LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120321\
Data File : VX025484.D

Acqg On : 03 Dec 2021 15:56
Operator : JC/MD

Sample : M4917-08

Misc : 5.0mL/MSVOA_X/WATER

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\82X111721W.M

Title : SW846 8260

Signal : TIC: VX@25484.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.246 22 26 28 rBV 11236 15190 2.86% 0.291%
2 3.117 324 333 343 rVB2 9197 22147 4.17% 0.424%
3 4.215 505 513 523 rVB3 2929 8422 1.59% 0.161%
4 5.391 694 706 718 rBV 62296 178692 33.68% 3.418%
5 5.556 721 733 743 rBV 100991 298696 56.30% 5.714%
6 5.958 789 799 810 rBV 64693 171043 32.24% 3.272%
7 6.251 839 847 857 rVB3 4228 13135 2.48% 0.251%
8 6.355 857 864 874 rVB3 5293 14394 2.71% 0.275%
9 6.763 922 931 940 rBV 161078 379828 71.59% 7.266%
10 6.836 941 943 957 rVB3 5132 12137 2.29% 0.232%
11 7.092 974 985 993 rBV6 2911 10119 1.91% 0.194%
12 7.367 1020 1030 1041 rVBS5 8893 24639 4.64% 0.471%
13 7.988 1123 1132 1143 rVB3 6720 16637 3.14% 0.318%
14 8.104 1143 1151 1161 rBV3 14119 31132 5.87% 0.596%
15 8.202 1161 1167 1175 rVB5 4367 10496 1.98% 0.201%
16 8.311 1179 1185 1193 rBV6 3631 8661 1.63% 0.166%
17 8.507 1207 1217 1224 rBV5S 2745 7027 1.32% 0.134%
18 8.653 1227 1241 1249 rBV 328030 530589 100.00% 10.150%
19 8.927 1279 1286 1291 rBV 12532 19602 3.69% 0.375%
20  9.104 1306 1315 1320 rBV6 6646 14360 2.71% 0.275%
21  9.165 1320 1325 1335 rVB 30531 49340 9.30% 0.944%
22 9.433 1364 1369 1371 rBV 7058 10575 1.99% 0.202%
23 9.458 1371 1373 1377 rW 7297 10988 2.07% 0.210%
24  9.500 1377 1380 1387 rVB5 8120 14721 2.77% 0.282%
25 9.604 1393 1397 1402 rVB 9186 12311 2.32% 0.236%
26 9.762 1418 1423 1430 rBvV3 6954 11667 2.20% 0.223%
27 10.055 1462 1471 1476 rBV 329083 443445 83.58%  8.483%
28 10.128 1480 1483 1486 rVV3 6614 10688 2.01% 0.204%
29 10.305 1509 1512 1517 rVB 7005 9692 1.83% 0.185%
30 10.592 1551 1559 1565 rBV4 2845 5987 1.13% 0.115%
31 10.781 1581 1590 1592 rBV6 2559 5404 1.02% 0.103%
32 10.970 1616 1621 1624 rBv2 4478 6934 1.31% 0.133%
33 11.085 1634 1640 1645 rBV 249429 327597 61.74% 6.267%
34 11.305 1672 1676 1682 rVB 12795 16897 3.18% 0.323%
35 11.616 1722 1727 1735 rBvV2 4751 6366 1.20% ©.122%
36 11.866 1762 1768 1770 rBV 21876 27503 5.18% 0.526%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120321\
Data File : VX025484.D

