LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
Data File : VX005996.D

Acq On : 15 Nov 2018 01:54

Operator : JC/MD

Sample - J5939-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 33 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82X110718W_M

Title : SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.605 65 74 77 rBv4 3305 6709 1.30% 0.095%
2 2.446 206 212 217 rBvV 3386 5826 1.13% 0.082%
3 5.501 702 713 728 rBY 73413 202243 39.19% 2.858%
4 5.665 728 740 754 rBvV 126666 345505 66.95% 4.882%
5 6.068 795 806 820 rBv2 74683 200209 38.79% 2.829%

6.860 926 936 955 rBV 172259 420360 81.45% 5.940%
8.713 1233 1240 1249 rBV 329126 516071 100.00% 7.292%
1464 1470 1478 rBV 331132 451027 87.40% 6.373%

QOO ~NO®
=
o
=
=
()]

10.640 1550 1556 1563 rBV4 3216 6907 1.34% 0.098%
1 10.835 1578 1588 1592 rBV4 5800 9630 1.87% 0.136%
11 10.914 1597 1601 1605 rBV3 4881 7748 1.50% 0.109%
12 11.018 1613 1618 1622 rBV 10150 12748 2.47% 0.180%
13 11.140 1632 1638 1643 rBV 279184 357275 69.23% 5.048%
14 11.280 1653 1661 1668 rVB4 6019 10377 2.01% 0.147%
15 11.359 1670 1674 1677 rBV 4491 5415 1.05% 0.077%
16 11.670 1720 1725 1732 rVB4 5436 9733 1.89% 0.138%
17 11.804 1744 1747 1757 rVB3 4672 9743 1.89% 0.138%
18 11.920 1757 1766 1767 rBV2 9227 13780 2.67% 0.195%
19 11.945 1767 1770 1775 rVB 34483 43748 8.48% 0.618%
20 11.999 1775 1779 1782 rBV3 4462 5661 1.10% 0.080%
21 12.079 1787 1792 1800 rBV 376872 466281 90.35% 6.588%
22 12.231 1813 1817 1824 rVB 10076 14798 2.87% 0.209%
23 12.304 1824 1829 1835 rBV 24952 32847 6.36% 0.464%
24 12.371 1835 1840 1842 rBV3 13276 22059 4.27% 0.312%
25 12.463 1847 1855 1862 rBV 26244 39127 7.58% 0.553%
26 12.524 1862 1865 1870 rVB4 4626 7306 1.42% 0.103%
27 12.609 1870 1879 1881 rBV6 3551 8249 1.60% 0.117%
28 12.670 1881 1889 1892 rVV 62225 88719 17.19%% 1.254%
29 12.700 1892 1894 1898 rVvVv 21849 26258 5.09% 0.371%
30 12.755 1898 1903 1911 rVV5 76864 151421 29.34% 2.140%
31 12.816 1911 1913 1918 rVV3 9163 12881 2.50% 0.182%
32 12.896 1919 1926 1930 rVV 27462 46077 8.93% 0.651%
33 12.975 1930 1939 1944 rVVv2 72182 117102 22.69% 1.655%
34 13.042 1944 1950 1953 rVvv4 7573 14080 2.73% 0.199%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
Data File : VX005996.D

Acq On : 15 Nov 2018 01:54

Operator : JC/MD

Sample - J5939-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 33 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82X110718W.M
Title : SW846 8260
35 13.085 1953 1957 1963 rVB3 23539 37736 7.31% 0.533%
36 13.152 1963 1968 1971 rBV 25179 32928 6.38% 0.465%
37 13.194 1971 1975 1979 rVVv2 51422 66620 12.91% 0.941%
38 13.255 1981 1985 1989 rVB 12435 17288 3.35% 0.244%
39 13.347 1995 2000 2006 rVB2 252540 369401 71.58% 5.219%
40 13.426 2006 2013 2016 rBV2 19889 38158 7.39% 0.539%
41 13.481 2018 2022 2030 rVB 92379 121751 23.59% 1.720%
42 13.566 2032 2036 2038 rBV2 15017 20738 4.02% 0.293%
43 13.597 2038 2041 2044 rVvVv 23315 30055 5.82% 0.425%
44 13.639 2044 2048 2052 rVv2 76951 107817 20.89% 1.523%
45 13.700 2052 2058 2059 rVv2 51382 89299 17.30% 1.262%
46 13.719 2059 2061 2067 rVB2 78570 113650 22.02% 1.606%
47 13.810 2070 2076 2079 rBV 29872 42413 8.22% 0.599%
48 13.853 2079 2083 2088 rVB2 41857 57077 11.06% 0.806%

49 13.914 2088 2093 2097 rVB 111176 145287 28.15% 2.053%
50 13.987 2097 2105 2109 rBV2 151037 219991 42.63% 3.108%

