LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023003.D

Acqg On : 29 Jun 2021 15:08
Operator : JC/MD

Sample : M2875-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 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\82X062321W.M

Title : SW846 8260

Signal : TIC: VX@23003.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 27 36 50 rBV 136497 840200 2.28% 0.713%
2 5.513 715 726 739 rBV2 146373 604988 1.65% 0.514%
3 5.836 766 779 792 rBV 269009 824428 2.24% 0.700%
4 6.617 895 907 923 rBV 179685 432154 1.18% 0.367%
5 8.653 1235 1241 1249 rVB 244157 374553 1.02% 0.318%

6 10.963 1615 1620 1625 rBV 975672 1246188 3 1
7 11.305 1671 1676 1682 rBV 925128 1145276 3 0
8 11.402 1682 1692 1696 rVV 647142 796891 2.17% ©.677%
9 11.451 1696 1700 1708 rVB 414605 536121 1 0
10 11.616 1719 1727 1737 rBV 1922852 2380203 6 2

11 11.756 1740 1750 1755 rBV 6742707 8660766 23.55%
12 12.018 1789 1793 1799 rVB2 428189 664588 1.81%
13 12.091 1799 1805 1809 rBV 2507872 3022917  8.22%
14 12.250 1824 1831 1838 rBV 5787057 7416329 20.17%
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15 12.323 1838 1843 1848 rBvV2 809885 1177756 3.20% 0007%
16 12.536 1873 1878 1879 rBV 438700 513950 1.40% 0.436%
17 12.555 1879 1881 1886 rVV 530032 655400 1.78% ©.556%
18 12.616 1886 1891 1894 rVV 1202827 1498571 4.08%  1.272%
19 12.701 1900 1905 1911 rBV 2472714 3331882 9.06% 2.829%
20 12.926 1934 1942 1945 rBV 464375 596851 1.62% ©.507%
21 12.969 1945 1949 1953 rVB2 932420 1213766 3.30% 1.031%
22 13.067 1960 1965 1968 rBvV2 277387 393210 1.07% 0.334%
23 13.170 1977 1982 1987 rVB 1812231 2125657 5.78% 1.805%
24 13.292 1993 2002 2007 rBV2 1900204 2587038 7.04%  2.196%
25 13.347 2007 2011 2018 rVB 1753710 2102660 5.72% 1.785%

26 13.432 2019 2025 2030 rVB 6259401 8088216 22.00%
27 13.506 2030 2037 2041 rBV 982686 1229074  3.34%
28 13.548 2041 2044 2048 rVV 345794 455404  1.24%
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29 13.676 2061 2065 2070 rVB2 284300 416069 1.13% 353%
30 13.792 2074 2084 2089 rBV 21191011 36771216 100.00% 31.220%
31 14.225 2149 2155 2158 rBV2 530506 853603 2.32% ©.725%
32 14.323 2166 2171 2178 rVB 698263 1234201 3.36% 1.048%
33 14.524 2200 2204 2212 rVB 314823 488430 1.33% 0.415%
34 14.646 2218 2224 2233 rVB 8065921 10059430 27.36% 8.541%
35 14.786 2241 2247 2252 rBV 7237408 8846378 24.06% 7.511%

36 15.206 2308 2316 2321 rBV 333412 476840 1.30%  0.405%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023003.D

Acqg On : 29 Jun 2021 15:08
Operator : JC/MD

Sample : M2875-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 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\82X062321W.M
Title : SW846 8260

37 15.377 2339 2344 2348 rBV 456643 647448 1.76% ©.550%
38 15.481 2354 2361 2366 rBV 363798 561214 1.53% 0.476%
39 15.615 2376 2383 2387 rBV 646272 1037231 2.82% 0.881%
40 15.834 2410 2419 2432 rVB2 172856 519976 1.41% 0.441%

