LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011221\
Data File : VX020581.D

Acqg On : 12 Jan 2021 15:45
Operator : JC/MD

Sample : M1083-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 14 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\82X011121W.M

Title : SW846 8260

Signal : TIC: VX@20581.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.392 45 50 57 rBV 219672 212711 5.55% 1.407%
2 4.562 556 570 593 rBV 1414148 3834819 100.00% 25.366%
3 5.464 706 718 733 rBV 122622 352309 9.19%  2.330%
4 5.629 733 745 760 rVB 202059 570525 14.88% 3.774%
5 6.025 794 810 825 rBV 121986 321807 8.39% 2.129%
6 6.830 932 942 955 rBV 302544 705254 18.39%  4.665%
7 7.190 994 1001 1009 rVB2 18908 43180 1.13% 0.286%
8 8.696 1240 1248 1255 rBV 629203 958074 24.98% 6.337%
9 9.317 1344 1350 1357 rVB 91371 134071 3.50% 0.887%
10 10.092 1471 1477 1488 rVB 621766 852762 22.24% 5.641%
11 10.342 1505 1518 1524 rBV 72401 105952 2.76% 0.701%
12 10.683 1569 1574 1579 rBV 42123 54953 1.43% 0.363%
13 10.805 1589 1594 1604 rVB 81467 103954 2.71% ©0.688%
14 11.122 1640 1646 1657 rBV 540048 690524 18.01% 4.568%
15 11.415 1689 1694 1702 rVWV 97094 177460 4.63% 1.174%
16 11.488 1702 1706 1716 rVB 58188 82220 2.14% 0.544%
17 11.652 1725 1733 1743 rBV 59448 83689 2.18% ©.554%
18 11.793 1751 1756 1761 rVB 209141 252710 6.59% 1.672%
19 11.872 1765 1769 1775 rBV 55704 76887 2.00% 0.509%
20 12.061 1795 1800 1806 rVV 718479 879179 22.93% 5.815%
21 12.128 1806 1811 1821 rVB 94758 122945 3.21% 0.813%
22 12.280 1828 1836 1839 rBV2 95131 144862 3.78% 0.958%
23 12.305 1839 1840 1844 rW 62193 52164 1.36% 0.345%
24 12.353 1844 1848 1855 rVB3 96040 147466  3.85% 0.975%
25 12.500 1868 1872 1877 rVB 37716 47914 1.25% 0.317%
26 12.567 1879 1883 1885 rBV 56768 71369 1.86% 0.472%
27 12.591 1885 1887 1891 rVV 56287 63429 1.65% 0.420%
28 12.652 1892 1897 1900 rVV 95271 114458 2.98% 0.757%
29 12.737 1906 1911 1919 rBV2 84041 143754 3.75% 0.951%
30 12.884 1930 1935 1940 rVB2 34011 47362 1.24% 0.313%
31 12.957 1940 1947 1951 rBV 60755 83726 2.18% ©.554%
32 13.000 1951 1954 1960 rVB 93991 115413 3.01% 0.763%
33 13.207 1984 1988 1992 rVB2 93299 119944 3.13% 0.793%
34 13.292 1998 2002 2004 rBV2 31123 47193 1.23% 0.312%
35 13.329 2004 2008 2013 rvB2 219137 291587 7.60%  1.929%
36 13.463 2026 2030 2038 rVB 92340 126427 3.30% 0.836%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011221\
Data File : VX020581.D

