LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX021119\

Data File : VX007466.D

Aca On - 11 Feb 2019 14:26

Operator : JC/SP

sample - K1433-08 -
Misc - 5_.0mL/MSVOA X/WATER SO O I D0
ALS Vial : 11 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\82X020119W.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 3.202 323 336 347 rVB2 369342 1330122 2.74% 0.742%
2 5.507 701 714 721 rBV 318954 923922 1.90% 0.515%
3 5.665 732 740 745 rBV 465169 1300648 2.68% 0.725%
4 5.726 745 750 766 rVB2 398624 1205486 2.48% 0.672%
5 5.927 771 783 796 rBV5 165202 566685 1.17% 0.316%
6 6.067 796 806 812 rBV 301118 766860 1.58% 0.428%
7 6.147 812 819 828 rVB 249119 622708 1.28% 0.347%
8 6.256 828 837 843 rBV3 240429 696202 1.43% 0.388%
9 6.348 843 852 862 rvVv 974388 3045896 6.28% 1.699%
10 6.452 862 869 881 rVB2 221717 617952 1.27% 0.345%

11 6.860 926 936 945 rBV 782178 1958447 4._.04% 1.092%
12 7.451 1022 1033 1045 rVB3 473623 1418120 2.92% 0.791%
13 8.055 1122 1132 1144 rVB 830744 1766020 3.64% 0.985%
14 8.177 1144 1152 1161 rBV2 890311 2092694 4_.31% 1.167%
15 8.671 1225 1233 1236 rBV3 405676 846220 1.74% 0.472%

16 8.713 1236 1240 1248 rVB 1646872 2622575 5.40% 1.462%
17 9.164 1305 1314 1319 rBV2 297899 530364 1.09% 0.296%
18 9.219 1319 1323 1328 rBvV 572882 844657 1.74% 0.471%
19 9.518 1363 1372 1376 rBV 596507 1009952 2.08% 0.563%
20 10.109 1465 1469 1474 rVB 1569600 2127103 4._.38% 1.186%

21 11.018 1612 1618 1624 rBV 12600178 15620753 32.19% 8.711%
22 11.134 1633 1637 1642 rVB 1372805 1780025 3.67% 0.993%
23 11.359 1669 1674 1684 rVB 11815830 14198292 29.26% 7.918%
24 11.664 1719 1724 1733 rVB 909521 1201702 2.48% 0.670%
25 11.920 1761 1766 1768 rBV 742913 1015819 2.09% 0.566%

26 11.944 1768 1770 1777 rVB 1073139 1162835 2.40% 0.648%
27 12.079 1787 1792 1797 rBV 1844457 2388112 4.92% 1.332%
28 12.231 1813 1817 1822 rVB 778304 930439 1.92% 0.519%
29 12.304 1823 1829 1834 rVV 39137160 48523602 100.00% 27.059%
30 12.365 1835 1839 1847 rVV2 1126568 1633357 3.37% 0.911%

31 12.463 1850 1855 1860 rBV2 1135889 1469898 3.03% 0.820%
32 12.670 1882 1889 1891 rBV 2633659 3168550 6.53% 1.767%
33 12.700 1891 1894 1898 rVV 2542084 2990851 6.16% 1.668%
34 12.755 1898 1903 1910 rVB2 8777991 11449540 23.60% 6.385%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX021119\
Data File : VX007466.D

Aca On - 11 Feb 2019 14:26

Operator : JC/SP

sample - K1433-08 -
Misc - 5_.0mL/MSVOA X/WATER SO O I D0
ALS Vial : 11 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\82X020119W.M
Title : SW846 8260

35 12.975 1931 1939 1944 rBV 6509084 7781041 16.04% 4 _.339%

36 13.078 1952 1956 1965 rVB3 409353 645073 1.33% 0.360%
37 13.225 1976 1980 1989 rVB 5884332 6933091 14.29% 3.866%
38 13.353 1996 2001 2005 rVV 13811753 16522474 34.05% 9.214%
39 13.401 2005 2009 2015 rVB3 889426 1061398 2.19% 0.592%
40 13.481 2018 2022 2028 rVB 1169495 1460217 3.01% 0.814%

41 13.560 2030 2035 2038 rBV2 418201 579248 1.19% 0.323%
42 13.603 2038 2042 2044 rVvV 1016273 1404160 2.89% 0.783%
43 13.639 2044 2048 2052 rVV3 1367614 2052626 4.23% 1.145%
44 13.700 2052 2058 2059 rVvv3 670928 1034032 2.13% 0.577%
45 13.719 2059 2061 2067 rVB2 1246871 1468446 3.03% 0.819%