Acqg On : 03 Dec 2021 15:56
Operator : JC/MD

Sample : M4917-08

Misc : 5.0mL/MSVOA_X/WATER

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\82X111721W.M
Title : SW846 8260
37 11.890 1770 1772 1779 rVB 21556 25411 4.79% 0.486%
38 12.024 1789 1794 1801 rBV 321664 400407 75.46% 7.660%
39 12.250 1825 1831 1837 rBV 151897 194580 36.67% 3.722%
40 12.317 1837 1842 1850 rVB2 68413 126258 23.80% 2.415%
41 12.408 1852 1857 1862 rBV 20987 26388 4.97% 0.505%
42 12.463 1862 1866 1872 rVB 49592 59659 11.24% 1.141%
43 12.530 1872 1877 1880 rBV 19065 24873 4.69% 0.476%
44 12.616 1886 1891 1894 rBV 65605 80444 15.16% 1.539%
45 12.646 1894 1896 1901 rVV 34853 38190 7.20% 0.731%
46 12.701 1901 1905 1913 rWV 82698 112230 21.15% 2.147%
47 12.841 1923 1928 1934 rVB2 14826 21290 4.01% 0.407%
48 12.920 1934 1941 1945 rBV 183603 231634 43.66% 4.431%
49 12.963 1945 1948 1954 rVB 60943 72857 13.73% 1.394%
50 13.024 1954 1958 1967 rBV3 33642 54002 10.18% 1.033%
51 13.140 1967 1977 1980 rBV3 30685 53097 10.01% 1.016%
52 13.195 1984 1986 1992 rVB2 13547 17862 3.37% 0.342%
53 13.256 1992 1996 1999 rBV2 18178 27271 5.14% 0.522%
54 13.292 1999 2002 2007 rVB2 55673 68081 12.83% 1.302%
55 13.372 2007 2015 2021 rVB3 31486 53413 10.97% 1.022%
56 13.426 2021 2024 2028 rVB2 7180 9412 1.77% 0.180%
57 13.506 2032 2037 2040 rBV3 12799 21012 3.96% 0.402%
58 13.548 2040 2044 2046 rBV 80042 102629 19.34% 1.963%
59 13.585 2046 2050 2055 rVB3 81243 113658 21.42% 2.174%
60 13.664 2060 2063 2072 rVB2 104033 160784 30.30% 3.076%
61 13.798 2080 2085 2091 rVV5 5822 12450 2.35% 0.238%
62 13.853 2091 2094 2099 rVB2 10562 14424 2.72% 0.276%
63 13.926 2099 2106 2110 rBvV2 34050 49163 9.27% 0.940%
64 13.969 2110 2113 2117 rW 24984 32293 6.09% 0.618%
65 14.006 2117 2119 2123 rVB3 5022 5684 1.07% 0.109%
66 14.079 2126 2131 2136 rBV 66929 80826 15.23% 1.546%
67 14.213 2148 2153 2163 rVWV 47902 75624 14.25% 1.447%
68 14.323 2167 2171 2175 rW 19797 25452 4.80% 0.487%
69 14.371 2175 2179 2184 rVB2 37129 47347 8.92% 0.906%
70 14.487 2193 2198 2202 rBV2 10464 15394 2.90% 0.294%
71 14.615 2210 2219 2224 rBV6 4578 9774 1.84% 0.187%
72 14.786 2243 2247 2250 rBvV2 4231 6453 1.22% 0.123%
Sum of corrected areas: 5227387
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120321\
Data File : VX025484.D

Acqg On : 03 Dec 2021 15:56
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title : SW846 8260

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

Abundance TIC: VX025484.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120321\
Data File : VX025484.D

Acqg On : 03 Dec 2021 15:56
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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, 1,2-diethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.250 24.30 ug/l 194580 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 94
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
4 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 86
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 83
Abundance Scan 1831 (12.250 min): VX025484.D\data.ms (-1825) (| m/z 105.10 100.00%
105.1
5000 134.1 /\ jh
770 T T T T T \/\* T
51.0 ‘ ‘ 12.00 12.50
H_H‘_HWH‘MHHMmmﬁw‘_HWH‘MMH‘MM_mjLHWHMWH‘ m/z 119.18  99.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 B e e
91.0 ; :
m/z 134.05 50.15%
39.0 65.0
\\‘]-\?\.\()‘\H‘\“H\\“‘\\Hi‘{‘\\‘\’\‘\‘H‘\H‘H‘\\\\“”H\‘\H1\‘\\‘{‘}l\\\\’\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl- AA
119.0
B A
12.00 12.50
5000 134.0 m/z 117.10 33.03%
91.0
41.0 65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #17034: Benzene, 1,3-diethyl- e B e A
119.0 12.00 12.50
m/z 91.10 29.40%
5000 134.0
39.0 90
0 s " b
RO N R RS TH I S ) O L O LAYV
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50

