LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22124\
Data File : VN@©81118.D

Acqg On : 21 Feb 2024 14:22
Operator : JC\MD

Sample : P1546-06 50X

Misc : 5.0mL/MSVOA_N/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_N\methods\82N©21624W.M

Title : SW846 8260

Signal : TIC: VNe81118.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 8.165 1045 1056 1061 rBV 240061 577368 5.21% 1.066%
2 8.224 1061 1066 1076 rVB 475364 1061477 9.58% 1.960%
3 8.583 1114 1127 1139 rBV2 272573 734689 6.63% 1.357%
4 9.100 1205 1215 1236 rBV 721280 1490353 13.45% 2.752%
5 10.565 1456 1464 1469 rBV 859861 1580262 14.26% 2.918%

6 10.629 1469 1475 1488 rVV 4248942 7778552 70.20% 14.364%
7 11.865 1677 1685 1694 rBV 945568 1728888 15.60%  3.192%
8 11.965 1694 1702 1711 rVV 1806442 3053992 27.56% 5.639%
9 12.071 1711 1720 1732 rVV 5858136 11080398 100.00% 20.461%
10 12.400 1764 1776 1785 rBV 3188031 5336768 48.16%  9.855%

11 12.694 1819 1826 1833 rBV3 106998 186283 1.68%
12 12.847 1846 1852 1862 rVB 632623 1120054 10.11%
13 13.035 1877 1884 1889 rBV 345730 570502  5.15%
14 13.100 1889 1895 1898 rVV 1628959 2719885 24.55%
15 13.129 1898 1900 1904 rVV 683501 1011375 9.13%
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B

16 13.170 1904 1907 1915 rVB 726918 1183150 10.68%
17 13.335 1928 1935 1943 rBV 640157 1054351 9.52%
18 13.482 1952 1960 1967 rBV 2673992 4310158 38.90%
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R

19 13.794 2006 2013 2016 rBV 982550 1837614 16.58% 393%
20 13.953 2034 2040 2041 rBV 118709 157973 1.43% 292%
21 13.994 2041 2047 2062 rVV3 635205 1852153 16.72% 3.420%
22 14.182 2073 2079 2084 rVV2 115106 201693 1.82% 0.372%
23 14.241 2084 2089 2092 rVV 169329 282306 2.55% 0.521%
24 14.270 2092 2094 2099 rVvV 160040 244635 2.21% 0.452%
25 14.329 2099 2104 2110 rVV 261634 429497 3.88% 0.793%
26 14.447 2119 2124 2131 rVB2 139741 248035 2.24% 0.458%
27 14.653 2151 2159 2162 rBV 137400 238254 2.15% 0.440%
28 14.694 2162 2166 2170 rVV2 188686 304021 2.74% 0.561%
29 14.929 2201 2206 2211 rBV3 131657 265796 2.40% 0.491%
30 15.053 2218 2227 2233 rBV3 229046 541468 4.89% 1.000%
31 15.212 2248 2254 2261 rVB4 59155 118721 1.07% 0.219%
32 15.441 2285 2293 2300 rVB4 46994 119150 1.08% 0.220%
33 15.641 2320 2327 2335 rVB 315158 591487 5.34% 1.092%
34 16.782 2515 2521 2522 rBV2 93895 143482 1.29% 0.265%
Sum of corrected areas: 54154790
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22124\
Data File : VN@©81118.D

Acqg On : 21 Feb 2024 14:22
Operator : JC\MD

Sample : P1546-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.M
Quant Title : SW846 8260

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

Abundance TIC: VN081118.D\data.ms
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Abundance TIC: VN081118.D\data.ms
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Abundance TIC: VN081118.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22124\
Data File : VN@©81118.D

Acqg On : 21 Feb 2024 14:22
Operator : JC\MD

Sample : P1546-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.M
Quant Title : SW846 8260

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

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

Peak Number 1 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.100 74.01 ug/l 2719890 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 1895 (13.100 min): VN081118.D\data.ms (-1889) (- | m/z 105.00 100.00%
5.

105.0
5000

77.0 13.00 13.50
39.0 121.1 . .
Oy T8 L ) AEM 1471 106,10 31.10%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 J\\/\ ‘/\‘ T

39.0 77.0 .
s T 1210
O\\\’\\\\“\\‘i‘\"‘\\\\“\\1\“1\\‘\“‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance
105.0

13.00 13.50
5000 m/z 91.00 11.97%
77.0
oL, 180 39.0 590 121.0
s e o A S o
miz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 13.00 13.50

m/z 105.95 8.88%
5000

79.0

ol . 80 80 || |y 1o 1 A
m/z--> 20 40 60 80 100 120 140 13.00

—

T
13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22124\
Data File : VN@©81118.D

