LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051622\
Data File : VX028730.D

Acqg On : 16 May 2022 14:44
Operator : JC/MD

Sample : N2862-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X051222W.M

Title : SW846 8260

Signal : TIC: VX@28730.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.337 197 205 218 rBV3 30352 66390 3.89% 0.257%
2 2.782 270 278 283 rBV2 40286 88641 5.19% 0.344%
3 3.099 319 330 341 rBV 37032 84069  4.92% 0.326%
4 4.215 503 513 522 rVvB4 7565 22692 1.33% ©0.088%
5 5.135 650 664 675 rBV5 8503 34891 2.04% 0.135%
6 5.391 693 706 718 rBV 167827 492301 28.84% 1.909%
7 5.556 720 733 741 rBV 253111 746316 43.72%  2.893%
8 5.842 768 780 790 rBv4 29154 99115 5.81% 0.384%
9 5.958 790 799 810 rBV 178060 467881 27.41% 1.814%
106 6.159 822 832 841 rBV3 62253 194636 11.40% ©.755%
11 6.263 841 849 857 rW 64339 179026 10.49% 0.694%
12 6.355 857 864 876 rVB3 27859 78955 4.62% 0.306%
13 6.763 920 931 941 rBV 426070 1019451 59.72% 3.952%
14 7.373 1020 1031 1043 rVB5 73793 198248 11.61% 0.769%
15 7.562 1057 1062 1070 rVV4 10540 23192 1.36% 0.090%
16 7.775 1088 1097 1105 rVB 41069 85952 5.03% 0.333%
17 7.958 1121 1127 1144 rVB5 43630 105470 6.18% 0.409%
18 8.104 1144 1151 1160 rBV5 19208 47730  2.80% 0.185%
19 8.318 1179 1186 1194 rBV6 35437 80768 4.73% 0.313%
20 8.519 1213 1219 1226 rVB2 24153 52888 3.10% 0.205%
21 8.604 1226 1233 1236 rBvV2 100741 186494 10.92% 0.723%
22 8.653 1236 1241 1252 rVB 921723 1442143 84.48% 5.591%
23 8.775 1252 1261 1266 rBV 81211 144412 8.46% 0.560%
24  8.927 1281 1286 1288 rBvV2 18931 27954 1.64% 0.108%
25 8.976 1288 1294 1300 rVB2 152810 268064 15.70% 1.039%
26 9.043 1300 1305 1309 rBV2 25127 48159 2.82% 0.187%
27 9.104 1309 1315 1320 rVB 115647 190630 11.17% 0.739%
28 9.165 1320 1325 1329 rBV 118362 178339 10.45% 0.691%
29 9.433 1364 1369 1372 rBV 28118 46286 2.71% 0.179%
30 9.513 1376 1382 1387 rVB2 67105 125031 7.32% 0.485%
31 9.616 1394 1399 1403 rBV2 41526 67056 3.93% 0.260%
32 9.659 1403 1406 1416 rVB2 34139 61677 3.61% 0.239%
33 9.769 1416 1424 1430 rBvV3 42363 81526 4.78% 0.316%
34 9.836 1430 1435 1438 rBV2 12891 22540 1.32% 0.087%
35 9.927 1446 1450 1455 rVB2 14073 23706  1.39% 0.092%

36 10.055 1462 1471 1477 rBV 999080 1308696 76.66% 5.074%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051622\
Data File : VX028730.D