Acqg On : 12 Jan 2021 15:45
Operator : JC/MD

Sample : M1083-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 14 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\82X011121W.M
Title . SW846 8260
37 13.542 2038 2043 2046 rBV2 31112 42857 1.12% 0.283%
38 13.579 2046 2049 2052 rVWV 55900 76367 1.99% 0.505%
39 13.621 2052 2056 2062 rVV3 69408 138233 3.60% 0.914%
40 13.701 2066 2069 2075 rVB2 67246 105767 2.76% 0.700%
41 13.817 2081 2088 2094 rVB 101033 143300 3.74% 0.948%
42 13.890 2094 2100 2106 rVB2 52453 85917 2.24% 0.568%
43 13.963 2106 2112 2117 rBV2 71406 112926 2.94% 0.747%
44 14.115 2133 2137 2141 rBV 70545 85106 2.22% 0.563%
45 14.268 2155 2162 2169 rBv3 119951 236035 6.16% 1.561%
46 14.359 2173 2177 2182 rW 40216 48907 1.28% 0.324%
47 14.414 2182 2186 2190 rVB 71652 89148 2.32% 0.590%
48 14.518 2198 2203 2208 rBvV2 76143 115125 3.00% 0.762%
49 14.676 2221 2229 2233 rBV 314416 470058 12.26% 3.109%
50 14.713 2233 2235 2240 rVB 46734 50907 1.33% 0.337%
51 14.822 2246 2253 2256 rVWV 172836 238207 6.21% 1.576%
52 14.853 2256 2258 2261 rVV2 30650 41601 1.08% 0.275%
53 15.225 2313 2319 2327 rBvV2 58486 126392 3.30% 0.836%
54 15.420 2346 2351 2355 rBvV2 50159 76945 2.01% 0.509%
55 15.524 2361 2368 2374 rBV 105699 189700 4.95% 1.255%
56 15.664 2386 2391 2394 rBV 127830 195498 5.10% 1.293%
57 15.700 2394 2397 2405 rVB 74738 116909 3.05% 0.773%
58 15.889 2419 2428 2443 rVB2 33629 99038 2.58% 0.655%
Sum of corrected areas: 15117996
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011221\
Data File : VX020581.D

Acqg On : 12 Jan 2021 15:45
Operator : JC/MD

Sample : M1e83-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011121W.M
Quant Title : SW846 8260

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

Abundance TIC: VX020581.D\data.ms
1400000 4.562

1200000
1000000
800000
600000

400000

1.392 5.629

200000 5.464 6.025

o

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: VX020581.D\data.ms
1400000

1200000
1000000
800000
8.696 10.092
600000 11.122
400000
6.830
200000

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

Abundance TIC: VX020581.D\data.ms
1400000

9.317 10.342
A

1200000
1000000

800000 12.061
600000

400000

200000

T ‘ T T ‘ ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011221\
Data File : VX020581.D

Acqg On : 12 Jan 2021 15:45
Operator : JC/MD

Sample : M1e83-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011121W.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-3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.415 10.09 ug/l 177460 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 1694 (11.415 min): VX020581.D\data.ms (-1689) (- m/z 105.10 100.00%
105.1
5000
120.1 j\
—h—
510 77.1 911 11.50
38r0 L 64?‘0 ‘\‘ ‘\ ‘ ‘ 1Ll 9
O e e e e e e m/z 120.10 33.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
5000 j\/\ ‘A‘
120.0 11.50
m/z 91.10 13.09%
77.0 91.0
o, 8y 80 1 |
OH‘\H\‘\H‘\‘H\\“HH“\\H“\‘\‘H‘H\}‘HHM\H‘\MH‘H‘\‘\“‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0 j\
——
11.50
5000 m/z 77.10 13.06%
120.0
77.0 91.0
ol d80 0 80 el
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #9429: Benzene, 1-ethyl-4-methyl- A e
105.0 11.50
m/z 106.20 9.29%
5000
120.0
510 77.0 91.0 /\
. Nk NN S OO N PP L o
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011221\
Data File : VX020581.D