46 13.981 2098 2104 2108 rBV2 410927 538998 1.11% 0.301%
47 14.133 2124 2129 2135 rBVY 932914 1100023 2.27% 0.613%
48 14.273 2148 2152 2157 rBVY 556603 854445 1.76% 0.476%
49 14.377 2165 2169 2174 rBVY 536643 724897 1.49% 0.404%
50 14.432 2174 2178 2182 rVB 418492 533057 1.10% 0.297%

51 14.840 2239 2245 2254 rBV2 585346 804073 1.66% 0.448%

Sum of corrected areas: 179323707
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021119\
VX007466.D

11 Feb 2019 14:26

JC/SP

K1433-08

5.0mL/MSVOA X/WATER

11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W.M

Quant Title

TIC Library

: SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

KY001MW019-190207

Abundance

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

(o]

TIC: VX007466.D

3.20

5.515.6773 5.9%.6716.58:

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
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5000000

6.45
0

TIC: VX007466.D

6.86 7.45 8.08.18 a7 0982 952

10.11
i\

11.02 1136

11.13

Time-->

T
6.50

T (I T T ™1 [
7.00 7.50 8.00 8.50 9.00 9.50

1=
10.00

T L
10.50 11.00

Abundance

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

0

122
.0 BI46 ,A
o0 b2 p e 1] Jhaoe)| ARG 1oomisomsey 1t

TIC: VX007466.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021119\
Data File : VX007466.D

Aca On : 11 Feb 2019 14:26

Operator : JC/SP

Sample - K1433-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .M

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 10

Peak Number 1 Pentane, 2,3-dimethyl-

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

5.73 46.34 ug/1 1205490 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 72
3 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 64
4 Hexvl octvl ether 214 C14H300 017071-54-4 59
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 45

Abundance Scan 751 (5.732 min): VX007466.D (-745) (-) m/z 56.10 100.00%
96
43
5000 71
5 540 5.60 5.80 6.00
o 100 121 137 155171 n/z 43.10 74 40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #3985: Pentane, 2,3-dimethyl-
43 56
5000
29 1 5.40 560 5.80 6.00
m/z 57.10 70.94%
‘ ‘ 85 100
O.H,H.A:”M.J”,L.w.”.“.” e A RAREE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
540 5.60 5.80 6.00
5000 m/z 41.00 56.04%
41 71
0 85 107 127140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #86144: Ethanol, 2-(dodecyloxy)-
43 56 79 540 5.60 5.80 6.00
m/z 71.10 45_.14%
5000
29 83 o7 112
ol 15 Lk L 125140 168 183 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX021119\

Data File : VX007466.D

Aca On - 11 Feb 2019 14:26

Operator : JC/SP

sample - K1433-08 -
Misc - 5_0mL/MSVOA X/WATER SO O I D0
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 6

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

6.35 77.76 ug/l 3045900 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
2 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 64
3 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 59
4 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 59
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 50

Abundance Scan 852 (6.348 min): VX007466.D (-843) (-) m/z 57.10 100.00%
57
5000
41
70 g3 99 6.00 6.20 6.40 6.60
ob bk 83 112127141 158 189 213 233250 | /556 10 39.23%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7672: Butane, 2,2,3,3-tetramethyl-
57
5000 /{Fﬁ" IBESAEBUARERE SRR
41 6.00 6.20 6.40 6.60
m/z 41.00 31.17%
0 142\ Ll Il 83 %
m/z--> 0 20 40 éo 80 100 120 140 160 180 200 220 240
Abundance
57
6.00 6.20 6.40 6.60
5000 m/z 43.10 14 _.52%
41
27
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19226: Hexane, 2,2,5,5-tetramethyl-
57 6.00 6.20 6.40 6.60
m/z 39.00 10.61%
5000
41 71
0 L 85 107 127140
m/z--> 0 20 40 60 8|0 100 150 140 160 180 200 220 240 | 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021119\
Data File : VX007466.D

Aca On : 11 Feb 2019 14:26

Operator : JC/SP

Sample - K1433-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Pentane, 2,3,3-trimethyl- Concentration Rank 9

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

8.18 53.43 ug/1 2092690 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 64
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59
4 Octane. 4-methvl- 128 C9H20 002216-34-4 56
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 50

