LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX031549.D

Acqg On : 22 Sep 2022 04:56
Operator : JC/MD

Sample : N4642-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 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\82X091922W.M

Title : SW846 8260

Signal : TIC: VX@31549.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.337 198 205 211 rBV2 6098 11318 1.73% 0.207%
2 2.782 270 278 283 rBV3 6881 14230 2.17% 0.260%
3  3.099 322 330 339 rBV3 4409 9884 1.51% 0.181%
4 5.391 693 706 719 rBV 77318 220134 33.60% 4.028%
5 5.556 723 733 742 rBV2 74652 209314 31.95%  3.830%
6 5.842 771 780 789 rVB6 2665 7062 1.08% 0.129%
7 5.958 789 799 806 rVv2 82688 218375 33.34%  3.996%
8 6.044 806 813 823 rW 47339 125849 19.21%  2.303%
9 6.159 823 832 841 rVVé 6623 19997 3.05% 0.366%
106 6.257 841 848 858 rVv3 5848 15406 2.35% 0.282%
11  6.763 922 931 942 rBV2 116988 273858 41.80% 5.011%
12 7.373 1021 1031 1041 rBV6 6388 17193 2.62% 0.315%
13 7.958 1121 1127 1135 rVB5 3344 7276 1.11% 0.133%
14  8.324 1178 1187 1192 rBV6 3816 7654 1.17% 0.140%
15 8.604 1227 1233 1235 rBV4 9684 16997 2.59% 0.311%
16 8.647 1235 1240 1253 rVB 412960 655086 100.00% 11.987%
17 8.775 1256 1261 1266 rBV3 8426 14555  2.22%  0.266%
18 8.958 1286 1291 1300 rVB5 32837 72590 11.08% 1.328%
19 9.049 1300 1306 1311 rVWV 34073 54226 8.28% 0.992%
20 9.104 1311 1315 1320 rVB2 13549 21649 3.30% 0.396%
21  9.159 1320 1324 1336 rVB 12904 22101 3.37% 0.404%
22 9.458 1364 1373 1377 rBV5 3921 7147 1.09% 0.131%
23 9.513 1377 1382 1388 rvv4 10243 17287 2.64% 0.316%
24 10.055 1465 1471 1477 rBV 260567 344007 52.51% 6.295%
25 10.128 1480 1483 1491 rVWV 8717 13885 2.12% 0.254%
26 10.195 1491 1494 1499 rVWv2 5831 8178 1.25% 0.150%
27 10.275 1502 1507 1510 rVV5 6161 11348 1.73% 0.208%
28 10.457 1533 1537 1542 rVB4 4586 7169 1.09% 0.131%
29 10.604 1551 1561 1565 rBV3 7086 16790 2.56% 0.307%
30 10.964 1616 1620 1627 rBV2 6136 9714 1.48% 0.178%
31 11.079 1634 1639 1645 rBV 351439 440984 67.32% 8.069%
32 11.616 1721 1727 1734 rVB 13432 17750 2.71% 0.325%
33 11.866 1762 1768 1769 rBV 7749 9058 1.38% 0.166%
34 11.890 1769 1772 1778 rVV2 14314 19131 2.92% 0.350%
35 11.969 1781 1785 1789 rvv3 6670 8747 1.34% 0.160%

36 12.024 1789 1794 1802 rVV 265119 332499 50.76% 6.084%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX031549.D

