LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator : JC/MD

Sample : P2264-17

Misc : 5.0mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 X\Method\82X043024W.M

Title : SW846 8260

Signal : TIC: VXe41327.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.715 99 103 112 rVB 115462 147742  1.93% 0.377%
2 1.928 133 138 152 rVB 52213 80375 1.05% 0.205%
3 2.812 279 283 286 rVW 53298 106874 1.40% 0.273%
4 2.855 286 290 306 rVvB2 120212 290647 3.80% 0.741%
5 3.093 319 329 341 rBV2 54319 135224 1.77%  0.345%
6 3.721 422 432 442 rBV 85193 209269 2.73% 0.534%
7 3.831 442 450 456 rWw 61558 158378 2.07% 0.404%
8 3.898 456 461 469 rVW 45170 110958 1.45% 0.283%
9 4.093 484 493 504 rBv2 65137 171243 2.24% 0.437%
10 4.294 516 526 538 rBV 267132 758217 9.91% 1.934%
11 4.416 538 546 563 rVB2 32211 94476  1.23% 0.241%
12 5.190 661 673 688 rVB 87143 266622 3.48% 0.680%
13 5.385 692 705 711 rBV2 93653 280583 3.67% 0.716%
14 5.464 711 718 725 rVWW2 116570 383719 5.01% 0.979%
15 5.550 725 732 760 rVB 173505 638442 8.34% 1.629%
16 5.958 789 799 805 rBV 96371 255187 3.33% 0.651%
17 6.037 805 812 822 rVB2 77015 202396 2.64% 0.516%
18 6.196 823 838 845 rBV 123688 412599 5.39% 1.053%
19 6.354 856 864 877 rVB2 26569 78424 1.02% 0.200%
20 6.757 920 930 939 rBV 241510 636093 8.31% 1.623%
21 6.848 940 945 957 rVB3 54302 152329 1.99% 0.389%
22 7.165 989 997 1016 rVB3 43278 104429 1.36% 0.266%
23 7.379 1018 1032 1045 rBv4 126889 358588 4.69% 0.915%
24  7.854 1102 1110 1111 rBV2 46841 79768 1.04% 0.203%
25 7.879 1112 1114 1121 rVB 55282 87514 1.14% 0.223%
26 8.141 1143 1157 1163 rBV 167418 348119 4.55% 0.888%
27 8.500 1210 1216 1227 rVB3 140807 261138 3.41% 0.666%
28 8.647 1235 1240 1247 rVB 498585 751737  9.82%  1.918%
29 8.958 1287 1291 1300 rVB3 45427 83650 1.09% 0.213%
30 10.055 1461 1471 1476 rBV 525490 737256 9.63% 1.881%
31 10.299 1505 1511 1517 rVB 346209 491231 6.42% 1.253%
32 10.598 1547 1560 1565 rBV5 56604 151716 1.98% 0.387%
33 10.780 1577 1590 1597 rBV2 120843 210673 2.75% 0.537%
34 10.854 1597 1602 1607 rBV3 73553 111715 1.46% 0.285%
35 10.963 1614 1620 1630 rVB 1415617 1788998 23.38% 4.564%

36 11.079 1634 1639 1644 rVV 466495 593126 7.75% 1.513%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator : JC/MD

Sample : P2264-17

Misc : 5.0mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 X\Method\82X043024W.M
Title : SW846 8260
37 11.305 1667 1676 1686 rBV 2744899 3329944 43.52%  8.495%
38 11.396 1686 1691 1696 rBV 76064 111746 1.46%  0.285%
39 11.610 1721 1726 1735 rBV 262984 359067 4.69% 0.916%
40 11.713 1735 1743 1747 rBV 101307 133313 1.74% 0.340%
41 11.866 1761 1768 1769 rBV 202299 250795 3.28% 0.640%
42 11.890 1769 1772 1778 rVB 393241 483345 6.32% 1.233%
43 12.024 1788 1794 1800 rBV 605458 785268 10.26% 2.003%
44 12.085 1800 1804 1814 rVB 101056 134011 1.75% 0.342%
45 12.177 1814 1819 1824 rVB 199181 241520 3.16% 0.616%

