LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061920\
Data File : VX016915.D

Aca On : 20 Jun 2020 07:47

Operator : JC/SP

Sample : L3066-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 48 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X061820W .M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.464 707 718 729 rBV 175881 505616 1.68% 0.461%
2 5.629 735 745 761 rVB 297188 842459 2.81% 0.769%
3 6.031 800 811 821 rBV2 187601 498354 1.66% 0.455%
4 6.830 930 942 967 rBV 517926 1265348 4.22% 1.154%
5 8.696 1242 1248 1264 rVB 1112142 1729795 5.76% 1.578%
6 10.098 1473 1478 1483 rBVY 1135706 1443947 4.81% 1.317%
7 10.238 1494 1501 1507 rBV 1418306 1933196 6.44% 1.763%
8 10.342 1510 1518 1524 rBvV2 372283 715803 2.39% 0.653%
9 10.628 1553 1565 1571 rBv4 179253 475220 1.58% 0.434%
10 10.683 1571 1574 1582 rVB 311167 466480 1.55% 0.426%

11 10.823 1593 1597 1601 rVB 277547 384045 1.28% 0.350%
12 10.896 1601 1609 1614 rBV3 278144 498222 1.66% 0.454%
13 11.000 1621 1626 1632 rBV 3351248 4421599 14.73% 4_.033%
14 11.122 1641 1646 1650 rBV 1096143 1380468 4.60% 1.259%
15 11.262 1665 1669 1677 rVB2 289274 439105 1.46% 0.401%

16 11.341 1677 1682 1690 rVV 5094476 6391979 21.30% 5.831%
17 11.421 1690 1695 1700 rVV 2421540 3091300 10.30% 2.820%
18 11.488 1700 1706 1715 rVB 1316720 1907346 6.36% 1.740%
19 11.652 1728 1733 1742 rBV 1921013 2497909 8.32% 2.279%
20 11.756 1742 1750 1752 rBV 595109 821370 2.74% 0.749%

21 11.793 1752 1756 1761 rVB 22774425 30012308 100.00% 27.378%
22 11.902 1766 1774 1776 rBV 702915 1007707 3.36% 0.919%
23 11.933 1776 1779 1784 rVV 1528498 1838878 6.13% 1.677%
24 12.012 1784 1792 1795 rVvV 696128 881847 2.94% 0.804%
25 12.061 1795 1800 1805 rVB2 1384142 1832406 6.11% 1.672%

26 12.128 1805 1811 1816 rBV 7810560 9162595 30.53% 8.358%
27 12.219 1821 1826 1831 rVB 673077 839084 2.80% 0.765%
28 12.286 1831 1837 1844 rBV 5413926 7320209 24.39% 6.678%
29 12.353 1844 1848 1856 rVB2 1195583 2339767 7.80% 2.134%
30 12.445 1859 1863 1868 rVB 658719 821899 2.74% 0.750%

31 12.500 1868 1872 1878 rVB 553776 709869 2.37% 0.648%
32 12.573 1878 1884 1886 rBV 1206768 1717105 5.72% 1.566%
33 12.597 1886 1888 1892 rVB 1168460 1104692 3.68% 1.008%
34 12.652 1892 1897 1900 rBV 2713270 3095743 10.31% 2.824%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061920\
Data File : VX016915.D

Aca On : 20 Jun 2020 07:47

Operator : JC/SP

Sample : L3066-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 48 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061820W.M
SW846 8260

35 12.689 1900 1903 1907 rVvVv 934303 1158652 3.86% 1.057%

36 12.744 1907 1912 1919 rVB2 2355984 3889083 12.96% 3.548%
37 12.884 1929 1935 1940 rVB2 811845 1241914 4.14% 1.133%
38 12.963 1940 1948 1951 rBV 1333670 1827673 6.09% 1.667%
39 13.000 1951 1954 1960 rVB 1431592 1767519 5.89% 1.612%
40 13.067 1960 1965 1970 rVB3 227186 350042 1.17% 0.319%