Acqg On : 22 Sep 2022 04:56
Operator : JC/MD

Sample : N4642-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 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\82X091922W.M
Title : SW846 8260
37 12.177 1815 1819 1823 rVB 5294 6564 1.00% ©.120%
38 12.244 1825 1830 1837 rVVv2 164019 212912 32.50%  3.896%
39 12.317 1837 1842 1849 rVB 29815 40825 6.23% 0.747%
40 12.408 1851 1857 1862 rBV2 14334 19655 3.00% ©.360%
41 12.530 1871 1877 1885 rBV3 3950 8103 1.24% 0.148%
42 12.616 1885 1891 1893 rW 26947 34862 5.32% 0.638%
43 12.646 1893 1896 1900 rVWV 46261 57258 8.74% 1.048%
44 12.701 1900 1905 1912 rVV 224465 281852 43.03% 5.157%
45 12.762 1912 1915 1918 rvv2 7685 10275 1.57% ©.188%
46 12.841 1921 1928 1933 rVB 15306 21762 3.32% 0.398%
47 12.920 1938 1941 1946 rVB2 15029 19609 2.99% ©.359%
48 13.030 1954 1959 1965 rBV3 32118 49558 7.57% ©.907%
49 13.134 1965 1976 1979 rBV3 35204 61743 9.43% 1.130%
50 13.170 1979 1982 1985 rBV 47522 48918 7.47% 0.895%
51 13.250 1992 1995 1998 rBV2 13436 18803 2.87% 0.344%
52 13.292 1998 2002 2008 rVWV 250070 329215 50.26% 6.024%
53 13.347 2008 2011 2012 rVV2 18667 23034 3.52% 0.421%
54 13.372 2012 2015 2020 rVvV 34709 47407 7.24% 0.867%
55 13.426 2020 2024 2030 rVB 30358 40422 6.17% 0©.740%
56 13.506 2030 2037 2040 rBv2 22308 33191 5.07% ©0.607%
57 13.542 2040 2043 2047 rVV 85327 118228 18.05% 2.163%
58 13.585 2047 2050 2054 rVvv2 82703 117245 17.90%  2.145%
59 13.640 2054 2059 2061 rVv3 58720 108591 16.58% 1.987%
60 13.664 2061 2063 2072 rVB2 91188 106017 16.18%  1.940%
61 13.756 2072 2078 2079 rBV2 7856 10616 1.62% ©.194%
62 13.798 2079 2085 2091 rvVv4 10106 29012 4.43% 0.531%
63 13.859 2091 2095 2099 rvv4 11041 18649 2.85% 0.341%
64 13.926 2099 2106 2110 rVV2 29747 43178 6.59% 0.790%
65 13.969 2110 2113 2117 rVwV 36118 46824 7.15% ©.857%
66 14.006 2117 2119 2126 rVB2 9519 12281 1.87% 0.225%
67 14.079 2126 2131 2135 rBV 31790 41396 6.32% ©.757%
68 14.213 2149 2153 2160 rVV3 26590 47156 7.20% ©.863%
69 14.323 2168 2171 2175 rVvV3 9956 10744 1.64% 0.197%
70 14.371 2175 2179 2183 rVB 34716 42433 6.48% 0.776%
71 14.420 2183 2187 2193 rVB2 6395 8503 1.30% 0.156%
72 14.487 2193 2198 2202 rBV3 13174 19743 3.01% 0.361%
73 14.603 2210 2217 2221 rBV2 10099 20450 3.12% 0.374%
74 14.780 2242 2246 2251 rBV4 12434 19596 2.99% ©.359%
Sum of corrected areas: 5465078
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@031549.D

Acqg On : 22 Sep 2022 04:56
Operator : JC/MD

Sample : N4642-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.M
Quant Title : SW846 8260

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

Abundance TIC: VX031549.D\data.ms
400000

350000
300000
250000
200000
150000

50000 044
2.337 2782 3.009 5842 \/ 6.1625

Py - NN
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\T

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX031549.D\data.ms
400000 8.647

350000 11.079

300000
10.055
250000

200000
150000

6.763
100000

50000 8.95049

o 7_/3\73 7.958 8.324 8.60 @\?\9—\%9 9_%.&5.3 .0P®B7E) 4H7.6 10.964
‘ T A e e e e N M e A s Sy T e e e e

Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX031549.D\data.ms
400000

350000

300000

12.024
250000 13292

12.701

200000

150000

100000

50000 15396917914 371
006

4 BR3AR6031.780
T T ‘ T T T .\ ﬁ T T /\k T T T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50

12.50

12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@031549.D

Acqg On : 22 Sep 2022 04:56
Operator : JC/MD

Sample : N4642-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 Di-sec-Butyl ether Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.958 10.55 ug/l 72590  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 83
2 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 50
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 45
4 2-Octanol, (S)- 130 C8H180 006169-06-8 43
5 2-Octanol 130 C8H180 000123-96-6 43

Abundance Scan 1291 (8.958 min): VX031549.D\data.ms (-1286) (-) m/z 57.05 100.00%

57.0
101.1
5000
R aa e R o
39‘ T 83.1 8.60 8.80 9.00 9.20
Ol N — N — m/z 45.00 90.77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15681: Di-sec-Butyl ether
45.0
5000 L L LN B LA B I
101.0 8.60 8.80 9.00 9.20
210 m/z 101.10  59.78%
83.0
O\‘\‘l‘\\““}‘\\"\\\‘\"\\\\“\\\\‘]\-3\0\.(\)‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #120147: Sulfurous acid, isobutyl 2-methyl-4-methoxybut
45.0 69.0
R EEmaaGmaEs ST
101.0 8.60 8.80 9.00 9.20
5000 m/z 41.10 46.91%
0 27\{0 \‘\ . MJ Wl “‘ Ll ‘125'0 165.0
B e M man o R
m/z--> 20 40 60 80 100 120 140 160 M /
Abundance #15775: Butane, 1-(1-methylpropoxy)- AT e e
57.0 8.60 8.80 9.00 9.20
m/z 59.10 41.87%
5000
29.0 101.0
o L |80 300 ‘L
e R e RRRRE
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@031549.D

