LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@40224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 19 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\SFAMUTRO32124WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@58341.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.595 87 95 104 rBV2 40864 44485 2.87% 0.236%
2 1.907 184 192 205 rVB 30929 39601 2.56% 0.210%
3 1.991 206 218 244 rBV 1134187 1549073 100.00% 8.207%
4 2.200 274 283 293 rVB 12316 17078 1.10% ©0.090%
5 2.592 384 405 428 rBV2 157952 380514 24.56% 2.016%
6 2.968 505 522 530 rBV6 18371 48454 3.13% 0.257%
7 3.036 530 543 550 rBV 249369 526918 34.02% 2.792%
8 3.354 624 642 668 rBV 670870 1478912 95.47% 7.835%
9 4.287 908 932 949 rBV2 18041 53447 3.45% 0.283%
10 4.425 964 975 990 rVB3 23645 58690 3.79% 0.311%
11  4.521 990 1005 1023 rVW 107506 258709 16.70% 1.371%
12 4.621 1025 1036 1067 rVB2 37109 110817 7.15% 0.587%
13 5.055 1157 1171 1182 rVWV 49057 112007 7.23% 0.593%
14 5.123 1184 1192 1217 rVB5 25031 64973  4.19% 0.344%
15 5.377 1255 1271 1281 rBV7 13100 33257 2.15% 0.176%
16 5.454 1281 1295 1320 rVB4 88659 233912 15.10% 1.239%
17 5.631 1320 1350 1363 rBV2 163302 402599 25.99% 2.133%
18 5.717 1363 1377 1399 rVV2 100694 256627 16.57% 1.360%
19 5.843 1399 1416 1427 rVV 356995 751415 48.51% 3.981%
20 5.914 1427 1438 1449 rWV 319391 672199 43.39% 3.561%
21 5.981 1449 1459 1482 rVB 292486 625342 40.37% 3.313%
22 6.242 1529 1540 1580 rBV 93609 224528 14.49% 1.190%
23 6.550 1625 1636 1660 rBV9 6999 22056 1.42% 0.117%
24  6.685 1666 1678 1684 rBV 60910 116031 7.49% 0.615%
25 6.753 1684 1699 1723 rVVv4 151141 466490 30.11% 2.472%
26 6.862 1724 1733 1744 rVB4 9825 18374 1.19% 0.097%
27 6.975 1757 1768 1780 rVB3 22985 42053 2.71% ©0.223%
28 7.068 1780 1797 1811 rVB2 44831 88589 5.72% 0.469%
29 7.158 1811 1825 1828 rBVS5S 41930 77870 5.03% 0.413%
30 7.229 1840 1847 1865 rVB2 54654 109174 7.05% 0.578%
31 7.389 1879 1897 1921 rBV2 85264 180612 11.66% ©.957%
32 7.576 1933 1955 1976 rBV3 40913 126354 8.16% 0.669%
33 7.759 2001 2012 2025 rVB4 14472 35261 2.28% 0.187%
34 7.849 2025 2040 2046 rBV2 121723 222443 14.36% 1.179%
35 7.891 2047 2053 2082 rvVB 157381 303003 19.56% 1.605%

36 8.032 2082 2097 2108 rBV2 55332 134801 8.70% ©.714%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@40224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 19 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\SFAMUTRO32124WMA.M
Title : TRACE VOA SFAM1.0
37 8.158 2127 2136 2137 rBV2 15892 18763 1.21% 0.099%
38 8.238 2149 2161 2174 rVB2 91848 168711 10.89% 0.894%
39 8.364 2180 2200 2207 rBV2 56796 110331 7.12% 0.585%
40 8.405 2207 2213 2223 rVB 38417 61390 3.96% 0.325%
41  8.627 2273 2282 2298 rBV2 107658 206024 13.30% 1.092%
42 8.804 2325 2337 2346 rBVS 24836 48580 3.14% 0.257%
43  8.862 2346 2355 2367 rVV4 30887 83385 5.38% 0.442%
44  8.920 2367 2373 2380 rVV2 24050 41446  2.68% 0.220%
45  8.962 2382 2386 2402 rVB6 13655 22139 1.43% 0.117%
46 9.068 2406 2419 2429 rBV5 11180 21822 1.41% 0.116%
47  9.184 2438 2455 2467 rBV9 10880 33279 2.15% 0.176%
48 9.328 2486 2500 2515 rVB8 22823 51502 3.32% 0.273%
49 9.412 2515 2526 2541 rBV 132661 238836 15.42% 1.265%
50 9.502 2542 2554 2565 rvv2 31353 79492 5.13% 0.421%
51 9.566 2565 2574 2595 rVB 80348 142467 9.20% 0.755%
52 9.692 2601 2613 2628 rVB7 24255 56158 3.63% 0.298%
53 9.881 2662 2672 2687 rBV5 8115 16180 1.04% ©0.086%
54 10.026 2705 2717 2724 rBV7 9583 21576  1.39% 0.114%
55 10.267 2769 2792 2806 rBV8 17754 47528 3.07% 0.252%
56 10.479 2846 2858 2869 rBV 158523 246418 15.91% 1.306%
57 10.749 2930 2942 2953 rVB2 40524 79552 5.14% 0.421%
58 10.901 2980 2989 3010 rVB 41350 68905 4.45% 0.365%
59 11.019 3010 3026 3036 rBv2 47549 79689 5.14% 0.422%
60 11.286 3098 3109 3130 rVB 71976 118311 7.64% 0.627%
61 11.463 3155 3164 3175 rVB 37658 57276 3.70% 0.303%
62 11.608 3198 3209 3212 rBV 27872 40439 2.61% 0.214%
63 11.637 3213 3218 3232 rVB 40312 62067 4.01% 0©.329%
64 11.736 3240 3249 3259 rVB2 17007 25620 1.65% 0.136%
65 11.807 3259 3271 3286 rBV 142422 228946 14.78%  1.213%
66 12.003 3319 3332 3343 rVB3 14734 24089 1.56% 0.128%
67 12.090 3346 3359 3377 rVV2 497878 828961 53.51% 4.392%
68 12.183 3377 3388 3407 rVV3 171178 321209 20.74% 1.702%
69 12.296 3411 3423 3438 rVV3 38646 62043 4.01% 0.329%
70 12.460 3464 3474 3489 rBV 53464 82856 5.35% 0.439%
71 12.566 3494 3507 3515 rVV 418951 622248 40.17%  3.297%
72 12.605 3515 3519 3530 rVvV 100980 145475 9.39% 0.771%
73 12.675 3530 3541 3561 rVB 505767 812179 52.43% 4.303%
74 12.859 3590 3598 3615 rVB2 17867 29281 1.89% 0.155%
75 12.968 3615 3632 3640 rBV 238440 362948 23.43%  1.923%

76 13.019 3640 3648 3663 rVB 431027 641040 41.38%  3.396%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@40224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 19 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\SFAMUTRO32124WMA.M
Title : TRACE VOA SFAM1.0

77 13.106 3663 3675 3688 rBv4 32661 57427 3.71% 0.304%
78 13.248 3711 3719 3722 rW\2 14216 20637 1.33% 0.109%
79 13.286 3722 3731 3756 rVB 267371 444521 28.70% 2.355%
80 13.402 3756 3767 3772 rBvV4 25618 44353 2.86% ©.235%
81 13.450 3772 3782 3796 rVV 475153 769481 49.67% 4.077%
82 13.515 3796 3802 3809 rvVv4 25820 44057 2.84% 0.233%
83 13.553 3809 3814 3824 rVV 16886 27708 1.79% 0.147%
84 13.617 3824 3834 3849 rVB4 82485 139435 9.00% ©.739%
85 13.727 3857 3868 3875 rBV5 20345 35107 2.27% 0.186%
86 13.778 3875 3884 3892 rVwV 77321 134258 8.67% ©.711%
87 13.833 3892 3901 3916 rVVv4 60543 151717 9.79% 0.804%
88 13.907 3916 3924 3927 rVV3 43334 67704 4.37% ©.359%
89 13.936 3927 3933 3950 rvVvB2 81631 158374 10.22% 0.839%
90 14.080 3962 3978 4003 rVB 136796 226463 14.62% 1.200%
91 14.277 4024 4039 4050 rBVS5 17246 32424 2.09% 0.172%
92 14.341 4050 4059 4072 rVB3 19634 30234 1.95% 0.160%
93 14.479 4092 4102 4113 rBV2 23768 36752 2.37% 0.195%
94 14.662 4149 4159 4173 rBvV4 17245 36159 2.33% 0.192%
95 15.219 4322 4332 4347 rBV 51323 86526 5.59% ©0.458%
96 15.408 4378 4391 4404 rBV 21151 35399 2.29% 0.188%

Sum of corrected areas: 18874565
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU058341.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.991 34.50 ug/L 1549070 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47
4 Pentane 72 C5H12 000109-66-0 36
5 1-Butene 56 C4H8 000106-98-9 14
Abundance Scan 218 (1.991 min): VU058341.D\data.ms (-206) (-) m/z 43.00 100.00%
43.0
57.0
5000
R R
‘ 720 1.60 1.80 2.00 2.20 2.40
ot el L m/z 42,00 83.89%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 BB RN
29.0 1.60 1.80 2.00 2.20 2.40
m/z 41.00 83.51%
72.0
O\\\‘\\\\‘\\‘\\‘\\}\‘\\\ii\\\‘\\\\‘\\\\“\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
R B A
57.0 1.60 1.80 2.00 2.20 2.40
5000 27.0 m/z 57.00  70.35%
15.0
72.0
0\\\?9\\‘WM\‘H1!M\\\}1\\ﬁ“h}w\\\”\\\w
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol R e
42.0 1.60 1.80 2.00 2.20 2.40
310 m/z 39.00 28.38%
5000
57.0 72.0
ol 150
m/z--> 0 10 20 30 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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 46
R.T. EstConc Area Relative to ISTD R.T.
2.968 1.08 ug/L 48454  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 64
2 Cyclopropane, 1l-ethyl-1-methyl- 84 C6H12 053778-43-1 62
3 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 58
4 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 58
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 52
Abundance Scan 522 (2.968 min): VU058341.D\data.ms (-505) (-) m/z 40.90 100.00%
40.9 5.0
69.0
5000
83.9 ﬂ
R R e e
‘ ‘ 2.60 2.80 3.00 3.20
0l M Al m/z ss.00 90.24%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1665: 1-Pentene, 3-methyl-
55.0 69.0
41.0 /f\\
5000 LI AL B L BN BN R B
27.0 840 2.60 2.80 3.00 3.20
m/z 69.00 82.31%
15.0 Ll
0 \\\‘\\\\‘\\‘\\‘\\1}‘\\\1}\‘\\\“}\\‘\‘\\‘\‘\“\\\\‘\\‘\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1710: Cyclopropane, 1-ethyl-1-methyl-
41.0
55.0
LSRR
69.0 2.60 2.80 3.00 3.20
5000 27.0 m/z 42.90 71.56%
84.0
15.
1.0 5‘0 \‘ \\“ M‘\\ L .
] R AR
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1674: 1-Pentene, 3-methyl- R A RERENREES SN
55.0 2.60 2.80 3.00 3.20
410 69.0 m/z 56.00 69.77%
5000 27.0
84.0
15.0 ‘ ‘
0 \\\‘H\\‘\\‘\\‘\\}!‘\\\1}\‘\H‘H1\\‘\\\‘\“\\\\‘\\‘\\‘\\ R RaRash s ST
m/z--> 0 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20

