LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080823\
Data File : VX@36869.D

Acqg On : 08 Aug 2023 17:15
Operator : JC/MD

Sample : 03903-19

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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\82X072123W.M

Title : SW846 8260

Signal : TIC: VX@36869.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.746 103 108 129 rVB 3451807 4792494 6.46% 0.829%
2 1.953 136 142 155 rVB 1455705 2090729 2.82% 0.362%
3 2.782 271 278 280 rBV 444958 834217 1.12% 0.144%
4 2.825 280 285 290 rVV 1016747 1895490 2.55% 0.328%
5 3.099 319 330 353 rVB 909775 2078642 2.80% 0.360%
6 3.447 377 387 399 rBV 662772 1475119 1.99% 0.255%
7 3.733 427 434 443 rVB 445087 1061665 1.43% 0.184%
8 4.105 483 495 504 rVB 361473 955724 1.29% 0.165%
9 4.306 519 528 540 rVB 1013069 2908785 3.92% 0.503%
106 5.196 646 674 690 rBV 298550 1113037 1.50% 0.193%
11 5.501 711 724 736 rVV6 407473 2151708 2.90% 0.372%
12 5.623 737 744 765 rVB2 390204 1451299 1.96% 0.251%
13 5.824 765 777 791 rBV2 414165 1245156 1.68% 0.215%
14 6.159 817 832 839 rBV2 211479 820671 1.11% 0.142%
15 6.251 839 847 857 rVWW2 624479 1987712 2.68% 0.344%
16 6.611 894 906 914 rBVv2 329713 822484 1.11% 0.142%
17 6.848 934 945 955 rVB6 542644 2219126 2.99% 0.384%
18 7.172 988 998 1007 rBvV2 338725 797075 1.07% 0.138%
19 7.379 1019 1032 1043 rBV4 782559 2136660 2.88% 0.370%
20 7.988 1122 1132 1143 rVB 458912 1090892 1.47% 0.189%
21 8.110 1143 1152 1155 rBV 663000 1446662 1.95% 0.250%
22 8.141 1155 1157 1162 rVV 597438 868005 1.17% 0.150%
23 8.507 1211 1217 1227 rVB 694295 1244029 1.68% 0.215%
24  8.647 1237 1240 1248 rVB 479008 772401 1.04% 0.134%
25 10.208 1485 1496 1501 rBV 26235924 47151631 63.53% 8.157%

26 10.323 1506 1515 1517 rBV2 29994960 67491125 90.94% 11.676%
27 10.646 1562 1568 1577 rVB 6493285 8355343 11.26%  1.445%
28 10.964 1613 1620 1627 rBV 5261868 6779342 9.13% 1.173%
29 11.311 1666 1677 1683 rBV 12851100 17688044 23.83%  3.060%
30 11.396 1683 1691 1698 rBV 28365250 74215507 100.00% 12.839%

31 11.463 1698 1702 1707 rVB 23152436 32549051 43.86% 5.631%
32 11.622 1722 1728 1737 rBV 20110521 27437167 36.97% 4.747%
33 11.774 1737 1753 1754 rBV2 30996184 58220292 78.45% 10.072%
34 11.976 1782 1786 1790 rBV 1342278 1696521 2.29% ©.293%
35 12.024 1790 1794 1799 rVB2 807240 1157425 1.56% ©.200%

36 12.097 1799 1806 1811 rBV 23665510 35185755 47.41% 6.087%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080823\
Data File : VX@36869.D

Acqg On : 08 Aug 2023 17:15
Operator : JC/MD

Sample : 03903-19

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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\82X072123W.M
Title : SW846 8260

37 12.256 1825 1832 1838 rBV2 22593494 37384554 50.37% 6.468%
38 12.323 1838 1843 1850 rVB2 7768672 11567266 15.59% 2.001%

39 12.414 1852 1858 1862 rBV2 1245224 1799828 2.43% 0.311%
40 12.463 1862 1866 1872 rVB 2084470 2477303 3.34% 0.429%
41 12.536 1872 1878 1880 rBV 4758607 6788956 9.15% 1.174%
42 12.555 1880 1881 1886 rVB 4133700 4027365 5.43% 0.697%
43 12.616 1886 1891 1894 rBV 7800927 9247644 12.46% 1.600%
44 12.646 1894 1896 1900 rVB 1103016 1197156 1.61% ©.207%
45 12.701 1900 1905 1916 rBV2 3405365 4979011 6.71% 0.861%
46 12.847 1925 1929 1934 rVB 2189009 2597343 3.50% 0.449%
47 12.920 1934 1941 1945 rBV 4123918 5521719 7.44% 0.955%
48 12.963 1945 1948 1953 rVB 6254188 7223505 9.73% 1.250%
49 13.170 1974 1982 1986 rBV 4499749 5396793 7.27%  0.934%
50 13.292 1997 2002 2007 rVV2 8033461 11303148 15.23%  1.955%
51 13.341 2007 2010 2013 rVV3 1012350 1286867 1.73% ©.223%
52 13.426 2019 2024 2031 rVB 1848005 2419870 3.26% 0.419%
53 13.585 2046 2050 2057 rVv4 735200 1400497 1.89% 0.242%
54 13.670 2061 2064 2069 rVB2 557996 778233 1.05% ©.135%