Acqg On : 22 Sep 2022 04:56
Operator : JC/MD

Sample : N4642-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.244  32.02 ug/l 212912 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 80
2 Indane 118 C9H10 000496-11-7 60
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 55
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 55
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 55
Abundance Scan 1830 (12.244 min): VX031549.D\data.ms (-1825) (- m/z 117.10 100.00%
117.1
5000 /\A
91.0 134.1 e
39.0 63.0 ‘ 12.00 12.50
bbb L gz 118,10 52.98%
miz-> 20 40 60 80 100 120 140
Abundance #10203: Benzene, 1-ethenyl-2-methyl-
11v.0
5000 —r— — AA
91.0 12.00 12.50
39.0 63.0 m/z 119.10 50.21%
0\\1\5\0’\‘\\\“\\“\\“‘\‘\\H“"\‘\M\ \\\“‘\\\\’\
miz-> 20 40 80 100 120 140
Abundance #10180.Indane
117.0
SDVN NLTIW NN 10
12.00 12.50
5000 m/z 105.10 45.58%
390 630 910 ‘
0“;50 dl‘ﬂ“ﬂhﬂﬂw“ﬂq““ ““lh““,‘
miz--> 20 40 60 100 120 140 j\
Abundance #10194:Benzene,l1wopenyh 4 AA‘
117.0 12.00 12.50
m/z 115.1@ 35.97%
5000
39.0 . A/\
ob 240 | ‘\M?u, ‘ I — | P
m/z--> 20 40 60 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@031549.D

Acqg On : 22 Sep 2022 04:56
Operator : JC/MD

Sample : N4642-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 Benzene, (1-methyl-1-propen... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.646 8.61 ug/1l 57258 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 94
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 93
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 1-Phenyl-1-butene 132 C1eH12 000824-90-8 91

Abundance Scan 1896 (12.646 min): VX031549.D\data.ms (-1893) (- m/z 117.05 100.00%

1171
5000 132.1 AA
——

39.0 63.0 91.0 ‘ 12.50 13.00
I

o‘WwmwmJ‘ww”wwu‘uhwhW““m_lew‘_wm m/z 132.05  47.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0

132.0

5000 — —
12.50 13.00

m/z 115.00  35.85%
\‘\\ ‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16113: 2,4-Dimethylstyrene
117.0
132.0 12.50 13.00
5000 ITI/Z 131.00 18.24%
39.0
‘ 63.0
15.0 ‘ ‘
0‘WHM‘Hmwulwuﬂwuumywmmuu‘HH‘NMW‘HMHNHHH_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)- —— oy
117.0 12.50 13.00
m/z 91.00 15.59%
132.0
5000 91.0
51.0
27.0
o"‘H"‘H"‘H"‘H"lW‘;"H“"‘m"‘H"‘H":‘:M“HHWW“MHW Al UAN o WM
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_X\Data\VX092122\
Data File : VX@031549.D

Acqg On : 22 Sep 2022 04:56
Operator : JC/MD

Sample : N4642-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 Indan, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.701 42.38 ug/l 281852 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 87
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
Abundance Scan 1905 (12.701 min): VX031549.D\data.ms (-1900) (- m/z 117.05 100.00%
117.1
5000
132.1
374 510 770 91"0 12.50 13.00
Obrrrrrrr S i b b el et m/z 115,00 33.56%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16104: Indan, 1-methyl-
11v.0
5000 A‘ P 300JJ\
132.0 12.5 13.
910 m/z 132.05 28.64%
39.0 65.0 “ ‘
0 \\‘\\\‘\‘H\\“\\Hi‘\‘\\}‘\‘HH‘H\‘\‘\\H“H\\‘\\H‘Hll‘\\\}“‘\‘\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 J\
— —a
132.0 12.50 13.00
5000 m/z 91.05 12.19%
91.0
7o 070 |
L S PR TR TR | RR ] H—.
m/z--> 20 30 40 50 60 70 80 90 100110120130140 w
Abundance #16134: 1-Methyl-2-phenylcyclopropane LS ‘ 4Aﬂ ‘
117.0 12.50 13.00
m/z 118.00 9.54%
5000 132.0
91.0
51.0 65.0 ‘ /AA
0H‘HH‘?"?(PW{‘Mm‘“l‘u‘H‘H“‘H“huH‘lm‘HH‘MM“‘HWH —eA A
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@031549.D