46 12.244 1824 1830 1837 rBV 6155464 7652111 100.00% 19.521%

47 12.317 1837 1842 1843 rBV2 181430 251385 3.29% ©0.641%
48 12.402 1852 1856 1862 rBV = 233179 283935 3.71% ©.724%
49 12.616 1882 1891 1894 rBV 1260414 1619320 21.16% 4.131%
50 12.646 1894 1896 1900 rVV 498616 519221 6.79% 1.325%
51 12.701 1900 1905 1912 rVB2 1242044 1901823 24.85% 4.852%
52 12.841 1920 1928 1933 rVB 174991 252960 3.31% 0.645%
53 12.920 1933 1941 1946 rBV 849144 1076439 14.07% 2.746%
54 13.024 1954 1958 1964 rVB2 66658 106304 1.39% 0.271%
55 13.097 1964 1970 1973 rBV 73168 99422 1.30% 0.254%
56 13.134 1973 1976 1979 rW2 96128 133456 1.74%  0.340%
57 13.170 1979 1982 1991 rVB 370255 480986 6.29%  1.227%
58 13.286 1991 2001 2008 rBV2 2048836 2934292 38.35% 7.486%
59 13.426 2020 2024 2030 rVB 114966 158633 2.07% 0.405%
60 13.506 2030 2037 2040 rBV2 52996 78422 1.02% 0.200%
61 13.542 2040 2043 2046 rVV 98393 135112 1.77% ©.345%
62 13.585 2046 2050 2054 rVV3 177306 271286  3.55% 0.692%
63 13.640 2054 2059 2060 rVV2 112750 163634 2.14% 0.417%
64 13.664 2060 2063 2071 rVB2 163773 258899  3.38% 0.660%
65 13.792 2079 2084 2090 rVB2 57688 109917 1.44% ©.280%
66 13.853 2090 2094 2098 rBV 134531 155811 2.04% 0.397%
67 13.926 2098 2106 2110 rBvV2 132572 193289  2.53% 0.493%
68 14.225 2148 2155 2163 rBV 192515 348056 4.55% ©.888%
69 14.371 2175 2179 2184 rBV3 58732 86814 1.13% 0.221%
70 14.481 2192 2197 2203 rBV2 236096 300535 3.93% 0.767%
71 14.780 2240 2246 2255 rBV 1207299 1521770 19.89%  3.882%
72 15.475 2354 2360 2366 rBV 88494 145123 1.90% ©.370%
73 15.615 2375 2383 2386 rBV 119147 200833 2.62% 0.512%
74 15.652 2386 2389 2397 rVB 78038 114786 1.50% ©.293%
75 15.834 2408 2419 2430 rVB 31889 85445 1.12% ©0.218%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VXe41327.D

Acqg On : 01 May 2024 15:30

Operator : JC/MD

Sample : P2264-17

Misc : 5.0mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_X\Method\82X043024W.M
Title : SW846 8260

Sum of corrected areas: 39198483
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe50124\

: VXe41327.D

: 01 May 2024 15:30
: JC/MD

. P2264-17

: 5.0mL/MSVOA_X/WATER
. 16

[T3-MW-1-9.0-042424

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: VX041327.D\data.ms

1.7151.928 28895 3.093 3.73.‘83984./0\934%‘.1416 519055666850  5.65830.196

0
Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator : JC/MD

Sample : P2264-17

Misc ¢ 5.0mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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 Cyclobutane, methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
2.855 22.76 ug/l 290647  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, methyl- 70 C5H10 000598-61-8 80
2 Cyclopentane 70 C5H10 000287-92-3 78
3 1-Pentene 70 C5H10 000109-67-1 50
4 3-Buten-1-ol 72 C4H80 000627-27-0 38
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 9

Abundance Scan 290 (2.855 min): VX041327.D\data.ms (-286) (-) m/z 42.10 100.00%

421
5000 55.0 700

‘ 84.1 2.60 2.80 3.00 3.20
\\\‘\\\\‘\\\\‘\\\\‘\\\1l\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\ mz 5505 47640