82X111721W.M Mon Dec 06 ©8:08:23 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120321\
Data File : VX025484.D

Acqg On : 03 Dec 2021 15:56
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 o-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.616 10.05 ug/l 80444  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
Abundance Scan 1891 (12.616 min): VX025484.D\data.ms (-1886) (- m/z 119.10 100.00%
119.1
5000
134.1
91.1
39.0 65.0 | Ll 12.50 13.000
H‘H\\‘\\H‘H\\"‘HH“\‘H\’\‘\H‘HHH‘HH’\\H‘\M\H’\\H‘HH‘H‘H‘H m/z 134.05 39.810
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: 0-Cymene
119.0
5000 J\/\/Z\ 0/\ ‘ ‘ 3\00‘
134.0 125 13. o
91.0 m/z 91.10 15.71%
41.0 65‘.0 ‘ I
. . | [T . u m | |
H‘H\\‘\\H‘H\\’HH‘\H\’HH‘HH‘HH’\\H‘HH’HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
12.50 13.00
5000 m/z 120.10 11.03%
134.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ /\W
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- AN e
119.0 12.50 13.00
m/z 117.10 9.38%
5000
91.0 134.0
39.0 65.0 ‘ ‘ A
‘“1”5(‘0“‘m‘H‘“,H‘Hi‘wu‘,“1“WH1“H‘w,:‘H‘1‘1‘1‘,H‘Muu“m‘u Apm ot AA‘ ‘
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\VX120321\
Data File : VX025484.D

Acqg On : 03 Dec 2021 15:56
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 1Indan, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.701 14.01 ug/l 112230 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 91
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 87
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87

Abundance Scan 1905 (12.701 min): VX025484.D\data.ms (-1901) (- m/z 117.10 100.00%
A

11y
5000
1521 A hao
ppp e

290 0 70 1250  13.00
: : ‘\H\‘\”\H’HH‘H\‘““\‘H\‘H m/Z 115.10 32.9200

1yl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
AAM | AAAM\”

5000
132.0 12.50 13.00
91.0 m/z 132.05 29.15%
B R R
m/z--> lb Zb 3b 4b 55 Gb 7b Bb Qb 1601101%01&01&0
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
bl oA
12.50 13.00
5000 132.0 m/z 91.05 12.70%
510 91.0
HwHw%newwHH\&”NwwﬁHwHﬁMHHWwahwﬂﬂ“ww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
117.0 12.50 13.00

m/z 118.05 9.29%

5000 132.0
| | n Iy ‘ I | ‘ i (\ Py ) A‘,/J\‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120321\
Data File : VX025484.D

Acqg On : 03 Dec 2021 15:56
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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, 1,2,3,4-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.920  28.92 ug/l 231634 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, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 93
Abundance Scan 1941 (12.920 min): VX025484.D\data.ms (-1934) (- m/z 119.10 100.00%
119.1
5000 134.1
91.1
391 650 | 13.00
H‘\\H‘\H\‘HH“‘HH‘HH’H‘H‘\HM“\\H‘\H\‘H‘H‘H‘\‘\l\\\\’\‘\‘\\‘\\\ m/z 134.05 48.3500
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
134.0 A f\ n

5000 - R L
13.00

m/z 91.10 16.67%

91.0
\\‘]_\\5\9\\\\‘Hﬁ‘]“.\\()\\‘H\\’6\\5\\()‘\\\‘\“\\\\‘\H\‘H\\‘\\‘\‘\l\\\\’\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
il

1340 13.00
5000 m/z 120.10 10.25%
39.0 65.0 ] 91.0 | |
. L, \
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A Aq
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- e e o
119.0 13.00
m/z 133.05 9.62%
134.0
5000
41.0 9o M }\U
‘W"w‘HM‘w“mm‘uﬁ%"?wH‘U‘HH“‘m‘MWH‘:lw,““u‘m ‘W\/‘]\‘ RATRILS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120321\
Data File : VX025484.D

Acqg On : 03 Dec 2021 15:56
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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, 1,2,4,5-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.963 9.10 ug/l 72857 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 93