Acqg On : 22 Sep 2022 04:56
Operator : JC/MD

Sample : N4642-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 5 Benzene, (2-methyl-1-butenyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.134 9.28 ug/l 61743 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
4 Benzene, 1l-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 91
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91

Abundance Scan 1976 (13.134 min): VX031549.D\data.ms (-1965) (- m/z 131.00 100.00%
131.0
5000
o0 1151 146.1
390 e30 ‘ ‘ | 13.00 13.50
Oy bt e sz 146,05 28.66%
miz--> 20 40 60 80 100 120 140
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
146.0
5000 91.0 AA j\[\ A
13.00 13.50
115.0 m/z 115.10  23.50%
L4
0+ T T \“‘\ \‘\‘\ T \H T \“‘ — ’W\ T \“ \‘1‘\ T \H\ T
miz--> 20 40 60 80 100 120 140
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
146.0 ~— JJ\ i ‘J\N
13.00 13.50
5000 91.0 m/z 91.05 21.49%
115.0
39.0 65.0 ‘
T R R T T
o RSNSN]SR | SN M
miz--> 20 40 60 80 100 120 140 JW
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- ‘ /‘J\A‘ ‘ g
131.0 13.00 13.50
m/z 129.05 12.94%
5000
010 146.0 jh
’ 115.0
39.0
64.0
SR A SO R | 11 VW DLV VL
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_X\Data\VX092122\
Data File : VX@31549.D

Acqg On : 22 Sep 2022 04:56

Operator JC/MD

Sample : N4642-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.292  49.51 ug/1l 329215 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 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90

Abundance Scan 2002 (13.292 min): VX031549.D\data.ms (-1998) (- m/z 117.00 100.00%
11y7.0
5000
510 ., 91.0 #3 0 13.00 13.50
0l m'ﬁ e P Uu ]T‘ — m/z 132.05  38.14%
m/z--> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 T T \/\fL \/\’J\/\\//\\
13.00 13.50
m/z 115.05  29.98%
39.0 65.0 91.0
AT
0 \\\‘\‘\ T e “U\ \”\“‘ =TT “W\ T \‘“‘\‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 M
13.00 13.50
5000 ITI/Z 131.00 18.45%
91.0
27.0 51\0 L, 740 ‘ I 133.0
1] B MY VTRl RN TN [ Y N
miz--> 20 40 60 80 100 120 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 13.00 13.50
m/z 91.00 12.29%
5000
39.0 91.0
o W
Y N O P VO AN N e B BV V' W VL0 L
m/z--> 20 80 100 120 140 13.00 13.50

82X091922W.M Fri Sep 23 14:02:49 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@031549.D

Acqg On : 22 Sep 2022 04:56
Operator : JC/MD

Sample : N4642-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 2,2-Dimethylindene, 2,3-dih... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.542 17.78 ug/1 118228 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 Benzene, 1l-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 91
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 91
Abundance Scan 2043 (13.542 min): VX031549.D\data.ms (-2040) (- m/z 131.05 100.00%
131.1
5000
91.0 13.50
39.0 64.9 ‘ ‘
o‘Hwmm_m‘ww‘m‘”“um"M‘:“‘1“?9:‘1”_”‘2‘97:9’ m/z 146.00  24.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000 \/\/\ \/\\ — N’\AN\
13.50
91.0 m/z 115.00  20.33%
51.0 ‘ |
0\\\\‘\\\\‘\\‘\‘\‘h\‘\\\h“\\w\“U\\!“\‘U‘L\‘\HW\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
i
e
91.0 :
5000 m/z 129.05 15.68%
39.0
15.0 65.0
0! N
m/z--> 20 40 60 80 100 120 140 160 180 200 [\/\\ w
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- L g
131.0 13.50
m/z 128.05 12.51%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

82X091922W.M Fri Sep 23 14:02:50 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@031549.D

