LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031621\
Data File : VX021254.D

Acqg On : 16 Mar 2021 19:07
Operator : JC/MD

Sample : M1666-04 250X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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\82X031621W.M
Title : SW846 8260
Signal : TIC: VX@21254.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.128 169 177 179 rBvV2 15972 34437 3.00%  0.296%
2 2.434 223 229 247 rVB 37028 103399 9.02% 0.889%
3 5.470 734 745 756 rBvV2 43233 127214 11.10% 1.094%
4 5.635 761 773 789 rVB 80152 223869 19.53% 1.925%
5 6.035 832 841 849 rBV 51951 137033 11.96% 1.178%
6 6.111 850 854 864 rVB3 7346 18360 1.60% ©0.158%
7 6.835 967 977 987 rBV 116829 276223 24.10% 2.376%
8 7.194 1017 1038 1049 rBV 19853 64266 5.61% ©.553%
9 7.441 1072 1080 1087 rVB4 5268 12433 1.08% 0.107%
10 8.694 1279 1293 1299 rBV 237977 387205 33.78% 3.330%

11  8.764 1299 1305 1312 rVB 230614 347228 30.30%
12 10.094 1526 1531 1538 rBV 229867 304179 26.54%
13 10.235 1549 1555 1562 rVB 168623 217550 18.98%
14 10.341 1564 1573 1579 rBV 693368 929684 81.12%
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15 10.682 1625 1631 1641 rBV 374435 485685 42.38% 177%
16 10.894 1658 1667 1679 rVB7 6075 20117 1.76% 173%
17 11.000 1680 1685 1687 rBV 29683 37657 3.29% 324%

18 11.041 1687 1692 1701 rVV 628295 1146086 100.00%
19 11.118 1701 1705 1720 rVB 195522 282803 24.68%
20 11.341 1738 1743 1750 rVB 101791 126794 11.06%
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21 11.418 1750 1756 1764 rVV 443920 740820 64.64%
22 11.488 1764 1768 1782 rVB 221034 275578 24.05%
23 11.653 1790 1796 1803 rVB 183592 230235 20.09%
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B

24 11.788 1814 1819 1826 rVB 864122 1048187 91.46% 015%
25 11.930 1840 1843 1847 rVB 12448 14960  1.31% 129%
26 12.006 1853 1856 1860 rVB 22340 25871 2.26% 222%

27 12.059 1860 1865 1871 rVB 223347 285131 24.88%
28 12.124 1871 1876 1881 rBV 252675 313978 27.40%
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29 12.283 1895 1903 1906 rBV 211480 292605 25.53% 516%
30 12.306 1906 1907 1911 rVV 100585 77896  6.80% 670%
31 12.353 1911 1915 1923 rVB3 155348 232209 20.26% 1.997%
32 12.447 1926 1931 1936 rBV3 14823 26875 2.34% 0.231%
33 12.500 1936 1940 1946 rVB 44928 56307 4.91% 0.484%
34 12.571 1947 1952 1954 rBV 93514 126047 11.00% 1.084%
35 12.594 1954 1956 1961 rVWV 82196 88351 7.71%  0.760%

36 12.653 1961 1966 1969 rVV 145621 180585 15.76% 1.553%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031621\
Data File : VX021254.D

Acqg On : 16 Mar 2021 19:07
Operator : JC/MD

Sample : M1666-04 250X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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\82X031621W.M
Title : SW846 8260
37 12.683 1969 1971 1976 rVB 34285 36601 3.19% 0.315%
38 12.736 1976 1980 1990 rBV2 87037 139730 12.19% 1.202%
39 12.889 2001 2006 2010 rVB 46885 58368 5.09% 0.502%
40 12.959 2010 2018 2021 rBV 97777 121700 10.62% 1.047%
41 13.000 2021 2025 2031 rVB 150198 180784 15.77%  1.555%
42 13.059 2031 2035 2037 rBV 14859 20199 1.76% 0.174%
43 13.206 2052 2060 2064 rBV 136223 179305 15.64%  1.542%
44 13.247 2064 2067 2071 rVB2 15461 18263 1.59% 0.157%
45 13.294 2071 2075 2077 rBV3 21294 31585 2.76% 0.272%
46 13.330 2077 2081 2087 rVV2 252835 344297 30.04%  2.961%
47 13.406 2091 2094 2099 rVWV 14910 21131 1.84% 0.182%
48 13.459 2099 2103 2111 rVB 90786 119475 10.42% 1.027%
49 13.542 2113 2117 2120 rBv2 20249 27168 2.37% 0.234%
50 13.583 2120 2124 2127 rVWV 35077 47776 4.17% 0.411%
51 13.624 2127 2131 2138 rVWW4 43777 95672 8.35% 0.823%
52 13.706 2141 2145 2151 rVB2 35572 58961 5.14% 0.507%
53 13.818 2158 2164 2170 rBV 190795 244883 21.37% 2.106%
54 13.895 2173 2177 2183 rVB 21142 30495 2.66% 0.262%
55 13.965 2183 2189 2193 rBV2 29382 47549  4.15%  0.409%
56 14.012 2193 2197 2200 rVB 14486 16819 1.47% 0.145%
57 14.118 2210 2215 2219 rBV 29467 38032 3.32% 0.327%
58 14.265 2234 2240 2246 rVB3 44276 80129 6.99% 0.689%
59 14.359 2253 2256 2260 rVB 11525 12294 1.07% 0.106%
60 14.412 2261 2265 2269 rBV 21386 25246 2.20% 0.217%
61 14.518 2279 2283 2289 rBV2 25487 34703 3.03% 0.298%
62 14.677 2302 2310 2314 rBV 124430 164581 14.36% 1.415%
63 14.818 2331 2334 2338 rVB 51012 61402 5.36% 0©.528%
64 15.230 2400 2404 2406 rBV2 8487 13187 1.15% 0.113%
65 15.530 2451 2455 2460 rVB3 12269 20000 1.75% 0.172%
66 15.665 2475 2478 2480 rBV3 10861 13421 1.17% 0.115%
67 16.142 2556 2559 2566 rVB5 13606 26169 2.28% 0.225%