Abundance Scan 1153 (8.183 min): VX007466.D (-1144) (-) m/z 43.10 100.00%
43
71
5000
95 7.80 8.00 820 8.40 8.60
0 .,....,....|, ..'|:,.'.':.,!-..'.',.1.19,?.2?.,.1:‘3.1. 168 194 234 26 288 m/z 71.10  67.42%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
7.80 8.00 820 8.40 8.60
m/z 70.10 53.53%
L2l | e
m/z--> 6 25 45 éo 86 160 120 140 160 180 200 220 240 260 280
Abundance
43
7.80 8.00 820 8.40 8.60
5000 m/z 57.05 48.97%
71
27
o 86 113128
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7644: Hexane, 3,3-dimethyl-
43 7.80 8.00 820 8.40 8.60
m/z 85.10 42 .55%
5000 71
0 '|“"|'“'|"'w""|“'??'}%ﬁ"'w"" LSRR GRS SARAS SR SRS SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.80 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX021119\
Data File : VX007466.D

Aca On - 11 Feb 2019 14:26

Operator : JC/SP

sample - K1433-08 -
Misc - 5_0mL/MSVOA X/WATER SO O I D0
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.30 1015.94 ug/Il 48523600 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 93
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 70
4 Benzene. 1-propenvl- 118 C9H10 000637-50-3 70
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
Abundance Scan 1828 (12.298 min): VX007466.D (-1823) (-) m/z 117.05 100.00%
117
5000 A
AV A
134 12.00 12.20 12.40 12.60
0 2107167179 199 213 1 'm/z 118.05  73.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8950: Indane
117
5000 LR BN BRI BRI SR
12.00 12.20 12.40 12.60
39 91 m/z 115.05 46 .23%
27 51 63 103 ‘
o”?i.MHMHWJm.MH.ﬂ.“.Ju.”.“....”. S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 91.00 25.68%
91
) - 39 51 65 77 103
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8961: Benzene, 2-propenyl-
117 12.00 12.20 12.40 12.60
m/z 119.05 20.08%
5000 o1
39 51 65 28 103
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60

82X020119W.M Tue Feb 12 14:13:12 2019 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX021119\

Data File : VX007466.D

Aca On - 11 Feb 2019 14:26

Operator : JC/SP

sample - K1433-08 -
Misc - 5_0mL/MSVOA X/WATER SO O I D0
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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-ethyl-2,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.67 66.34 ug/1 3168550 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95

Abundance Scan 1889 (12.670 min): VX007466.D (-1882) (-) m/z 119.10 100.00%
119
5000
134
91
39 g3 77 | 105 12.40 12.60 12.80 13.00

bbb 016, 179 2O 284 m/z 134.10  31.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-

5000
12.40 12.60 12.80 13.00

m/z 91.00 15.38%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

119
12.40 12.60 12.80 13.00
5000 m/z 120.10 9.85%
91 134
77 105

27 Slegs
ol 14

mﬁﬂmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-

12.40 12.60 12.80 13.00
m/z 105.10 9.08%

5000

12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX021119\

Data File : VX007466.D

Aca On - 11 Feb 2019 14:26

Operator : JC/SP

sample - K1433-08 -
Misc - 5_0mL/MSVOA X/WATER SO O I D0
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 (E)-1-Phenyl-1-butene Concentration Rank 8

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

12.70 62.62 ug/1 2990850 1,4-Dichlorobenzene-d4 12.08

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BEY-1-Phenvl-1-butene 132 C10H12 001005-64-7 93
2 Benzene. 2-butenvl- 132 C10H12 001560-06-1 91
3 Benzene. (2-methyl-1-propenvl)- 132 C10H12 000768-49-0 91
4 Indan. 1-methvl- 132 C10H12 000767-58-8 90
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90

Abundance Scan 1894 (12.700 min): VX007466.D (-1891) (-) m/z 117.00 100.00%
117
5000 132
e e
12.40 12.60 12.80 13.00
ol 148 168 196 216 236 m/z 132.10 48 . 48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14051: (E)-1-Phenyl-1-butene
117
5000 LA L L L L L L L LB L |
91 132 12.40 12.60 12.80 13.00
m/z 115.00 34.31%
o.npdnpﬂ.“”ﬁ.”wm.“AL“.”“”..”.”..””..”.”w.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
117
132 12.40 12.60 12.80 13.00
5000 o1 m/z 131.05 16.07%
39 65
0 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
1]7132 12.40 12.60 12.80 13.00
m/z 91.00 15.77%
5000
91
39 65
o S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX021119\