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0

5000 R UL UL
550 2602803003.200
27.0 ‘ ‘ 700 m z 70.05 44.63%
H‘\“H\?ﬁ'(‘)w}“‘w‘w“‘w“‘”w””lmw”w”
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0
2(‘302‘803’003‘20
5000 m/z 41.10 41.82%
55.0 70.0
27.0 ‘
m/z--> 6 1‘0 2‘0 3‘0 4‘0 5‘0 65 7b Bb 96
Abundance #629: 1-Pentene
42.0 2.60 2.80 3.00 3.20

m/z 39.00  29.22%

55.0
5000 20.0
29.0
80 L

m/z--> 0 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3. O

St
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator : JC/MD

Sample : P2264-17

Misc ¢ 5.0mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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 Cyclopentane, methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4,294 59.38 ug/l 758217  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 Cyclohexane 84 C6H12 000110-82-7 64
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 56
Abundance Scan 526 (4.294 min): VX041327.D\data.ms (-516) (-) m/z 56.05 100.00%
56.0
41.0
5000 69.0
R R
‘ ‘ 84.1 4.00 4.20 4.40 4.60
\\\‘\\\\‘\\\\‘H\\‘\\H‘“\‘\Hi‘\u ‘\‘H‘\‘HHH‘H‘H‘H m/Z 41.05 54.5600
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0
4.00 4.20 4.40 4.60
m/z 69.05 45.78%
28.0 “ ‘ 84.0
\\\‘\\\\‘??\.0\‘\\}H“\\\{}\‘\\\“\w‘\‘\\\‘1i\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0
27.0
4.00 4.20 4.40 4.60
5000 ITI/Z 55.05 26.34%
42.0
‘ ‘ ‘ 84.0
| i1 TS R
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0 4.00 4.20 4.40 4.60
m/z 39.05 24.86%
41.0
5000
27.0
150 ‘ ‘ 69.0
mlz--> 0 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator : JC/MD

Sample : P2264-17

Misc ¢ 5.0mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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 Cyclopentene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.190  20.88 ug/1 266622  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 90
2 Cyclohexene 82 C6H10 000110-83-8 87
3 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 86
4 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
5 1,3-Pentadiene, 2-methyl-, (E)- 82 C6H1e 000926-54-5 83
Abundance Scan 673 (5.190 min): VX041327.D\data.ms (-661) (-) m/z 67.10 100.00%
67.1
5000
82.1
39.0 T T T
‘ ‘ 53.0 4.80 5.00 5.20 5.40 5.60
\H‘HH‘HH‘\HHHH“M‘H‘\‘\‘M‘\H‘\‘i‘\‘m\‘\ m/Z 82.10 32.5900
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1410: Cyclopentene, 1-methyl-
67.0
5000 82.0 LA B e e
4.80 5.00 5.20 5.40 5.60
39.0 m/z 39.00  18.89%
I
\\\‘\1\5\0\‘\\\}‘\\\\ “}H‘\\‘\\M“\\\‘\“\\\‘\
m/z--> 10 50 60
Abundance #1359. Cyclohexene
67.0
54.0 R e
4.80 5.00 5.20 5.40 5.60
m/z 41.10 13.56%
5000 410 82.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1398: Cyclopentene, 4-methyl- R R
67.0 4.80 5.00 5.20 5.40 5.60
m/z 81.00 13.04%
5000
39.0 82.0
i | A
54.0
““‘1"579_““:“”‘:;‘“H;M‘!uw”‘: ‘mu“‘ A AN/ v 97
mlz--> 10 20 30 40 50 60 70 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator : JC/MD

Sample : P2264-17

Misc ¢ 5.0mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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 Cyclobutane, ethenyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.196 32.43 ug/l 412599  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 91
2 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 90
3 Ethylidenecyclobutane 82 C6H10 001528-21-8 86
4 2,4-Hexadiene, (E,Z)- 82 CeH1e 005194-50-3 81
5 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 81
Abundance Scan 838 (6.196 min): VX041327.D\data.ms (-823) (-) m/z 67.00 100.00%
67.0
54.0
5000 82.0
39.0
‘ 74 | 5.80 6.00 6.20 6.40 6.60
\‘HH‘HH‘\H\‘\\H‘H\‘\i\H\‘HHHlHi\\H‘HH“\‘\‘\i\\\\.‘9\!‘\\\\‘\\\\‘\\\ m/z 54.05 66.3600
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1357: Cyclohexene
67.0
54.0
5000
41.0 82.0 5.80 6.00 6.20 6.40 6.60
270 m/z 82.00 42.33%
\‘HH‘HHH!}H\H\‘H}\}\}H‘HHH}!\}\H\‘H\\i\ 1\‘\H\‘q\l‘l\\\‘\\\\‘\\\
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0 R S RARERRARE
5.80 6.00 6.20 6.40 6.60
5000 m/z 39.05 33.87%
41.0 82.0
27.0 ‘
wH,m_!;Wm,mwwm\m‘}w_m{‘ w““911‘1”“””_”
miz--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1386: Ethylidenecyclobutane
67.0 5.80 6.00 6.20 6.40 6.60
54.0 m/z 41.10  26.02%
82.0
5000
e RSO TR | NS A UNAN
mlz--> 15 20 25 30 35 40 45 O 60 65 70 75 80 85 90 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\

Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator JC/MD

Sample : P2264-17 :
Misc : 5.8mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Cyclobutane, (1-methylethyl... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.141  27.36 ug/l 348119 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90

2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 87
3 Cyclopropane, trimethylmethylene- 96 C7H12 034462-28-7 83
4 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 78
5 1,4-Pentadiene, 3,3-dimethyl- 96 C7H12 001112-35-2 78
Abundance Scan 1157 (8.141 min): VX041327.D\data.ms (-1143) (-) m/z 81.10 100.00%
81.1
5000
96.1
391 531 67.0 ‘ 7.80 8.00 8.20 840
\\\‘\H\‘\\H‘\H\“\\Hi‘{‘\‘\\‘\‘\‘\‘\MH‘?H\H“\‘\‘\‘\‘\H m/Z 96.10 26.9800
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000
7.80 8.00 8.20 8.40
270 39.0 530 670 96.0 m/z 79.10 24.76%
\\\‘\\\\‘\\\\‘\\\}i‘\\\\“\‘\‘\\‘\\‘\‘\‘\\\‘\“1\\\‘\\‘!\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3268: Cyclopentene, 1,5-dimethyl-
o S\
R RE e a
7.80 8.00 8.20 8.40
5000 m/z 39.10 14.08%
27.0 39.0 96.0
53.0
15.0 “ et
\\\‘\\‘\\‘\\H“\H1i\\Hi‘i1‘\\‘\\‘1‘1‘m‘mm‘u‘u_u
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3284: Cyclopropane, trimethylmethylene- o AAREEEEEEE
81.0 7.80 8.00 8.20 8.40
m/z 67.00 12.56%
5000 41.0
96.0
27.0 67.0
‘H‘H“_‘«H‘H;HM“JH‘
miz--> 10 20 30 40 50 70 80 90 100 7.80 8.00 8.20 8.40

82X043024W.M Wed May 08 07:19:15 2024

Page:

9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\

Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator JC/MD

Sample : P2264-17 :
Misc : 5.8mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
. SW846 8260

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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.610 22.86 ug/l 359067 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Mesitylene 120 CS9H12 000108-67-8 90

Abundance Scan 1726 (11.610 min): VX041327.D\data.ms (-1721) (- m/z 105.05 100.00%
105.1
5000
120.1
77.0
39.0 11.50 12.00
Obe e QL L1802 106 10 31.75%
m/z--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 T T A T T T T
1200 11.50 12.00
m/z 91.00 12.34%
77.0
‘1‘5‘.0\ T \3\9“-0\ \‘\5\9‘.(‘)\‘\ T \M‘ T \‘1 T “1‘\ \‘\”"\ L
m/z--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
—— —
11.50 12.00
5000 ITI/Z 77 .00 12.20%
120.
79.0 0.0
(%90 es0 ||
—_— e e
m/z--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00
m/z 79.00 10.41%
120.0
5000
39.0 77.0
180 T80 L
miz--> 20 40 60 80 100 120 140 11.50 12.00