Acqg On : 16 May 2022 14:44
Operator : JC/MD

Sample : N2862-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X051222W.M
Title : SW846 8260
37 10.128 1477 1483 1486 rBV 59325 79666 4.67%  ©0.309%
38 10.275 1503 1507 1510 rBV2 44663 68689 4.02% 0.266%
39 10.457 1532 1537 1544 rVB2 34056 58672 3.44% 0.227%
40 10.592 1547 1559 1566 rBVv4 53146 141790 8.31% 0.550%
41 10.781 1580 1590 1593 rBV3 39572 73388 4.30% 0.285%
42 10.811 1593 1595 1599 rWv3 22718 26480 1.55% 0.103%
43 10.860 1599 1603 1610 rVB7 23911 47038 2.76% 0.182%
44 10.964 1616 1620 1623 rBV3 18124 29258 1.71% 0.113%
45 11.037 1628 1632 1635 rVv4 12572 26348 1.54% 0.102%
46 11.079 1635 1639 1644 rVV 757145 1007543 59.02%  3.906%
47 11.128 1644 1647 1653 rVB2 39771 56975 3.34% 0.221%
48 11.305 1673 1676 1685 rVB5 12932 26428 1.55% 0.102%
49 11.396 1685 1691 1696 rVVv3 14129 30292 1.77% 0.117%
50 11.451 1696 1700 1707 rVB 21766 31145 1.82% 0.121%
51 11.616 1720 1727 1735 rBV2 45146 70474 4.13% 0.273%
52 11.756 1746 1750 1755 rVvV 21119 31575 1.85% 0.122%
53 11.866 1763 1768 1770 rVV 44382 60985 3.57% 0.236%
54 11.890 1770 1772 1779 rVB 65338 73962 4.33% 0.287%
55 12.024 1789 1794 1801 rBV 1045027 1263708 74.02%  4.899%
56 12.177 1816 1819 1823 rVB 19664 24383 1.43% 0.095%
57 12.244 1823 1830 1837 rBV2 806131 1080775 63.31% 4.190%
58 12.317 1837 1842 1850 rVB 212750 292185 17.12% 1.133%
59 12.408 1850 1857 1862 rBv2 60302 87241 5.11% 0.338%
60 12.530 1872 1877 1880 rBV 68119 94255 5.52% 0.365%
61 12.555 1880 1881 1886 rVV 37069 30615 1.79% 0.119%
62 12.616 1886 1891 1894 rVV 565154 674115 39.49% 2.613%
63 12.646 1894 1896 1900 rVV 215226 242877 14.23% 0.942%
64 12.701 1900 1905 1912 rVV 848729 1079529 63.24% 4.185%
65 12.762 1912 1915 1921 rVV2 51345 80059 4.69% 0.310%
66 12.841 1924 1928 1934 rVB 94132 122898 7.20% 0.476%
67 12.920 1934 1941 1946 rBV 365579 531748 31.15% 2.062%
68 12.963 1946 1948 1953 rVB2 64370 74178 4.35% 0.288%
69 13.030 1953 1959 1965 rBV3 240624 374825 21.96% 1.453%
70 13.140 1973 1977 1980 rVB 242841 293040 17.17% 1.136%
71 13.195 1983 1986 1992 rVB2 109914 183010 10.72% 0.710%
72 13.256 1992 1996 1998 rBV3 210637 278950 16.34% 1.081%
73 13.292 1998 2002 2008 rVV2 1216454 1707140 100.00% 6.618%
74 13.372 2012 2015 2020 rVB 237197 289212 16.94% 1.121%
75 13.426 2020 2024 2030 rVB 116052 162867 9.54% 0.631%
76 13.512 2033 2038 2039 rBV 67416 89770 5.26% 0.348%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051622\
Data File : VX028730.D

Acqg On : 16 May 2022 14:44
Operator : JC/MD

Sample : N2862-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X051222W.M
Title : SW846 8260
77 13.542 2039 2043 2046 rVV 575110 749853 43.92%  2.907%
78 13.585 2046 2050 2054 rVV3 761650 1073376 62.88% 4.161%
79 13.640 2054 2059 2060 rVV2 348428 528209 30.94% 2.048%
80 13.664 2060 2063 2072 rVB2 758244 1122429 65.75% 4.352%
81 13.756 2072 2078 2080 rBV2 51841 70197 4.11% 0.272%
82 13.798 2080 2085 2091 rVB3 74399 141350 8.28% 0.548%
83 13.859 2091 2095 2099 rVB3 81740 135925 7.96% 0.527%
84 13.926 2099 2106 2110 rBV2 297066 425425 24.92% 1.649%
85 13.975 2110 2114 2117 rBV 231645 286222 16.77% 1.110%
86 14.006 2117 2119 2126 rVB2 68491 89832 5.26% 0.348%
87 14.079 2126 2131 2135 rBV 341201 427514 25.04% 1.657%
88 14.128 2135 2139 2141 rBV 17013 23995 1.41% ©0.093%
89 14.164 2142 2145 2149 rVB3 35934 39496 2.31% 0.153%
990 14.213 2149 2153 2158 rBV 269268 367279 21.51% 1.424%
91 14.286 2163 2165 2168 rVB 26346 23564 1.38% ©0.091%
92 14.323 2168 2171 2175 rBV 110356 121782 7.13% 0.472%
93 14.371 2175 2179 2184 rVB 221393 278520 16.32% 1.080%
94 14.420 2184 2187 2192 rVB 42241 52022 3.05% 0.202%
95 14.487 2192 2198 2202 rBV2 81253 128252 7.51% ©.497%
96 14.524 2202 2204 2210 rVB2 17484 23794 1.39% 0.092%
97 14.603 2210 2217 2221 rBV2 58424 117231 6.87% ©.454%
98 14.676 2227 2229 2234 rVB 28254 30998 1.82% ©0.120%
99 14.780 2242 2246 2251 rBV3 74964 122436 7.17% 0.475%
100 15.188 2305 2313 2320 rBv4 12901 24919 1.46% 0.097%
Sum of corrected areas: 25794033
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051622\
Data File : VX028730.D

