LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081319\
Data File : VX011529.D

Aca On : 13 Aug 2019 12:34

Operator : JC/SP

Sample : K4279-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 7 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\82X080119W.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 4_.397 522 532 547 rBV2 120111 355008 1.21% 0.532%
2 5.494 700 712 718 rBV 109057 307843 1.05% 0.462%
3 5.574 718 725 732 rVV 156299 485635 1.66% 0.728%
4 5.659 732 739 757 rVB 199159 579154 1.97% 0.868%
5 6.153 808 820 832 rVB 11016679 29331671 100.00% 43.982%
6 6.854 926 935 946 rBV 293210 675455 2.30% 1.013%
7 7.458 1024 1034 1047 rVB 249461 551790 1.88% 0.827%
8 8.713 1234 1240 1246 rVB 570491 880583 3.00% 1.320%
9 10.110 1456 1469 1473 rBV 605754 833464 2.84% 1.250%
10 10.250 1486 1492 1498 rBVY 7804331 10085557 34.38% 15.123%

11 10.353 1503 1509 1516 rVB 832086 1149574 3.92% 1.724%
12 11.018 1613 1618 1625 rVB 1055319 1364285 4._.65% 2.046%
13 11.134 1630 1637 1643 rBV 558539 745324 2.54% 1.118%
14 11.359 1669 1674 1679 rBV 1170342 1526081 5.20% 2.288%
15 11.432 1679 1686 1688 rvv2 196205 320918 1.09% 0.481%

16 11.506 1692 1698 1703 rVB 614858 799847 2.73% 1.199%
17 11.664 1714 1724 1728 rBV 1031224 1334678 4 _55% 2.001%
18 11.804 1743 1747 1751 rVB 310032 358332 1.22% 0.537%
19 12.073 1786 1791 1796 rVvVv 661093 846649 2.89% 1.270%
20 12.140 1797 1802 1807 rVB 1433341 1687867 5.75% 2.531%

21 12.298 1822 1828 1833 rVV 1532112 1909105 6.51% 2.863%
22 12.365 1835 1839 1847 rVV2 294939 510732 1.74% 0.766%
23 12.457 1850 1854 1859 rVB2 256348 336601 1.15% 0.505%
24 12.518 1859 1864 1869 rBV 554037 684629 2.33% 1.027%
25 12.664 1882 1888 1891 rBV 680250 799201 2.72% 1.198%

26 12.755 1897 1903 1915 rVB2 568010 990417 3.38% 1.485%
27 12.902 1921 1927 1932 rVB2 329183 447127 1.52% 0.670%
28 12.975 1932 1939 1943 rBV 432033 540071 1.84% 0.810%
29 13.341 1995 1999 2005 rVB2 1388363 1884546 6.42% 2.826%
30 13.475 2016 2021 2028 rVB 748042 898965 3.06% 1.348%

31 13.828 2071 2079 2088 rVB 1663677 2271507 7.74% 3.406%
32 14.286 2140 2154 2161 rBV 163236 305912 1.04% 0.459%
33 14.694 2213 2221 2225 rBV 318978 400046 1.36% 0.600%
34 14.834 2239 2244 2250 rBV 377239 491826 1.68% 0.737%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081319\
Data File : VX011529.D

Aca On : 13 Aug 2019 12:34

Operator : JC/SP

Sample : K4279-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 7 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 - 0 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\82X080119W_.M
SW846 8260

Sum of corrected areas: 66690400
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081319\
Data File : VX011529.D

Aca On : 13 Aug 2019 12:34

Operator : JC/SP

Sample : K4279-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .M
SW846 8260

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

Abundance TIC: VX011529.D

1e+07
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Abundance TIC: VX011529.D
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Abundance TIC: VX011529.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081319\
Data File : VX011529.D

Aca On : 13 Aug 2019 12:34

Operator : JC/SP

Sample : K4279-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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 Cyclopentane, methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

4.40 30.65 ug/1 355008 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclohexane 84 C6H12 000110-82-7 78
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 56
5 Cyclobutane 56 C4H8 000287-23-0 50