82X043024W.M Wed May 08 07:19:16 2024

Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator : JC/MD

Sample : P2264-17

Misc ¢ 5.0mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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 Benzene, cyclopropyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.244 487.23 ug/1 7652110  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
2 Indane 118 C9H10 000496-11-7 81
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 74
5 Deltacyclene 118 C9H1e 007785-10-6 64
Abundance Scan 1830 (12.244 min): VX041327.D\data.ms (-1824) (- | m/z 117.05 100.00%
1171
5000 K
910 T T T T T f
39.1 630 ‘ 134.1 12.00 12.50
omwm“_nm“mu_JH‘MHW“H“_m m/z 118.05 57.93%
m/z--> 20 40 60 80 100 120 140
Abundance #10197: Benzene, cyclopropyl-
117.0
5000
91.0 12.00 1250
51.0 m/z 114.95 35.11%
\\\\‘2\7‘{(\)\“‘\\‘}“H?m‘\\‘w\“‘\\\\“\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
12.00 12.50
5000 m/z 90.95 17.31%
39.0 5g9 91.0 ‘
TS N O A S
m/z--> 20 40 60 80 100 120 140
Abundance #10192: Benzene, 2-propenyl-
117.0 12.00 12.50
m/z 119.05 12.03%
5000 91.0
39.0 65.0 /\J\A
HH_H“H‘m“‘“‘uu_M““‘HHHH‘HH ‘
mlz--> 20 40 60 80 100 120 140 12 00 12 50

82X043024W.M Wed May 08 07:19:17 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator : JC/MD

Sample : P2264-17

Misc ¢ 5.0mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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 8 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.616 103.11 ug/1l 1619320 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95

Abundance Scan 1891 (12.616 min): VX041327.D\data.ms (-1882) (- m/z 119.05 100.00%

1191
5000
91.0

390 650 o 138 12.50 13.00
e bt S m/z 134,05 30.81%

miz--> 20 40 60 80 100 120 140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000

12.50 13.00
m/z 91.05 15.22%
39.0 65.0 91.0 4
\1\5\.0‘\‘\ T \“.‘\ \‘\ T “\"\ T \‘H‘ T \‘\ T "N\ \‘\"‘ T \1\?.‘0\ LI
m/z--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
12.50 13.00
5000 m/z 120.05 9.98%
91.0
39.0 650 ‘
‘1‘5(? SRS SR Sty ““‘ e ,“1“‘ ‘H,‘ ; ‘1‘?‘0‘ —
m/z--> 20 40 60 80 100 120 140
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 12.50 13.00
m/z 117.05 8.82%
5000
91.0 3‘
RETOHA A R . N W
m/z--> 20 40 60 80 100 120 140 12.50 13.00

82X043024W.M Wed May 08 07:19:18 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator : JC/MD

Sample : P2264-17

Misc ¢ 5.0mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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 (E)-1-Phenyl-1-butene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.646  33.06 ug/l 519221 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 94
2 Benzene, 4-ethenyl-1,2-dimethyl- 132 C10H12 027831-13-6 94
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 91
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 91
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 91
Abundance Scan 1896 (12.646 min): VX041327.D\data.ms (-1894) (- | m/z 117.05 100.00%
1171
5000
91.0 ——A———
391 63.0 ‘ | 18400 12.50 13.00
cope ek ekl pthe L TR m/z 132.05 51.08%
m/z--> 20 40 60 80 100 120 140
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
5000 U AR
91.0 12.50 13.00
N m/z 115.00  34.98%
\\\’\‘1.\\“\\‘}‘\“H\\dp\\‘}\“‘1\\!“\1‘}9‘3\.0‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16153: Benzene, 4-ethenyl-1,2-dimethyl-
132.0
12.50 13.00
5000 m/z 131.05 17.28%
115.0
A
m/z--> 20 40 60 100 120 140
Abundance #16107:1-PhenyL1-butene 1 P
117.0 12.50 13.00
m/z 91.00 15.99%
5000
91.0
51.0 ‘
LT NI O S s
mlz--> 20 40 60 80 100 120 140 12.50 13.00

82X043024W.M Wed May 08 07:19:19 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator : JC/MD

Sample : P2264-17

Misc ¢ 5.0mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

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

Peak Number 10 Indan, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.701 121.09 ug/l 1901820 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 81
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 74
Abundance Scan 1905 (12.701 min): VX041327.D\data.ms (-1900) (- | m/z 117.00 100.00%
117.0
5000 }l
91.0 ——A
Ot e Ml m/z 115.00  33.39%
m/z--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
5000
12.50 13.00
132.05 29.73%
39.0 65.0 910 "
\\\’\‘\\\“.\\“\‘\“H‘.\\\“\\“\\‘\\\‘1"\1}‘\‘3\.()’\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 /A
— ——
12.50 13.00
5000 m/z 119.05 18.36%
510 91.0
: 133.0
2 I I P T
m/z--> 20 40 60 80 100 120 140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0 12.50 13.00
m/z 91.00 15.63%
5000
91.0
39.0 65.0 133.0
ﬂag‘u"M“Ww‘ﬂ“ﬂh‘wl“w““,‘UJ‘,““
mlz--> 20 40 60 80 100 120 140 12.50 13.00