Acqg On : 21 Feb 2024 14:22
Operator : JC\MD

Sample : P1546-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.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 3
R.T. EstConc Area Relative to ISTD R.T.
13.335 28.69 ug/l 1054350 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1935 (13.335 min): VN081118.D\data.ms (-1928) (- | m/z 105.00 100.00%
105.0
5000
120.1
77.0 13.00 13.50
38.9 : :
Ol TS L L 1898 7 126,10 30.01%
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 J\\/\ A, 1 /\
120.0 13.00 13.50
m/z 77.00 12.16%
77.0
0 15.0 . 39.0 \59'0\ M | |y Ll
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
105.0 ]\
13.00 13.50
5000 m/z 91.05 12.11%
79.0 120.0
39.0 63.0
o
miz--> 20 40 60 80 100 120 140
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 13.00 13.50
m/z 103.00 9.26%
120.0
5000
77.0
ol 210 SO ‘ j\ L i
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22124\
Data File : VN@©81118.D

Acqg On : 21 Feb 2024 14:22
Operator : JC\MD

Sample : P1546-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.241 7.68 ug/l 282306 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 p-Cymene 134 CleH14 000099-87-6 94
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 91

Abundance Scan 2089 (14.241 min): VN081118.D\data.ms (-2084) (- | m/z 119.05 100.00%
119.1
5000
91.0
39.0 ‘ 14.00 14.50
Obrrreproedhrsboth bt ML 1689 248 ;134 05  29.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 U - A
14.00 14.50
90.95 19.63%
39.0 91.0 m/z
O\1\3‘.\?\H\"‘\\“\‘\“i‘\\\‘”‘H‘\\‘u“\\‘i“‘H\”\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
119.0
e —
14.00 14.50
5000 m/z 120.00 11.87%
91.0
0 15.0 410
A Ao B B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16995: p-Cymene ‘f{\‘ LA ‘
119.0 14.00 14.50
m/z 105.00 11.10%
5000
91.0
41.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22124\
Data File : VN@©81118.D

Acqg On : 21 Feb 2024 14:22
Operator : JC\MD

Sample : P1546-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.270 6.66 ug/l 244635 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 80
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 80
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1loH14 000874-41-9 80
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 80
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 80

Abundance Scan 2094 (14.270 min): VN081118.D\data.ms (-2092) (- | m/z 119.05 100.00%
119.1
5000
209 66.0 910 14.00 14.50
O b el el 209 s 134,05 20.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 U Ay i
14.00 14.50
m/z 66.00 10.48%
39.0 65.0 91.0
O\‘\‘\\\"‘\\“\‘\“N.\\\‘H’\\‘\\“M\\‘\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance /&K
119.0 A
FAVDILIWY. ¥
14.00 14.50
5000 m/z 120.05 9.81%
390 g5 910
O ety e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17088: Benzene, 1-ethyl-2,4-dimethyl- e
119.0 14.00 14.50
m/z 91.00 9.66%
5000
39.0 g50 91.0
0\‘\‘\\\‘,‘\w‘;‘\“1“-\”“‘,”‘”“1‘\\‘\“‘HH\‘\\H‘HH‘HH‘HH o —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22124\
Data File : VN@©81118.D

Acqg On : 21 Feb 2024 14:22
Operator : JC\MD

Sample : P1546-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.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 6 o-Cymene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.329 11.69 ug/l 429497  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
Abundance Scan 2104 (14.329 min): VN081118.D\data.ms (-2099) (- | m/z 119.05 100.00%
119.1
5000
91.0
51.0 ‘ 14.00 14.50
Ol it bbb W 2479 2070 134,05 28.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 R RN A
14.00 14.50
m/z 91.00 17.33%
150 390 450 [
O\H‘\‘HH“‘\\“1‘\“1‘\H‘H‘HH“}‘HMH\”\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
— —r
14.00 14.50
5000 m/z 105.10 9.67%
91.0
41.0 65.0
Ol bt e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- i ‘A/\/\‘A =
119.0 14.00 14.50
m/z 119.95 9.58%
5000
91.0
390 65.0
ob 280 Ty b A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22124\
Data File : VN@©81118.D

Acqg On : 21 Feb 2024 14:22
Operator : JC\MD

Sample : P1546-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.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 7 (E)-1-Phenyl-1-butene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.447 6.75 ug/1 248035 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 74
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 72
3 Indan, 1-methyl- 132 C1OH12 000767-58-8 64
4 3-Phenylbut-1-ene 132 C1OH12 000934-10-1 64
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 64

Abundance Scan 2124 (14.447 min): VN081118.D\data.ms (-2119) (- m/z 117.00 100.00%
117.0

5000
91.0 T

90 63.0 :
bbb e Il 1480 2068y 115 00 37.53%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
5000