Abundance Scan 1948 (12.963 min): VX025484.D\data.ms (-1945) (- m/z 119.10 100.00%
119.1
5000 134.1
91.0
391 650 o 13.00 .
H‘H\\‘\\H‘HH"‘HH‘\H\’\\‘H‘HH“H\\’\\H‘HH’HH‘HH‘H‘H‘H m/z 134.05 45.060
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 L /L P A
13.00
91.0 m/z 91.00  15.89%
65.0
H‘]-\?H()‘\\\‘\‘HH"‘HH“\‘H\’\‘\‘H‘\H‘\‘H\\"\\H‘\‘\‘H’H‘\‘\lHH‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0 J\/\k
134.0 13.00
5000 m/z 133.05 9.30%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /N ﬁdk
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- LA LTV od
119.0 13.00
m/z 120.10 9.10%
5000 134.0
91.0
39.0 65.0 }\ /L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120321\
Data File : VX025484.D

Acqg On : 03 Dec 2021 15:56
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 6 Benzene, (3-methyl-2-butenyl)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.548 12.82 ug/l 102629 1,4-Dichlorobenzene-d4 12.024
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 94
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91

Abundance Scan 2044 (13.548 min): VX025484.D\data.ms (-2040) (-] | m/z 131.00 100.00%
.0

131
5000
115.1

91.0
wo oo % T o .05 ;
L A e e e L o m/z 146.05 27.01%
miz--> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
] M
5000 /\\ \/\\ T T \/\\ I
13.50
39.0 m/z 115.05  15.88%
65.0 115.0
S N 7 &
\\\‘\‘\‘“‘\\‘i‘\\‘r“\“Hw‘\”{“‘\\“1\“‘”‘\\“‘\‘\‘L\“N\\\
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0 J\/V\ M
A ‘
13.50
5000 m/z 129.05 14.12%

91.0 115.0
SN e COUP R R L)
miz--> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- AANAK“ ; ‘AﬂAﬁAF

131.0 13.50
m/z 132.00  11.55%

91.0
115.0
o " e
‘ Ly Il | ‘ M\ \!H 147.0 JAN e i\

m/z--> 20 40 60 80 100 120 140 13.50

5000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120321\
Data File : VX025484.D

Acqg On : 03 Dec 2021 15:56
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 7 Benzene, (1-methyl-1-butenyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.585 14.19 ug/1l 113658 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 55
2 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 53
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 53
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 Cl1H16 004706-90-5 49
5 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 46

Abundance Scan 2050 (13.585 min): VX025484.D\data.ms (-2046) (- m/z 133.05 100.00%
133.1
- AM
911 1151 L A«Ju
391 630 ‘ ‘ ‘ 13.50
e el g (1380213 Tes sg. 66
m/z--> 20 40 60 80 100 120 140 160
Abundance #25012: Benzene, (1-methyl-1-butenyl)-
131.0
5000 91.0
13.50
390 650 m/z 148.05  31.36%
\\\‘\\\\“‘\\M\"\\MJL‘\‘1‘1\“‘}‘]\_];O \’]_1’\8.\()\‘\\
miz--> 60 80 100 120 140 160
Abundance #26394. Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
M AL A
105.0 13.50
5000 ITI/Z 146.05 27 .09%
77 0
o S0 ]
‘““W“W‘HV‘,W“J"Jl“ﬂ““““,‘u““‘
m/fz--> 20 40 60 80 100 120 140 160 A M
Abundance #26355: Benzene, pentamethyl- A A — A
133.0 13.50
m/z 115.10 22.70%
91.0
115.0
o 90 w0, M0 MN AU
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\VX120321\
Data File : VX025484.D

Acqg On : 03 Dec 2021 15:56
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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-1,6-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.664 20.08 ug/l 160784 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, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 90
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
Abundance Scan 2063 (13.664 min): VX025484.D\data.ms (-2060) (- m/z 131.05 100.00%
131.1
5000
39.1 642 o A ‘ 162.0 13.50 14.00
S ol i J_m_l‘l‘lo I 1620 146,05 26.74%
miz--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 ‘AAA“‘
1350 14.00
m/z 115.10 17.18%
39.0 g4 910 (L
\\\\‘\‘\\\“‘\ \“\‘\‘m\ \\‘\\‘\\‘\J-\ \:3‘ !\‘]-\ \9\.(\)‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
WAV A LU
13.50 14.00
5000 91.0 m/z 91.18 13.73%
65.0 4
SN I A |
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0 1350 1400
m/z 129.05 12.43%
5000
91.0
39.0 63.0 ‘
B i R Y | 1) PWINI
m/z--> 20 40 60 80 100 120 140 160 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120321\
Data File : VX025484.D