41 13.207 1985 1988 1998 rVB3 376029 697296 2.32% 0.636%
42 13.329 2004 2008 2014 rVB2 1822786 2524440 8.41% 2.303%
43 13.463 2025 2030 2035 rVB 495042 609415 2.03% 0.556%
44 13.701 2067 2069 2077 rVB4 226684 399987 1.33% 0.365%
45 13.817 2081 2088 2096 rVB 533694 763251 2.54% 0.696%

Sum of corrected areas: 109622942
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061920\
Data File : VX016915.D

Aca On : 20 Jun 2020 07:47

Operator : JC/SP

Sample : L3066-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061820W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX016915.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061920\
Data File : VX016915.D

Aca On : 20 Jun 2020 07:47

Operator : JC/SP

Sample : L3066-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061820W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Benzene, l-ethyl-3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.42 84 .35 ug/1 3091300 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1695 (&)1.421 min): VX016915.D (-1690) (-) m/z 105.05 100.00%
105
5000
120
77 91 11.20 11.40 11.60 11.80
39
Ol prrrrfer s b e o ot 2 2o || M7z 120.10  31.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105
5000
120 11.20 11.40 11.60 11.80
m/z 91.10 11.41%
39 g 7701
0.”ﬁ§”h”twm.ﬂ.ﬂ.P.np.” R R R e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
1120 11,40 11.60 11.80
5000 m/z 77.00 11.11%
120
1z 39 779
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9424: Benzene, 1-ethyl-4-methyl-
11.20 11.40 11.60 11.80
m/z 106.05 8.84%
5000
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061920\

Data File : VX016915.D

Aca On : 20 Jun 2020 07:47

Operator : JC/SP

Sample : L3066-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061820W .M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Concentration Rank 6

Peak Number

2 Benzene,

1-ethyl-2-methyl-

R.T. EstConc Area Relative to ISTD R.T.
11.65 68.16 ug/l 2497910 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 1733 (11.652 min): VX016915.D (-1728) (-) m/z 105.05 100.00%
105
5000
120
77 91
39 63 11.40 11.60 11.80 12.00
Ol b b 29020 BL D Tm/z 120.10 0 29.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.40 11.60 11.80 12.00
m/z 77.00 11.68%
39 779
o 0 T P —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
120 11.40 11.60 11.80 12.00
5000 m/z 91.10 11.56%
. 39 g3 /791
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105 11.40 11.60 11.80 12.00
m/z 79.00 9.52%
5000
120
77 91
0..%?”.?fnu.?ﬁ.ﬂh.ﬂ.,U”.,..”,..”,................ R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061920\
Data File : VX016915.D

Aca On : 20 Jun 2020 07:47

Operator : JC/SP

Sample : L3066-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061820W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Benzene, 1-propenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.29 199.74 ug/Il 7320210 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-propenvl- 118 C9H10 000637-50-3 92
2 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 91
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
4 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 64
5 Indane 118 C9H10 000496-11-7 64

Abundance Scan 1838 (12.292 min): VX016915.D (-1831) (-) m/z 117.05 100.00%

117
5000

12.00 12.20 12.40 12.60

193207

0 m/z 118.10 54 _84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8962: Benzene, 1-propenyl-
117
5000 \||||||||||||||||||||||/\|
o1 12.00 12.20 12.40 12.60
m/z 119.10 45_.61%
. o7 01 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 105.10 43.44%
91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8964: Benzene, cyclopropyl- e e
117 12.00 12.20 12.40 12.60

m/z 115.05 34 .49%

5000
91

27 51 65

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061920\
Data File : VX016915.D

Aca On : 20 Jun 2020 07:47

Operator : JC/SP

Sample : L3066-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061820W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