82X043024W.M Wed May 08 07:19:20 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator : JC/MD

Sample : P2264-17

Misc ¢ 5.0mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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 11 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.920 68.54 ug/l 1076440 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 1941 (12.920 min): VX041327.D\data.ms (-1933) (- m/z 119.05 100.00%
119.1 q
5000
91.0
39.1  65.0 | | 13514503 13.00
Okttt e WP 1923 7 134,00 48.36%
m/z--> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
118.0
5000 T
13.00
m/z 91.00 15.57%
91.0
410 880 N
- L L Ll i Ll LL
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
13.00
5000 m/z 120.10 10.17%
me ) o
Uyl nn m i ni
e o
m/z--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 13.00
m/z 133.05 9.93%
5000
91.0
39.0 65.0 1?5.0
\\C‘\H\JH\Nh‘HM\JW\\\\‘W\\Wl\\WW\\\\
miz--> 20 40 60 80 100 120 140 13.00

82X043024W.M Wed May 08 07:19:21 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator : JC/MD

Sample : P2264-17

Misc ¢ 5.0mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.170  30.63 ug/l 480986 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
2 Indan, 1-methyl- 132 C10H12 000767-58-8 91
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 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
Abundance Scan 1982 (13.170 min): VX041327.D\data.ms (-1979) (-  m/z 117.00 100.00%
117.0
5000 132.0 ﬁ
A —
51.0 65.0 91 0 ‘H 13.00 13.50
H‘MH‘_H‘_H‘wu‘_wW‘Hm‘uw‘uw‘uw‘uw‘meuw“ m/z 132.00  40.67%
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 R T
13.00 13.50
m/z 115.00  25.94%
39.0 65.0 ‘
\\\’2\\5\‘\0‘HH“\H\}‘“\H‘\‘U\\‘H\M‘\H\‘HH‘\H\‘HH‘H\‘M\‘H\‘H
m/z--> 20 30 40 50 60 70 80 90 100 110120130140
Abundance #16104: Indan, 1-methyl-
117.0
13.00 13.50
5000 m/z 131.05 18.89%
132.0
39.0 65‘0 91"0 “
Ly 1 | TN
T e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)-
117.0 13.00 13.50
m/z 91.e0 11.15%
132.0
5000 91.0
27.0 77.0
‘H,‘HwH_H‘l1‘1H_H“wmw”‘mwHH‘:‘:M“HHWW“MHW
miz--> 20 30 40 50 60 70 80 90 100 110120130140 13.00 13.50

82X043024W.M Wed May 08 07:19:22 2024 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator : JC/MD

Sample : P2264-17

Misc ¢ 5.0mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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 3-Phenylbut-1-ene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.286 186.83 ug/l 2934290 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 80
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 64
3 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 64
4 p-Cymene 134 CleH14 000099-87-6 60
5 o-Cymene 134 C1oH14 000527-84-4 60
Abundance Scan 2001 (13.286 min): VX041327.D\data.ms (-1991) (-  m/z 119.10 100.00%
119.1
5000 134.0 J\A
510 o ‘ 13.00 1350
0 H_‘Hw_‘H“umMwm,“:‘u_ﬂ_m_m_m_‘HJM:‘,WW m/z 117.00  64.39%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000
13 00 13 50
91.0 132.0 m/z 134.00  43.75%
390 450 ‘
\\‘\\\\‘\H‘\‘H\\“\\HM”\H’\\H‘\HH“H\\‘\H\‘\‘\‘H‘HH‘H\W‘\‘\H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
e —
13.00 13.50
5000 134.0 m/z 115.00  23.38%
91.0
410 650 | A I
Il i
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 13.00 13.50
m/z 91.00 22.27%
134.0
5000
3?0 65.0 ‘ 91.0 ‘ ‘
| , s L, |
T T e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50

82X043024W.M Wed May 08 07:19:23 2024 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator : JC/MD

