LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061920\
Data File : VX016914.D

Aca On : 20 Jun 2020 07:24

Operator : JC/SP

Sample : L3066-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 47 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 1.160 8 12 23 rvVB 772094 737070 1.46% 0.425%
2 5.470 704 719 730 rBV 183726 536572 1.07% 0.310%
3 5.629 735 745 759 rVB 321603 898218 1.78% 0.518%
4 6.031 802 811 822 rBV 200160 520136 1.03% 0.300%
5 6.830 931 942 955 rBV 495215 1176891 2.34% 0.679%

8.695 1242 1248 1258 rVB 1085008 1652785 3.28% 0.954%
10.098 1473 1478 1484 rBV 1114170 1483932 2.95% 0.856%
1494 1501 1507 rBV 3577303 4791376 9.52% 2.765%
10.341 1510 1518 1524 rBV 1473127 2280975 4_.53% 1.316%
10.628 1553 1565 1571 rBV3 209019 575363 1.14% 0.332%

O © o~ O
=
o
N
W
o

11 10.823 1587 1597 1601 rVvB2 399736 661863 1.31% 0.382%
12 10.896 1601 1609 1613 rBV3 382524 590331 1.17% 0.341%
13 11.000 1621 1626 1632 rBV 4153206 5417779 10.76% 3.127%
14 11.122 1641 1646 1650 rBV 1107641 1375199 2.73% 0.794%
15 11.347 1677 1683 1690 rVvV 6350003 8293643 16.48% 4._.787%

16 11.439 1690 1698 1702 rVvV 1737599 3472416 6.90% 2.004%
17 11.494 1702 1707 1715 rVvVB 1708782 2362072 4.69% 1.363%
18 11.652 1728 1733 1742 rVB 1892293 2464816 4_90% 1.423%
19 11.756 1742 1750 1752 rBV 775717 1084859 2.16% 0.626%
20 11.798 1752 1757 1762 rVB 36525876 50332762 100.00% 29.050%

21 11.908 1767 1775 1776 rBV 924804 1312257 2.61% 0.757%
22 11.933 1776 1779 1784 rVB 2185517 2656784 5.28% 1.533%
23 12.012 1789 1792 1795 rVV 512334 581751 1.16% 0.336%
24 12.061 1795 1800 1806 rVB3 1704506 2769357 5.50% 1.598%
25 12.128 1806 1811 1817 rBV 16751297 21686818 43.09% 12.517%

26 12.219 1821 1826 1831 rVB 998062 1207600 2.40% 0.697%
27 12.286 1831 1837 1844 rBV 8418324 10728571 21.32% 6.192%
28 12.353 1844 1848 1856 rVB2 2056158 3747365 7.45% 2.163%
29 12.445 1856 1863 1868 rBV 968322 1225598 2.43% 0.707%
30 12.499 1868 1872 1879 rVB 612563 808634 1.61% 0.467%

31 12.573 1879 1884 1886 rBV 2407621 3282134 6.52% 1.894%
32 12.597 1886 1888 1892 rVB 2405550 2346867 4.66% 1.355%
33 12.652 1892 1897 1900 rBV 3847980 4311797 8.57% 2.489%
34 12.688 1900 1903 1907 rVB 1533128 1802741 3.58% 1.040%
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LSC Area Percent Report

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

Data File : VX016914.D

Aca On - 20 Jun 2020 07:24

Operator : JC/SP

sample - L3066-03

Misc - 5.0mL/MSVOA X/WATER Ao LElE
ALS Vial : 47 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 12.743 1907 1912 1919 rBV3 3576792 5863938 11.65% 3.384%

36 12.884 1930 1935 1940 rVB2 1363791 1974597 3.92% 1.140%
37 12.963 1940 1948 1951 rVV 1907805 2573325 5.11% 1.485%
38 12.999 1951 1954 1960 rVB 2791017 3484400 6.92% 2.011%
39 13.329 2004 2008 2014 rVB2 3600146 4855575 9.65% 2.802%
40 13.463 2025 2030 2035 rVB 1257868 1499888 2.98% 0.866%