SFAMUTRO32124WMA.M Fri Apr 05 14:13:35 2024 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 11
R.T. EstConc Area Relative to ISTD R.T.
3.036  11.73 ug/L 526918 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 87
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 52
Abundance Scan 543 (3.036 min): VU058341.D\data.ms (-530) (-) m/z 43.00 100.00%
43.0
5000
71.0 /\,
55.0 ‘ 86.0 2.80 3.00 3.20 3.40
0l e e e m/z 41.95 85.76%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2053: Butane, 2,3-dimethyl-
42.0
5000
71.0 2.80 3.00 3.20 3.40
27.0 m/z 41.00 41.24%
55.0 86.0
O 150 \‘ Y \‘ “
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2056: Butane, 2,3-dimethyl-
43.0
FUNSN A N B
2.80 3.00 3.20 3.40
5000 m/z 71.00 25.25%
570 71.0
0 150 | 580 1
R et L B A mm
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2054: Butane, 2,3-dimethyl- e mmaRET e
43.0 2.80 3.00 3.20 3.40
m/z 38.95 19.12%
5000
27.0
150 71.0
ol 1o 180 ] S0 o |\
e e e e e e R ERE e AAARRES
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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
3.354 32.93 ug/L 1478910 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 78
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
Abundance Scan 642 (3.354 min): VU058341.D\data.ms (-624) (-) m/z 57.00 100.00%
57.0
41.0
5000
P e
H 710 gso0 3.00 3.20 3.40 3.60
Ol el i m/z 56.00 82.46%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl-
57.0
5000 450
PP
29.0 3.00 3.20 3.40 3.60
m/z 40.95 56.97%
. ‘ ‘ A 71.0 g0
O \\\‘\\\\‘\\\\‘\\\{‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl-
h
R e A RaaannaEE
29.0 41.0 3.00 3.20 3.40 3.60
5000 m/z 42.95 22.39%
oL 10 180 \“‘ L Th0 sso
R R N L R N R R
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl- R E S RamanaREs
57.0 3.00 3.20 3.40 3.60
m/z 39.00 15.93%
29.0 41.0
5000
ol20 120 7O eeo
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 45
R.T. EstConc Area Relative to ISTD R.T.
4.287 1.19 ug/L 53447 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 83
2 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 83
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 74
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 74
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 74
Abundance Scan 932 (4.287 min): VU058341.D\data.ms (-908) (-) m/z 57.00 100.00%
57.0
5000 43.0 85.0
AR R
4.00 4.20 4.40 4.60
Ol bl e e m/z 43.00 50.21%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4487: Pentane, 2,2-dimethyl-
57.0
43.0
5000 850 L L L BN BN
4.00 4.20 4.40 4.60
20.0 m/z 85.00 46.98%
O\\\‘\\\\‘\\\\‘\\\‘\“\\\\“ii\\‘\\‘\}‘\\\\‘\\\\‘\\}\‘\\]-\0\‘0\.\()\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4485: Pentane, 2,2-dimethyl-
57.0
43.0 e e
4.00 4.20 4.40 4.60
5000 m/z 41.00 46.68%
20.0 85.0
o2 150 “ L 710 | 1000
e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4480: Pentane, 2,4-dimethyl- e
43.0 4.00 4.20 4.40 4.60
57.0 m/z 56.00 44.32%
5000
20.0 85.0
0 150 || ‘ . 7o 100.0
e e e e e e e v o e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60

SFAMUTRO32124WMA.M Fri Apr 05 14:13:39 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
4.425 1.31 ug/L 58690 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 83
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 83
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 56
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 56
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 50
Abundance Scan 975 (4.425 min): VU058341.D\data.ms (-964) (-) m/z 43.00 100.00%
5000
85.0
R RRREEEEE R
‘ ‘ 68.9 4.20 4.40 4.60 4.80
T et L B m/z 57.00  85.25%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0
A\
5000 LA L L I LN L
85.0 4.20 4.40 4.60 4.80
29.0 m/z 40.90 49.08%
0 15.0 H i miin 69\0 , 109'0
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4474 Pentane, 2,4-dimethyl-
43.0
A RAREARR R
57.0 4.20 4.40 4.60 4.80
5000 m/z 55.95 48.84%
27.0 85.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4480: Pentane, 2,4-dimethyl- R e ammEE R
43.0 4.20 4.40 4.60 4.80
57.0 m/z 84.95  28.90%
5000
29.0 85.0
e e e e e e R RRREmEs B
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80

SFAMUTRO32124WMA.M Fri Apr 05 14:13:40 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue40224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57

Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@32124WMA.M
: TRACE VOA SFAM1.0

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

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

Peak Number 7 (DEL) Alkane: Cyclic4.521 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
4.521 5.76 ug/L 258709 1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclohexane 84 C6H12 000110-82-7 87
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
4 Cyclohexane 84 C6H12 000110-82-7 86
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80
Abundance Scan 1005 (4.521 min): VU058341.D\data.ms (-990) (-) m/z 56.00 100.00%
56.0
- T T /\Jﬂf\dﬂx
e
“ ‘ 84.0 4.20 4.40 4.60 4.80
0 ""H"‘mwwm\“m\u‘\u_m‘l“wmlw‘ m/z 40.95 49.92%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 UL L R R R R |
4.20 4.40 4.60 4.80
m/z 69.00 42.39%
28.0 M ‘ 84.0
O \\\‘\\\\‘]\-ﬁ\.(\)‘\\}H“\\\}}\‘\\\i‘\u‘\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane
56.0
410 840 LB L B R I B |
4.20 4.40 4.60 4.80
5000 m/z 54.95 26.71%
27.0
69.0
180 | ‘
0 "“2:9""“"Wl“,uu}“mmM_Hu,uwmw
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl- T T T T T
56.0 4.20 4.40 4.60 4.80
m/z 38.90  23.34%
41.0
5000
69.0
27.0
‘ H ‘ 84.0
m/z--> 0 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80

SFAMUTRO32124WMA.M Fri Apr 05 14:13:42 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 39
R.T. EstConc Area Relative to ISTD R.T.
5.123 1.45 ug/L 64973  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 72
2 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 56
3 4,4-Dimethyl-1-hexene 112 C8H16 001647-08-1 50
4 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 42
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 42

Abundance Scan 1192 (5.123 min): VU058341.D\data.ms (-1184) (-) m/z 43.00 100.00%

43.0 71.0
5000
85.0 J

‘6 9 98.0 4.80 5.00 5.20 5.40
0 ‘H‘H‘w‘H‘_‘H‘H‘L\H‘_ML‘ku\H‘_LH‘H‘M‘H‘ m/z 71.00  98.72%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4481: Pentane, 3,3-dimethyl-
43.0
71.0

5000 N AL
4.80 5.00 5.20 5.40

29.0 85.0 m/z 40.95  34.69%

20 150 | \‘ 570 || 1000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
mi/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4482: Pentane, 3,3-dimethyl-
43.0
AN

71.0 L LA R B R B LA R |
4.80 5.00 5.20 5.40

o

5000 ITI/Z 69.95 29.55%
26.0 85.0
ol d89 ALl 0 L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 J\
Abundance #7573: 4,4-Dimethyl-1-hexene R e
43.0 71.0 4.80 5.00 5.20 5.40

m/z 85.00  28.06%

5000

27.0

380 M‘\ 84.0 97\0 /\ f

) NUNSS 1 OU .. £ H A WA A
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40

SFAMUTRO32124WMA.M Fri Apr 05 14:13:43 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 16
R.T. EstConc Area Relative to ISTD R.T.
5.454 5.21 ug/L 233912  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 93
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 81
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64

Abundance Scan 1295 (5.454 min): VU058341.D\data.ms (-1281) (-) m/z 55.95 100.00%

56.0
43.0
5000 71.0

5.20 5.40 5.60 5.80

5.0
oH‘,W,HH,m,!m,uh‘ ‘,‘m‘l‘mﬁmﬂ?ﬁw m/z 42.95 72.42%
miz--> 10 20 30 40 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl- j\ A/\
43.0 56.0
5000 H**\H**M**W**H\**
29.0 71.0 5.20 5.40 5.60 5.80

m/z 56.95 66.82%

\\\’\\\\’\\\‘\’\\\\"!\\\’\‘\‘ \’\\\\‘1\\\\‘8\\5\(\)‘\\]\-\0‘0\\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0