Acqg On : 03 Dec 2021 15:56

Operator JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
. 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 9 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.079 10.09 ug/l 80826 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 97
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 96
3 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 94
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91

Abundance Scan 2131 (14.079 min): VX025484.D\data.ms (-2126) (- | m/z 131.00 100.00%
131.0
5000
115.1
39.1  63.0 91 0 [ 1471 14.00
\\\\‘\\\\‘\\‘\\‘H\‘\\\‘\\\\’\\\\‘\‘\‘\\’\‘\\\ m/zl46.05 33.5800
miz--> 20 40 60 80 100 120 140
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
14.00
m/z 115.10 16.44%
27.0 51.0 91.0 115.0 ﬁ‘
T \\‘ \‘\ T \“ T \“\‘\ ““7\]‘.\(\)“ T \‘\ T ’ \ T \“‘ \‘\‘!\’]-\Z.\()\
miz--> 20 60 80 100 120 140
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
T 1
14.00
5000 m/z 129.05 14.65%
39.0 115.0
s0 | T 0 MO L) o
s e st SR
m/iz--> 20 60 80 100 120 140 N\
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl- Gy e ‘ff“
131.0 14.00
m/z 145.05 13.28%
5000
39.0 910 1150
280 | S e b asso AN T
miz--> 20 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120321\
Data File : VX025484.D

Acqg On : 03 Dec 2021 15:56
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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-4,6-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.213 9.44 ug/l 75624  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 90
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
3 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 89
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 81
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 81

Abundance Scan 2153 (14.213 min): VX025484.D\data.ms (-2148) (] | m/z 131.05 100.00%
131.1

5000
91 0
390 631 “ M 160.2 14.00 14.50
\\\\‘\\\\‘\\‘\\‘m\‘\ \“\\\\‘H\‘\\‘ ‘ \‘\\\\}‘\\\ m/z 146.05 39.2900
mi/z--> 20 40 60 80 100 120 140 160
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 /\M i i j\ T

14.00 14.50
m/z 145.05 21.68%
|

27.0 51.0 .
\\\\‘\‘\\\“\\“\‘\“7\17\?‘\\\\‘\1\\3‘1 \‘M\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
N
P Pl

14.00 14.50
5000 m/z 115.00 18.67%
390 91.0 ‘L
0 630 ‘
‘Hw“‘H‘_w‘m“hH_m_‘#‘ Mw‘lmg;‘?_”
m/z--> 20 40 60 80 100 120 140 160
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl- ”AA‘ e , A“%W\
131.0 14.00 14.50

m/z 128.05 15.48%

5000

150 | 3?.0 630 91. 1130 0| )\MM\ Do

\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\ L L R A L L I

m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120321\
Data File : VX025484.D

Acqg On : 03 Dec 2021 15:56
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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, 1,2-di... 12.250 24.3 ug/l 194580 4 12.024 400407 50.0
o-Cymene 12.616 10.1 ug/l 80444 4 12.024 400407 50.0
Indan, 1-methyl- 12.701 14.0 wug/l 112230 4 12.024 400407 50.0
Benzene, 1,2,3,... 12.920  28.9 ug/l 231634 4 12.024 400407 50.0
Benzene, 1,2,4,... 12.963 9.1 ug/l 72857 4 12.024 400407 50.0
Benzene, (3-met... 13.548 12.8 ug/l 102629 4 12.024 400407 50.0
Benzene, (1-met... 13.585 14.2 wug/l 113658 4 12.024 400407 50.0
1H-Indene, 2,3-... 13.664 20.1 ug/l 160784 4 12.024 400407 50.0
1H-Indene, 2,3-... 14.079 10.1 ug/l 80826 4 12.024 400407 50.0
1H-Indene, 2,3-... 14.213 9.4 ug/l 75624 4 12.024 400407 50.0
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