Acqg On : 12 Jan 2021 15:45
Operator : JC/MD

Sample : M1e83-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011121W.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-ethenyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.280 8.24 ug/l 144862 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 92
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 60
3 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 60
4 Indane 118 C9H10 000496-11-7 60
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 60
Abundance Scan 1836 (12.280 min): VX020581.D\data.ms (-1828) (- m/z 117.10 100.00%
1171
5000
91.0 L o L)
30.1 63.1 ‘ | 134.1 12.00 12.50
Obrpreerrrrrprrrerrefier bbbl b m/z 11810 55.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
11y7.0
5000 —4 e A
91.0 12.00 12.50
m/z 115.10 40.21%
39.0 g0
O\\‘\\\\‘H\\‘H\\“\\HM!‘\\‘\‘}UH‘\\\‘\p‘H\\“\H\‘\‘\H‘H!\“HH‘HH‘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 105.10  25.17%
5000 910 /
39.0 65.0
o‘W‘HW‘H‘_H‘_‘HL‘H‘WM‘HJMH‘M‘HWJH‘_JJ_‘H_‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117.0 12.00 12.50
m/z 119.05 24.89%
5000
39.0 63.0
o"‘1“5“0_"M‘ml“w“m‘MMHH"m‘l‘w“w1“”_‘!“_””“_‘ m foa JULs L !
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011221\
Data File : VX020581.D

Acqg On : 12 Jan 2021 15:45
Operator : JC/MD

Sample : M1e83-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011121W.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, 4-ethyl-1,2-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.353 8.39 ug/l 147466  1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 94
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 1848 (12.353 min): VX020581.D\data.ms (-1844) (- m/z 119.10 100.00%
119.

19.1
5000
91.1 {\AA el g /\A
39.0 65.1 ‘ ‘ 135.2 12.00 12.50
O bbbt el WL SR sz 105,10 40.54%
miz--> 20 40 60 80 100 120 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
12.00 12.50
91.0 J m/z 134.00  38.18%
65.0 ‘
04 \1\5\.(‘) T \3\9‘“9 \“\‘\ “i‘\ T \‘H‘ Tt “H“\ \Ml T %\?I‘O\ T
miz--> 20 40 60 80 100 120 140
Abundance #14811: o-Cymene
119.0 A
Al ANULA,
12.00 12.50
5000 m/z 91.10  22.44%
91.0
BT rol M MY B
Ot e e e I
miz--> 20 40 60 80 100 120 140 I
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl- JW‘ B
119.0 12.00 12.50
m/z 77.10 12.73%
5000
39.0 91.0 J
15.0 65.0
Y v PR Y WY L N O VA AW AWV
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011221\
Data File : VX020581.D

Acqg On : 12 Jan 2021 15:45
Operator : JC/MD

Sample : M1e83-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011121W.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 3-Phenylbut-1-ene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.738 8.18 ug/1 143754  1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C1OH12 000824-63-5 86
5 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 86

Abundance Scan 1911 (12.737 min): VX020581.D\data.ms (-1906) (- m/z 117.10 100.00%

117.1
5000
132.2
511 65.0 91.1 ‘ 12.50 13.00
O ol i it el il e m/z 115.05 34.07%
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #14033: 3-Phenylbut-1-ene
117.0
5000 AA
1250 1300
91.0 132.0 m/z 132.15  28.04%
NI I
O\‘\H‘\‘HH‘\H\}‘\‘H\‘H‘\\‘H\1“HH‘H\\‘\‘\‘\\‘HH‘H\“‘\‘\H‘H
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #14034: 1-Phenyl-1-butene
117.0
—r= =
12.50 13.00
5000 132.0 m/z 91.10 13.17%
91.0
51.0 77.0 ‘
0“EK?‘HM‘HW\H_W‘_HH_HW‘HWUMW‘AMHwML‘WH
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #14031: Indan, 1-methyl- T T
117.0 12.50 13.00
m/z 118.10 9.95%
5000
132.0
39.0 65.0 91.0 ‘ /\ |
Ot e e e et e Ao N ey 2P )
m/z--> 20 30 40 50 60 70 80 90 100 110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011221\
Data File : VX020581.D

Acqg On : 12 Jan 2021 15:45
Operator : JC/MD

Sample : M1e83-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011121W.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 Benzene, 1-ethenyl-3-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.329 16.58 ug/l 291587 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 70
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 70
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 70
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1OH12 002039-89-6 70
5 Indan, 1-methyl- 132 C10H12 000767-58-8 62