5.20 5.40 5.60 5.80

o

m/z 41.00 64.00%
5000 710
29.0
Lm0 00
Ot e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
43.0 56.0 5.20 5.40 5.60 5.80

m/z 71.00 40.11%

5000 /\A
29.0 71.0
Caso |0 w00 A

m/z--> 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80

SFAMUTRO32124WMA.M Fri Apr 05 14:13:44 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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: Cyclic5.631 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.631 8.97 ug/L 402599 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 90
2 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 43
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 43
4 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 38
5 3-Hexene, 2-methyl-, (Z)- 98 C7H14 015840-60-5 38
Abundance Scan 1350 (5.631 min): VU058341.D\data.ms (-1320) (-) m/z 56.00 100.00%
56.0
69.0
83.0
41.0
5000
| “ ‘ ‘ ! | 98.0 5.40 5.60 5.80 6.00 .
O e e e e m/z 55.00 86.24%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
41.0 69.0
5000
83.0 5.40 5.60 5.80 6.00
27.0 m/z 69.00 78.93%
M ‘\“ Ly ‘ H‘ | 98\0
O\\\’\\\\‘\\\\‘\\\\’\\\\“\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3772: 1-Pentene, 2,3-dimethyl-
41.0 69.0
R RREEERET
5.40 5.60 5.80 6.00
5000 55.0 m/z 83.00 71.36%
27.0
830 980
15.0 ‘ | :
U 1 1 AP | SN N NN S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1704: 2-Pentene, 3-methyl-, (2)- R R
41.0 5.40 5.60 5.80 6.00
69.0 m/z 40.95 55.11%
55.0
5000
84.0
27.0
o) SNBSS A 1 1| RN 1
m/z--> 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00

SFAMUTRO32124WMA.M Fri Apr 05 14:13:46 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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: Cyclic5.843 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.843 16.73 ug/L 751415 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 87
4 Cyclobutanone, 2,2-dimethyl- 98 C6H100 001192-14-9 78
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 72
Abundance Scan 1416 (5.843 min): VU058341.D\data.ms (-1399) (-) m/z 70.00 100.00%
70.0
56.0
41.0
5000
83.0
‘ H ‘ ‘ 98.0 5.60 5.80 6.00 6.20
0ol gl el bl m/z se.ee 77.79%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0 A/\\
5000 L B B I L LA BN B U
5.60 5.80 6.00 6.20
210 83.0 m/z 55.60  65.93%
0 | WL
O\\’\HH‘\\H‘\\Hl\‘\ui‘iu \‘H‘\H‘\H‘\“‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
a1 5.60 5.80 6.00 6.20
5000 0 m/z 40.95 53.34%
83.0
27‘-‘0 H 98.0
0",‘H“Huiuup‘m_‘l‘wm‘; Hu‘wlwml“m
m/z--> 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 68.95 27.90%
5000
27.0 83.0
T s
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20

SFAMUTRO32124WMA.M Fri Apr 05 14:13:47 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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: Cyclic5.914 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.914 14.97 ug/L 672199 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 95
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 91
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 91
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 91
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 90
Abundance Scan 1438 (5.914 min): VU058341.D\data.ms (-1427) (-) m/z 70.00 100.00%
56.0 7Q0.0
41.0
5000
83.0
‘ 98.0 5.60 5.80 6.00 6.20
) S | NN “m\ SP A— m/z 56.00  93.13%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis-
56.0
41.0 70.0
270 5.60 5.80 6.00 6.20
‘ 8390 eo m/z 55.00 74.30%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0 R AAREERREERE
5.60 5.80 6.00 6.20
5000 m/z 40.95 61.59%
27.0 83.0
[
0 bt e st e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
410 56.0 70.0 5.60 5.80 6.00 6.20
’ m/z 69.00 36.68%
5000
27.0
83.0
‘ ‘ 98.0
ol20 10 I Wl al
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20

SFAMUTRO32124WMA.M Fri Apr 05 14:13:48 2024 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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: Cyclic5.981 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.981 13.93 ug/L 625342  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 94
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 90
4 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 87
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 81
Abundance Scan 1459 (5.981 min): VU058341.D\data.ms (-1449) (-) m/z 56.00 100.00%
56.0
70.0
41.0
5000
98.0
“ | ﬁo 5.60 5.80 6.00 6.20 6.40
ol el el A m/z 55.00  73.61%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0
5000 L L B B B N L B
21.0 5.60 5.80 6.00 6.20 6.40
98.0 m/z 70.00 71.25%
‘ ‘ 83.0
O\\\‘\\\\‘\\\\‘\\11‘\\\}}\‘\\\“\”‘\‘\\\w“\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
410 0.0 5.60 5.80 6.00 6.20 6.40
5000 m/z 41.00 56.17%
270 98.0
‘ “ 83.0
ol 20 10 Il Ml b

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 69.00 34.15%

41.0
5000
98.0
27.0 ‘ 83.0
0 ‘H_"‘_HwH““‘:H:‘wmu‘l “_‘u:pm_‘:www

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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 14 (DEL) Alkane: Cyclic6.975 Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
6.975 0.94 ug/L 42053 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 90
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 86
3 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 43
4 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 43
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 42

Abundance Scan 1768 (6.975 min): VU058341.D\data.ms (-1757) (-) m/z 69.00 100.00%

69.0
41.0 55.0
5000

879 97.9 6.60 6.80 7.00 7.20
et ol L m/z e8.e0  77.62%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3747: Cyclopentane, ethyl-
69.0
41.0
55.0 /\

5000 BRI VA TR FATHER N e
6.60 6.80 7.00 7.20

m/z 40.95 63.97%

27.0 g3 980
H‘\1“5"9\HM\H“‘i“‘H\‘”“wHH\‘HH!“WW‘!WH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0 A

550 6.60 6.80 7.00 7.20
5000 | m/z 54.95 58.87%

27.0
98.0
150 | dl 83.0
\ | | ‘ ‘ \
P e T T e
mlz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3798: Cyclopropane, 1,1-diethyl-

o

o

0
N A FVAENEAS

41.0 69.0 6.60 6.80 7.00 7.20

55.0 m/z 70.00  56.58%
5000
27.0 98.0
s ‘ ‘ 83.0
mfz--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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: Cyclic7.068 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
7.068 1.97 ug/L 88589 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 91
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 86

4 Heptane, 3-methylene- 112 C8H16 001632-16-2 78
5 2-Heptene, 3-methyl- 112 C8H16 003404-75-9 72

Abundance Scan 1797 (7.068 min): VU058341.D\data.ms (-1780) (-) m/z 70.00 100.00%

70.0
55.0
5000
41.0 N
At
‘M | 84.0 970 1129 6.80 7.00 7.20 7.40
"wm‘,‘m_m\‘mwwm“‘whw““,w‘m_ m/z 54.95 68.53%

o

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 40.95 27.67%

70 || | L s 570 e
1 1
\\\‘H\\’\\\\‘\\H‘\H\‘H\\‘\\\\\\H‘\H\‘H\\’\\\\‘\\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
A
55.0

6.80 7.00 7.20 7.40

o

5000 ITI z 68.95 23.75%
41.0
2r.0 ‘ 112.0
97.0 .
ol 240 U il A B0 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\N/\ /\j
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha., R AR R R R
70.0 6.80 7.00 7.20 7.40
m/z 42.00 18.51%
55.0
5000
41.0
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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 Cyclohexene, 3-methyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
7.158 1.73 ug/L 77870  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 90
2 Cyclohexane, methylene- 96 C7H12 001192-37-6 87
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 87
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 83
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 83
Abundance Scan 1825 (7.158 min): VU058341.D\data.ms (-1811) (-) m/z 81.00 100.00%
81.0
5000 67.0
389 55.0 96.0
‘ ‘ “ ‘ 1118 6.80 7.00 7.20 7.40
Obrrprrrrprerr el bl bl S552 - m/z 67.08 45.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3229: Cyclohexene, 3-methyl-
81.0
2000 6.807.007.207.40
67.0 . . . .
96.0
070 00 580 m/z 96.60  30.95%
O\\‘\\\\‘\\\\‘\\\\“\\\\‘HH\\‘\\W\‘\\\‘\“1\\\‘\\‘\‘\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3244: Cyclohexane, methylene-
81.0
67.0 P
6.80 7.00 7.20 7.40
39.0 o
96.0 m/z 68.00 30.18%
5000 54.0
27.0
ob 22
m/z--> 10 20 30 40 50 60 70 80 90 100 110 /\ /L
Abundance #3236: Cyclohexene, 1-methyl- A
81.0 6.80 7.00 7.20 7.40
m/z 55.00  28.80%
5000 67.0 96.0
27.0 ‘ ‘
0 H_m_mww‘wmlwmmm‘“‘!‘ku_ww‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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: Cyclic7.229 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
7.229 2.43 ug/L 109174  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 91
2 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 90
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 90
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 64
5 cis-2,4-Dimethylthiane, S,S-dioxide 162 C7H1402S 1000215-67-5 64
Abundance Scan 1847 (7.229 min): VU058341.D\data.ms (-1840) (-) m/z 70.00 100.00%
70.0
55.0
5000 41.0
84.0 A\ M
A e
H ‘ ‘ 97.0 1120 7.00 7.20 7.40 7.60
0ot L m/z ss.ee 84.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
41.0
5000
270 7.00 7.20 7.40 7.60
84.0 112.0 m/z 56.00 79.19%
‘ ‘ ‘ ‘ 97.0
O \H‘HH‘\H\’\\H‘\‘\H‘\H W‘H\H\ ‘\H\‘\‘H\‘\\1‘\‘\\\\‘\\\\‘\
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 k
R RAREEEE LS
7.00 7.20 7.40 7.60
5000 m/z 40.95 45 .84%
41.0
84.0 112.0
27.0 ‘ ‘ 97.0
0 ‘H‘HH‘m‘u,uu_‘mm SR | ENR NS
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., N R AARREESR R
56.0 70.0 7.00 7.20 7.40 7.60
m/z 68.95 35.06%
5000 41.0
84.0
270 ‘ ‘ ‘ 97.0 112.0
0 ‘H‘w‘HM,HW“WH —- “H‘_‘mw“_wluw N
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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 18 Cyclobutane, (1-methylethyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

7389 402 ug/l 180612 1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual

yclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
yclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 83
»3-Pentadiene, 2,3-dimethyl- 96 C7H12 001113-56-0 80
,5-Dimethylcyclopentene 96 C7H12 007459-71-4 78
yclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 72

uih wNnPE
O wWE NN

Abundance Scan 1897 (7.389 min): VU058341.D\data.ms (-1879) (-) m/z 81.00 100.00%