Acqg On : 16 May 2022 14:44
Operator : JC/MD

Sample : N2862-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
Quant Title : SW846 8260

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

Abundance TIC: VX028730.D\data.ms
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Abundance TIC: VX028730.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051622\
Data File : VX028730.D

Acqg On : 16 May 2022 14:44
Operator : JC/MD

Sample : N2862-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Benzene, 1-propenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.244 42.76 ug/l 1080780 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 91
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
3 Indane 118 C9H1e 000496-11-7 64
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 64
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
Abundance Scan 1830 (12.244 min): VX028730.D\data.ms (-1823) (- m/z 117.10 100.00%
117.1
5000
91-0 T ‘ T T ‘ T
391 63.0 ‘ 134.1 12.00 12.50
bbb Ll b L gz 118,10 53.78%
miz-> 20 40 60 8 100 120 140
Abundance #10193: Benzene, 1-propenyl-
117.0
5000 —r— — MJ\
12.00 12.50
91.0 o
m/z 119.10 36.12%
51.0 ‘
O\ L ’2\7\()\ \“ T \“1 \““\‘\7\4\9’ T \‘} T “‘\ T 1“ L ’\
miz--> 20 40 60 80 100 120 140
Abundance #10191: Benzene, 2-propenyl-
117.0 A_/\
A
12.00 12.50
5000 m/z 115.10 36.09%
91.0
51.0
0““,%?9 J“JL“J‘7“‘ ‘Jw“ﬁ “EH““,
mfz--> 20 40 80 100 120 140
Abundance #10180:Indane
117.0 12.00 12.50
m/z 105.10  34.30%
5000
39.0 63.0 91 0 ‘
o"1‘5(0,“‘:‘w‘ww““m,”” N
m/z--> 20 40 100 120 140 12.00 12.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051622\
: VXe28730.D
: 16 May 2022 14:44

JC/MD

: N2862-03
: 5.0mL/MSVOA_X/WATER
: 13 Sample Multiplier: 1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M

. SW846 8260

: 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-ethyl-2,4-dimethyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.616 26.67 ug/l 674115 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, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 1891 (12.616 min): VX028730.D\data.ms (-1886) (-
119.1

5000
91.0 4
65.0
ol B 0 L BPis2e
miz--> 20 40 60 80 100 120 140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000

91.0
0 15.0 . 39\\0 L 6§O L ‘ ul \\“ 13‘50
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000
. 91.0
\ 0 650 L | | 1350
ot e el
miz--> 20 40 60 80 100 120 140
Abundance #16997: 0o-Cymene
119.0
5000
91.0
g0 sso | amo
0\\\‘\M\\‘\NHHHM\\W\\w\ﬁm\hq\\\u‘\\\
miz--> 20 40 60 80 100 120 140
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It
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12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051622\
Data File : VX028730.D

Acqg On : 16 May 2022 14:44
Operator : JC/MD

Sample : N2862-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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, 1l-ethenyl-3-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.701 42.71 ug/1 1079530 1,4-Dichlorobenzene-d4 12.024
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-Phenyl-1-butene 132 C1eH12 000824-90-8 87
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 87

Abundance Scan 1905 (12.701 min): VX028730.D\data.ms (-1900) (-  m/z 117.05 100.00%
117.

V.1
5000 ﬂux
911 —— e
12.50 13.00
\SJ\“O\ \\74' ‘ I 1%‘3'1 °
0 e e e e e m/z 115.05 32.69%
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
12.50 13.00
91.0 m/z 132.05 26.99%
1.0 133.0
27.0 o, 74P Il I
O\\\‘\‘\\\‘\\‘1‘\"1\\”i“\\‘\\‘H“\\\‘\}‘\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
—— s
12.50 13.00
5000 ITI/Z 91.10 13.60%
91.0
mo w0 | e
) S SR M R RSV s et
m/z--> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene = —
117.0 12.50 13.00
m/z 118.10 9.84%
5000
91.0
’ 133.0
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051622\
Data File : VX028730.D