Sum of corrected areas: 11627782
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031621\
Data File : VX021254.D

Acqg On : 16 Mar 2021 19:07
Operator : JC/MD

Sample : M1666-04 250X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M
Quant Title : SW846 8260

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

Abundance TIC: VX021254.D\data.ms
800000
700000
600000
500000
400000
300000
200000

100000 5.635

2.434 5.470 6.035
2128 = 111

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: VX021254.D\data.ms

800000

700000 10.341

11.041

600000
500000
400000
300000
8.89764 10.094

200000 10.235
6.835

100000

7.194 7441
0 ———————— — —— el

‘ ‘ = 1
Time--> 6.50 7.00 7. 50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX021254.D\data.ms

800000
700000
600000
500000
400000
300000 13.330

2000007

100000
15.230 15.580665 16.142

0 T

T ‘ T
Time--> 12.00 12.50 13.00 13.50

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\VX031621\
Data File : VX021254.D

Acqg On : 16 Mar 2021 19:07
Operator : JC/MD

Sample : M1666-04 250X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.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 1

R.T. EstConc Area Relative to ISTD R.T.
11.418 129.91 ug/1 740820 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1756 (11.418 min): VX021254.D\data.ms (-1750) (-  m/z 104.95 100.00%

105.0
5000
UL
39.0 4 ‘ 11.50
ol b POy 2090 24922811 ./, 159 10 30.43%
m/z--> 50 100 150 200 250
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ M it
11.50
m/z 90.95 14.23%
39.0
0 \‘\ ‘\‘ f‘””i‘?\SH\O\L “‘\”\‘\ L e B s s B e
m/z--> 50 100 150 200 250
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105.0
e
11.50
5000 m/z 76.95 13.32%
20 829 | | |
N
m/z--> 50 100 150 200 250
Abundance #9424: Benzene, 1-ethyl-4-methyl- —
105.0 11.50
m/z 79.00 8.88%
5000
B N O S AL
m/z--> 50 100 150 200 250 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031621\
Data File : VX021254.D

Acqg On : 16 Mar 2021 19:07
Operator : JC/MD

Sample : M1666-04 250X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.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-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.653 40.37 ug/l 230235 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 1796 (11.653 min): VX021254.D\data.ms (-1790) (- m/z 105.00 100.00%

105.0
5000
39.0 77‘-0 1150 12.00
Obrrrerohodtt b Ml 3820 1930 10 10016 32.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 M \/\\ T T A
11.50 12.00
m/z 77.00 13.65%
39.0 77.0
O\\\‘\‘\\\“\\“\\“\‘\\\““\\‘\\‘\‘\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0 AA
o -
11.50 12.00
5000 m/z 91.00 12.68%
77.0
27.0 ||
o‘H_H“_wh“‘U"J‘HH_‘Hw‘uww_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00
m/z 78.95 10.41%
5000
39.0 77.0 ‘ JK
0280, b bl AL —2d
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031621\
Data File : VX021254.D

Acqg On : 16 Mar 2021 19:07
Operator : JC/MD

Sample : M1666-04 250X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.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, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.124 55.06 ug/l 313978 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 1876 (12.124 min): VX021254.D\data.ms (-1871) (- m/z 104.95 100.00%
105.0
5000
[
39.0 77‘-0 12.00 12.50
O prrropboptt el b Myl 14311821 2081 s 106 16 40.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 ML ‘ A —

o

39.0 77.0
\]-\5\.‘0\‘}\\"‘\\“P\“‘\‘\\\M‘\\‘\\‘U\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0