81.0
5000
96.0

389 529 67.0 ‘ ‘uu‘uu‘uu‘uu,u
| L

| | | 7.00 7.20 7.40 7.60 7.80
0 "‘_H‘_‘H"m\“u”w:“‘_m_H‘u\w_“”w m/z 79.00  31.66%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3285: Cyclobutane, (1-methylethylidene)- /\
81.0
5000 \H**\H**\H**\H*‘vw
7.00 7.20 7.40 7.60 7.80
270 39.0 530 670 96.0 m/z 96.00 27.27%
0 m_H‘_‘H"H;‘i“m““‘\”_m\‘_H\“‘}m_‘\!wm
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
w*w”w”wm/*\v/*\/‘
7.00 7.20 7.40 7.60 7.80
5000 m z 38.90 15.28%
27.0 39.0 96.0
90 |l S0
0 HWH‘w”‘w"i”Hiw*w“*‘H*H‘*imw”‘wm
m/z--> 10 20 30 40 50 60 70 80 90 100 A/\
Abundance #3277: 1,3-Pentadiene, 2,3-dimethyl- s e RERRRAR
81.0 7.00 7.20 7.40 7.60 7.80

m/z 67.00 14.39%

5000 96.0
41.0 53.0
27.0 67.0
‘ | inn \‘\ L \\‘ ‘ | 1 /\/\

m/z--> 10 20 30 40 50 60 70 80 90 100 7.00 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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: Cyclic7.576 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
7.576 2.81 ug/L 126354 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1,2-trimethyl- 112 C8H16 004259-00-1 46
2 1-Heptene, 6-methyl- 112 C8H16 005026-76-6 46
3 Cycloheptane, methyl- 112 C8H16 004126-78-7 35
4 Cyclopropane, 1-ethyl-2-methyl-,... 84 C6H12 019781-68-1 35
5 Cyclopentane, ethyl- 98 C7H14 001640-89-7 27
Abundance Scan 1955 (7.576 min): VU058341.D\data.ms (-1933) (-) m/z 78.90 100.00%
78.9
55.0
41.0
5000
97.0 A
113.8 RN S e RN E
| H | | 7.20 7.40 7.60 7.80 8.00
0m_m‘Hu,m“w‘mw"m‘\‘w‘\\\‘u“mmuH‘!m‘m m/z 55.00  78.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #7656: Cyclopentane, 1,1,2-trimethyl-
56.0
69.0
41.0
5000 L L LR B L B
270 84.0 7.20 7.40 7.60 7.80 8.00
: U 97.0 o
‘ ‘ ‘ ‘ 112.0 m/z 56.00 78.38%
O \\\‘]-\4\."\(\)‘\\\1’\\\\}“\\\“\‘} \‘\\\‘1“\\\\‘\‘\\\‘\\\i‘\\\\‘!\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #7545: 1-Heptene, 6-methyl-
43.0 58.0 ]
PO T TR
69.0 7.20 7.40 7.60 7.80 8.00
5000 m/z 68.95 73.37%
“ 84.0 970 112.0
O e \‘M‘M‘mW‘l\\‘\m‘\m‘lm‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120 \
Abundance #7566: Cycloheptane, methyl- T aRRRRE
55.0 7.20 7.40 7.60 7.80 8.00
97.0 m/z 40.95 56.77%
41.0
5000
69.0 83.0
i O I
) SNEEUESIE A SN 1 T N WSS | MO | NS N SAvi S
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 20 (DEL) Alkane: Cyclic7.759 Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
7.759 0.79 ug/L 35261 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 53
2 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 50
3 2-Pentene 70 C5H10 000109-68-2 50
4 Nonane, 3-methylene- 140 C10H20 051655-64-2 42
5 2,6-Cyclooctadien-1-0l 124 C8H120 010017-18-2 42
Abundance Scan 2012 (7.759 min): VU058341.D\data.ms (-2001) (-) m/z 70.00 100.00%
70.0
55.0
5000 /\
42,0 V{WI\‘“‘
96.0
| H I %3 o 11 1110 7.40 7.60 7.80 8.00
Orrprrrprerree gl 18890 D hs ss.ee 65.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #666: Cyclopropane, 1,2-dimethyl-, trans-
55.0 70.0
39.0
5000 L SR R LI LA I B B
7.40 7.60 7.80 8.00
27 m/z 42.00 22.62%
O\\‘\\\\‘\\‘}\i‘\\\‘1l\‘\\\“\h!‘\‘\\\‘“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #661: Cyclopropane, 1,1-dimethyl-
55.0 70.0
AP PR e
290 420 7.40 7.60 7.80 8.00
5000 m/z 80.90 21.23%
0 “ A ‘ lwm“mwwww_m,
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #630: 2-Pentene “H‘A}H“‘H“‘H“‘
55.0 7.40 7.60 7.80 8.00
m/z 40.90 20.10%
5000 42.0 70.0
oo L
H“H“H“_“w“H"H"H“_“w“u“u“u“_“w S SRR RERERE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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: Cyclic8.032 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.032 2.82 ug/L 134801 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 94
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 93
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 90
4 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 64
5 Sulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 50
Abundance Scan 2097 (8.032 min): VU058341.D\data.ms (-2082) (-) m/z 97.00 100.00%
97.0
55.0
5000 o 69.0 ]\
84.0 ' 7.808.008.20 8.40
’ 112.0 . ’ . .

o‘H‘HH‘m‘,‘H“\!“HM:“wu‘\l“Hw‘l‘w‘\!_w:”w m/z 54.95  73.47%

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

Abundance #7613: Cyclohexane, 1,1-dimethyl-

97.0
55.0
5000 690 L B I L LI L B
41.0 7.80 8.00 8.20 8.40
m/z 69.00 50.60%
27.0 84.0 112.0
O\H‘\\H‘\\\‘\"\\H‘H‘\\\‘1‘\\‘1‘H\“Wl\H\‘\‘1\\‘\\‘11‘\\\\‘\\.\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7618: Cyclohexane, 1,1-dimethyl- /LV
97.0
55.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
7.80 8.00 8.20 8.40
5000 41.0 69.0 ITI/Z 41.00 40.48%
27.0
PO P O
ol 240 Ml e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7617: Cyclohexane, 1,1-dimethyl-  ARAESNEEEEEC SR
97.0 7.80 8.00 8.20 8.40
55.0 m/z 56.00  40.28%
5000 41.0 69.0
27.0
o‘H‘lﬂ@_N,HMwmwm‘?ﬁ:‘?_mﬁﬁ'?_
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\VvUue40224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57

Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@32124WMA.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 22 (DEL) Alkane: Cyclic8.238 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8238 3.53 ug/l 168711 Chlorobenzene-ds 5.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Cyclohexane, 1,2-di imethyl- (cis/... 112 CaHls 000583-57-3 96

1,2-di
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 96
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 95
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 94
1,2-di

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

Abundance Scan 2161 (8.238 min): VU058341[NdMarns(2149)() m/z 96.95 100.00%

55.0 97.
5000 41.0
69.0 112.0
83.0

H‘ ‘ | 8.00 8.20 8.40 8.60
m_m_m,um‘w‘u‘mWm_HuMWMWWW m/z 54.95 88.47%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
53.0 97.0
41.0

o

5000 L L L L L L B B
270 69.0 112.0 8.00 8.20 8.40 8.60
‘ ‘ " 830 ' m/z 40.95 43.15%
O \\\‘\\\\‘\\\\"\\\\‘\‘\\\“\‘\\\‘\\\\‘\\\\‘\M\\‘\\\1‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0 //\\
S RRReEREEET
41.0 8.00 8.20 8.40 8.60

5000 m/z 111.95 32.81%

69.0 112.0
T
H"H‘w"wtu“wku‘WHV‘HJM“H‘M“_‘J“H“m‘w‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0

o

8.00 8.20 8.40 8.60
m/z 55.95 32.47%

41.0
5000
27.0 69.0 112.0
‘ ‘ i
0 ‘ ‘ M ‘ \‘ “ |

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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 23 (DEL) Alkane: Cyclic8.364 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
8.364 2.31 ug/L 110331  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 95

Abundance Scan 2200 (8.364 min): VU058341.D\data.ms (-2180) (-) m/z 97.00 100.00%
97.0

55.0
5000
40.9 112.0
69.0 BN 2 L R A
H ‘ | 83.0 8.00 8.20 8.40 8.60
bt il el myz 54,95 92.65%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0

5000 41.0 B B R B R R
112.0 8.00 8.20 8.40 8.60

270 69.0 m/z 40.90  36.49%

|
\\\‘\\\\‘\\\\’\\\\‘\‘\\\“\‘\\\‘\\\M\l\\\\“\H\\‘\\‘\l‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0 /ﬁb\JA/

8.00 8.20 8.40 8.60

o

5000 41.0 m/z 112.60  35.61%
112.0
270 69.0
‘ ‘ 83.0

AIEE T o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans- e

55.0 97.0 8.00 8.20 8.40 8.60

m/z 56.00  27.40%

5000
41.0 112.0
69.0
270 ‘ ‘ 83.0
0 O O

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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 5,5-Dimethyl-1,3-hexadiene Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
8.405 1.29 ug/L 61390 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 91
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 80
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 78
4 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 78
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 72

Abundance Scan 2213 (8.405 min): VU058341.D\data.ms (-2207) (-) m/z 95.00 100.00%
95.0

5000
67.0 110.0 /\“MWHMHWM

389 530 o 8.00 8.20 8.40 8.60 8.80

Obrrprrrrprrrr b e et b e m/z 66,95 25.09%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6743: 5,5-Dimethyl-1,3-hexadiene
95.0
67.0 W/\

2000 8.00 8.20 8.40 8.60 8.80
110.0 408. :

41.0 55.0 m/z 110.00  18.70%

79.0
27.0 ‘
\\‘]\-\5\\0‘\\\H“\\\}i\‘\\\H\‘}}\‘\‘\‘\1“\\\‘\‘“\\\\“\‘\1\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6752: 1,3-Dimethyl-1-cyclohexene M J
95.0 A