55 13.786 2076 2083 2088 rBV 22018573 32333788 43.57% 5.594%

56 13.872 2092 2097 2101 rVB 802871 1070905 1.44% 0.185%
57 14.640 2218 2223 2233 rVB 5601420 7377437 9.94% 1.276%
58 14.780 2240 2246 2255 rVB 2895812 3666343 4.94% 0.634%

Sum of corrected areas: 578032516
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080823\
Data File : VX036869.D

Acqg On : 08 Aug 2023 17:15
Operator : JC/MD

Sample : 03903-19

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
Quant Title : SW846 8260

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

Abundance TIC: VX036869.D\data.ms
3e+07

2.5e+07
2e+07
1.5e+07
le+07
5000000 1.746

1.953 ,
2783° 3099 3447 3733 41054306 5196 55616235.824 6,685

0H‘\H\‘HH‘\H\‘\ﬁ\‘\H\‘HH‘\H\‘HH‘H\\‘\\\\‘r_r‘}r‘uv—ﬁ—ﬁ/\\\‘mm‘\/m\ \\\‘\\\\‘\\\\‘\\\\‘\\m\\\jm\\‘/\\\ﬁ—rf\\\‘\\T

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: VX036869.D\data.ms
3e+07 10.323

11.396
10.20
2.5e+07 11.46:

2e+07
1.5e+07
11.311

1le+07

10.646
10.964

5000000

6.611 6.848  7.1727-379 70881141 8509647 L |
Ogr—r /w\—v—cw/\wArAr 7 T — L L — T T T T I — T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX036869.D\data.ms

3e+07{ 11774

2.5e+07 12.09
2 256 13.786

2e+07 622

1.5e+07

1le+07

14.640
14.780

5000000

T = T

1126
— - ‘

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\VX080823\
Data File : VX036869.D

Acqg On : 08 Aug 2023 17:15
Operator : JC/MD

Sample : 03903-19

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 1,3-Cyclopentadiene, 5-(1-m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.396 3206.06 ug/l 74215500 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentadiene, 5-(1-methyl... 120 C9H12 003141-02-4 90
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 87
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 87
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 86
Abundance Scan 1691 (11.396 min): VX036869.D\data.ms (-1683) (- m/z 105.05 100.00%
105.1
5000
77.0
510 H ‘ M 11.00 11.50
ob el LM 38331421 1672 /7 120,15 53.08%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10761: 1,3-Cyclopentadiene, 5-(1-methylpropylidene)-
105.0
5000 A A A
11.00 11.50
39.0 79.0 m/z 91.10 23.39%
O [T \“”\ \“M ““\“\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 /\ A
— P
11.00 11.50
5000 m/z 77.05 21.19%
77.0
270 510 ‘
o AR ol “H\ H“‘ it “M\ R R
m/z--> 20 40 60 80 100 120 140 160
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 11.00 11.50
m/z 106.05 17.33%
5000
510 77.0
P 0 oI Y S W |
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080823\
Data File : VX036869.D

Acqg On : 08 Aug 2023 17:15
Operator : JC/MD

Sample : 03903-19

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.622 1185.27 ug/1 27437200 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87

Abundance Scan 1728 (11.622 min): VX036869.D\data.ms (-1722) (- m/z 105.10 100.00%

105.1
5000
77.1

51.0 11.50 12.00
0 m_m‘_m‘UHM_w‘mw%ﬁ-pw‘l‘?“c?‘m m/z 120.10  43.54%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
5000 A — 1
11.50 12.00

m/z 91.10 18.78%

77.0
270 810 ‘
O \\\‘\\\\“\\“\\“H\\\“‘\\‘ \“‘\‘\\‘\“‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0 /\ A /\