12.00 12.50
5000 m/z 91.00 11.66%
77.0
0‘”%Zpﬂéﬁ9w”$w‘hHm“w‘”W‘”‘W‘”\”‘W”“ f?
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105.0 12.00 12.50

m/z 119.10  10.25%

5000

39.0 77.0

0 HW‘H“,“H‘;u”““‘H““‘“M“1‘”‘“““m‘uu‘mwuwm‘
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

=
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031621\
Data File : VX021254.D

Acqg On : 16 Mar 2021 19:07
Operator : JC/MD

Sample : M1666-04 250X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.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 1Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.283 51.31 ug/l 292605 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 92
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 70
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 70
4 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 50
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 ©55337-80-9 50

Abundance Scan 1903 (12.283 min): VX021254.D\data.ms (-1895) (- m/z 117.10 100.00%

11y.1
5000
63.0 12.00 12.50
omW‘_JH,M,H‘H_‘m‘_‘?cf‘?:‘l‘w,m?,‘??ul‘”Hw_%%l‘f m/z 118.10  53.42%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8951: Indane
11y7.0
5000 ’\ T T T T T T \/\
12.00 12.50
m/z 114.95 33.44%
63.0
O\\\2‘3\(\)“HHH"‘UH\’H‘H‘H\ ‘H\\‘H\\‘HH’\H\’\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8961: Benzene, 2-propenyl-
117.0
12.00 12.50
5000 m/z 91.00 20.91%
65.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8966: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 119.05 19.71%
5000
51.0
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031621\
Data File : VX021254.D

Acqg On : 16 Mar 2021 19:07
Operator : JC/MD

Sample : M1666-04 250X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.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, 4-ethyl-1,2-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.353 40.72 ug/l 232209 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 94
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94

Abundance Scan 1915 (12.353 min): VX021254.D\data.ms (-1911) (- m/z 119.05 100.00%

119.1
5000
39.0 770 ) 12.00 12.50
ol by UL ) 159.2 2021 2810 /7 105.00  41.73%
miz--> 0 50 100 150 200 250
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
12.00 12.50
770 m/z 134.05 38.59%
0 1))
0 T T ‘\‘ i“\m\“\ ‘\"““\H T L B B B s B B B
miz--> 0 50 100 150 200 250
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-
119.0
‘ T T ‘ T \A\
12.00 12.50
5000 m/z 91.00  26.13%
39.0 77.0
o2 iy bl b
miz--> 0 50 100 150 200 250
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- - T
119.0 12.00 12.50
m/z 77.00 14.78%
5000
77.0
39.0 ‘ ‘
i — SIRAWVIVE
m/z--> 0 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031621\
Data File : VX021254.D

Acqg On : 16 Mar 2021 19:07
Operator : JC/MD

Sample : M1666-04 250X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.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-ethyl-2,3-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.653 31.67 ug/l 180585 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 94
5 p-Cymene 134 C10H14 000099-87-6 94

Abundance Scan 1966 (12.653 min): VX021254.D\data.ms (-1961) (-  m/z 119.05 100.00%

119.1
5000
91.0
39.0 65.0 ‘ 12.50 13.00
Ot bl 1449 1731 2081 5 934,05 30.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
12.50 13.00
91.0 m/z 91.00 19.97%
39.0 65.0 ‘
0 -:L\S\.?\‘H\"‘\ \“1‘\“‘1‘\\1‘”‘\\‘1‘\ “H“H‘M \H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
—— —
12.50 13.00
5000 m/z 77.00 11.09%
91.0
39.0 65.0 ‘
ole0 B0 T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene T T
119.0 12.50 13.00
m/z 120.10 10.99%
5000
91.0
41.0 65.0 ‘
0 Co gl m \H M

T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031621\
Data File : VX021254.D

Acqg On : 16 Mar 2021 19:07
Operator : JC/MD

Sample : M1666-04 250X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.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, 1,2,3,4-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.000 31.70 ug/l 180784 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 2025 (13.000 min): VX021254.D\data.ms (-2021) (-  m/z 119.10 100.00%

119.1
5000
390 77.0 13.00
ob e b L Ul 11632 2070 2810y 934,05 42.68%
miz--> 50 100 150 200 250
Abundance #14864: Benzene, 1,2,3 4-tetramethyl-
119.0
5000
13.00
m/z 91.00 19.69%
39.0 77.0
0 \‘\‘\ ‘\‘ i“‘\m\‘”\ \‘ ‘M\M‘! \M\ L B e B B B
miz--> 50 100 150 200 250
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
T |
13.00
5000 m/z 120.10 10.61%
39.0 77.0
m/z--> 50 100 150 200 250
Abundance #14867: Benzene, 1,2,3,5-tetramethyl- iwi ey /‘\‘
119.0 13.00
m/z 77.00 9.86%
5000
390 770
I Y
m/z--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031621\
Data File : VX021254.D