8.00 8.20 8.40 8.60 8.80

o

5000 m/z 92.90 11.96%
67.0 110.0
410 550 82.0
20 -
Ottt e b i
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl- A ] [y i m
670 95.0 8.00 8.20 8.40 8.60 8.80

m/z 76.90  10.34%

41.0
5000 55.0
70 wo | Aﬂ
79.0 :
150 ‘H i \\‘u AL L Al ‘ /\ [

m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 25 (DEL) Alkane: Cyclic8.804 Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
8.804 1.02 ug/L 48580 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 94
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 94
3 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 94
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 91
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 76
Abundance Scan 2337 (8.804 min): VU058341.D\data.ms (-2325) (-) m/z 54.95 100.00%
55.0 97.0
40.9
5000 70,0 830
112.0
e T T
8.40 8.60 8.80 9.00 9.20
0 m_m_m,uH_“HMMMMMHHM:!‘W\Muw m/z 97.00  87.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7671: Cyclohexane, 1,2-dimethyl-, cis-
55.0
5000 L U B R
70 700 830 112.0 8.40 8.60 8.80 9.00 9.20
' m/z 40.90 54.04%
O P"\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7668: Cyclohexane, 1,2-dimethyl-, cis-
55.0
970 [T T[T rrrr rT
8.40 8.60 8.80 9.00 9.20
5000 41.0 70,0 83.0 m/z 83.00 48.48%
112.0
27.0 ‘ ‘
0“W‘H‘_H‘V‘H‘L‘WJNW‘HWM‘H‘H‘WH‘M‘H‘_‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7672: Cyclohexane, 1,2-dimethyl-, cis- ‘H“_“W“H,‘H“‘
55.0 8.40 8.60 8.80 9.00 9.20
97.0 m/z 70.00 44.13%
41.0
5000 83.0
700 112.0
27.0 N
I n/\/R,M-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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\VvUue40224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57

Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@32124WMA.M
: TRACE VOA SFAM1.0

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

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

Peak Number 26 (DEL) Alkane: Cyclic8.862 Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
8.862 1.75 ug/L 83385  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64
2 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 64
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64
Abundance Scan 2355 (8.862 min): VU058341.D\data.ms (-2346) (-) m/z 82.95 100.00%
3.0
55.0
5000
41.0
112.0 \mww,w_ww
‘ 6#_0 ‘ ‘ 8.60 8.80 9.00 9.20
bl m/z 54.95  66.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl-
83.0
55.0
5000 L B I L LI L B I
41.0 8.60 8.80 9.00 9.20
112.0 m/z 81.95 50.02%
27.0 69.0
0\\‘\\\\‘\\\‘\“\\\\“M\\\‘\‘1!\‘\\\‘i‘i\\\\“\1\\‘\9\\7\.(‘)\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7637: 2-Pentene, 3-ethyl-2-methyl-
55.0
RN AT . WA
83.0 8.60 8.80 9.00 9.20
5000 m/z 40.95 34.13%
410 69.0 112.0
27.0 ‘ 97.0
0\\‘\\\\‘\\\m‘\H\}H\\\i‘?‘\1‘\‘\\‘\‘}}H\‘\“‘\1\\‘\\\‘\‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7532: Cyclohexane, ethyl- R ABEARRREEEEEST e
55.0 83.0 8.60 8.80 9.00 9.20
m/z 66.90 21.21%
5000 41.0
112.0
27.0 ‘ 69.0
Orprrer et el el e AWA A v a
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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 27 (DEL) Alkane: Cyclic8.920 Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
8.920 0.87 ug/L 41446  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 72

Abundance Scan 2373 (8.920 min): VU058341.D\data.ms (-2367) (-) m/z 111.00 100.00%
111.0
68.9
5000 55.0
41.0
83'0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
I “ | ‘ 070 | 1260 8608.809.00920
0l e e e M/Z 68.98 80.63%
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 0 550 880,600 920
83.0 . - - -
m/z 55.00 47.92%
27.0 ‘ ‘
O\\‘HH’\H‘\“HHH‘H\‘\‘\\‘\‘\H‘\lH\‘\“\}\\‘\\\\.‘\\\\‘\\\\‘]_\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
8.60 8.80 9.00 9.20
5000 41.0 55.0 ITI/Z 40.95 32.19%
83.0
270
0 |- ‘ 9o7.0 | 1260
H‘H‘WH‘w‘Hw‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 N
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-  RARREEEE SRR SRR
69.0 111.0 8.60 8.80 9.00 9.20
m/z 56.00 25.36%
55.0
5000 41.0
83.0
27.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 cis-Bicyclo[3.3.0]oct-2-ene Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
9.328 1.08 ug/L 51502 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Bicyclo[3.3.0]oct-2-ene 108 C8H12 000930-99-4 80
2 Cyclopentanemethanol, .alpha.,.a... 128 C8H160 001462-06-2 38
3 Pentalene, 1,2,3,3a,4,6a-hexahydro- 108 C8H12 005549-09-7 30
4 Bicyclo(3.2.1)oct-2-ene 108 C8H12 000823-02-9 30
5 1,3-Cyclooctadiene 108 C8H12 001700-10-3 25
Abundance Scan 2500 (9.328 min): VU058341.D\data.ms (-2486) (-) m/z 58.90 100.00%
58.9
79.0
5000 409
93.0 108.0 RESERSSNSEE A o VNS
‘ ‘ H‘ I ‘ | 1239 9.00 9.20 9.40 9.60
0 H_HwHH‘m\\\u“‘M‘:‘m‘uluHWW‘Hwm‘wwm m/z 79.00  71.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6161: cis-Bicyclo[3.3.0]oct-2-ene
79.0 M
5000 ‘A/\f‘,”{\
9.00 9.20 9.40 9.60
39.0 93.0 108.0 m/z 40.90  43.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14505: Cyclopentanemethanol, .alpha.,.alpha.-dimethyl-
59.0
R R ARRRT
9.00 9.20 9.40 9.60
5000 m/z 79.90 35.00%
43.0
95.0
Ll me ]
0 "‘H"‘H""H‘;1H"MH"‘H""H"‘H_m,w,w,w,‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 (/\
Abundance #6199: Pentalene, 1,2,3,3a,4,6a-hexahydro- S Q Ch e ‘/‘\‘ .
79.0 9.00 9.20 9.40 9.60
m/z 69.00 31.42%
5000
39.0 93.0 108.0
0 "‘HH‘H“:"H““‘H‘“1‘”"‘H""‘1"‘H“w‘mwwwm H‘/‘\H“J‘L‘HH,HW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 Pentalene, octahydro- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
9.502 1.66 ug/L 79492  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro- 110 C8H14 000694-72-4 90
2 Pentalene, octahydro- 110 C8H14 000694-72-4 87
3 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 64
4 4-Methyl-2-pentyne 82 CeH1e 021020-27-9 64
5 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 64
Abundance Scan 2554 (9.502 min): VU058341.D\data.ms (-2542) (-) m/z 66.95 100.00%
67.0
- i J\JL
405 AN
159 ) swo 190
Orrprrrrprrer el et m/z 82.00  47.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6709: Pentalene, octahydro-
67.0
82.0
5000 e
9.50
m/z 40.90  16.55%
41.0 54.0
0 27\0 “ \‘\ ‘ ‘ 95.0 119.0
\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\‘\\\‘\\‘\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6704: Pentalene, octahydro-
67.0
950
5000 82.0 m/z 38.90  15.29%
41.0
54.0
27.0 95.0 110.0
IR Tl N V.l
miz--> 10 20 30 40 50 60 70 80 90 100 110 /\
Abundance #1398: Cyclopentene, 4-methyl- L ‘ ‘ A“
67.0 950
m/z 67.90 13.02%
5000
390 82.0
54.0
0150‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 49
R.T. EstConc Area Relative to ISTD R.T.
10.267 0.99 ug/L 47528 Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]heptane 96 C7H12 000286-08-8 49
2 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 46
3 1-Pentadecyne 208 C15H28 000765-13-9 43
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 38
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 38
Abundance Scan 2792 (10.267 min): VU058341.D\data.ms (-2769) (- | m/z 67.00 100.00%
67.0 80.9
40.9
5000
AL
U
I “ H 124.0 10.00 10.50
o‘_m_le“!w““\mH_WU\H_Wwwwww m/z 80.90  86.61%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #3224: Bicyclo[4.1.0]heptane
67.0 81.0
5000 0 \m‘ ‘/\T‘ \M ‘[\k\\ J\/
96.0 10.00 10.50
530 m/z 82.00 61.28%
O
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #12214: Pentalene, octahydro-2-methyl-
81.0 /\ [\
. ALA T Ll
' 10.00 10.50
5000 41.0 96.0 m/z 40.90  52.11%
H 124.0
SO Y Y 1 G
m/z--> 20 30 40 50 60 70 80 90 100110120 130140 % ﬂ/\m
Abundance #85357: 1-Pentadecyne
81.0 10. 00 10 50
L 67.0 m/z 59.00 42.32%
5000 95.0
I
o 12801370 Ao
m/z--> 20 30 40 50 60 70 80 90 100110120130140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 Benzene, propyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
10.900 1.50 ug/L 68905 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 83
5 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N02S 144615-94-1 64
Abundance Scan 2989 (10.901 min): VU058341.D\data.ms (-2980) (- | m/z 91.00 100.00%
91.0
5000
A
10.50 11.00
38.9 lzbg
ob el A2 2808 s 120,00 22.10%
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 T /Uh
10.50 11.00
m/z 91.90 10.57%
39.0 L
O\\‘\‘\‘i‘\“\“\‘\“‘]\-zw‘.\ow‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #10700: Benzene, propyl-
T
— A
10.50 11.00
5000 m/z 64.90 10.45%
39.0 h
b fo
miz--> 50 100 150 200 250 /\
Abundance #10701: Benzene, propyl- o L
91.0 10.50 11.00
m/z 77.90 6.25%
5000
39.0 h
oL B0 o L A
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
11.020 1.74 ug/L 79689 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 3026 (11.019 min): VU058341.D\data.ms (-3010) (- | m/z 105.00 100.00%
105.0
5000
120.0
90.9 7100 |
38.9 63.0 76‘-9 | 11.00
Ol bbbl e MU sz 120,00 27.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ :
m/z 90.90 14.42%
77.0 91.0
O 150 L 390 1 63\\0 \‘ ‘\ Iy ‘ il
H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
‘{kﬁ ‘A-fA
11.00
5000 m/z 76.90 11.98%
79.0 120.0
39.0 650 | 920 ||
N S | e ] R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 f\
Abundance #10721: Benzene, 1-ethyl-4-methyl- Moo — ‘
105.0 11.00
m/z 106.00 9.15%
5000
120.0
77.0 91.0 A
ol g8 0 o L A i
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.286 2.58 ug/L 118311 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3109 (11.286 min): VU058341.D\data.ms (-3098) (- | m/z 105.00 100.00%
105.0
5000
120.0
4 i
389 620 76‘-9 91‘-0 11.00 11.50
Obrrprererrrerperrbprrrefiertpbler et e m/z 120,00 31.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 N — Al A
120.0 11.00 11.50
m/z 91.00  13.80%
77.0 91.0
O\\‘]\_\5\‘\0‘\\\‘\‘\\3\\9‘.(\)\\\“\\\\6‘%\.‘\0\‘\\\}“HH“M\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
W N A
11.00 11.50
5000 m/z 76.90 13.37%
79.0 120.0
39.0 650 | 920 ||
N AR e 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\
Abundance #10721: Benzene, 1-ethyl-4-methyl- A oL ‘A’
105.0 11.00 11.50
m/z 106.00 9.10%
5000
120.0
77.0 91.0 [\ /\
RSOy OO DU N B Y A A L 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 Benzeneacetaldehyde, 4-methyl- Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
11.637 1.36 ug/L 62067 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetaldehyde, 4-methyl- 134 CS9H1e0 000104-09-6 80
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 80
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 80
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 72
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 72

