LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011819\

Data File : VX007140.D

Aca On - 18 Jan 2019 17:35

Operator : JC/SP

sample - K1195-02 -
Misc - 5_0mL/MSVOA X/WATER SRR B
ALS Vial : 18 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\82X010819W.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 5.501 700 713 725 rBV2 301241 867805 7.81% 2.444%
2 5.665 728 740 755 rVB 513435 1431715 12.88% 4.033%
3 6.068 796 806 815 rBV 310219 809040 7.28% 2.279%
4 6.860 927 936 947 rBV 777662 1781419 16.03% 5.018%
5 8.713 1225 1240 1249 rBV 1590490 2547241 22.92% 7.175%
6 10.140 1464 1474 1486 rBV2 6657663 11115439 100.00% 31.308%
7 10.652 1543 1558 1564 rBV5 86971 296457 2.67% 0.835%
8 10.835 1585 1588 1592 rVB 91924 115785 1.04% 0.326%
9 10.914 1592 1601 1609 rBV6 77627 190537 1.71% 0.537%
10 11.018 1613 1618 1621 rBvV 122515 160795 1.45% 0.453%

11 11.067 1621 1626 1632 rVB2 111063 178109 1.60% 0.502%
12 11.134 1632 1637 1642 rBV 1435429 1833890 16.50% 5.165%
13 11.183 1642 1645 1648 rVB 114605 132859 1.20% 0.374%
14 11.280 1657 1661 1665 rVvB2 105960 140265 1.26% 0.395%
15 11.670 1719 1725 1732 rBV3 153172 265502 2.39% 0.748%

16 11.768 1737 1741 1744 rBV 216755 239252 2.15% 0.674%
17 11.914 1758 1765 1768 rBV3 148209 289468 2.60% 0.815%
18 11.945 1768 1770 1775 rVB 172471 200013 1.80% 0.563%
19 12.079 1787 1792 1797 rBV 1851913 2368907 21.31% 6.672%
20 12.231 1812 1817 1823 rVB 801896 960819 8.64% 2.706%

21 12.298 1823 1828 1834 rBV 855995 1070572 9.63% 3.015%
22 12.365 1835 1839 1847 rVB3 211454 341444 3.07% 0.962%
23 12.463 1847 1855 1859 rBv4 115814 193285 1.74% 0.544%
24 12.664 1884 1888 1891 rBV2 115685 138301 1.24% 0.390%
25 12.701 1891 1894 1899 rVVv2 520229 761491 6.85% 2.145%

26 12.755 1899 1903 1910 rVV2 1547324 2499913 22.49% 7.041%
27 12.816 1910 1913 1918 rVB 149752 194991 1.75% 0.549%
28 12.871 1918 1922 1923 rBV2 197836 238118 2.14% 0.671%
29 12.896 1923 1926 1931 rVB 627406 757929 6.82% 2.135%
30 12.957 1931 1936 1937 rBV 209543 258269 2.32% 0.727%

31 12.975 1937 1939 1944 rVV2 242191 290384 2.61% 0.818%
32 13.030 1944 1948 1953 rVVv2 82180 136244 1.23% 0.384%
33 13.085 1953 1957 1963 rVB3 225028 323855 2.91% 0.912%
34 13.188 1971 1974 1977 rBV 159130 189423 1.70% 0.534%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011819\

Data File : VX007140.D

Aca On - 18 Jan 2019 17:35

Operator : JC/SP

sample - K1195-02 -
Misc - 5_0mL/MSVOA X/WATER SRR B
ALS Vial : 18 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\82X010819W_.M
SW846 8260

35 13.225 1977 1980 1982 rVV 107953 134069 1.21% 0.378%

36 13.249 1982 1984 1989 rVB 133691 149515 1.35% 0.421%
37 13.347 1996 2000 2005 rvVv 451172 564169 5.08% 1.589%
38 13.402 2005 2009 2014 rvB2 121308 151883 1.37% 0.428%
39 13.481 2014 2022 2026 rBV3 125855 240406 2.16% 0.677%
40 13.694 2051 2057 2059 rvv2 96504 179118 1.61% 0.505%

41 13.719 2059 2061 2070 rVB3 109891 163035 1.47% 0.459%
42 14.956 2258 2264 2273 rBVY 130951 253915 2.28% 0.715%
43 15.395 2330 2336 2354 rBVY 158094 347338 3.12% 0.978%

Sum of corrected areas: 35502984
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011819\