41 13.701 2062 2069 2077 rVB3 290477 772230 1.53% 0.446%
42 13.816 2078 2088 2095 rVB 2366727 3062527 6.08% 1.768%

Sum of corrected areas: 173263812
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

5.0mL/MSVOA X/WATER
47

= Z:\VOASRV\HPCHEM1I\MSVOA X\DATA\VX061920\
: VX016914.D

: 20 Jun 2020 07:24

: JC/SP

: L3066-03

Sample Multiplier: 1

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

C:\DATABASENNIST11.L
LSCINT.P

ration Parameters:

Abundance
3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

04
Time-->

1.16

TIC: VX016914.D

5.475.63 6.03
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
3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

0

TIC: VX016914.D

11.35

ﬂﬁ%“

10.24 11.00

8.70 1010ﬂ}034 10,6310182 11,12

&

Time-->

T T T
9.00 9.50 10.00 10. 50 11 OO

Abundance
3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

wit!

TIC: VX016914.D

12.13

13.33

121%?%0 1308

13.82

13HA

—— T T T —T—T
15.00 15.50

—T— ™
12.50 13 00 13 50 14.00 14.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061920\
Data File : VX016914.D

Aca On : 20 Jun 2020 07:24

Operator : JC/SP

Sample : L3066-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 47 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-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.44 62.69 ug/1 3472420 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 1698 (11.439 min): VX016914.D (-1690) (-) m/z 105.10 100.00%
105
5000
120
77 91 11.20 11.40 11.60 11.80
51
Olrrr prr st M e S0 A7AL9 203 282 Tm/z 120.05  29.52%
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 B |"/X| A AN R
120 11.20 11.40 11.60 11.80
m/z 76.95 10.91%
39 g 779
o 2 s P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 91.00 10.90%
120
1z 39 g 7701
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9401: Mesitylene g ot et
105 11.20 11.40 11.60 11.80

m/z 106.05 8.80%

5000

L
LI L L L L L L

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 : VX016914.D

Aca On : 20 Jun 2020 07:24

Operator : JC/SP

Sample : L3066-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 47 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 2 Benzene, l-ethyl-3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.65 44 .50 ug/1 2464820 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 1733 (11.652 min): VX016914.D (-1728) (-) m/z 105.05 100.00%
105
5000
120
77 91
39 63 11.40 11.60 11.80 12.00
Ob bt el 240 191209 281 1 Tns77120.10 29.62%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000 T '/\I AL SUNLA SRR SR
120 11.40 11.60 11.80 12.00
m/z 77.00 11.58%
39 45 7791
o 50 R A Y S —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
11.40 11.60 11.80 12.00
5000 m/z 91.05 11.32%
120
|25 39 45 7791
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9402: Mesitylene
105 11.40 11.60 11.80 12.00
m/z 78.95 9.34%
120
5000
miz-> 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 : VX016914.D

Aca On : 20 Jun 2020 07:24

Operator : JC/SP

Sample : L3066-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 47 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, l-ethenyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.29 193.70 ug/Il 10728600 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 91
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
3 Indane 118 C9H10 000496-11-7 64
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
5 (2)-1-Phenylpropene 118 C9H10 000766-90-5 52
Abundance Scan 1838 (12.292 min): VX016914.D (-1831) (-) m/z 117.05 100.00%
117
5000
63 77 v 134 12.00 12.20 12.40 12.60
39 . . . .
0 152 193 269 m/z 118.10 54.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117
5000 e AU MARSUAA
12.00 12.20 12.40 12.60
91 m/z 119.10 40.97%
39 58 77
(o} A B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 250 2éo
Abundance
117
12.00 12.20 12.40 12.60
5000 o1 m/z 105.05 37.67%
39 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8949: Indane
117 12.00 12.20 12.40 12.60
m/z 115.05 34 .25%
5000
39 g 91
0 13 77
m/z--> 20 40 60 80 100 126'E46Hi66”i86'Eoélﬁzénéibnéééln 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 : VX016914.D