Abundance Scan 2008 (13.329 min): VX020581.D\data.ms (-2004) (- m/z 117.05 100.00%

117.1
5000
91.1
390 65.1 ‘ ‘ 13.00 13.50
bt M glid47.2 2073 /7 119,10 50.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
13.00 13.50
91.0 m/z 132.15 33.37%
51.0
O\\\‘2\7‘\.(\)\“\\“V\“M\\”i““\\“H‘HrH\HH‘\M‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
— LA
13.00 13.50
5000 m/z 115.05 31.05%
91.0
51.0
ol 2O o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14075: Benzene, 2-ethenyl-1,3-dimethyl- - P
117.0 13.00 13.50
m/z 91.10 19.80%
5000
91.0
390 66.0 ‘
AT S NI I 1)V ATV
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011221\
Data File : VX020581.D

Acqg On : 12 Jan 2021 15:45
Operator : JC/MD

Sample : M1e83-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011121W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.268 13.42 ug/l 236035 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 86
4 Benzene, (1l-methyl-1-butenyl)- 146 C1l1H14 053172-84-2 70
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 68
Abundance Scan 2162 (14.268 min): VX020581.D\data.ms (-2155) (-  m/z 131.05 100.00%
131.1
5000
91.1
511 ‘ ‘ Mﬂ“ 1622 ‘ 14.00 14.50
) S PR | M‘M e 28 m/z 118.10  58.09%
miz--> 50 100 150 200 250
Abundance  #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000
14.00 14.50
390 10 m/z 146.05  54.79%

o

: ‘\“ \“\ }‘H ‘\N‘m‘h‘ ‘\‘\ M‘ hl‘ ““‘ e
miz--> 50 100 150 200 250
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
AL

P
14.00 14.50
5000 m/z 117.05 30.59%
39.0 91.0
0 d H\N ‘hm‘h‘ Il ‘ML \H‘\ “\\‘ —————
miz-> 50 100 150 200 250
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl- R S
131.0 14.00 14.50
m/z 115.10 27.96%
5000 91.0
39.0
0 T — A LA
m/z--> 50 100 150 200 250 14.00 14.50

82X011121W.M Wed Jan 13 15:58:21 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011221\
Data File : VX020581.D

Acqg On : 12 Jan 2021 15:45
Operator : JC/MD

Sample : M1e83-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011121W.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 Naphthalene, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.676  26.73 ug/l 470058 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000P91-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 87

Abundance Scan 2229 (14.676 min): VX020581.D\data.ms (-2221) (-  m/z 142.05 100.00%

142.1
5000
— —
631 1131 _ 14.50 15.00
Obprreorilie it 17622082 281 0 141 00 88.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19233: Naphthalene, 2-methyl-
142.0
5000 —— —
14.50 15.00
m/z 115.05 35.86%
O2’\7\.9“\\“!?i‘g‘\"\ﬁ\)”\‘\‘\‘H‘l\:\l-\‘}.‘(\)\H‘i‘\\\\‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19232: Naphthalene, 1-methyl-
142.0
P o
14.50 15.00
5000 m/z 143.05 12.11%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19230: Benzocycloheptatriene A A
141.0 14.50 15.00
m/z 139.05 10.48%
5000
63.0
027'0“ I \‘mwg}o H .