Abundance Scan 532 (4.397 min): VX011529.D (-522) (-) m/z 56.05 100.00%
56
41 jA\
5000 69
B o504k ok 4B 450
'M“W“W“W“M“W“M“W“W“H“M“M“W’M“ﬁJH“W“W“M“W“W m/z 41.00 52.23%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 i
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
4.00 420 4.40 4.60 4.80
o8 m/z 69.10 44_08%
84
15 ik 37\‘\ SJM“ 65, 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
84
4.00 420 4.40 4.60 4.80
5000 4 m/z 55.10 26 .58%
69
27
15 37 51 65 77
RAALALAR) LAk LAY MAALY BRI MAALA LA RAAS! LA SAAR) LALAA KAAS) ALY S NAAA] MR AR MY WA AL B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1471: Cyclobutane, ethyl- BRI e
56 4.00 420 4.40 4.60 4.80
a1 m/z 39.00 24 _67%
5000
27
69
1 15 1 sl s e 84
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 | | 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081319\
Data File : VX011529.D

Aca On : 13 Aug 2019 12:34

Operator : JC/SP

Sample : K4279-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.66 78.82 ug/1 1334680 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 90
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Mesitylene 120 C9H12 000108-67-8 90
Abundance Scan 1723 (11.658 min): VX011529.D (-1714) (-) m/z 105.05 100.00%
105
5000
120
77 91
39 51 65 11.40 11.60 11.80 12.00
g oot 84 L 98 L 113 L 130 1 Tn777120.10  30.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.40 11.60 11.80 12.00
o1 m/z 91.10 12.83%
15 27 W Sleges T

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance
105
N G N
11.40 11.60 11.80 12.00
5000 m/z 76.95 12.57%
o 77 o1 120
15 27 39 51 58
T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9414: Benzene, 1,2,3-trimethyl-
105 11.40 11.60 11.80 12.00
m/z 79.10 9.45%
5000 120
39
27 ‘ 51 o 1 @
..,”..,..A,...:ﬂ...HN”.,NJ.?R..M,?A.\M.??.Hl.}%%ub..”,...w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081319\
Data File : VX011529.D

Aca On : 13 Aug 2019 12:34

Operator : JC/SP

Sample : K4279-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.14 99.68 ug/1 1687870 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 1802 (12.140 min): VX011529.D(—17d€;7) ) m/z 105.05 100.00%
105
5000 120
7 91
39 51 65 11.80 12.00 12.20 12.40
Ot oo e il 84 L 98 L HISLL 127 gz 120.05  42.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-

105
120 A

5000 LA LI L L L L LB L |
11.80 12.00 12.20 12.40
27 m/z 77.00 11.94%
39 91
S SN A - B NSO VSO - N S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 11.80 12.00 12.20 12.40
5000 m/z 90.95 10.43%
15 27 39 5lsges g, 9 o
L L o o e R o o AN N B RS RS RRRER R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9420: Benzene, 1,2,4-trimethyl-
105 11.80 12.00 12.20 12.40

m/z 119.05 9.91%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081319\
Data File : VX011529.D

Aca On : 13 Aug 2019 12:34

Operator : JC/SP

Sample : K4279-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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, cyclopropyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.30 112.75 ug/Il 1909110 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclopropvl- 118 C9H10 000873-49-4 70
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 70
3 Indane 118 C9H10 000496-11-7 70
4 Deltacvclene 118 C9H10 007785-10-6 52
5 Benzene, l-propenyl- 118 C9H10 000637-50-3 50
Abundance Scan 1828 (12.298 min): VX011529.D (-1822) (-) m/z 117.05 100.00%
117
5000
63 T 1 12.00 12.20 12.40 '1'2'63A' '
39 51 77 . . . .
o..,....,....,....',....i'...:,:'.'..,...':,....',|....,.'.|..,..!.,.1.??,.!..,.1.4:‘3.,.. m/z 118.10 54.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8966: Benzene, cyclopropyl-
117
5000 91 UV AR S
12.00 12.20 12.40 12.60
39 51 63 . m/z 115.00 33.91%
103
”,}?w.fi.”J“.”w.J,N”,uﬂh”.ha”qﬂ”.“nnp.”“.”,””,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
12.00 12.20 12.40 12.60
5000 o1 m/z 119.10 21.68%
39 51 65 78 103
AN RRARS AR RARRS RARES RARAR RARRS RAARN MRS ALY LARAN LRSS LAY LARRE AL LAl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8951: Indane
117 12.00 12.20 12.40 12.60
m/z 91.00 19.32%
5000

