 o-Cymene 134 CleHi4 000527-84-4 93

Abundance Scan 3587 (12.873 min): VU052572.D\data.ms (-3575) (- m/z 119.05 100.00%
119.1

5000
134.1 A
91.0 RWAUVIVALY,
410 651 ‘ 1250 13.00
e et e m/z 13485 26.75%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 2.50 3.00
910 134.0 12.5 !

m/z 91.00  19.50%

65.0 ‘
\\‘]-\!\:_)\\0‘\\\\‘\ﬁ\g‘\()\\\i‘\‘\\\‘\H\‘\H‘“‘\H\‘\H\‘\H‘\\‘\\‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0

12. 50 13 OO
5000 m/z 117.10  10.49%
91.0 134.0
39.0 65.0 ‘ ‘
T ol Y O N W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-

119.0 12. 50 13 OO

m/z 105.00 9.92%

5000
91.0 134.0

39.0 650 ‘ ‘ WWVA
15.0 [N ‘H M‘ H | j\-

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12. 50 13. 00

[
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

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

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

Peak Number 21 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.967 0.77 ug/L 91886  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 96
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
Abundance Scan 3616 (12.967 min): VU052572.D\data.ms (-3601) (- m/z 119.10 100.00%
119.1
5000 134.1 \ﬂ J\
gl.o T j\\ T T ‘ T
39.0 65.0 | 13.00
ey ez 134,05 47.41%
miz-- 20 40 60 80 100 120 140
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0 f\
5000 134.0 q '
1300
91.0 m/z 91.00 17.32%
41.0
65.0
\\\’2\6‘\0\ \“‘\ \‘M\ “\‘\ T \" T \ T ‘W\ \w‘l T \“\ ‘\
miz—-> 20 60 80 100 120 140
Abundance #17059. Benzene, 1,2,3,4-tetramethyl-
119.0
1300
5000 134.0 m/z 133.00  10.90%
91.0
39.0 65.0
‘1‘5‘0, N NS SRV S P “‘ e “M il -
m/z--> 20 40 60 80 100 120 140 /\/\ M M
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- AL e
119.0 13.00
m/z 120.00 9.74%
5000 134.0
390 91.0
65.0
90 ‘Mu PR O A Y P ] AN W | M
m/z--> 20 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

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

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

Peak Number 22 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.021 1.24 ug/L 148632  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 CleHi4 000095-93-2 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95

Abundance Scan 3633 (13.021 min): VU052572.D\data.ms (-3624) (- m/z 119.10 100.00%

119.1
5000 134.1
91.0

39.0 650 ‘ N 13.00
S R RSSO SO RSB 1| KO P m/z 134.05 42.97%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 A /\ s :
13.00
91.0 m/z 91.00 17.24%
65.0
H‘].\?HCJ‘H\‘\‘\\H“‘HH“\‘H\’\‘\‘H‘\H‘\‘HH“\\H‘\‘\‘\\’H‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
13 00
5000 134.0 m/z 133.05  10.62%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\/\f\)\ /\
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- A ‘
119.0 13. 00

m/z 120.10 9.95%

134.0
5000 /\J\
91.0
390 650 M
15.0 Li e Wl /\A/\ Vil

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00

—
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12

Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER
ALS Vial : 22 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 23 1-Phenyl-1-butene Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
13.288 0.86 ug/L 102651 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 90
3 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
4 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 86
5 Benzene, (2-methyl-1-propenyl)- 132 C1eH12 000768-49-0 86