Acqg On : 16 May 2022 14:44
Operator : JC/MD

Sample : N2862-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.921 21.04 ug/l 531748 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 96
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94

Abundance Scan 1941 (12.920 min): VX028730.D\data.ms (-1934) (- m/z 119.10 100.00%
119.1

5000
91.1 T T ‘ T
39.0 65.0 | 135.1 13.00
) SNSRI AV MM TS SO 11| A m/z 134.05  46.21%
miz--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 1300
91.0 m/z 91.10 17.87%
Ho 80y | s
0 \\\‘\‘\\\‘\\‘“\“\”\\\M‘\\\\‘m\\1“‘\\\‘\’\\\\
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
4
13.00
5000 ITI/Z 120.10 9.94%
390 91.0
: 65.0 135.0
0 ‘1‘5"?“‘ ‘ ““‘ i i “1 et ‘M T
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- —
119.0 13.00
m/z 133.05 9.46%
5000
91.0
150 390 650 L | 1350
O+ e e et
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_X\Data\VX051622\
Data File : VX028730.D

Acqg On : 16 May 2022 14:44
Operator : JC/MD

Sample : N2862-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 5 3-Phenylbut-1-ene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.292 67.54 ug/l 1707146  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 81
2 Indan, 1-methyl- 132 C10H12 000767-58-8 81
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 76
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 76
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 74

Abundance Scan 2002 (13.292 min): VX028730.D\data.ms (-1998) (- m/z 117.05 100.00%
117.1

5000
132.0 /\/\,\__
A —=4
39.0 65.0 91"0 ‘ ‘ 13.00 13.50
Oberrrrrrerre el el bl msz 132,00 35.26%
m/z--> 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 1320 m/z 115.00  29.00%
\ 39\0 L o0 .l M
O\\‘H\\‘HH‘H\\‘\H\}\H\H’\H\\’\\i\“\\\\“{H\H}H‘HH‘\H”‘\‘\H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
13.00 13.50
5000 m/z 119.10 20.80%
132.0
39.0 65.0 910 |
0 S Y PN S| K
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11v.0 13.00 13.50
m/z 131.00 17.72%
5000 132.0
91.0
270 | 210 240 | I
O'rrprrrrprrerprerdprrre e et e e e
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_X\Data\VX051622\
Data File : VX028730.D

Acqg On : 16 May 2022 14:44
Operator : JC/MD

Sample : N2862-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 6 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.542  29.67 ug/l 749853  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 97
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 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 93
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91

Abundance Scan 2043 (13.542 min): VX028730.D\data.ms (-2039) (-~ m/z 131.05 100.00%
131.1

5000 h
91.0
13.50
39.1 648 M ‘
P . AN ““‘1‘1‘4“"?& i 2892 sz 146,05 24.63%
mlz--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000
13.50
m/z 115.00 18.33%
39.0 64.0 91.0
O T \‘\ T \“‘\ \“1‘\ ‘w'\‘\ \“ T \‘\ T “\'1\1\31.0‘\‘“‘! T ‘li \9\.(\)‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
T \
13.50
91.0
5000 ITI/Z 129.05 16.77%
39.0
65.0
15.0 ‘
o — w‘“u w;“‘ M Ay w;“‘ b p130 S
miz--> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- L A ‘
131.0 13.50
m/z 128.00 13.48%
5000
91.0
51.0 ‘ |
0"“‘“‘“‘Ju‘ﬂh‘Jq‘ul“w“hwﬂw“ﬂh““‘ AL
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051622\
Data File : VX028730.D

Acqg On : 16 May 2022 14:44
Operator : JC/MD

Sample : N2862-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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, (1,2-dimethyl-1-pr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.585 42.47 ug/1 1073380 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 94
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 93
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 92
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 89
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 86

Abundance Scan 2050 (13.585 min): VX028730.D\data.ms (-2046) (-~ m/z 131.05 100.00%

131.1
5000
91.0
39.0 649 13.50
0 ““!1‘??“2“_”‘2‘97‘1‘ m/z 133.05  60.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0
13.50
39.0 m/z 146.05 35.55%
O\\\\‘\\\\w\\‘\\“1“}\\‘\\‘}\“H\\H“\M\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
13.50
5000 m/z 115.00 26.12%
91.0
39.0 63.0 ‘ ‘
o‘Hw“‘H‘_“‘“‘UH“HHpmU‘AMw‘:“wwwww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- A ‘
131.0 13.50
m/z 91.05 23.16%
5000
270 510 91.0
P o VARV OIS Y S L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051622\
Data File : VX028730.D