Aca On : 20 Jun 2020 07:24

Operator : JC/SP

Sample : L3066-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 47 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 7

R.T. EstConc Area Relative to ISTD R.T.
12.57 59.26 ug/1 3282130 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 97
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 94
4 o-Cvmene 134 C10H14 000527-84-4 94
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 1884 (12.573 min): VX016914.D (-1879) (-) m/z 119.10 100.00%
119
5000
134
oL 12.20 12.40 12.60 12.80
39 65 - : : :
O rrrrreer bbbt e 252208 %81 g Ra TG 30.88%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 12.20 12.40 12.60 12.80
m/z 91.00 16.36%
15 39 65
0'P”tP”"”bW“”I””P”vL”W'”W”'W””I””"“'”'P”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 13.12%
91 134
o 15 39 65
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- L
119 12.20 12.40 12.60 12.80

m/z 120.10 9.54%

5000
134

91
15 3\\9 " & ‘ il

o e e e e e e AR

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 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 : VX016914.D

Aca On : 20 Jun 2020 07:24

Operator : JC/SP

Sample : L3066-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 47 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, l-ethyl-2,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.60 42 .37 ug/1 2346870 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 91
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 91
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91

Abundance Scan 1888 (12.597 min): VX016914.D (-1886) (-) m/z 119.10 100.00%
119
5000
134
9 12.20 12.40 12.60 12.80 13.00
65 77 103
O 2 82 Ll L A54 191 208 1 Th757134.10 27.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
134 12.20 12.40 12.60 12.80 13.00
o1 m/z 91.05 10.86%
LR e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.20 12.40 12.60 12.80 13.00
5000 134 m/z 120.10 8.61%
. 15 27 39 51 65 77 o 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl- RERaE EEEE e L s
119 12.20 12.40 12.60 12.80 13.00
m/z 117.10 6.63%
5000
134
91 105
A R N T S B " U A G | S
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 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 : VX016914.D

Aca On : 20 Jun 2020 07:24

Operator : JC/SP

Sample : L3066-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 47 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 Benzene, l-ethyl-2,3-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.65 77.85 ug/l 4311800 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
2 Benzene. l1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 95
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 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): VX016914.D (-1892) (-) m/z 119.10 100.00%
119
5000
134
91
51 77 | 105 12.40 12.60 12.80 13.00
oY SRR /AR M N M N NSNS 32/ (S— L1 m/z 134.10 28_15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
5000
o1 134 12.40 12.60 12.80 13.00
0
77 | 105 m/z 91.10 15.60%
0..W?ZH“?i,L”u”.WH”L..”..”,”...”..”...”..”,”.w”
m/z--> 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 120.10 10.20%

134

91

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 105.05 9.14%
5000
134
2 63 77 91105
0...,.5i..‘,‘..‘..,.‘...‘,..‘..,.‘..‘.‘ N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : VX016914.D

Aca On : 20 Jun 2020 07:24

Operator : JC/SP

Sample : L3066-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 47 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 Indan, l1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.74 105.87 ug/Il 5863940 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 93
2 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 81
3 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 76
4 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 72
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 70
Abundance Scan 1911 (12.737 min): VX016914.D (-1907) (-) m/z 117.10 100.00%
147
5000
132
91
39 51 65 77 | 12.40 12.60 12.80 13.00
ol 102 Ml 148 168 191 208 | ny5 115 10  31.95%
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 .81%
P BT 03 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
117
12.40 12.60 12.80 13.00
5000 132 m/z 91.00 15.17%
91
15 27 39 51 63 77 103
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 119.05 10.39%
5000 132
91
o7 | w |
O e T I e T o e o
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 : VX016914.D

Aca On : 20 Jun 2020 07:24

Operator : JC/SP

Sample : L3066-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 47 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, 1,2,4,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.96 46.46 ug/1 2573330 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 1948 (12.963 min): VX016914.D (-1940) (-) m/z 119.10 100.00%
119
5000 134
77 ot 12.60 12.80 13.00 13.20
39 63 105 : . . .
0 ...,....,..-..,.l...',..|..,-...'.' BRI L2 L) S m/z 134.10 47.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-