Abundance Scan 3716 (13.288 min): VU052572.D\data.ms (-3707) (- m/z 117.05 100.00%
117.1
5000 132.0 I_J\V/\/u\
g P
39.0 639 91.0 13.00 13.50
SR P RSO Y Y Al 1480 1 m/z 132.00 38.19%
miz--> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 132.0 —opos L N
13.00 13.50
91.0 m/z 115.00  33.36%
51.0 ‘
T ‘2\7‘\‘0\ T “‘\ \“1”\ ‘H‘\?QHO‘\ i ‘”“‘\ T H‘ T M\‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0 /f
et C
13.00 13.50
5000 132.0 m/z 131.05 14.75%
91.0
51.0 ‘
\‘?gp\h\HMH‘M\?%?\Ui\‘W\\!M\P“\,\\\\
miz--> 20 80 100 120 140 MA\
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- /\ e e
117.0 13.00 13.50
m/z 129.00 10.69%
132.0
5000
91.0
51.0 ‘ ‘
“%?q‘ﬂ“%u‘ ‘?%?‘Hi‘pm‘w““ﬁﬂ‘,““ AMW"AM A
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 24 3-Phenylbut-1-ene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.449 2.17 ug/L 259082 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 70
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 64
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 64
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 64
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 55
Abundance Scan 3766 (13.449 min): VU052572.D\data.ms (-3756) (- m/z 117.05 100.00%
11y.1
5000
132.1
91.0 L
390 650 ‘ H 13.50
reeeereeeepeerstorsetbes el el m/z 119.05  60.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 1
13.50
91.0 132.0 m/z 132.05  35.82%
390 450 M
\\‘H\\‘\\H‘\\\\“\H\M“H\‘\H\‘\HH“\H\‘\H\‘\‘\‘\\‘HH‘H”“\‘H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
Aol anag
132.0 13.50
5000 115.05 33.78%
7o) |
HwWm_mw‘}m‘:‘HH_HwwW‘M‘wlw!‘_‘uw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 AAﬂJﬁ
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 1350
91.00 23.42%
5000 132.0 AAJRNJfbM/\NKﬂ\
39.0 91.0
65.0 ‘ ‘
‘w‘HWH‘WHHM‘HWM‘NWW‘JMHH‘HHMH‘_ﬂM‘mMMH‘H ﬂAﬂvﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 25 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.780 0.55 ug/L 65502  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
5 Benzene, 2-ethenyl-1,3,5- tr‘1methy1 146 C11H14 000769-25-5 90
Abundance Scan 3869 (13.780 min): VU052572.D\data.ms (-3860) (] | m/z 131.00 100.00%
131.0
UMM
91 1150 T ‘ T T T ‘
3090 630 ‘ Hid 147‘1 13.50 14.00
o L M aees 20.61%
miz--> 20 40 60 80 100 120 140
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 A ¥ ‘\(\‘ ‘ “/\J
13.50 14.00
39.0 91.0 1150 m/z 129.00 18.80%
0 630 ‘ | 2.0
\\\\‘\‘V\ \“‘\ \“1‘\ ‘m\ T \“ T “\‘\ T H \‘\‘! T ““\ T
miz—-> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0 /
p A Ll A
910 13.50 14.00 ;
5000 m/z 127.95 17.847%
39.0
. 115.0
S e A
el O T O Y O
m/z--> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- = —
131.0 13.50 14.00
m/z 114.95 17.43%
5000
91.0
115.0
m w0 " e
HH‘\‘\H“‘H“;H“1‘”\“\H\‘\H“‘HM\‘M'H COT A e -
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12

Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 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
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Peak Number 26 Benzene, (3-methyl-2-butenyl)- Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
13.832 0.82 ug/L 98084  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 86
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 86
3 Benzene, (1-methyl-1-butenyl)- 146 C1l1Hi4 053172-84-2 50
4 Benzene, (2-methyl-1-methylenepr... 146 C11H14 017498-71-4 46
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 46

Abundance Scan 3885 (13.831 min): VU052572.D\data.ms (-3877) (- m/z 131.05 100.00%
131.1
- ﬂAfkﬂﬂAA/\
: \\ Tt 1
13.50 14.00
m/z 133.05 98.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 J\k
13.50 14.00
30.0 91.0 m/z 146.00  32.22%
0 630 ‘
\\\‘\‘\\\“\\‘\\“U\\\“\\\\‘ ho M\“‘\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0 J\
\/\A A‘[\‘ T /\M/\
91.0 13.50 14.00
5000 ITI/Z 115.00 31.25%
41.0 65.0
SO N S S =1 | O
m/z--> 20 40 60 80 100 120 140 160 180 ﬁfVMJ\
Abundance #25003: Benzene, (1-methyl-1-butenyl)- L A e ‘JV
131.0 13.50 14.00
m/z 148.05  25.52%
91.0
5000
27.0 ‘ A
AP P T ) YA T
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12

Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method :

Quant Titl

e

TIC Library

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P
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Peak Number 27 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
13.934 0.70 ug/L 84129  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
4 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 83
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 80

Abundance Scan 3917 (13.934 min): VU052572.D\data.ms (-3912) (- m/z 131.05 100.00%

131.1
5000 AJ\J\
146.1 e J\A
64.3 91.0 115.1 14.00
®9 , °f o ;
SR LSS RFRNE ISV oL /RS RIS /SN /I M m/z 146.85  20.73%
miz--> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 ‘[\ T L M/\J\/\M
14.00
91.0 146.0 m/z 129.00  16.55%
39.0 115.0
: 64.0 ‘ |
\‘\‘\ T \“‘\ \“i‘\ ‘W\ T \“‘ T ‘”\‘\ T “’ \‘U‘! T 1“\ T
miz--> 20 40 60 80 100 120 140
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 /\
146.0 SR M /\”
14.00
5000 91.0 m/z 128.00 13.19%
115.0
39.0 65.0
SN RO 1 Y T
miz--> 20 40 60 80 100 120 140
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- —
131.0 14.00
m/z 115.05 12.94%
5000 146.0
39.0 910 1150
63.0
24-9 ‘ i [T ‘ “\ \H\! \‘\ ‘/\/\‘/\J‘/\‘ ; ‘J\‘/L‘ﬂ