Data File : VX007140.D

Aca On - 18 Jan 2019 17:35

Operator : JC/SP

sample - K1195-02 -
Misc - 5_0mL/MSVOA X/WATER SRR B
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX007140.D
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Abundance TIC: VX007140.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011819\

Data File : VX007140.D

Aca On - 18 Jan 2019 17:35

Operator : JC/SP

sample - K1195-02 -
Misc - 5_0mL/MSVOA X/WATER SRR B
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 1H-Indene, octahydro-, cis- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.67 5.60 ug/Il 265502 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-. cis- 124 C9H16 004551-51-3 81
2 Cvclohexene.l-hexvl- 166 Cl1l2H22 003964-66-7 64
3 6-Methvl-bicvclol4.2_0loctan-7-ol 140 C9H160 1000193-87-3 52
4 Cvclohexene.3-propvl- 124 C9H16 003983-06-0 49
5 3.alpha.-Methyl-cis-hexahydropht... 154 C9H1402 058648-38-7 47
Abundance Scan 1725 (11.670 min): VX007140.D (-1719) (-) m/z 81.10 100.00%
g1
67 96
5000

11.40 11.60 11.80 12.00

0 m/z 67.05 66.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10676: 1H-Indene, octahydro-, cis-
67 81
96
5000 41 LN L L L L L L L
11.40 11.60 11.80 12.00
27 124 m/z 96.05 59.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
T T T T
67 96 11.40 11.60 11.80 12.00
5000 a1 m/z 82.05 58.71%
27 166
0 110124138
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18755: 6-Methyl-bicyclo[4.2.0]octan-7-ol I BALmEaE s
81 11.40 11.60 11.80 12.00
96 m/z 105.00 45 _47%
5000
41 67
o 27 111125139
A IIIIIIIIIIIIIIIIIIII
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\HPCHEMI\MSVOA X\DATA\VX011819\

Data File : VX007140.D

Aca On - 18 Jan 2019 17:35

Operator : JC/SP

sample - K1195-02 -
Misc - 5_0mL/MSVOA X/WATER SRR B
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 p-Cymene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.23 20.28 ug/1 960819 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 97
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91
Abundance Scan 1817 (12.231 min): VX007140.D (-1812) (-) m/z 119.10 100.00%
119
5000
g1 134
39 57 77 | 105 12.00 12.20 12.40 12.60
o.“,””,”.wm.h.lw.nﬂ.”u“E?QHFQ?” 211 23825 281 m/z 134.05 29.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14809: p-Cymene
119
5000
12.00 12.20 12.40 12.60
91 134 m/z 91.00 23.57%
o as s 77 a5
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 240 260 280
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 117.10 14.78%

134
91

15 4157 77 105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)- e aaEEE eSS S
119 12.00 12.20 12.40 12.60
m/z 120.10 9.86%
5000
91
134
s ¥ P s |
e
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\HPCHEMI\MSVOA X\DATA\VX011819\

Data File : VX007140.D

Aca On - 18 Jan 2019 17:35

Operator : JC/SP

sample - K1195-02 -
Misc - 5_0mL/MSVOA X/WATER SRR B
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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, 1,4-diethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.30 22 .60 ug/1 1070570 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 55
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 55
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 55
4 Deltacvclene 118 C9H10 007785-10-6 46
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]---- 118 C9H10 1000191-13-7 46

Abundance Scan 1828 (12.298 min): VX007140.D (-1823) (-) m/z 117.00 100.00%

117

5000

12.00 12.20 12.40 12.60

153169 187 208 226241

0 m/z 119.10 88.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14841: Benzene, 1,4-diethyl-
119
5000 134
91 12.00 12.20 12.40 12.60
‘ m/z 105.00 85.61%
o..w%ﬁ.mnﬁﬁunwn.ww..”.u.”..”.“”.“.”“.”,””,“.w”.w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.00 12.20 12.40 12.60
5000 134 m/z 118.10 52.77%
91
7
s % s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14839: Benzene, 1,3-diethyl-
119 12.00 12.20 12.40 12.60
m/z 134.10 40.24%
5000 134
o 77 91
L T N —
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\HPCHEMI\MSVOA X\DATA\VX011819\
Data File : VX007140.D

Aca On - 18 Jan 2019 17:35

Operator : JC/SP

sample - K1195-02 -
Misc - 5_0mL/MSVOA X/WATER SRR B
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 (E)-1-Phenyl-1-butene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.70 16.07 ug/Il 761491 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-1-Phenvl-1-butene 132 C10H12 001005-64-7 95
2 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 94
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 91
4 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 91
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 91