1150 1200
5000 ITI z 77.10 17.84%
77.0
270 %10, | | \“
o R N YO S Y | Y S
m/z--> 20 40 60 80 100 120 140 160
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 11.50 12.00
m/z 79.05 15.00%
5000
510 77.0
ob T Ty b IVRLuS i Vi
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080823\
Data File : VX036869.D

Acqg On : 08 Aug 2023 17:15
Operator : JC/MD

Sample : 03903-19

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.098 1520.00 ug/1 35185800 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 1806 (12.097 min): VX036869.D\data.ms (-1799) (- m/z 105.05 100.00%
105.1
5000
77.0
51.0 M ‘ ‘ 12.00 12.50
Ol ol 1dR6.1 1850 1823 . 156 10 58.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10692: Mesitylene
105.0
5000 Pt :
12.00 12.50
m/z 77.05 19.08%
51.0 7.0
O \\\‘2\7\.(\)\“ T \‘M‘\H“\‘\ T \‘H‘ T \‘\ T ‘H\ \‘\““\ TTT ‘ T 1T ‘ TT 1T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
12.00 12.50
5000 m/z 91.05 17.02%
39.0 77.0
0 H"WH‘w‘WMVUHWW‘ﬂ“wwwb‘w‘,‘w“‘w“‘w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 12.00 12.50
m/z 119.05 15.73%
5000
28.0 51.0 77.0
o G I Y S
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080823\
Data File : VX036869.D

Acqg On : 08 Aug 2023 17:15
Operator : JC/MD

Sample : 03903-19

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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, 1l-ethenyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.256 1614.99 ug/1 37384600 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 91
2 Indane 118 C9H10 000496-11-7 70
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 70
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 64
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
Abundance Scan 1832 (12.256 min): VX036869.D\data.ms (-1825) (- m/z 117.05 100.00%
117.1
5000 ]\A
391 630 12.00 12.50
Ol 13821831 T8 10 68, 70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
5000 s ——
12.00 12.50
91.0 m/z 115.05  44.32%
39.0 58.0 ‘
O\\\\‘\\\\“1\‘\\““\‘\\\“\\‘}\“‘\‘\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #10179: Indane
117.0
12.00 12.50
5000 m/z 91.10 24 .49%
39.0 550 91.0
S EET SO VS N
m/z--> 20 40 60 80 100 120 140 160
Abundance #10195: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 119.05 15.61%
5000
91.0
51.0 ‘
Ol 2701 71730 Lu
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080823\
Data File : VX036869.D

Acqg On : 08 Aug 2023 17:15
Operator : JC/MD

Sample : 03903-19

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.536 293.28 ug/l 6788960 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94

Abundance Scan 1878 (12.536 min): VX036869.D\data.ms (-1872) (- 119.05 100.00%
119.1
5000
134.1
91.1
10 630 | | o
O B T 134.05 32.98%
miz-> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
134.0 12.50

91.10 18.64%

91.0
150 30 g0 |
O\\\‘\‘\‘\\\“‘\\“”\“\‘\\\“\\\\““\\m‘l\\\”\‘\\
miz--> 20 60 80 100 120 140
Abundance #16998: o-Cymene
119.0

12.50
5000 105.10  14.58%
134.0
91.0
41.0 65.0
v R SR S R
miz--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- ‘ ‘

119.0 12 50

m/z 120.10  10.36%

5000
91.0 134.0
39.0 65.0 ‘ ‘
0 150 1 Ly \‘ H ‘ w‘\‘\ H ‘ I

m/z--> 20 40 60 80 100 120 140 12.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

d

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080823\
: VX036869.D
: 08 Aug 2023 17:15

JC/MD

: 03903-19
: 5.0mL/MSVOA_X/WATER
: 19 Sample Multiplier: 1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

6 Benzene, 4-ethyl-1,2-dimethyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.616 399.49 ug/l 9247640  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 1891 (12.616 min): VX036869.D\data.ms (-1886) (- m/z 119.10 100.00%
119.1
5000 A
91.0
390 650 ‘ ol 1des 12.50 13.00
L m/z 134.05  31.62%
m/z--> 20 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
12.50 13.00
91.0 m/z 91.05 18.98%
65.0 ‘
04 \1\5\‘0‘\‘\ \3\9‘“9 \“\‘\ “i‘\ T \‘H‘ T “H“\ \Ml T T
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
12.50 13.00
5000 m/z 120.10 11.20%
91.0
150 390 650 [
o N Ot P O -1
m/iz--> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 12.50 13.00
m/z 105.10 10.33%
5000
91.0
41.0 65.0
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080823\
Data File : VX@36869.D