Abundance Scan 3218 (11.637 min): VU058341.D\data.ms (-3213) (- | m/z 105.00 100.00%
105.0
5000 A J\
P ‘
50.9 77‘ -0 134.0 11.50 12.00
o‘m,m‘_m‘HH‘,HH‘M‘mw‘m“,‘ m/z 76.95 13.62%
miz--> 20 40 60 80 100 120 140
Abundance #17611: Benzeneacetaldehyde, 4-methyl-
105.0
5000 A J\ J\ L
770 134.0 11.50 12.00
29.0 51.0 “ ‘ m/z 134.00 12.47%
a0 || |
O\\\\’\‘\\\‘\\“‘\‘\“\\\\’\\\\‘\\\\‘\\\‘\’\
m/z--> 20 100 120 140
Abundance #17039.Benzene,(14netthropyD—
105.0
o a Al
11.50 12.00
5000 ITI/Z 78.95 9.90%
770 134.0
o 2ro s TP
L e o s a2
miz--> 20 40 60 80 100 120 140 A/\ j\
Abundance #17047: Benzene, (1-methylpropyl)- ‘ ‘A‘ M\A H—thts
105.0 11.50 12.00
m/z 105.90 8.84%
5000
134.0
77.0
o so M0 | ||
) M SV NSRS S N | RSOSSN SR LM L BN 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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 1Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.090 18.10 ug/L 828961 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 91
3 Indane 118 C9H1e 000496-11-7 91
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 86
5 Indane 118 C9H1e 000496-11-7 70
Abundance Scan 3359 (12.090 min): VU058341.D\data.ms (-3346) (- | m/z 117.00 100.00%
117.0
91.0
389 629 ‘ 134.0 12.00
) PR pU el Ml 1 - m/z 118.00 53.61%
miz-> 20 4 60 8 100 120 140
Abundance #10180: Indane
117.0
5000
12 00
m/z 115.00 36.70%
39.0 63.0 91 0 ‘
O\\]-\5\.0’\“}\\“‘\\‘\\““‘\\\‘\\\\ ‘\\\“‘\\\\‘\
miz--> 20 40 100 120 140
Abundance #10193:Benzene,11nopenyh
117.0
12.00
5000 m/z 119.00 31.34%
91.0
51.0 ‘
1 L MY R T O | NS
miz--> 20 40 60 80 100 120 140 /b
Abundance #10181: Indane ey ‘ﬁﬁ
117.0 12.00
m/z 105.00  28.93%
5000
91.0
39.0 630 ]\ J\
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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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, 1,2-diethyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
12.296 1.35 ug/L 62043 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 81
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 81
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 81
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 76
Abundance Scan 3423 (12.296 min): VU058341.D\data.ms (-3411) (- | m/z 105.00 100.00%
105.0
5000 134.0 j\/\ J\
77.0 ““/‘\“‘/‘\
50.9 ‘ ‘ ‘ 12.00 12.50
) A O I B P O T B =y F T o R 7 -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
12.00 12.50
77.0 m/z 134.00 47.10%
O H‘J-HSHO‘\H‘\“H\\"‘\\H“EZ\R\H‘\H‘H‘H\\"U\H‘\‘\!\’H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 f\/\
EPUAN WA
12.00 12.50
5000 134.0 m/z 91.00  31.96%
91.0
65.0
1 T R 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17030: Benzene, 1,3-diethyl- AN ‘/\‘ ‘
105.0 12.00 12.50
m/z 117.00  22.26%
134.0
5000
270 51.0 77.0
O TR NS N PO O T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 41 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
12.460 1.81 ug/L 82856 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 3474 (12.460 min): VU058341.D\data.ms (-3464) (| m/z 119.00 100.00%
119.0
5000
134.0
91.0
50.9 12.50
R L ‘q?‘g‘ “‘ ‘ ‘ ‘ “‘\‘u “M e m/z 134.00  30.36%
miz-> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 J\AA e

134.0 12.50
m/z 91.00  18.95%

91.0
150 390 450 |
O\\\‘\‘\‘\\\“‘\\“”\“\‘\\\“\\\\‘u“\\m‘l\\\”\‘\
miz> 20 60 80 100 120 140
Abundance #17087. Benzene, 2-ethyl-1,4-dimethyl-
119.0

12 50
5000 m/z 105.00 14.07%
91.0 134.0
39.0 65.0 ‘

ob 159 SO P ;‘”‘ ety Ml‘u “M R

miz--> 20 40 60 80 100 120 140 J\
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- AW

119.0 12 50

m/z 117.00 11.17%

5000
91.0 134.0

39.0 65.0 ‘
0 150\ L1 \‘ H ‘ m w‘\‘\ H‘ I
“““‘

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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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, 2-ethyl-1,3-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.566  13.59 ug/L 622248 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C1leH14 000099-87-6 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3507 (12.566 min): VU058341.D\data.ms (-3494) (- | m/z 119.00 100.00%
119.0
5000
134.0
91.0
38.9 649 Ll ‘ 12.50
O rrprrrrprrrr et b m/z 134.00  27.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 M A :
12.50
91.0 134.0 m/z 90.95 16.63%
39.0 65.0 ‘
O\\‘1\\5\.\0‘\\\‘\‘\H\“‘\H\i‘{‘u\ku‘\\\“‘HH“1\H‘M‘H‘H‘}‘\luu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: o-Cymene
119.0
AN ‘
12.50
5000 m/z 120.00 9.87%
134.0
91.0
0\\ﬁgfg\\ww\\fﬁcg\ﬁuwwﬁﬁ;?\\Mqu\\HH\WHPH‘HMML\\W\HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #16995: p-Cymene \Aq ' ‘
119.0 12.50
m/z 77.00 9.37%
5000
91.0 134.0
41.0 65.0
0H‘HHEQRHHWHHWHw““wuhMH\Nuw”th“Luwuh‘u A ‘A“
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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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, (2-methyl-1-propen... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.605 3.18 ug/L 145475 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 95
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 94
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 91
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 91
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
Abundance Scan 3519 (12.605 min): VU058341.D\data.ms (-3515) (- | m/z 117.00 100.00%
117.0
5000 132.0
oH_m_HwWw\m_‘\mm‘,mwHwH‘H“\mwm,‘ m/z 132.00  42.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16144: Benzene, (2-methyl-1-propenyl)-
11v.0
132.0
5000 91.0 T T
12.50 13.00
39.0 65.0 m/z 114.95 35.80%
OH‘]T\SHO‘\H‘MHH‘\\\\H“\\}‘}MH‘\\H\‘H’H\\“\\\\‘M‘\\‘HH‘\H‘U“\‘\H’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
132.0 12.50 13.00
5000 m/z 90.90 15.82%
91.0
027076*?,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 kﬁ\
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (2)- viu. /k :
117.0 1250 1300
m/z 131.00 15.13%
132.0
5000 91.0
51.0
0"""""""""""l1‘1""H‘H"m‘,H"""":‘:M“HH‘W‘“MH,‘ L —opd
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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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, 1l-ethenyl-3-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.675 17.74 ug/L 812179 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 90
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 90
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
Abundance Scan 3541 (12.675 min): VU058341.D\data.ms (-3530) (- | m/z 116.95 100.00%
117.0
5000
132.0
39.0 629 90 ‘ 12550 13.00
Y v W S PR NSRRI | A N 114.95  33.34%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 132.0
12.50 13.00
91.0 m/z 132.00 27.04%
51.0
O\\‘\\\\‘%\7\?\H“\H\M\Hf‘\‘\‘\\Tﬁ\?‘\H\“‘\H\‘M‘H’HH‘\HM‘\‘H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
—r—
1250 13.00
5000 m/z 90.95 14.32%
132.0
39.0 65.0 91.0 ‘
0‘W‘H‘_H‘_‘HM‘HHHH‘M\wHHW‘HW‘H‘_H‘V‘H_‘mﬂmH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16137: 1-Methyl-2-phenylcyclopropane \¥A\‘/\ ‘ e
117.0 12.50 13.00
m/z 118.00 9.94%
5000 132.0
91.0
510 ‘
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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 46 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.968 7.93 ug/L 362948 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 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 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3632 (12.968 min): VU058341.D\data.ms (-3615) (- | m/z 119.00 100.00%
119.