Data File : VX007466.D

Aca On - 11 Feb 2019 14:26

Operator : JC/SP

sample - K1433-08 -
Misc - 5_0mL/MSVOA X/WATER SO O I D0
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 Benzene, l-ethenyl-3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.76 239.72 ug/Il 11449500 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 90
2 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 87
3 Indan. l-methvl- 132 C10H12 000767-58-8 87
4 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 86
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
Abundance Scan 1904 (12.761 min): VX007466.D (-1898) (-) m/z 117.05 100.00%

5000

g

12.40 12.60 12.80 13.00
m/z 115.00 33.87%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-

:

5000
12.40 12.60 12.80 13.00

m/z 132.05 29.76%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
117
12.40 12.60 12.80 13.00
5000 132 m/z 119.10 20.55%
91
o 29 51 i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14031: Indan, 1-methyl-
117 12.40 12.60 12.80 13.00

m/z 90.95 15.81%

5000
132

39 65 ol

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX021119\

Data File : VX007466.D

Aca On - 11 Feb 2019 14:26

Operator : JC/SP

sample - K1433-08 -
Misc - 5_0mL/MSVOA X/WATER SO O I D0
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 4
R.T. EstConc Area Relative to ISTD R.T.
12.97 162.91 ug/Il 7781040 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. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 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 1938 (12.969 min): VX007466.D (-1931) (-) m/z 119.10 100.00%
119
5000 134
39 W% 12.60 12.80 13.00 13.20
Obrrr et bt L 4 148165 198209227 271 292 | Tysz 134.10  45.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20
o1 m/z 91.00 16.75%
15 39 4 77
0'”IA”W“MW%'M'”WV”M'JL'”"”'P”'P'”P'”I””I”'W”'W
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
5000 m/z 120.05 10.62%
39 91
. sg 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 133.10 9.06%
134
5000
91
39 77
0'}ﬁ'“'m'ﬁz““W“LWH”J“jL'“"“'v“'w'“v'“l““l”'WH'w
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\HPCHEMI\MSVOA X\DATA\VX021119\
Data File : VX007466.D

Aca On - 11 Feb 2019 14:26

Operator : JC/SP

sample - K1433-08 -
Misc - 5_0mL/MSVOA X/WATER SO O I D0
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.22 145.16 ug/Il 6933090 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 90
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
Abundance Scan 1979 (13.219 min): VX007466.D (-1976) (-) m/z 117.00 100.00%
117
5000 132
91 TTR'00 1390 13140 13 60
51 64 77 13.00 13.20 13.40 13.60
ol 3 104 152 177 207 228 244 m/z 132.10 38 09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132 A‘----u----u----u-Q--u--
13.00 13.20 13.40 13.60
m/z 115.00 27 .16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
117
132 13.00 13.20 13.40 13.60
5000 m/z 131.10 16.67%
91
51 65
ol 14 27 78 | 104
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14033: 3-Phenylbut-1-ene
117 13.00 13.20 13.40 13.60
m/z 91.00 12 .24%
5000
91 132
0"w?“'w'“?i'w'“'a?“l“'w'“'w'“ ISRASS SRASY SRRRY SRR
m/z--> 20 40 80 100 120 140 160 180 200 220 240 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\VX021119\

Data File : VX007466.D

Acq On : 11 Feb 2019 14:26

Operator : JC/SP

Sample - K1433-08 :
Misc - 5.0mL/MSVOA_X/WATER RIS TP
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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]
Pentane, 2,3-dime... 5.73 46.3 ug/l 1205490 1 5.67 1300650 50.0
Butane, 2,2,3,3-t... 6.35 77.8 ug/1l 3045900 2 6.86 1958450 50.0
Pentane, 2,3,3-tr... 8.18 53.4 ug/1 2092690 2 6.86 1958450 50.0
Indane 12.30 1015.9 ug/l 48523600 4 12.08 2388110 50.0
Benzene, l-ethyl-._... 12.67 66.3 ug/l 3168550 4 12.08 2388110 50.0
(BE)-1-Phenyl-1-bu... 12.70 62.6 ug/l 2990850 4 12.08 2388110 50.0
Benzene, l-etheny... 12.76 239.7 ug/l 11449500 4 12.08 2388110 50.0
Benzene, 1,2,3,4-_... 12.97 162.9 ug/l 7781040 4 12.08 2388110 50.0
1H-Indene, 2,3-di... 13.22 145.2 ug/l 6933090 4 12.08 2388110 50.0
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