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\VU122722\
Data File : VU@52572.D

Acq On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 28 Naphthalene, 2-methyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
15.217 0.54 ug/L 64820  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 Cl1H1e 000091-57-6 95
2 Naphthalene, 1-methyl- 142 Cl1H1e 000090-12-0 95
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
5 Naphthalene, 1-methyl- 142 Cl1H1ie 000090-12-0 91
Abundance Scan 4316 (15.217 min): VU052572.D\data.ms (-4299) (- m/z 142.05 100.00%
142.1
5000
115.0
—f— o
70.9 15.00 15.50
89.0
“"%%Q‘W‘HWMWW‘uNu““u\‘u“ﬂwﬁ‘}§9p‘ m/z 141.05 84.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 P .
115.0 15.00 15.50
m/z 115.00  33.05%
39.0 \63\)'0\ 89\'0 Ll
1 1 1 NI T | Ll |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22142: Naphthalene, 1-methyl-
142.0 WAA
‘/" /‘\\AA‘M\‘ o ‘A[‘\‘AI\A‘
15.00 15.50
m/z 143.00 12.73%
5000 115.0
TP P o S |
miz--> 20 40 60 80 100 120 140 160 A (\«
Abundance #22150: Naphthalene, 2-methyl- 1 m — ‘M‘nﬂ ‘m‘
142.0 15.00 15.50
m/z 139.05 11.77%
5000
115.0
50 710 890 I
N L o —— T
m/z--> 20 40 60 80 100 120 140 160 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52572.D

Acqg On : 27 Dec 2022 18:12
Operator : JC/MD

Sample : N6170-09DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 22 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 3.700 0.7 ug/L 66854 1 6.247 489674 5.0
(DEL) Alkane: C... 4.530 1.1 ug/L 106999 1 6.247 489674 5.0
(DEL) Alkane: C... 5.845 0.5 ug/L 51155 1 6.247 489674 5.0
(DEL) Alkane: C 5.983 0.8 ug/L 79705 1 6.247 489674 5.0
(DEL) Alkane: S... 6.131 0.8 ug/L 75885 1 6.247 489674 5.0
Cyclohexene, 1-... 7.755 0.6 ug/L 61101 1 6.247 489674 5.0
(DEL) Alkane: C... 8.237 0.6 ug/L 63678 2 9.414 567055 5.0
(DEL) Alkane: C... 8.861 0.6 ug/L 67841 2 9.414 567055 5.0
Benzene, propyl- 10.899 0.9 ug/L 103539 3 11.806 597565 5.0
Benzene, 1l-ethy... 10.992 3.0 ug/L 352469 3 11.806 597565 5.0
Benzene, 1l-ethy... 11.288 1.3 ug/L 159644 3 11.806 597565 5.0
Benzene, 1,2,3-... 11.889 2.0 ug/L 241886 3 11.806 597565 5.0
Benzene, 1,4-di... 12.092 0.9 ug/L 109537 3 11.806 597565 5.0
Benzene, 1-meth... 12.121 0.8 ug/L 90221 3 11.806 597565 5.0
Benzene, 2-ethy... 12.462 0.7 ug/L 85090 3 11.806 597565 5.0
Benzene, 1-meth... 12.491 0.7 ug/L 81057 3 11.806 597565 5.0
o-Cymene 12.565 1.4 ug/L 161471 3 11.806 597565 5.0
Indan, 1-methyl- 12.677 1.6 ug/L 193290 3 11.806 597565 5.0
Benzene, 4-ethy... 12.873 0.5 ug/L 61344 3 11.806 597565 5.0
1,3-Cyclopentad... 12.967 0.8 ug/L 91886 3 11.806 597565 5.0
Benzene, 1,2,4,... 13.021 1.2 ug/L 148632 3 11.806 597565 5.0
1-Phenyl-1-butene  13.288 0.9 ug/L 102651 3 11.806 597565 5.0
3-Phenylbut-1-ene 13.449 2.2 ug/L 259082 3 11.806 597565 5.0
1H-Indene, 2,3-... 13.780 0.6 ug/L 65502 3 11.806 597565 5.0
Benzene, (3-met... 13.832 0.8 ug/L 98084 3 11.806 597565 5.0
1H-Indene, 2,3-... 13.934 0.7 ug/L 84129 3 11.806 597565 5.0
Naphthalene, 2-... 15.217 0.5 ug/L 64820 3 11.806 597565 5.0
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