19.0
5000

—
91.0 13.00

;

38.9 65.0 ‘ 135.0
Ol W T m/z 134,00 44.98%
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-

;

110.0 j\

5000 L
13.00
910 m/z 91.00 16.73%
15.0 39.0 65.0 ‘ 135.0
O\\‘\.’\‘\\\“‘\\“\‘\"i‘\\\‘H‘\\\\’W\\w‘l\\\‘\’\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
e
13.00
5000 ITI/Z 120.00 9.69%
39.0 90
. 65.0 135.0
0 ‘1‘5"(,)“‘ ‘ ““‘ VTR “1 P ‘M e
m/z--> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- 4
119.0 13.00

m/z 77.00 8.95%

5000
41.0 91.0 135.0 ,JA\
0 15.0 | H- | 6?0 L Ll H“ | ) \

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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.019 14.00 ug/L 641040 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3648 (13.019 min): VU058341.D\data.ms (-3640) (- m/z 118.95 100.00%
119.0
5000 jJ\A
90.9
389 650 135.0 13 oo
Ol e WL TR m/z 134,00 42.20%
miz-> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 A
5000
1300
91.0 m/z 90.90 16.96%
65.0
O\]_\5\0‘\‘\\\“‘\\‘\\"\‘\\\“\\‘\\“\‘\\H‘\\l\%\‘\\\\
miz--> 20 60 80 100 120 140
Abundance #17065. Benzene, 1,2,3,5-tetramethyl-
119.0
1300
5000 m/z 119.95 9.40%
91.0
390 650 | 135.0
Y N Y P N T e S
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 1300
m/z 76.90 8.91%
5000
91.0
o 90 w0 M0 | o A
) A R IR S A PR S M e
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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
13.106 1.25 ug/L 57427 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 93
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 83
Abundance Scan 3675 (13.106 min): VU058341.D\data.ms (-3663) (- | m/z 131.00 100.00%
131.0
5000 90.9
114, 146.0
389 g | ‘ ‘ ‘ 13.00 13.50
o S PR N AL il m/z 118,95  56.00%
miz--> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 AR SN
13.00 13.50
91.0 146.0 m/z 90.90  38.94%
390 g40 ‘ 115.0
O\‘\‘\ T \“‘\ \“i‘\ ‘W\ T \“‘ T “‘\‘\ \M“ \‘U‘! T 1“\ T
miz--> 20 40 60 80 100 120 140
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
o Co
91.0 146.0 13.00 13.50
5000 m/z 146.00 25.20%
41.0 65.0 116.0
ol2e0 Al b o WO
m/iz--> 20 40 60 80 100 120 140 /\ /\ A
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- 1 A
131.0 13.00 13.50
m/z 133.00 24.17%
5000
910 146.0
: 115.0
39.0
g kM) /\M
NI iU VR T | R LA
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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 49 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.286 9.71 ug/L 444521  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 91
Abundance Scan 3731 (13.286 min): VU058341.D\data.ms (-3722) (- | m/z 116.95 100.00%
117.0
5000
131.9
e o
5.0 .o 91.0 ‘ ‘ 13.00 13.50
0 HwWwmJ‘mu“w‘1‘”‘”““””“””‘mth_w!‘;m” m/z 131.95 37.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000 e TR A
91.0 13.00 13.50
51.0 m/z 114.95 28.11%
27.0 | ‘
0 \\‘H\\‘H\\‘H\\‘H\\}U\\‘\‘}‘H\\‘\}‘H‘\H\‘\H\‘MH‘H\!‘H\‘U‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
13.00 13.50
5000 132.0 m/z 130.95 19.12%
390 g5 910 ‘ ‘
o A2 T MO PRS S Y S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A& /\
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- T P
117.0 13.00 13.50
m/z 90.95 13.13%
5000 132.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 51 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.450 16.80 ug/L 769481 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 83
Abundance Scan 3782 (13.450 min): VU058341.D\data.ms (-3772) (- | m/z 116.95 100.00%
11y7.0
5000
131.9
P
26 509 648 91.0 | 13.50
o‘ww‘HH‘_WMHH_‘UHWJWH_H‘_m‘leulumw m/z 131.95 36.33%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 132.0 T A
13.50
m/z 114.95  28.54%
39.0 65.0 91.0 ‘ ‘
O\\‘2\\5\‘\0‘\\\\“\\H}‘U\\\‘\‘UH‘H\M‘\\H‘H\\‘\‘\‘H‘HH‘\H‘M\‘H\‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
1350
m/z 130.9 18.06%
5000 1320 /
m/z--> 20 30 40 50 60 70 80 90 100110120130140 ,A
Abundance #16104: Indan, 1-methyl- :
117.0 1350
m/z 90.95 12.82%
5000
132.0
91.0
39.0 65.0
oH‘HH‘H‘“WH“H"_w‘wm‘_‘H‘m‘_Hw‘!!_w‘mw YA PNITiYa
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 52 2-Methylindene Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
13.515 0.96 ug/L 44057 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 93
2 Benzene, 1-butynyl- 130 C10H10 000622-76-4 93
3 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0OH10 015677-15-3 89
4 1,4-Dihydronaphthalene 130 C10H1e 000612-17-9 83
5 1H-Indene, 3-methyl- 130 C1oH1e 000767-60-2 76
Abundance Scan 3802 (13.515 min): VU058341.D\data.ms (-3796) (- | m/z 114.95 100.00%
115.0
5000 130.9
o o] oo
oHH_‘Hum‘Nm‘_u‘”m”w‘ e m/z 130.60  98.02%
m/z--> 20 40 80 100 120 140
Abundance #15022.2-Methyhndene
130.0
5000 + A T L M
13.50
m/z 128.95 87.38%
51.0
28.0 ‘ | 77.0  102.0 ‘
O\\\\‘\}\\“\\‘\\‘\‘\\H}“\\‘\\‘\\\l‘\‘ ‘\\‘\\\
m/z--> 20 40 80 100 120 140
Abundance #15027 Benzene, 1-butynyl-
115.0 A
A FAJVLL ‘
13.50
5000 m/z 127.90 44 ,88%
63.0
o280 b
miz--> 20 40 60 80 100 120 140 j\ M
Abundance  #15061: Cycloprop[alindene, 1,1a,6,6a-tetrahydro- A ey
130.0 13.50
m/z 130.95 38.67%
5000
51.0
27.0 ‘ 770 1020 I
owmm‘m_“ H HH_JH el LA
m/z--> 20 40 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 54 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.618 3.05 ug/L 139435 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 94
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 94
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 94
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93

Abundance Scan 3834 (13.617 min): VU058341.D\data.ms (-3824) (- | m/z 103.95 100.00%
104.0

5000 132.0
F N W
50.9 77.9 m 13.50 14.00
oHWWwHHMHH\‘uu‘uM‘UH_m”_m_m‘l“‘“H!‘w““”w m/z 132.00  47.28%
m/fz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
A
5000 TRUEDAURNY. S SN
132.0 13.50 14.00

91.00 41.99%

60 510 78.0 m/z
"‘\""\"“1\“‘“\“"H“"‘\‘M‘“‘\‘M”\‘“‘\‘“‘\1‘“‘\“‘1“\““1‘\“““\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
WA

o

1320 13 50 14. 000
5000 ITI/Z 114.90 30.867%
zzo 0 T L
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro- = \"/\\/\\/\‘ ‘
104.0 13.50 14.00
m/z 130.00 19.35%
132.0
5000
270 %10 780 M
oHwhWwHwH}‘:uH_H‘H_m”_m_MN“H‘l“_mlu“hw A JIAV NV A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 56 Benzene, (3-methyl-2-butenyl)- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
13.778 2.93 ug/L 134258 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90

Abundance Scan 3884 (13.778 min): VU058341.D\data.ms (-3875) (- | m/z 131.00 100.00%
131.0
- h M
114.9 T T ‘J
389 641 i ‘ m 14‘7.0 13.50 14.00 )
O b b m/z 146.00  24.45%
miz--> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000 A —f — ’\J
13.50 14.00
39.0 5.0 1150 m/z 129.00  20.32%
LI T O
0+ \‘\ T \‘“‘\ \‘i‘\ \‘r“\ “H 1 ‘\”1“‘ T \“\ T “‘U‘\ T “‘ \‘\‘L T “1 ‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 /\
R N
13.50 14.00
5000 m/z 114.90 18.31%
91.0
115.0
39.0 63.0 ‘ ‘ ‘ 14)‘7.0
0t e “‘H “‘c“““l“ TR T U‘ “M et
m/iz--> 20 40 60 80 100 120 140
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- = ‘A/\/\J‘j\‘ :
131.0 13.50 14.00
m/z 127.95 13.15%
5000 91.0
115.0
37'0 65.0 ‘ ‘ ‘ 147.0
OHH“H‘}“H‘e““1“:“;“‘”‘\““1“‘!‘_‘M‘_‘H‘ Jk‘\ P
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\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 57 Benzene, (1-methyl-1-butenyl)- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
13.833 3.31 ug/L 151717 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 80
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 66
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 55
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 53
5 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 49

Abundance Scan 3901 (13.833 min): VU058341.D\data.ms (-3892) (- | m/z 133.00 100.00%
133.0
91.0 114.9 N A
50.9 ‘ ‘ 1489 13.50 14.00
0 ‘Uﬁ“ ety “‘1“ Al m/z 131.00  64.07%
miz--> 20 40 60 80 100 120 140
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000 LA —
13.50 14.00
m/z 147.95 30.16%
41.0 65.0 115.0 147.0
O T ’ \‘\ T \“‘\ \“\“\“M““\ \“" T \‘1 T “H‘\ \H“ \‘1“! T ‘ \H\ L
miz--> 20 60 80 100 120 140
Abundance #25003. Benzene, (1-methyl-1-butenyl)-
131.0
AL A - M
91.0 13.50 14.00
5000 m/z 145.95 21.51%
270 51.0 115.0
[ wi : J“ AL F,) Al “‘ - “170
miz-> 20 60 80 100 120 140 /\/
Abundance #25026: 1H—Indene, 2,3-dihydro-1,2-dimethyl- b .
131.0 13.50 14.00
m/z 91.00 21.02%
5000
91.0
115.0
39.0
63.0 ‘ 14)‘7.0
0 “‘,mw‘ﬂp‘MMWW“$,““NH‘M"Mw‘ﬁlh“ = PAA/\“
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Data Path :
Data File :
Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe40224\

VUe58341.D

: 02 Apr 2024 16:57

: MD/SY

: P1912-04

: 25.0mL/MSVOA_U/WATER

: 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@32124WMA.M

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 58 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
13.907 1.48 ug/L 67704  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 94
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 94
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91