Acqg On : 16 Mar 2021 19:07
Operator : JC/MD

Sample : M1666-04 250X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.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 Benzene, 1-ethenyl-4-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.206 31.44 ug/l 179305 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 93
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
5 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87

Abundance Scan 2060 (13.206 min): VX021254.D\data.ms (-2052) (-  m/z 117.05 100.00%

117.1
5000
51.0 91“0 ‘ ‘ 148.0 13.00 13.50
Obrre bl b b L0l 2480 2079 132,05 35.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 J\ U jk !
13.00 13.50
o 91.0 m/z 114.95 27.20%
27.0 ) ‘ [
O \\\‘\‘\\\‘\\‘\\‘{\\\“\\‘f\‘”f“\\\‘\w\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
ey -
13.00 13.50
5000 m/z 131.05  19.51%
39.0 @50 91.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl- Aww& P —
117.0 13.00 13.50
m/z 90.95 15.41%
5000
39.0 g5 910 ‘
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\VX031621\
Data File : VX021254.D

Acqg On : 16 Mar 2021 19:07
Operator : JC/MD

Sample : M1666-04 250X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.330 60.38 ug/l 344297 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 93
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 87

Abundance Scan 2081 (13.330 min): VX021254.D\data.ms (-2077) (- m/z 117.00 100.00%

117.0
5000
51.0 ‘ ‘ ‘ 13.00 13.50
ol b 809, Il 41513 1028 2810 17 133,05 37.06%
miz--> 50 100 150 200 250
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 = jk ‘
13.00 13.50
51.0 ‘ m/z 119.10 33.94%
01‘5"0“ “i‘ }‘H\‘\H“mﬁ7\;p‘\h\‘“‘ \H“‘ T
miz--> 50 100 150 200 250
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
13.00 13.50
5000 m/z 115.00 30.57%
390 770 ‘ ‘
ARV ¥
m/z--> 50 100 150 200 250
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl- s =l
117.0 13.00 13.50
m/z 91.00 19.87%
5000
390 270 ‘ ‘
R 5 P Y S — ALY
miz--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031621\
Data File : VX021254.D

Acqg On : 16 Mar 2021 19:07
Operator : JC/MD

Sample : M1666-04 250X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.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-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.677 28.86 ug/l 164581 1,4-Dichlorobenzene-d4 12.065
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 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91

Abundance Scan 2310 (14.677 min): VX021254.D\data.ms (-2302) (-  m/z 142.00 100.00%

14.0 ‘
5000 115.1

63.0 14.50 15 00
39.0 89.0
Ot 4 1720 2081 ) 141 65 89.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19233: Naphthalene, 2-methyl-
142.0

5000 —r— ——
115.0 14.50 15.00

m/z 115.05  39.20%

39.0 990, 890 I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19232: Naphthalene, 1-methyl-
142.0

l4 50 15 00

m/z 139.00  11.98%
5000 115.0

o

300, 10220 |
1l I A1 I

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- P sl
141.0 14.50 15.00

m/z 143.00 11.05%

5000 115.0
39.0 630 ggp ‘
NS Y | S —

A Y R
miz—> 20 40 60 80 100 120 140 160 180 200 220 1450 15.00

82X031621W.M Wed Mar 17 16:38:57 2021 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031621\
Data File : VX021254.D

Acqg On : 16 Mar 2021 19:07
Operator : JC/MD

Sample : M1666-04 250X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.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... 11.418 129.9 wug/l 740820 4 12.065 285131 50.0
Benzene, 1l-ethy... 11.653 40.4 ug/l 230235 4 12.065 285131 50.0
Benzene, 1,2,3-... 12.124 55.1 wug/l 313978 4 12.065 285131 50.0
Indane 12.283 51.3 wug/l 292605 4 12.065 285131 50.0
Benzene, 4-ethy... 12.353 40.7 ug/l 232209 4 12.065 285131 50.0
Benzene, 1l-ethy... 12.653 31.7 wug/l 180585 4 12.065 285131 50.0
Benzene, 1,2,3,... 13.000 31.7 ug/l 180784 4 12.065 285131 50.0
Benzene, 1-ethe... 13.206 31.4 wug/l 179305 4 12.065 285131 50.0
Benzene, 2-ethe... 13.330 60.4 wug/l 344297 4 12.065 285131 50.0
Naphthalene, 1-... 14.677 28.9 wug/l 164581 4 12.065 285131 50.0
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