Abundance Scan 1894 (12.701 min): VX007140.D (-1891) (-) m/z 117.00 100.00%

5000

12.40 12.60 12.80 13.00
m/z 132.05  46.53%

o 148 175 207 229

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14051: (E)-1-Phenyl-1-butene
7

o
LI L L L L L |

12.40 12.60 12.80 13.00
m/z 115.00  35.42%

5000

04
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 m/z 91.00 18.56%
132
91
39 63/
15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
7

12.40 12.60 12.80 13.00
m/z 131.05 14.91%

5000

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\VX011819\

Data File : VX007140.D

Aca On - 18 Jan 2019 17:35

Operator : JC/SP

sample - K1195-02 -
Misc - 5_0mL/MSVOA X/WATER SRR B
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 Indan, l1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.76 52.77 ug/1 2499910 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 83
3 Benzene. (2-methvl-2-propenvl)- 132 C10H12 003290-53-7 80
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 74
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 74

Abundance Scan 1904 (12.762 min): VX007140.D (-1899) (-) m/z 117.00 100.00%

5000

12.40 12.60 12.80 13.00

148 170184 201 221 238 257 282

0 m/z 119.05 64.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14031: Indan, 1-methyl-
117
5000
132 12.40 12.60 12.80 13.00
91 m/z 115.00 36.64%
39 65
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117 132
12.40 12.60 12.80 13.00
5000 m/z 132.10 29.96%
91
39 65
15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14064: Benzene, (2-methyl-2-propenyl)-
7

12.40 12.60 12.80 13.00
m/z 91.00 22.29%

5000

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\HPCHEMI\MSVOA X\DATA\VX011819\

Data File : VX007140.D

Aca On - 18 Jan 2019 17:35

Operator : JC/SP

sample - K1195-02 -
Misc - 5_0mL/MSVOA X/WATER SRR B
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.90 16.00 ug/Il 757929 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 93
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 91
3 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 91
4 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 90
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 90
Abundance Scan 1927 (12.902 min): VX007140.D (-1923) (-) m/z 131.05 100.00%
131
5000
oL 115 | 146 12.60 12.80 13.00 13.20
64 : : : :
S Te |yl | 7 asr  aarassarr o510 15.62u
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
0
15 | 146 m/z 115.00 12.93%
27 st 77 |
O e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
12.60 12.80 13.00 13.20
5000 146 m/z 91.00 12.00%
39 65 91 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131 12.60 12.80 13.00 13.20
m/z 132.10 10.49%
5000
146
39 91 115
R /AN " 0
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\VX011819\

Data File : VX007140.D

Aca On - 18 Jan 2019 17:35

Operator : JC/SP

sample - K1195-02 -
Misc - 5_0mL/MSVOA X/WATER SRR B
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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, 1,2,4,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.97 6.13 ug/Il 290384 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 87
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 86
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 86
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 80
5 p-Isopropenylphenol 134 C9H100 004286-23-1 78
Abundance Scan 1938 (12.969 min): VX007140.D (-1937) (-) m/z 119.10 100.00%
119134
5000
39 g6 91 149 12.60 12.80 13.00 13.20
Obrrrprrrs bttt L 2104 196218 275 1 75134 10 93.03%
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
134
5000

12.60 12.80 13.00 13.20
m/z 133.10 13.17%

91
39 77
15 1l ?3 Ll ‘ 105 1l \\

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 9.91%

91
15 3953 77 77105

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 12.60 12.80 13.00 13.20
m/z 135.05 8.74%
5000 134

91
15 3\\9 Ly 6\:\3 7\7 105\\ M

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

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011819\

Data File : VX007140.D

Aca On - 18 Jan 2019 17:35

Operator : JC/SP

sample - K1195-02 -
Misc - 5_0mL/MSVOA X/WATER SRR B
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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, 1l-methyl-4-(1-meth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.08 6.84 ug/l 323855 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvl-2-... 146 Cl1H14 097664-18-1 91
2 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 91
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 83
4 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 83
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 83
Abundance Scan 1956 (13.079 min): VX007140.D (-1953) (-) m/z 119.05 100.00%
119
183
5000 9a
39 77 | 105
63 179 194207 12.80 13.00 13.20 13.40
o} m/z 131.10 98.97%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131
5000
o1 146 12.80 13.00 13.20 13.40
116 m/z 133.05 74 .36%
95 77
o 22 P Y Y TSV A | S —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
131
12.80 13.00 13.20 13.40
5000 m/z 91.00 49_.92%
146
91
39 g4 77 115
0 3§“|“'w'“'w'“|“'w'“'w'“ SRS SRS BRARY RN SR SR
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 12.80 13.00 13.20 13.40
m/z 148.05 47 .32%
146
5000
91 115
51 g4 77 ‘
o NS WSS T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011819\