41 16.328 2492 2500 2511 rBV 507804 954041 2.59% ©0.810%

Sum of corrected areas: 117781114
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023003.D

Acqg On : 29 Jun 2021 15:08
Operator : JC/MD

Sample : M2875-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX023003.D\data.ms
2e+07

1.5e+07

1le+07

5000000
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Abundance TIC: VX023003.D\data.ms
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‘ — ST — A —7
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Abundance TIC: VX023003.D\data.ms
13.792
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1.5e+07

1le+07
14.646
14.786

11.756
12.250 13.432

5000000

616 12.091 12.701

13122
) /\ 12.07% ﬁf?ﬂz%;%ﬁ 15?3%%%6}4\ ﬁg@? L 14285234 5 15.206 837615195 834

T | T T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

16.328
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023003.D

Acqg On : 29 Jun 2021 15:08
Operator : JC/MD

Sample : M2875-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Benzene, 1-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.616 179.07 ug/l 2380200 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1727 (11.616 min): VX023003.D\data.ms (-1719) (-~ m/z 105.10 100.00%

105.1
5000
120.2 Aa j\
— A
39.0 63.1 77‘-1 91‘-1 11.50 12.00
Ol b bl m/z 120.20 29.26%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 |
1200 11.50 12.00
m/z 77.10 13.78%
26,0 ) 63.0 77“0 91.0
O\\‘\\\\‘\\\\‘\\\\‘\\\\i\\\\‘\‘\‘\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9402: Mesitylene
105.0 A
‘ J\/\
120.0 1150 1200
30. 77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105.0 11.50 12.00
m/z 79.10 10.55%
5000
120.0
77.0 91.0
o150 390 630 "0 T

m/z--> 10 20 30 40 50 60 70 80 90 100110120 11 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023003.D

Acqg On : 29 Jun 2021 15:08
Operator : JC/MD

Sample : M2875-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Benzene, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.091 227.43 ug/l 3022920 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 1805 (12.091 min): VX023003.D\data.ms (-1799) (-~ m/z 105.05 100.00%
106.1
5000 120.2 J\ j\
e e B,
390  ggq 'yt 9L1 12.00
bbbl el e Ml myz 1200200 39.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 /\‘ ] j\ T
270 m/z 77.10 14.99%
39.0 Y 91.0
O \\’J\-\S\.\O‘\\\M‘\\\\“‘\\\\N{‘\\\6‘%\-‘\0\‘\\\m‘\\\\“\\\\‘\‘\1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9402: Mesitylene
SN W
‘ —p ey
120.0 12.00
5000 m/z 91.10 11.88%
39.0 3 77.0 91.0
0 ",mwu‘ﬂ‘m““"Hi‘;w“Hf‘wm“1“””“1”““1!“”“““‘””_
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 39.05 9.55%
120.0
5000
77.0 91.0
o150 380310640 | 7 | |
R R Amamat e e L
m/z--> 10 20 30 40 50 60 70 80 90 100110120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023003.D

Acqg On : 29 Jun 2021 15:08
Operator : JC/MD

Sample : M2875-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, cyclopropyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.250 557.96 ug/l 7416330 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
2 Indane 118 C9H10 000496-11-7 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
4 Deltacyclene 118 C9H1e0 007785-10-6 53
5 Benzene, 1-propenyl- 118 C9H10 000637-50-3 50
Abundance Scan 1831 (12.250 min): VX023003.D\data.ms (-1824) (- m/z 117.20 100.00%
117.2
5000
91.1 e —
63.1
397.0 1 “ || ez 12.00 12.50 ]
0‘wH‘WHH‘HHMH‘_leuwHJMHH‘HHHM‘_HW‘HWJ‘WH‘ m/z 118.10 57.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8966: Benzene, cyclopropyl-
11y7.0
N
5000 —— e
91.0 12.00 12.50
51.0 ITI/Z 115.0 35.43%
O\\‘H\\‘%\7\?\\\“H\\HH\\‘1“\\T\M\‘\H\M}H\‘}‘H\‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8951: Indane
117.0
1200 12.50
5000 m/z 21.87%
390 630 %0
0‘wHh‘Hmwuﬂwuqh‘hﬁh‘um_HJMHWNHWHHHHH_‘H_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8961: Benzene, 2-propenyl-
117.0 12.00 12.50
m/z 119. 14.78%
5000 91.0
39.0 65.0
O‘wHH‘HHMHwwuﬁh‘wuh‘HNMHJMHWJHWHMHHHM‘HMH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50