Acqg On : 22 Sep 2022 04:56
Operator : JC/MD

Sample : N4642-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 8 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.585 17.63 ug/1l 117245 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 93
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 93
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 91
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
Abundance Scan 2050 (13.585 min): VX031549.D\data.ms (-2047) (- m/z 131.05 100.00%
131.1
5000
91.0
390 631 J 1350
o B I R SN 1<?M‘ ‘ l 1002 /7 146.05  34.83%
miz--> 20 40 60 80 100 120 140 160
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 f\ \]\\ — A’J\Mf
13.50
m/z 115.05 19.55%
270 510 91.0
O T \‘\ ‘ \‘\ T “\ \“”\ “}‘7\]7\.(3‘ T \‘\ T “\J?lé‘\“(‘)\w T ‘ \“\ T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
= L
el A AT \’fﬂ4$r}
13.50
5000 m/z 129.05 15.42%
39.0 91.0
63.0
IR L R M T N
m/iz--> 20 40 60 80 100 120 140 160 M MJ\AA f
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- : A
131.0 13.50
m/z 128.00 15.38%
5000
0 630 ‘ f
I N N L3 Y XS B LWL W VLA LRV
m/z--> 20 40 60 80 100 120 140 160 13.50

82X091922W.M Fri Sep 23 14:02:51 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@031549.D

Acqg On : 22 Sep 2022 04:56
Operator : JC/MD

Sample : N4642-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.640 16.33 ug/l 108591 1,4-Dichlorobenzene-d4 12.024
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 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 Benzene, 1l-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 91
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 90
Abundance Scan 2059 (13.640 min): VX031549.D\data.ms (-2054) (- m/z 131.00 100.00%
131.0
5000
91.0 115.1
39.0 64.4 ﬁ H 147.0 13.50 14.00
Ol et L T sz 146,00 25.34%
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 \/\ \]\\ — N’J\MK
13.50 14.00
1150 m/z 91.00 14.10%
39.0 64.0 91.0 . L)‘
| “ L \H. | ‘ Ll M \H\‘ 1‘\7'0
O\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\1\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
e JWW
TR S
91.0 13.50 14.00
5000 m/z 115.10 13.54%
41.0 65.0 115.0 147.0
AU VR WO ST
m/z--> 20 40 60 80 100 120 140 J\\ M
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- e ‘N‘v\/\/\r]\r
131.0 13.50 14.00
m/z 132.05 12.47%
5000
270 510 910 1150
1 2. M I ) -2 S Y | POV
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_X\Data\VX092122\
Data File : VX@031549.D

Acqg On : 22 Sep 2022 04:56
Operator : JC/MD

Sample : N4642-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.664 15.94 ug/1 106017 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 90
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
Abundance Scan 2063 (13.664 min): VX031549.D\data.ms (-2061) (- m/z 131.05 100.00%
131.1
5000
64.7 910 13.50 14.00
39.0 M : :
I N ‘w&l‘:‘ﬁv%m Ll 1820 s 146,05 34.16%
miz--> 20 40 60 80 100 120 140 160
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 /\ \/\\ T M‘/\N\]k
13.50 14.00
m/z 115.00 19.09%
270 510 91.0
O T \‘\ ‘ \“\ T \“‘\ \“”\ “}‘7\]‘_\‘9‘ T \‘\ T “\’]_\lél“(‘)\w T ‘ \“\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0 N\ JMW\
At ‘»ﬁAfAfA/
13.50 14.00
5000 m/z 129.05 16.86%
91.0
ol Z0 20 20 | mzo | |
m/iz--> 20 40 60 80 100 120 140 160 @\ w jL
Abundance #25013: Benzene, (2-methyl-1-butenyl)- A
131.0 13.50 14.00
m/z 128.00 13.14%
5000 91.0
o s JMMJL
0‘H“““‘3"?“(‘)“““M‘““H‘M“ll‘l‘u‘(‘)w”m“”‘H‘H 4 vk AV
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX031549.D

Acqg On : 22 Sep 2022 04:56
Operator : JC/MD

Sample : N4642-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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|
Di-sec-Butyl ether 8.958 10.6 ug/l 72590 3 10.055 344007 50.0
Benzene, 1-ethe... 12.244 32.0 ug/l 212912 4 12.024 332499 50.0
Benzene, (1-met... 12.646 8.6 ug/l 57258 4 12.024 332499 50.0
Indan, 1-methyl- 12.701 42.4 ug/l 281852 4 12.024 332499 50.0
Benzene, (2-met... 13.134 9.3 ug/l 61743 4 12.024 332499 50.0
1H-Indene, 2,3-... 13.292 49.5 ug/l 329215 4 12.024 332499 50.0
2,2-Dimethylind... 13.542 17.8 ug/l 118228 4 12.024 332499 50.0
1H-Indene, 2,3-... 13.585 17.6 ug/l 117245 4 12.024 332499 50.0
1H-Indene, 2,3-... 13.640 16.3 ug/l 108591 4 12.024 332499 50.0
1H-Indene, 2,3-... 13.664 15.9 ug/l 106017 4 12.024 332499 50.0
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