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

R.T. EstConc Area Relative to ISTD R.T.
12.57 46.85 ug/1 1717110 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 1884 (12.573 min): VX016915.D (-1878) (-) m/z 119.05 100.00%
119
5000
134
ol 12.20 12.40 12.60 12.80
39 65 - : : :
O e rerr b bt Ml 152191207 98168 31 08
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 12.20 12.40 12.60 12.80
o m/z 91.00 16.54%
39 65 ‘ ‘
0'I”}ﬁ'”"'wﬁw”h'”'J”JL'”P'”P'“I””I”'W”"”'W”'W”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 105.05 13.00%
134
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14812: o-Cymene
119 12.20 12.40 12.60 12.80
m/z 120.10 9.68%
5000
134
91 ‘
41
0'v}ﬁ“'W”“ﬁ?JVHWH””““P'“V“'V“W'“W“"““l““v' UV BN LS
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061920\
Data File : VX016915.D

Aca On : 20 Jun 2020 07:47

Operator : JC/SP

Sample : L3066-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061820W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.65 84.47 ug/1 3095740 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
2 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 95
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95

Abundance Scan 1897 (12.652 min): VX016915.D (-1892) (-) m/z 119.10 100.00%
119
5000
134
91
77 12.40 12.60 12.80 13.00
51
Ot et bl il 152 101207 269 m/z 134.10 28.27%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119
5000
134 12.40 12.60 12.80 13.00
o1 m/z 91.10 15.02%
39
0.“}ﬁm.wnnﬁsnpﬂ.ﬂnw.”w”.w””,””“.”.”..”w.”w”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 120.05 9.99%
134
o 15 39 65 o
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 105.10 8.65%
5000
134
91
0 15 3\9 ' 65 1l
m/z--> 0 20 40 éo éo 160 120 150 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061920\
Data File : VX016915.D

Aca On : 20 Jun 2020 07:47

Operator : JC/SP

Sample : L3066-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061820W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Indan, l1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.74 106.12 ug/Il 3889080 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 93
2 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 81
3 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 76
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 74
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 74
Abundance Scan 1911 (12.738 min): VX016915.D (-1907) (-) m/z 117.10 100.00%
117
5000
132
91
39 51 65 77 12.40 12.60 12.80 13.00
o 108 Ml b 148 171 191 207 | nso7195 05 30.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117
5000
132 12.40 12.60 12.80 13.00
o1 m/z 132.10 27 .16%
oL 2 P8 S |03 ||
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
ur .,
12.40 12.60 12.80 13.00
5000 o m/z 91.05 15.19%
15 27 39 51 65 77 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117 12.40 12.60 12.80 13.00
m/z 119.10 10.47%
5000 132
91
w5165 7 | |
O T T o T e e O B B
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061920\
Data File : VX016915.D

Aca On : 20 Jun 2020 07:47

Operator : JC/SP

Sample : L3066-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061820W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.88 33.89 ug/1 1241910 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 50
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 50
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 50
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 50
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 50
Abundance Scan 1934 (12.878 min): VX016915.D (-1929) (-) m/z 131.05 100.00%
5000
91
55 77 | 1T 116 168 208 265 12.60 12.80 13.00 13.20
Ol 3 bt el L 168 208 269 T1777119.10 42.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000
o1 12.60 12.80 13.00 13.20
15 | 146 m/z 91.00 25.80%
0 27 ! 5} m 77 ‘ Al ‘
m/z--> 25 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
131
12.60 12.80 13.00 13.20
5000 m/z 115.05 17.11%

146

91
115
15 39 63 77

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-

119 12.60 12.80 13.00 13.20

m/z 146.10 14 _.26%
5000
134
15 77 91105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061920\
Data File : VX016915.D