82X062321W.M Fri Jul 02 17:57:20 2021 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023003.D

Acqg On : 29 Jun 2021 15:08
Operator : JC/MD

Sample : M2875-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Indan, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.701 250.67 ug/l 3331880 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 91
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
4 Benzene, (2-methylcyclopropyl)- 132 C1OH12 1000327-39-0 87
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
Abundance Scan 1905 (12.701 min): VX023003.D\data.ms (-1900) (- m/z 117.05 100.00%
117.1
5000 j\
91.0 —= Lt
51.0 12.50 13.00
74. 1 ‘3.2
(IR S wup‘ ‘ w“ S P e m/z 115.10  33.31%
m/z--> 20 40 60 80 100 120 140
Abundance #14031: Indan, 1-methyl-
11y.0
5000 \ A/j\ : MJL
12.50 13.00
m/z 132.20  26.30%
39.0 65.0 910
T | ‘M 133.0
O\\\‘\‘\\\‘\\‘\‘\"u\\\“\\‘\\‘\\\\‘\V\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
12.50 13.00
5000 m/z 91.05 16.42%
91.0
27.0 51"0 L 740 \ 133.0
ot e e
miz--> 20 40 60 80 100 120 140
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117.0 12.50 13.00
m/z 118.10 9.91%
5000
91.0
39.0 65.0 12’T3.0
oL 280 el il — —
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\VX062921\
Data File : VX023003.D

Acqg On : 29 Jun 2021 15:08
Operator : JC/MD

Sample : M2875-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.170 159.92 ug/1l 2125660 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 94
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 93
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
Abundance Scan 1982 (13.170 min): VX023003.D\data.ms (-1977) (- m/z 117.10 100.00%
117.1
5000
‘ 1300 1350
51.1 . .
75,0 3.2
) D WY P i, : ] ﬁ 2491 m/z 132.15  34.76%
m/z--> 20 40 60 100 120 140
Abundance #14076:1H4ndene,23-mhydny54newwh
117.0
5000
13.00 13.50
390 m/z 115.10 27.74%
AR T 1
0 \\\’\‘\\\"‘\\W\’“ \\\"\\\\"\‘\\ ’\‘U\‘\’\\\\
miz--> 20 40 60 80 100 120 140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
13.00 13.50
5000 m/z 131.15 18.21%
91.0
270 %0 740 | | 1330
0] B MY PRI T SEEMITI |
mfz--> 20 40 60 80 100 120 140
Abundance #14034: 1-Phenyl-1-butene = —
117.0 13.00 13.50
m/z 91.10 15.72%
5000
91.0
27.0 ‘ 511'0 74P ‘ I 133.0
0 L . 1 i Ly i L | :

| I ARLA A
miz--> 20 40 60 80 100 1

T
20 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023003.D

Acqg On : 29 Jun 2021 15:08
Operator : JC/MD

Sample : M2875-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 1-methyl-2-(2-prop... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.292 194.63 ug/l 2587040 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 70
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 70
3 o-Cymene 134 C10H14 000527-84-4 70
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64
5 p-Cymene 134 C10H14 000099-87-6 64

Abundance Scan 2002 (13.292 min): VX023003.D\data.ms (-1993) (- m/z 119.15 100.00%