\ —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50

15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011221\
Data File : VX020581.D

Acqg On : 12 Jan 2021 15:45
Operator : JC/MD

Sample : M1e83-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011121W.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 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.823  13.55 ug/l 238207 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 95
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 Cl1l1H10 002443-46-1 91
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91

Abundance Scan 2253 (14.822 min): Vx020581 D\data.ms (-2246) (- m/z 142.00 100.00%

2.0
5000
115.1

1450 15 00
39.1 63.1 89.1
ol 0t b 1782 2080 141 00 91.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000
115.0 1450 15 00

m/z 115.10  33.62%

71.
‘\\\\‘\5\0\0\“‘\\“\\O‘\g\’z\\’\\\\‘\\\\“‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142.0

o

14. 50 15 00
m/z 139.05 12.24%
5000 115.0
390, L., 290 I
L 1l I A1 I
e e e et e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19241: 1H-Indene, 1-ethylidene- — =
141.0 14.50 15.00

m/z 143.20 11.00%

5000 115.0
39.0 630 89.0
0 T A M

m/z--> 20 40 60 80 100 120 140 160 180 200 14 50 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011221\
Data File : VX020581.D

Acqg On : 12 Jan 2021 15:45
Operator : JC/MD

Sample : M1e83-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011121W.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, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.524 10.79 ug/l 189700 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 2368 (15.524 min): VX020581.D\data.ms (-2361) (-~ m/z 156.10 100.00%
56.1

156
5000
43.0 77.1 1151 ' 15.50
0 ' piB82 28l myz 141,05 74.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28489: Naphthalene, 2,6-dimethyl-
156.0
5000
15.50
m/z 155.20 35.80%
77.0 115.0
0 39.0
N ‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28494: Naphthalene, 1,7-dimethyl-
156.0
T I
15.50
5000 m/z 115.10  16.18%
77.0 115.0
I A S i | —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28499: Naphthalene, 1,6-dimethyl- —— ‘
156.0 15.50
m/z 128.05 16.17%
5000
77.0 115.0
39.0
! [ —r
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011221\
Data File : VX020581.D

Acqg On : 12 Jan 2021 15:45
Operator : JC/MD

Sample : M1e83-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011121W.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 Naphthalene, 1,4-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.664 11.12 ug/l 195498 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95

Abundance Scan 2391 (15.664 min): VX020581.D\data.ms (-2386) (- m/z 156.20 100.00%

156.2
5000
76.2 15 15.50 16.00
51.1 - :
Ol it b e ‘ ‘ A Al ‘M\ S84 m/z 141.05  83.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28498: Naphthalene, 1,4-dimethyl-
156.0
5000
15.50 16.00
115.0 m/z 155.15 29.87%
O \\\‘2\7\\0\‘?\]_\\0‘\\7\7\“‘?\\\‘\\\‘\‘\‘!‘\\“‘\\‘w‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28486: Naphthalene, 2,3-dimethyl-
156.0
T ‘ U T ‘/\\
15.50 16.00
5000 115.10  18.08%
76.0 115.0
0 ‘“‘2‘7“0"Ts‘l“?“mk“_m_H‘Wlw“u!““uH_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28501: Naphthalene, 1,6-dimethyl-
156.0 15 50 16 00
m/z 153.00 15.12%
) M
115.0
o280 s0 Tyl Jk WLLLALA

m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011221\
Data File : VX020581.D

Acqg On : 12 Jan 2021 15:45
Operator : JC/MD

Sample : M1083-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011121W.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, 1l-ethy... 11.415 10.1 ug/l 177460 4 12.061 879179 50.0
Benzene, 1l-ethe... 12.280 8.2 wug/l 144862 4 12.061 879179 50.0
Benzene, 4-ethy... 12.353 8.4 ug/l 147466 4 12.061 879179 50.0
3-Phenylbut-1-ene 12.738 8.2 wug/l 143754 4 12.061 879179 50.0
Benzene, 1l-ethe... 13.329 16.6 ug/l 291587 4 12.061 879179 50.0
Naphthalene, 1,... 14.268 13.4 ug/l 236035 4 12.061 879179 50.0
Naphthalene, 2-... 14.676 26.7 ug/l 470058 4 12.061 879179 50.0
Naphthalene, 1-... 14.823 13.6 ug/l 238207 4 12.061 879179 50.0
Naphthalene, 2,... 15.524 10.8 ug/l 189700 4 12.061 879179 50.0
Naphthalene, 1,... 15.664 11.1 ug/l 195498 4 12.061 879179 50.0
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