Abundance Scan 3924 (13.907 min): VU058341.D\data.ms (-3916) (- | m/z 131.00 100.00%
131.0
5000
olo 1149 | 1460 Al
mo 2 1 ) 00
S SIS OO PR NN e SO S m/z 146.00  20.42%
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 T T T \j\\/\\
14.00
o 146.0 m/z 114.90  13.20%
39.0 64.0 91.0 .
0\2‘4\..9\\“‘\\“i‘\‘w'\‘\ \“\\‘\\“\‘\\M ‘H“ i“\\\
miz--> 20 40 60 80 100 120 140
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
AVSdN.
14.00
5000 ITI/Z 90.95 12.59%
91.0
115.0 146.0
ob 220 28y se bl L
miz--> 20 40 60 80 100 120 140 A
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- Ay
131.0 14.00
m/z 128.95 12.19%
146.0
5000
o 910 1150 /\M
b 0 me0 Ly b LWL
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\VvUue40224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57

Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@32124WMA.M
: 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 59 Benzene, 1-methyl-4-(1-meth... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.936 3.46 ug/L 158374  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# 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 93
3 Benzene, 1-methyl-4-(1-methyl-2-... 146 C1l1H14 097664-18-1 91
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90

Abundance Scan 3933 (13.936 min): VU058341.D\data.ms (-3927) (- | m/z 131.00 100.00%
131.0
5000 ﬂAﬂj&
90.9 i4bd
38.9 64.8 ‘ :
Y L PO A W . 4&%‘M‘m1‘?2‘-‘1‘ m/z 146.00  25.63%
miz--> 20 60 80 100 120 140 160
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000 A T T T T /\\'/\\/\\
14.00
39.0 m/z 114.90  14.49%
M 65.0 !
, 13)0
O\\\\‘\\\\H‘ \“1\\”1\\‘1\‘%\!4‘\ T
miz--> 60 80 100 120 140 160
Abundance #25028. 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
RivSdN.
14.00
5000 m/z 128.90 13.58%
390 g4 910
Obrr e 1130 | 1490
m/z--> 20 60 80 100 120 140 160 /\
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- . —
131.0 14.00
m/z 90.90 11.61%
5000
91.0
39.0 ‘
65.0
) SRR U R P :‘#‘ A N PN W\/\
m/z--> 20 60 80 100 120 140 160 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 Azulene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.081 4.95 ug/L 226463 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 97
2 Naphthalene 128 C10H8 000091-20-3 95
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3978 (14.080 min): VU058341.D\data.ms (-3962) (- | m/z 128.00 100.00%
128.0
5000 Jt
T
a7 509 640 769 101.9 | 14.00
bl i el myz 127,00 12.95%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13684: Naphthalene
128.0
5000 A‘"/p\(xw '
14.00
102.0 m/z 129.00 10.73%
51.0 74.0 . ‘
0 \‘HH‘\\3\8\‘.‘0\\\\“\H\‘}H\\‘\UM‘\8\\‘\.‘\\\H‘!\H‘HH‘\\} “HH‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene
128.0
AW
14.00
5000 m/z 101.90 9.34%
O e e e ey
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #13683: Naphthalene /\ AV, - ‘
128.0 14.00
m/z 50.90 7.54%
5000
51.0 64.0 102.0 /\ M
0‘_‘H_Hﬁguq\HWN‘w%h?‘upu‘ﬂu‘_HW‘whu‘w ARELEL HA R VA R
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 Naphthalene, 2-methyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
15.219 1.89 ug/L 86526 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 95
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94
Abundance Scan 4332 (15.219 min): VU058341.D\data.ms (-4322) (- | m/z 142.00 100.00%
142.0
5000
115.0
63.0 1500 1550
38.9 88.9
Ok bt i M 2068 0941 60 90.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 ﬁL
115.0 1500 1550
m/z 115.0 35.39%
0 390”\63()% 890 H
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
/\ T T ‘ T
1&00 15.50
m/z 143.00 11.84%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl- [EE e
142.0 15.00 15.50
m/z 138.90  10.37%
5000
115.0
ol 500 70 929 I . /\
R I B e —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040224\
Data File : VU@58341.D

Acqg On : 02 Apr 2024 16:57
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 66 Naphthalene, 1-methyl- Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
15.408 0.77 ug/L 35399 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 95
2 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 94
3 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 94
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 91
Abundance Scan 4391 (15.408 min): VU058341.D\data.ms (-4378) (- | m/z 142.00 100.00%
142.0
5000 1149 jt/k
1
O bbb b b ettt | m/z 141,00 91.33%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 ' pL i
115.0 15.50
m/z 114.90  37.43%
510, 710 890 I
0 \‘\H\‘\\\\‘\H\“H\}H\Hi\{‘H‘\H‘\‘HH‘HH‘\‘\}\‘HM‘HHi ARRRAR
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22142: Naphthalene, 1-methyl-
142.0
- T T ‘ T
15.50
m/z 142.90  13.39%
5000 115.0
390 020 890 I
0 bt b et
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22143: Naphthalene, 2-methyl- R
142.0 15.50
m/z 138.90 13.08%
5000
115.0
39.0 \6%0\ 89.0 LI A
O trprrrrprrr e et e e e ey
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 15.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method :

Quant Title

TIC Library
TIC Integrat

TIC Top Hit
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
Cyclohexene, 3
(DEL) Alkane:
Cyclobutane, (
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
5,5-Dimethyl-1
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
cis-Bicyclo[3.
Pentalene, oct
unknown-01
Benzene, propy
Benzene, 1-eth
Benzene, 1-eth
Benzeneacetald
Indane
Benzene, 1,2-d
Benzene, 2-eth
Benzene, 2-eth
Benzene, (2-me
Benzene, 1-eth
Benzene, 1,2,3
Benzene, 1,2,4
1H-Indene, 2,3
Benzene, 2-eth
1H-Indene, 2,3
2-Methylindene
Naphthalene, 1
Benzene, (3-me
Benzene, (1-me
1H-Indene, 2,3
Benzene, 1-met
Azulene

SFAMUTRO32124MWl

Tentatively Identified Compound (LSC) summary

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@40224\

: VU@58341.D

: 02 Apr 2024 16:57

: MD/SY

: P1912-04

: 25.0mL/MSVOA_U/WATER

: 19 Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA .M
. TRACE VOA SFAM1.0

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

| --Internal Standard---|

name RT EstConc Units Response |# RT Resp Conc|
S.. 1.991 34.5 ug/L 1549070 1 6.242 224528 5.0
S.. 2.968 1.1 ug/L 48454 1 6.242 224528 5.0
S.. 3.036 11.7 ug/L 526918 1 6.242 224528 5.0
S.. 3.354 32.9 ug/L 1478910 1 6.242 224528 5.0
S.. 4.287 1.2 ug/L 53447 1 6.242 224528 5.0
S.. 4.425 1.3 ug/L 58690 1 6.242 224528 5.0
C.. 4.521 5.8 ug/L 258709 1 6.242 224528 5.0
S.. 5.123 1.5 ug/L 64973 1 6.242 224528 5.0
S.. 5.454 5.2 ug/L 233912 1 6.242 224528 5.0
C.. 5.631 9.0 ug/L 402599 1 6.242 224528 5.0
C.. 5.843 16.7 ug/L 751415 1 6.242 224528 5.0
C.. 5.914 15.0 ug/L 672199 1 6.242 224528 5.0
C.. 5.981 13.9 ug/L 625342 1 6.242 224528 5.0
C.. 6.975 0.9 ug/L 42053 1 6.242 224528 5.0
C.. 7.068 2.0 ug/L 88589 1 6.242 224528 5.0
... 7.158 1.7 ug/L 77870 1 6.242 224528 5.0
C... 7.229 2.4 ug/L 109174 1 6.242 224528 5.0
1... 7.389 4.0 ug/L 180612 1 6.242 224528 5.0
C... 7.576 2.8 ug/L 126354 1 6.242 224528 5.0
C... 7.759 0.8 ug/L 35261 1 6.242 224528 5.0
C... 8.032 2.8 ug/L 134801 2 9.412 238836 5.0
C... 8.238 3.5 ug/L 168711 2 9.412 238836 5.0
C... 8.364 2.3 ug/L 110331 2 9.412 238836 5.0
ye e 8.405 1.3 ug/L 61390 2 9.412 238836 5.0
C... 8.804 1.0 ug/L 48580 2 9.412 238836 5.0
C... 8.862 1.8 ug/L 83385 2 9.412 238836 5.0
C... 8.920 0.9 ug/L 41446 2 9.412 238836 5.0
3... 9.328 1.1 ug/L 51502 2 9.412 238836 5.0
a... 9.502 1.7 ug/L 79492 2 9.412 238836 5.0

10.267 1.0 ug/L 47528 2 9.412 238836 5.0
1- 10.900 1.5 ug/L 68905 3 11.807 228946 5.0
y... 11.020 1.7 wug/L 79689 3 11.807 228946 5.0
y... 11.286 2.6 ug/L 118311 3 11.807 228946 5.0
e... 11.637 1.4 ug/L 62067 3 11.807 228946 5.0

12.090 18.1 ug/L 828961 3 11.807 228946 5.0
i... 12.296 1.4 ug/L 62043 3 11.807 228946 5.0
y... 12.460 1.8 ug/L 82856 3 11.807 228946 5.0
y... 12.566 13.6 ug/L 622248 3 11.807 228946 5.0
t... 12.605 3.2 ug/L 145475 3 11.807 228946 5.0
e... 12.675 17.7 ug/L 812179 3 11.807 228946 5.0
yee. 12.968 7.9 ug/L 362948 3 11.807 228946 5.0
,... 13.019 14.0 ug/L 641040 3 11.807 228946 5.0
-... 13.106 1.3 ug/L 57427 3 11.807 228946 5.0
e... 13.286 9.7 ug/L 444521 3 11.807 228946 5.0
-... 13.450 16.8 ug/L 769481 3 11.807 228946 5.0

13.515 1.0 ug/L 44057 3 11.807 228946 5.0
,... 13.618 3.0 ug/L 139435 3 11.807 228946 5.0
t... 13.778 2.9 ug/L 134258 3 11.807 228946 5.0
t... 13.833 3.3 ug/L 151717 3 11.807 228946 5.0
-... 13.907 1.5 ug/L 67704 3 11.807 228946 5.0
h... 13.936 3.5 ug/L 158374 3 11.807 228946 5.0

14.081 5.0 ug/L 226463 3 11.807 228946 5.0
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Naphthalene, 2-... 15.219 1.9 ug/L 86526 3 11.807 228946
Naphthalene, 1-... 15.408 0.8 ug/L 35399 3 11.807 228946

v un
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