Sample : P2264-17

Misc ¢ 5.0mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.225 22.16 ug/l 348056 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 94
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 92
4 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 74
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70

Abundance Scan 2155 (14.225 min): VX041327.D\data.ms (-2148) (- m/z 131.00 100.00%

131.0
5000
105.1

510 77.0 ‘ ‘ 14.00 14.50
do

\\\‘\\\\“‘\\“\‘\“W\‘\“\““\\i\,‘{‘\\ ‘\‘“1“\\1\6‘2\.‘\1\ m/Z 118.00 58.40%

m/z--> 20 40 60 80 100 120 140 160
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
1371.0
5000

390 91.0 14.00 14.50
m/z 146.05 57.77%

15.0 ‘ 63.0
T \‘\ ‘ \‘1‘\ \‘i‘\ \w T HH}‘“‘ \‘\‘} T "‘\‘1\1\ ‘ T “1 T ‘11 \8.\()\ ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

14.00 14.50
5000 m/Z 117.05 29.90%
105.0
39.0 77.0 ‘
S P I N A ‘H\‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- — >
131.0 14.00 14.50

m/z 115.00  27.57%

5000 91.0 AAAJVkJWM/\AAAﬂMJNk
39.0
65.0
Ll a0 | 1aso

\
‘ P
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator : JC/MD

Sample : P2264-17

Misc ¢ 5.0mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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 Naphthalene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.780 96.89 ug/l 1521776  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64

Abundance Scan 2246 (14.780 min): VX041327.D\data.ms (-2240) (- m/z 142.05 100.00%

1421
5000

1450 1500
0 ,w_uﬁﬁﬁuw‘_1‘”‘9”““””‘HT%?:?WHW_W???:‘ m/z 141.05  89.16%
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #22142: Naphthalene, 1-methyl- /&;
142.0
5000
1450 1500
l m/z 115.00  33.59%
63.0
P‘”WWMMMW””Jx‘P”W””\””W”‘W”W””\””W”W‘
m/z--> 20 40 60 80 100120140 160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
J$AA
1450 1500
5000 m/z 143.00 11.75%
%Hwh”ﬁﬁﬁhWH11H9wawwwwww\HHMHWHHMHW‘
m/z--> 20 40 60 80 100120140 160180200220240260280
Abundance #22141: Benzocycloheptatriene
141.0 1450 1500

m/z 139.05 11.48%

5000
63.0
‘ 113.0
(I u | ‘

m/z--> 20 40 60 80 100120140 160180200220240260280 1450 1500
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041327.D

Acqg On : 01 May 2024 15:30

Operator : JC/MD

Sample : P2264-17

Misc ¢ 5.0mL/MSVOA_X/WATER T3-MW-1-9.0-042424

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Cyclobutane, me... 2.855 22.8 wug/l 290647 1 5.550 638442 50.0
Cyclopentane, m... 4.294 59.4 wug/l 758217 1 5.550 638442 50.0
Cyclopentene, 1... 5.190 20.9 ug/l 266622 1 5.550 638442 50.0
Cyclobutane, et... 6.196 32.4 wug/l 412599 2 6.763 636093 50.0
Cyclobutane, (1... 8.141 27.4 ug/l 348119 2 6.763 636093 50.0
Benzene, 1-ethy... 11.610 22.9 wug/l 359067 4 12.024 785268 50.0
Benzene, cyclop... 12.244 487.2 ug/l 7652116 4 12.024 785268 50.0
Benzene, 1l-ethy... 12.616 103.1 ug/l 1619320 4 12.024 785268 50.0
(E)-1-Phenyl-1-... 12.646 33.1 wug/l 519221 4 12.024 785268 50.0
Indan, 1-methyl- 12.701 121.1 wug/l 1901820 4 12.024 785268 50.0
Benzene, 1,2,3,... 12.920 68.5 wug/l 1076440 4 12.024 785268 50.0
1H-Indene, 2,3-... 13.170 30.6 ug/l 480986 4 12.024 785268 50.0
3-Phenylbut-1-ene 13.286 186.8 wug/l 2934290 4 12.024 785268 50.0
Naphthalene, 1,... 14.225 22.2 ug/l 348056 4 12.024 785268 50.0
Naphthalene, 1-... 14.780 96.9 wug/l 1521776 4 12.024 785268 50.0
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