5000
12.60 12.80 13.00 13.20

m/z 91.10 15.85%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
3 12.60 12.80 13.00 13.20
5000 134 m/z 120.10 9.85%

91
o 2741 g3 77 | 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-

12.60 12.80 13.00 13.20
m/z 133.10 9.44%

5000

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 : VX016914.D

Aca On : 20 Jun 2020 07:24

Operator : JC/SP

Sample : L3066-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 47 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 o0-Cymene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.00 62.91 ug/1 3484400 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
4 o-Cvmene 134 C10H14 000527-84-4 95
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 94
Abundance Scan 1954 (12.999 min): VX016914.D (-1951) (-) m/z 119.10 100.00%
119
5000 134
39 65 77 oL 12.60 12.80 13.00 13.20 13.40
51 103 : : : : :
b et b i L 148 168 200 m/z 134.10 45.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134
5000
12.60 12.80 13.00 13.20 13.40
o1 m/z 91.00 15.24%
27 39 51 65 77 105
0 "1'5|"'"‘I"""'I"""“I""'I""""l"""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.60 12.80 13.00 13.20 13.40
5000 134 m/z 120.10 10.03%
15 27 39 51 65 77 ol 105
O T P o T T T T T T T T
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 12.60 12.80 13.00 13.20 13.40
m/z 133.10 9.71%
134
5000
21 3 51 g5 77 N e N
Ol ‘..“ﬁ‘. \;\”I\u A
m/z--> 2'0 4'0 6|0 8IO 1(')0 150 14'10 1('30 15';0 2(')0 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061920\
Data File : VX016914.D

Aca On : 20 Jun 2020 07:24

Operator : JC/SP

Sample : L3066-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 47 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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.33 87.67 ug/l 4855580 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 60
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 60
3 p-Cvmene 134 C10H14 000099-87-6 60
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 60
5 o-Cymene 134 C10H14 000527-84-4 60

Abundance Scan 2008 (13.329 min): VX016914.D (-2004) (-) m/z 119.10 100.00%

119
5000

13.00 13.20 13.40 13.60

152166

o} m/z 117.10 63.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
134
5000

13.00 13.20 13.40 13.60
m/z 134.10 41.91%

91
27 41 g3 77 105

O T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
13.00 13.20 13.40 13.60
5000 134 m/z 91.00 22.03%
39 91
oL15 63 7 | 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14808: p-Cymene
119 13.00 13.20 13.40 13.60
m/z 115.05 21.68%
5000
91
134
15 3“? 63 /" | 105 ‘ ‘
Orrrrr et et e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

82X061820W.M Mon Jun 22 14:21:51 2020
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Tentatively ldentified Compound (LSC) summary

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

Data File : VX016914.D

Acq On : 20 Jun 2020 07:24

Operator : JC/SP

Sample - L3066-03

Misc - 5.0mL/MSVOA_X/WATER FD 061820
ALS Vial : 47 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-... 11.44 62.7 ug/l 3472420 4 12.07 2769360 50.0
Benzene, l-ethyl-_.. 11.65 44.5 ug/l 2464820 4 12.07 2769360 50.0
Benzene, l-etheny... 12.29 193.7 ug/1 10728600 4 12.07 2769360 50.0
Benzene, 2-ethyl-._.. 12.57 59.3 ug/1 3282130 4 12.07 2769360 50.0
Benzene, l-ethyl-_... 12.60 42 .4 ug/l 2346870 4 12.07 2769360 50.0
Benzene, l-ethyl-_... 12.65 77.8 ug/l 4311800 4 12.07 2769360 50.0
Indan, 1-methyl- 12.74 105.9 ug/l 5863940 4 12.07 2769360 50.0
Benzene, 1,2,4,5-... 12.96 46.5 ug/l 2573330 4 12.07 2769360 50.0
o-Cymene 13.00 62.9 ug/1 3484400 4 12.07 2769360 50.0

4

Benzene, 1,2,3,4-... 13.33 87.7 ug/l 4855580 12.07 2769360 50.0
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