91.0 14.50

510 m/z 132.00 27.63%
28.0 ‘
0 \\\‘\‘1i\“\\‘1”\““}‘\\”}”‘\\‘1\‘N\\\“‘\‘M\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
L —tpsm s
14.50
5000 m/z 119.05 20.17%
91.0
39.0 65.0
0 15.0
N L B T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0 14.50
m/z 91.00 16.81%
5000
39.0 65.0 91"0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22124\
Data File : VN@©81118.D

Acqg On : 21 Feb 2024 14:22
Operator : JC\MD

Sample : P1546-06 50X

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.M
Quant Title : SW846 8260

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

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

Peak Number 8 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.694 8.27 ug/1 304021 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 91
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 91
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
Abundance Scan 2166 (14.694 min): VN081118.D\data.ms (-2162) (-~ | m/z 119.10 100.00%
119.1
5000 134.1
39.0 65.0 91"0 14.50 15.00
Obrrrrrrrrere ekttt bbbl m/z 134,05 49.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 ‘”\wl\‘ U
14.50 15.00
91.0 134.0 m/z 90.95 15.61%
390 650 ‘
O\\‘1\?\.\0‘\\\‘\‘H\\“‘\\Hi‘i‘\\\’m‘u‘\H“‘\\H“iu\‘w\\‘Hw\luu’u‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
| |l
14.50 15.00
5000 134.0 m/z 117.00  10.69%
91.0
39.0 65.0
R ARARIINSES 11 S | -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0 14.50 15.00
m/z 115.10 10.35%
5000
91.0 134.0
39.0 65.0 ‘ ‘
L P o RO | N LW T RAYA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22124\
Data File : VN@©81118.D

Acqg On : 21 Feb 2024 14:22
Operator : JC\MD

Sample : P1546-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.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 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.929 7.23 ug/1 265796 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 93
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 91
4 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 91
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
Abundance Scan 2206 (14.929 min): VN081118.D\data.ms (-2201) (-~ | m/z 117.00 100.00%
117.0
5000
91.1
39.0 651 ‘ 15.00
bbbl ol gl 1480 2086 s 135 05 42.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 T T f /\W\
15.00
91.0 m/z 115.00  29.78%
51.0
O \\\‘2\7\‘\0\“\\“i\“m\\\“‘\\“\\‘H“\\U‘\N\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
—f—
15.00
5000 m/z 131.00 25.88%
39.0 @50 91.0
Ottt sy et Al e e
m/z--> 20 40 60 80 100 120 140 160 180 200 AA
Abundance #16114: Benzene, 2-butenyl- A”ﬁﬂx T
117.0 15.00
m/z 91.10 16.97%
5000 91.0
39.0 65.0
0 ;§9ﬂ‘uhum‘ﬂwumwﬁlww“M‘ML“‘H“H“‘H“H“ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22124\
Data File : VNe81118.D

Acqg On : 21 Feb 2024 14:22

Operator JC\MD

Sample : P1546-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21624W.M
: SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.053  14.73 ug/1 541468 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 90
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90

Abundance Scan 2227 (15.053 min): VN081118.D\data.ms (-2218) (- | m/z 117.00 100.00%
117.0
5000
T \
39.0 77-0‘ ‘ ‘ , 15.00
ol hdd ol 282 2068 2810 ., 935 95  35,24%
miz--> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 Pl /\M« ‘
15.00
51.0 ‘ m/z 114.95 26.29%
01\5\0‘\ “\‘ }‘\\\‘\H“\ﬁ?\;p‘\h““‘ ‘H\‘\ L B e B B B
miz--> 50 100 150 200 250
Abundance
117.0
T I
15.00
5000 m/z 131.05 17.87%
39.0 77.0
ot o
m/z-> 50 100 150 200 250
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- IAM%J\ —— i
117.0 15.00
m/z 91.00 14.06%
5000
51.0 ‘ ‘
ol 870 Y
m/z--> 50 100 150 200 250 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22124\
Data File : VN@©81118.D

Acqg On : 21 Feb 2024 14:22
Operator : JC\MD

Sample : P1546-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1l-ethy... 13.100 74.0 ug/l 2719890 4 13.794 1837610 50.0
Benzene, 1l-ethy... 13.335 28.7 wug/l 1054350 4 13.794 1837610 50.0
Benzene, 2-ethy... 14.241 7.7 ug/l 282306 4 13.794 1837610 50.0
Benzene, 2-ethy... 14.270 6.7 ug/l 244635 4 13.794 1837610 50.0
o-Cymene 14.329 11.7 ug/l 429497 4 13.794 1837610 50.0
(E)-1-Phenyl-1-... 14.447 6.8 ug/l 248035 4 13.794 1837610 50.0
Benzene, 1,2,3,... 14.694 8.3 ug/l 304021 4 13.794 1837610 50.0
Benzene, 1l-ethe... 14.929 7.2 ug/l 265796 4 13.794 1837610 50.0
Benzene, 2-ethe... 15.053 14.7 ug/l 541468 4 13.794 1837610 50.0
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