91
39 63
S SN i SN N M |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60

82X080119W.M Wed Aug 14 12:41:29 2019 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081319\
Data File : VX011529.D

Aca On : 13 Aug 2019 12:34

Operator : JC/SP

Sample : K4279-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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, 1l-methyl-4-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.52 40.43 ug/1 684629 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 94
2 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 91
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 91
4 Benzene. l1-methvl-3-propvl- 134 C10H14 001074-43-7 87
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 80
Abundance Scan 1864 (12.518 min): VX011529.D (-1859) (-) m/z 105.10 100.00%
105
5000
134
77 91 12.20 12.40 12.60 12.80
39 51 65 115
Obrprrrrprrrrrretprrrer et e e e o m/z 134.05 23.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
12.20 12.40 12.60 12.80
134 m/z 76.95 10.21%
77 91
15 27 39 51 6 . 4 ) 115 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
12.20 12.40 12.60 12.80
5000 m/z 106.10 9.21%
134
15 27 39 51 65 (7 91 119

WWWWWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14848: Benzene, (1-methylpropyl)-
105

12.20 12.40 12.60 12.80
m/z 91.10 7.93%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081319\
Data File : VX011529.D

Aca On : 13 Aug 2019 12:34

Operator : JC/SP

Sample : K4279-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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, 2-ethyl-1,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.66 47.20 ug/1 799201 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
3 Benzene. 1-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 1887 (12.658 min): VX011529.D (-1882) (-) m/z 119.10 100.00%
119
5000
134
91
39 51 65 17 105 144 12.40 12.60 12.80 13.00
Ol et e e .| mM/z 134.05  28.45%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
12.40 12.60 12.80 13.00
27 105 134 m/z 91.00 17.50%
51 65
||15|27|3?|||||||||||
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 120.05 10.07%

134

91

> 15 271 3 51 65 77 105

Tvmmmmmmmm
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #14891: Benzene, 1-ethyl-2,4-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 105.05 9.87%
5000
134
27 %9 51 g5 77 9 105 ‘
| | Ly 1l L, Ll Ll .
T e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081319\
Data File : VX011529.D

Aca On : 13 Aug 2019 12:34

Operator : JC/SP

Sample : K4279-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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 5
R.T. EstConc Area Relative to ISTD R.T.
12.76 58.49 ug/1 990417 1,4-Dichlorobenzene-d4 12.08
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 87
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 81
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 81
5 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 76
Abundance Scan 1904 (12.761 min): VX011529.D (-1897) (-) m/z 117.05 100.00%
147
5000
91 132
39 51 65 7 105 | 148 12.40 12.60 12.80 13.00
e e e b el et Tm/z 119.05  81.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14031: Indan, 1-methyl-
117
5000
132 12.40 12.60 12.80 13.00
o1 m/z 115.05 38.52%
27 % &1 & 7 | a3 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
ur .,
12.40 12.60 12.80 13.00
5000 o m/z 132.10 27 .94%
15 27 39 51 6 77 105
mmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 12.40 12.60 12.80 13.00
m/z 91.00 26.37%
5000 132
91
15 27 % 86 T | 3 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081319\
Data File : VX011529.D

Aca On : 13 Aug 2019 12:34

Operator : JC/SP

Sample : K4279-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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 9
R.T. EstConc Area Relative to ISTD R.T.
12.97 31.89 ug/1 540071 1,4-Dichlorobenzene-d4 12.08
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 96
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
Abundance Scan 1938 (12.969 min): VX011529.D (-1932) (-) m/z 119.05 100.00%
119
5000 134
39 ng 12.60 12.80 13.00 13.20
51 65 105 . . . .
0 ...,....',-..'.~.,-.'...'~-,..|..,-:-..':'I...".,.1‘.‘5?.,....,....,2.0.7.. m/z 134.05 46_19%
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 91.00 17.80%
15 2\7 3\9 5\1 65 7\7 ‘ 105 wll |
| r 0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.60 12.80 13.00 13.20
5000 134 m/z 120.10 10.81%
91
15 27 39 51 65 77 | 103
T T T T T T T T T T T T
m/z--> 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
m/z 133.10 8.94%
134
5000

s 7 s
Ly | Ll

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081319\
Data File : VX011529.D