119.2
5000
91.1 T ‘ T T ‘ T
39.1 65.0 | ‘ ‘ 185.2 13.00 13.50
Y AN N THUUN 1 O TN PRI M m/z 117.1@  51.08%
miz--> 20 40 60 80 100 120 140
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000
91.0 13 00 13 50
m/z 134.20 %
39.0 65.0
O \1\5\.0‘ T ‘\ T \““\ \““\ “M\ \H}‘“‘ T \‘} T “H‘\ T !“ \]‘.U \:‘3\'()‘ L
m/z--> 20 40 60 80 100 120 140
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
13.00 13. 50
5000 ITI z 91.10 %
41 0 910 135.0
obaso 47, 80 Ll BT
m/z--> 20 40 60 80 100 120 140
Abundance #14806: 0-Cymene
119.0 13 00 13 50
m/z 115.10 20.86%
5000 91.0
39.0 65.0 ‘
0 ‘1‘5‘0‘“‘ : “‘M e ““‘ el il “}135? . BUNUS W [ PRV v
m/z--> 20 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023003.D

Acqg On : 29 Jun 2021 15:08
Operator : JC/MD

Sample : M2875-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, (1-methyl-2-cyclop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.347 158.19 ug/l 2102660 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
2 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 96
3 2-Methylindene 130 C10H10 002177-47-1 96
4 Benzene,l-methyl-1,2-propadienyl- 130 C1eH1e 022433-39-2 96
5 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10OH10 015677-15-3 95
Abundance Scan 2011 (13.347 min): VX023003.D\data.ms (-2007) (- m/z 115.10 100.00%
115.1130.2
5000
. el
‘ H ‘ 13.00 13.50
0 wHwHMWJHHm_M‘:,";u\w&m,m‘w‘“““1““9-‘2‘” m/z 130.15  97.62%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13118: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
115.0
5000
13.00 13.50
m/z 129.15 73.30%
0 \

77.0
\‘%\7\8\\\“\H\}‘\\\\‘\‘\“\\‘\M‘\’\\H‘\??‘Q\\H’Hl\‘\\}‘ HH‘HH‘\H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13092: 1H-Indene, 1-methyl-
130.0
115.0

13.00 13.50
5000 ITI/Z 128.05 37.15%
51.0
2 T TS W | N
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13084: 2-Methylindene -
130.0 13.00 13 50
115.0 m/z 127.10  17.72%
5000 A
028°w\\\w980w\ I b S v
miz--> 20 30 40 50 60 70 80 90 100110120130140150 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023003.D

Acqg On : 29 Jun 2021 15:08
Operator : JC/MD

Sample : M2875-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1H-Indene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.432 608.51 ug/l 8088220 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C1eH1l1e 000767-59-9 96
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
3 Benzene,1-methyl-1,2-propadienyl- 130 C1eH1e 022433-39-2 96
4 2-Methylindene 130 C10H10 002177-47-1 96
5 1H-Indene, 3-methyl- 130 C1eH1e 000767-60-2 95
Abundance Scan 2025 (13.432 min): VX023003.D\data.ms (-2019) (- m/z 115.10 100.00%
115.1
5000
DU WLV,
390 ‘ 181.2 13.50
b e ‘ : ““ Al uu‘u Al 272 98.68%
m/z--> 20 40 60 8 100 120 140 160
Abundance #13092: 1H-Indene, 1-methyl-
130.0
5000 1350
510 77.52%
270 ‘ 77.0 1020 ‘
0 ‘\‘\.\ \“‘ T \‘1 T “H‘\ \H}“‘ \‘\‘\ T ““\ T 1 T = ‘\ L
miz--> 20 40 60 80 100 120 140 160
Abundance  #13118: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
1350
5000 m/z . 38.17%
0 51‘0 70 1000 ||
0 _uw“H‘H“!“H‘:“‘H‘H““Hl,w ‘H‘HH,‘H
miz--> 20 40 80 100 120 140 160
Abundance #13110: Benzene,1—methyl—1,2—propadieny|—
115.0 1350
m/z 127.0 18.85%
5000
51.0
77.0
27.0 ‘ 181.0
P I O O MY N T
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\VX062921\
Data File : VX023003.D