Acqg On : 16 May 2022 14:44
Operator : JC/MD

Sample : N2862-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 2,2-Dimethylindene, 2,3-dih... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.640 20.90 ug/l 528209 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 94
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 90
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 90
Abundance Scan 2059 (13.640 min): VX028730.D\data.ms (-2054) (- 131.05 100.00%
131.1
5000
115.1
64.3 13.50 14.00
39.1 | | 472
0‘_HM‘H‘H‘M‘HMHH‘MH‘HMH‘HH‘H 146.05 22.33%
miz--> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000
13.50 14.00
o 91.0 1450 o 115.05 16.57%
O\‘\\\\‘\\‘\-‘\ “}‘\7\5\*8\\“} T “U\ \H“ \‘U‘! T ‘ \H\'\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
1350 1400
5000 91.00 12.14%
390 650 910 IO g9
) S P IRV ESSOWENN (VY
miz--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0 1350 1400
m/z 132.00 11.22%
5000
0 | “ N 11— ‘ ! M \H\‘ 1 70 N

m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051622\
Data File : VX028730.D

Acqg On : 16 May 2022 14:44
Operator : JC/MD

Sample : N2862-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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-1,2-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.664 44.41 ug/l 1122430 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
4 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 90
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90

Abundance Scan 2063 (13.664 min): VX028730.D\data.ms (-2060) (-  m/z 131.05 100.00%
131.1

5000
91.0
13.50 14.00
51.0 148.0
] SR ‘7‘1‘9, S H%%M‘ SIS m/z 146.05  26.24%
miz--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000
13.50 14.00
30.0 91.0 m/z 115.00 17.04%
0 630 ‘
04 T \‘V\ \"‘\ \“1‘\“‘”\ T \" BmEma “\‘\ A’\‘\“M T 1£80 T
miz--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
A —
13.50 14.00
5000 ITI/Z 91.00 15.38%
390 g4 910
Ob b 1140 ] 1480
miz--> 20 40 60 80 100 120 140 160
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- ——— —
131.0 13.50 14.00
m/z 129.00 11.11%
- J\]\/LM\/L
39.0 91.0
63.0
0““1‘“,‘H“;M“““H‘,‘H“‘:‘L%O“H‘lwl‘8"0“”‘ A -l
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051622\
Data File : VX@28730.D

Acqg On : 16 May 2022 14:44

Operator JC/MD

Sample : N2862-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
Quant Title : SW846 8260

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 10 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.079 16.92 ug/l 427514  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 95
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
4 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 93
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91

Abundance Scan 2131 (14.079 min): VX028730.D\data.ms (-2126) (- m/z 131.00 100.00%

131.0
5000
14.00
39.1 63.1
o‘Hww_mwum‘HH‘m‘lw‘M“““l‘??‘z‘w““ﬁ("?‘q m/z 146.05  33.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000
14.00
91.0 m/z 115.00  17.22%
w00 |y |
O\\\\‘\‘\\\“‘\\“\‘\‘w\\\‘\\\\‘\\\U‘\‘U\\‘}“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
T \
14.00
5000 ITI/Z 129.00 14.81%
9.0
630
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- = ‘
131.0 14.00
m/z 145.00 13.52%
5000
3%0 63.0 91.0 ‘
o N WS VI Y Y RN AL
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051622\
Data File : VX028730.D

Acqg On : 16 May 2022 14:44
Operator : JC/MD

Sample : N2862-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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|
Benzene, 1-prop... 12.244 42.8 ug/l 1080780 4 12.024 1263710 50.0
Benzene, 1l-ethy... 12.616 26.7 ug/l 674115 4 12.024 1263710 50.0
Benzene, 1l-ethe... 12.701 42.7 ug/l 1079530 4 12.024 1263710 50.0
Benzene, 1,2,3,... 12.921  21.0 ug/l 531748 4 12.024 1263710 50.0
3-Phenylbut-1-ene 13.292 67.5 ug/l 1707140 4 12.024 1263710 50.0
1H-Indene, 2,3-... 13.542 29.7 ug/l 749853 4 12.024 1263710 50.0
Benzene, (1,2-d... 13.585 42.5 ug/l 1073380 4 12.024 1263710 50.0
2,2-Dimethylind... 13.640 20.9 ug/l 528209 4 12.024 1263710 50.0
1H-Indene, 2,3-... 13.664 44.4 ug/l 1122430 4 12.024 1263710 50.0
1H-Indene, 2,3-... 14.079 16.9 ug/l 427514 4 12.024 1263710 50.0
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