Aca On : 20 Jun 2020 07:47

Operator : JC/SP

Sample : L3066-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061820W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.96 49.87 ug/1 1827670 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
4 o-Cvmene 134 C10H14 000527-84-4 91
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
Abundance Scan 1947 (12.957 min): VX016915.D (-1940) (-) m/z 119.10 100.00%
119
5000 134
ng 12.60 12.80 13.00 13.20
39 51 65 105 . . . )
o o Y PN Wl ) N . - E——t.- m/z 134.10 47.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20
o1 m/z 91.05 16.77%
15 2\7 % 5\1 6\5 7\7 | 105 i \
0::‘:||||‘|||‘|‘::::”::::‘i‘::i|||‘|||||||||||||||||
m/z--> 25 Jo éo éo 160 150 1&0 1éo 1§o 260
Abundance
119
12.60 12.80 13.00 13.20
5000 134 m/z 120.05 10.24%
91
15 27 39 51 65 77 103
O L 2 o T o R TR B e amana SREE
m/z--> 25 Jo éo éo 160 150 1&0 1éo 1§o 260
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 133.10 9.25%
134
5000
27 39 51 g5 77 N |5
Ol ..“ﬁ‘. ‘k‘...“ A |
m/z--> 25 Jo éo éo 160 150 1&0 1éo 1§o 260 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061920\
Data File : VX016915.D

Aca On : 20 Jun 2020 07:47

Operator : JC/SP

Sample : L3066-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061820W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.00 48.23 ug/1 1767520 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 94
Abundance Scan 1954 (13.000 min): VX016915.D (-1951) (-) m/z 119.10 100.00%
119
5000 134
91
39 6377 | 105 12.60 12.80 13.00 13.20 13.40
Obrre et bl 4 148 168 208 281 | s Ra710 45 43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20 13.40
0 91 m/z 91.10 14.81%
77
NI 2 1 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
134 12.60 12.80 13.00 13.20 13.40
5000 m/z 133.10 9.96%
. 9es 77 %5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14868: Benzene, 1,2,3,4-tetramethyl-
119 12.60 12.80 13.00 13.20 13.40
m/z 120.10 9.95%
134
5000

91
! 3\? 5\? A 7\7 {195\\\ I,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20 13.40

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061920\
Data File : VX016915.D

Aca On : 20 Jun 2020 07:47

Operator : JC/SP

Sample : L3066-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061820W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 1-Phenyl-1-butene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.33 68.88 ug/1 2524440 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 90
2 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 86
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 86
4 2.4-Dimethvistvrene 132 C10H12 002234-20-0 70
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 70
Abundance Scan 2008 (13.329 min): VX016915.D (-2004) (-) m/z 119.10 100.00%
9
5000 134
91
39 51 65 77 13.00 13.20 13.40 13.60
0 BN L A— A m/z 117.05 99.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117
5000 132
o1 13.00 13.20 13.40 13.60
m/z 134.10 41.91%
27 30 % & 1 ‘ 105 ‘H |
o) S — S ‘ﬁ‘:::‘::‘i:”l“:::|l‘|‘| T —— E— —_—r
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.00 13.20 13.40 13.60
5000 132 m/z 132.10 33.08%
91
15 27 39 51 €3 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117 13.00 13.20 13.40 13.60
m/z 115.10 31.90%
5000 132
39 51 91
R ™ T A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX061920\
Data File : VX016915.D

Acq On : 20 Jun 2020 07:47

Operator : JC/SP

Sample - L3066-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061820W .M
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, l-ethyl-_.. 11.42 84.3 ug/1 3091300 4 12.06 1832410 50.0
Benzene, l-ethyl-_.. 11.65 68.2 ug/l 2497910 4 12.06 1832410 50.0
Benzene, l-propenyl- 12.29 199.7 ug/l 7320210 4 12.06 1832410 50.0
Benzene, 2-ethyl-._.. 12.57 46.9 ug/l 1717110 4 12.06 1832410 50.0
Benzene, 2-ethyl-_... 12.65 84.5 ug/1 3095740 4 12.06 1832410 50.0
Indan, 1-methyl- 12.74 106.1 ug/l 3889080 4 12.06 1832410 50.0
1H-Indene, 2,3-di... 12.88 33.9 ug/1 1241910 4 12.06 1832410 50.0
Benzene, 1,2,3,4-_... 12.96 49.9 ug/l1 1827670 4 12.06 1832410 50.0
Benzene, 1,2,4,5-... 13.00 48.2 ug/l 1767520 4 12.06 1832410 50.0
1-Phenyl-1-butene 13.33 68.9 ug/l 2524440 4 12.06 1832410 50.0
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