Acqg On : 29 Jun 2021 15:08
Operator : JC/MD

Sample : M2875-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Naphthalene, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.646 756.82 ug/l 10059400 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Benzocycloheptatriene 142 C11H1e0 000264-09-5 90
5 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 72
Abundance Scan 2224 (14.646 min): VX023003.D\data.ms (-2218) (- m/z 142.15 100.00%
142.2
5000 115.1 j\
39.0 63‘ 1 g91 | 1612 14:50 15.00
ol oo el el AR m/z 141.20  85.57%
miz--> 20 40 60 80 100 120 140 160
Abundance #19232: Naphthalene, 1-methyl-
142.0
5000
115.0 14 50 15 00
m/z 115.10 41.67%
390 090 890 I
O ‘\\\\‘\\H\\“\\‘\H\‘\\\\’\\\\’\\\\’1\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #19233: Naphthalene, 2-methyl-
142.0
l4 50 15 00
5000 143.20 12.01%
115.0
390 P30 890 I
Ol
miz--> 20 40 60 80 100 120 140 160
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 14.50 15.00
m/z 139.15 11.40%
5000 115.0
390 630 ggg ‘
o_m‘_wm“wwwJH,HH,HHWHH_W —— —
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023003.D

Acqg On : 29 Jun 2021 15:08
Operator : JC/MD

Sample : M2875-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 1,4-Methanonaphthalene, 1,4... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.786 665.55 ug/1l 8846380 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 Cl1l1H10 002443-46-1 91
5 1H-Indene, 1l-ethylidene- 142 C11H1e 002471-83-2 91
Abundance Scan 2247 (14.786 min): vx023003 D\data.ms (-2241) (- m/z 142.15 100.00%
.2
5000 115.1
—— —
63.1 goo 14.50 15.00
Ot ein b M 17442074 o141 15 89.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19233: Naphthalene, 2-methyl-
142.0
5000 —— ——
115.0 14.50 15.00
m/z 115.05 45.92%
390 039 890 |
O ‘\\\\‘\\H\\“\\‘\H\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142.0
—— —
14.50 15.00
m/z 139.15 12.31%
5000 115.0
39.0 539 890 |
L 1l 1 1Ln L
I A e B o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- —r —
141.0 14.50 15.00
m/z 143.15 11.97%
5000 115.0
39.0 Gﬁo 89.0 ‘
0 ‘HH‘_wmuuwu_umHH_mwuu_‘wuu_m

m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023003.D

Acqg On : 29 Jun 2021 15:08
Operator : JC/MD

Sample : M2875-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1-ethy... 11.616 179.1 wug/l 2380200 4 12.024 664588 50.0
Benzene, 1,2,3-... 12.091 227.4 wug/l 3022920 4 12.024 664588 50.0
Benzene, cyclop... 12.250 558.0 ug/l 7416330 4 12.024 664588 50.0
Indan, 1-methyl- 12.701 250.7 wug/l 3331880 4 12.024 664588 50.0
1H-Indene, 2,3-... 13.170 159.9 wug/l 2125660 4 12.024 664588 50.0
Benzene, 1-meth... 13.292 194.6 ug/l 2587040 4 12.024 664588 50.0
Benzene, (1-met... 13.347 158.2 ug/l 2102660 4 12.024 664588 50.0
1H-Indene, 1-me... 13.432 608.5 ug/l 8088220 4 12.024 664588 50.0
Naphthalene, 1-... 14.646 756.8 wug/l 10059400 4 12.024 664588 50.0
1,4-Methanonaph... 14.786 665.5 wug/l 8846380 4 12.024 664588 50.0
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