Acqg On : 08 Aug 2023 17:15

Operator JC/MD

Sample : 03903-19

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
. SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.921 238.54 ug/l 5521720 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, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 1941 (12.920 min): VX036869.D\data.ms (-1934) (- m/z 119.10 100.00%
119.1
5000 ﬁ
91.1 13100
39.0 65.0
] SR S M i ‘ 14911681y 134 05 46.81%
m/z--> 20 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
13.00
m/z 91.10 18.27%
39.0 91.0
150 7 620 ] L
0 H‘\‘\‘H\"H“i‘\“i‘\\\H‘H\\“w\\w“\\\‘\‘\H\‘HH
miz-> 20 60 80 100 120 140 160
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
=
13.00
5000 m/z 120.10 10.57%
39.0 91.0
0 ““‘M"M‘HW"Wl‘$\“k“w“Wl“Jﬂ“““““
m/z--> 20 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 13.00
m/z 133.05 9.34%
5000
91.0
: 65.0
0 Eq?‘h‘NHHNH‘Wu‘M‘HL“W“Ml‘HM““““H
m/z--> 20 60 80 100 120 140 160 13.00

82X072123W.M Wed Aug 09 13:14:33 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080823\
Data File : VX@36869.D

Acqg On : 08 Aug 2023 17:15

Operator JC/MD

Sample : 03903-19

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
. SW846 8260

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 8 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.963 312.05 ug/l 7223510 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, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 1948 (12.963 min): VX036869.D\data.ms (-1945) (- m/z 119.10 100.00%
119.1
5000 ﬁ
ot 13.00
39.1 65.0 -
) SR SRS A ‘ 4890 1684 ;134,05  45.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
13.00
m/z 91.10 17.70%
39.0 91.0
150 *I7 | 830 | | L
0 \\‘\‘\‘\\\“\\““\‘H‘\\\H‘\\\\‘m\\m“\\\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
S
13.00
5000 m/z 120.10 10.72%
91.0
o NARENERY WENSOP S Hoch /RSN TR NSRRAVIMBAF NI N
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 13.00
m/z 133.05 9.11%
5000
390 91.0
: 65.0
0 ‘1‘5"?“‘ ‘ ““‘ gt “1 T ‘M o e

m/z-->

20 40 60 80

100 120 140 160

13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080823\
Data File : VX036869.D

Acqg On : 08 Aug 2023 17:15
Operator : JC/MD

Sample : 03903-19

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 3-Phenylbut-1-ene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.292 488.29 ug/l 11303100 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
2 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 87
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 83
Abundance Scan 2002 (13.292 min): VX036869.D\data.ms (-1997) (- m/z 117.10 100.00%
117.1
5000
91.1
39.1 65.0 13.00 13.50
) SR RSSO >l 1621 47 119.10  36.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000
13.00 13.50
91.0 m/z 132.05 36.85%
390 650 ‘ ‘
0 \\\’\‘\\\“\\““\‘H‘\\‘\h“\\”\“M\\ ‘\i“\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16120: Benzene, 2-butenyl-
117.0
—r— A es
13.00 13.50
m/z 115.10 30.43%
5000 91.0
39.0 65.0
0L “‘u " ‘H“ Y N _‘U‘M SR
m/z--> 20 40 60 80 100 120 140 160
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0 13.00 13.50
m/z 91.10 19.25%
5000
91.0
39.0 66.0
olts0 Loy lasse e WL
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080823\
Data File : VX@36869.D

Acqg On : 08 Aug 2023 17:15
Operator : JC/MD

Sample : 03903-19

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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|
1,3-Cyclopentad... 11.396 3206.1 ug/l 74215500 4 12.024 1157430 50.0
Benzene, 1l-ethy... 11.622 1185.3 ug/l 27437200 4 12.024 1157430 50.0
Benzene, 1,2,3-... 12.098 1520.0 ug/l 35185800 4 12.024 1157430 50.0
Benzene, 1l-ethe... 12.256 1615.0 ug/l 37384600 4 12.024 1157430 50.0
Benzene, 2-ethy... 12.536 293.3 ug/l 6788960 4 12.024 1157430 50.0
Benzene, 4-ethy... 12.616 399.5 ug/l 9247640 4 12.024 1157430 50.0
Benzene, 1,2,3,... 12.921 238.5 wug/l 5521720 4 12.024 1157430 50.0
Benzene, 1,2,3,... 12.963 312.1 ug/l 7223510 4 12.024 1157430 50.0
3-Phenylbut-1-ene 13.292 488.3 ug/l 11303100 4 12.024 1157430 50.0
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