Data File : VX007140.D

Aca On - 18 Jan 2019 17:35

Operator : JC/SP

sample - K1195-02 -
Misc - 5_0mL/MSVOA X/WATER SRR B
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 6
R.T. EstConc Area Relative to ISTD R.T.

13.35 11.91 ug/Il 564169 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 1-Phenvl-1-butene 132 C10H12 000824-90-8 93
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 91
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 90
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90

Abundance Scan 2001 (13.353 min): VX007140.D (-1996) (-) m/z 117.00 100.00%

117
5000

13.00 13.20 13.40 13.60
o 152166 181194208 232244 259 m/z 132.10 38.90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-

5000
13.00 13.20 13.40 13.60

m/z 115.00 30.76%

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

117
13.00 13.20 13.40 13.60
5000 132 m/z 131.10 20.05%
91
27 les T 105

O LA S e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14048: Benzene, 2-butenyl-

13.00 13.20 13.40 13.60
m/z 91.05 11.93%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011819\
Data File : VX007140.D

Aca On : 18 Jan 2019 17:35

Operator : JC/SP

Sample : K1195-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 10 unknownl15.40 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.40 7.33 ug/l 347338 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-3.4-Chromandiol 166 C9H1003 017698-40-7 43
2 (5-Amino-3H-imidazol-4-vD)aceton... 122 C5H6N4 1000191-16-3 43
3 Pvrazole. 1-vinvIl-3.5-dimethvl- 122 C7HI10N2 015967-75-6 38
4 Benzene. 1-fluoro-4-(4-methvl-4-_... 178 C12H15F 074646-35-8 38
5 2-Pyridinamine, 4,6-dimethyl- 122 C7H10N2 005407-87-4 38
Abundance Scan 2337 (15.401 min): VX007140.D (-2330) (-) m/z 122.10 100.00%
122
5000 55 81
41 S 166
137151 15.00 15.20 15.40 15.60 15.80
ol 193 230246 265 281 m/z  81.00 46220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35618: cis-3,4-Chromandiol
122
5000 166
15.00 15.20 15.40 15.60 15.80
104 m/z 55.00 44 .50%
0 18 3\9 i 6? ‘ L, 147 I
m/z--> 25 46 éo 85 160 150 150 160 180 260 220 240 2é0 2§o
Abundance
122
” o5 15.00 15.20 15.40 15.60 15.80
5000 67 m/z 93.00 43.06%
43
0 81
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9871: Pyrazole, 1-vinyl-3,5-dimethyl-
122 15.00 15.20 15.40 15.60 15.80
m/z 95.00 37 .85%
5000 80 o5
28 42
66
0‘ LWW‘PWWW‘P‘V‘V |||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX011819\
Data File : VX007140.D

Acg On - 18 Jan 2019 17:35

Operator : JC/SP

Sample - K1195-02 -
Misg - 5.0mL/MSVOA_X/WATER S
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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]
1H-Indene, octahy... 11.67 5.6 ug/Il 265502 12.08 2368910 50.0
p-Cymene 12.23 20.3 ug/I1 960819 12.08 2368910 50.0
Benzene, 1,4-diet... 12.30 22.6 ug/1 1070570 12.08 2368910 50.0
(BE)-1-Phenyl-1-bu... 12.70 16.1 ug/I 761491 12.08 2368910 50.0
Indan, 1-methyl- 12.76 52.8 ug/1 2499910 2368910 50.0

ARSI DID
=
N
o
(o0}

1H-Indene, 2,3-di... 12.90 16.0 ug/Il 757929 12.08 2368910 50.0
Benzene, 1,2,4,5-... 12.97 6.1 ug/Il 290384 12.08 2368910 50.0
Benzene, 1-methyl... 13.08 6.8 ug”/Il 323855 12.08 2368910 50.0
1H-Indene, 2,3-di... 13.35 11.9 ug/I 564169 12.08 2368910 50.0
unknown15.40 15.40 7.3 ug/l 347338 12.08 2368910 50.0
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