Aca On : 13 Aug 2019 12:34

Operator : JC/SP

Sample : K4279-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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, 1l-methyl-3-(1-meth... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.34 111.29 ug/Il 1884550 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-3-(1l-methvleth... 134 Cl10H14 000535-77-3 70
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 70
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 70
4 o-Cvmene 134 C10H14 000527-84-4 70
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 62
Abundance Scan 1999 (13.341 min): VX011529.D (-1995) (-) m/z 119.10 100.00%
119
5000 134
. 91
39 51 65 103 13.00 13.20 13.40 13.60
0 ..,....,....,....',....,'....,.-.'..,...'.,....,....,.'.-..,..|!!I...:~ lad 158 m/z 117.10 44_69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119

5000
13.00 13.20 13.40 13.60

134 m/z 134.10 42.42%

91

4 51 65 77

15 27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
119 A f\/\
13.00 13.20 13.40 13.60
5000 134 m/z 91.00 20.56%
91
15 27 39 51 65 77 103

wmmmmmwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-

13.00 13.20 13.40 13.60
m/z 115.05 18.60%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081319\
Data File : VX011529.D

Aca On : 13 Aug 2019 12:34

Operator : JC/SP

Sample : K4279-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.47 53.09 ug/1 898965 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 95
2 Indan. epoxide 132 C9H80 000768-22-9 58
3 2H-Inden-2-one. 1.3-dihvdro- 132 C9H80 000615-13-4 50
4 2-Methvlbenzvl cvanide 131 C9HON 022364-68-7 46
5 N-Ethylbenzimidoyl bromide 211 C9H10BrN 041182-87-0 40
Abundance Scan 2020 (13.469 min): VX011529.D (-2016) (-) m/z 104.00 100.00%
104
5000 91 132
51 63 1o 13.20 13.40 13.60 13.80
39 . . . .
.,....,....',....;:...,:".'..,.:~..,....-,:...,.-||..,..|.'|.,1.2]?'!'i|.-...1,‘.‘.2..,..1.“??....,. m/z 132.05 45_14%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104
5000 91 132
13.20 13.40 13.60 13.80
m/z 91.00 44 .11%
39 51 65 718 117
w'%z“'h“'J“'wﬂml“ﬂl““\““*H“vjﬂv'wm““v'“v“'v“'v
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
104
13.20 13.40 13.60 13.80
5000 m/z 115.00 17.81%
51 78 132
27 63 89 116
mﬂmﬁmﬁwﬁmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14543: 2H-Inden-2-one, 1,3-dihydro-
104 13.20 13.40 13.60 13.80
m/z 117.00 14.71%
5000 132
78
51
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081319\
Data File : VX011529.D

Acq On : 13 Aug 2019 12:34

Operator : JC/SP

Sample : K4279-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W_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]
Cyclopentane, met... 4.40 30.6 ug/l 355008 1 5.66 579154 50.0
Benzene, l-ethyl-_... 11.66 78.8 ug/1 1334680 4 12.08 846649 50.0
Benzene, 1,2,3-tr... 12.14 99.7 ug/1 1687870 4 12.08 846649 50.0
Benzene, cyclopro... 12.30 112.8 ug/1 1909110 4 12.08 846649 50.0
Benzene, l-methyl... 12.52 40.4 ug/1 684629 4 12.08 846649 50.0
Benzene, 2-ethyl-... 12.66 47.2 ug/1 799201 4 12.08 846649 50.0
Indan, 1-methyl- 12.76 58.5 ug/I1 990417 4 12.08 846649 50.0
Benzene, 1,2,3,4-_... 12.97 31.9 ug/Il 540071 4 12.08 846649 50.0
Benzene, 1l-methyl... 13.34 111.3 ug/l 1884550 4 12.08 846649 50.0
Naphthalene, 1,2,... 13.47 53.1 ug/I 898965 4 12.08 846649 50.0
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