51 14.030 2109 2112 2116 rBV2 29730 40642 7.88% 0.574%
52 14.060 2116 2117 2121 rVB 14501 14574 2.82% 0.206%
53 14.127 2124 2128 2131 rBV2 23675 32240 6.25% 0.456%
54 14.164 2131 2134 2138 rBV2 22014 22456 4 _.35% 0.317%
55 14.219 2141 2143 2146 rBV2 6463 7723 1.50% 0.109%
56 14.286 2146 2154 2160 rVB2 107093 210222 40.74% 2.970%
57 14.347 2161 2164 2166 rBV2 6957 7805 1.51% 0.110%
58 14.377 2166 2169 2173 rVB 40626 48773 9.45% 0.689%
59 14.432 2173 2178 2182 rVB2 48444 60419 11.71% 0.854%
60 14.475 2182 2185 2190 rVB2 25054 32098 6.22% 0.454%
61 14.542 2190 2196 2200 rBV2 238362 313778 60.80% 4._.434%
62 14.633 2209 2211 2214 rBV2 6203 7313 1.42% 0.103%
63 14.676 2214 2218 2224 rVV2 68291 127505 24.71% 1.802%
64 14.731 2224 2227 2232 rVB2 68137 83474 16.17% 1.179%
65 14.785 2232 2236 2240 rBV2 18871 26221 5.08% 0.370%
66 14.840 2240 2245 2249 rVV2 70588 116006 22.48% 1.639%
67 14.877 2249 2251 2253 rVV2 37483 45105 8.74% 0.637%
68 14.907 2253 2256 2260 rVVv2 43930 59293 11.49% 0.838%
69 14.981 2260 2268 2273 rVV5 30463 76086 14.74% 1.075%
70 15.042 2275 2278 2282 rVB2 9210 13734 2.66% 0.194%
71 15.115 2283 2290 2297 rBV3 16373 30710 5.95% 0.434%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
Data File : VX005996.D

Acq On : 15 Nov 2018 01:54

Operator : JC/MD

Sample - J5939-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 33 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82X110718W.M

Title - SW846 8260

72 15.249 2306 2312 2320 rBV 53566 106497 20.64% 1.505%
73 15.322 2320 2324 2331 rVB6 13228 24819 4.81% 0.351%
74 15.389 2331 2335 2339 rVB5 3573 6264 1.21% 0.089%
75 15.444 2339 2344 2347 rBV2 14364 22903 4._.44% 0.324%
76 15.480 2347 2350 2353 rVvV 10661 13706 2.66% 0.194%
77 15.548 2353 2361 2366 rvv2 23640 43810 8.49% 0.619%
78 15.596 2366 2369 2375 rVvVv3 16192 33119 6.42% 0.468%
79 15.688 2378 2384 2388 rVvV 58436 103534 20.06% 1.463%
80 15.724 2388 2390 2398 rVB 24665 38062 7.38% 0.538%
81 15.804 2398 2403 2412 rBvV4 8877 23019 4 _.46% 0.325%
82 15.889 2412 2417 2419 rVV3 8628 15644 3.03% 0.221%
83 15.926 2419 2423 2437 rVB4 15177 38261 7.41% 0.541%
84 16.072 2443 2447 2450 rBV3 3727 5673 1.10% 0.080%
85 16.102 2450 2452 2459 rVB4 4236 6460 1.25% 0.091%
86 16.175 2459 2464 2470 rBV7 2948 6611 1.28% 0.093%
87 16.255 2473 2477 2486 rVB9 2496 6643 1.29% 0.094%
88 16.389 2490 2499 2505 rBV9 3162 8022 1.55% 0.113%

Sum of corrected areas: 7077353
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
VX005996.D

15 Nov 2018 01:54

JC/MD

J5939-01

5.0mL/MSVOA_X/WATER

33 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

OILY-WATER

Abundance
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\

Data File : VX005996.D

Acq On : 15 Nov 2018 01:54

Operator : JC/MD

Sample - J5939-01 Ryl
Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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-ethenyl-3-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.76 16.24 ug/Il 151421 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 83
2 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 81
3 Indan, 1-methyl- 132 C10H12 000767-58-8 81
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 80
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 80
Abundance Scan 1904 (12.761 min): VX005996.D (-1898) (-) m/z 117.05 100.00%

117
5000
91 132

39 51 63 77 105 | 148 12.40 12.60 12.80 13.00

”“”.PHW.HAH.JHA,H”“.mPHn“”wmh.”H;”A%d”“”.“”. m/z 119.10 50.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #14056: Benzene, 1-ethenyl-3-ethyl-

5000
12.40 12.60 12.80 13.00

m/z 115.05 34.71%

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

117

12.40 12.60 12.80 13.00
5000 132 m/z 132.10 27.63%
91

39 51 65 77 103

29

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14031: Indan, 1-methyl-

117 12.40 12.60 12.80 13.00
m/z 91.00 22.28%

5000

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\VX111418\

Data File : VX005996.D

Acq On : 15 Nov 2018 01:54

Operator : JC/MD

Sample - J5939-01 Ryl
Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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, 1,2,4,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.97 12.56 ug/Il 117102 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
4 o-Cymene 134 C10H14 000527-84-4 93
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
Abundance Scan 1938 (12.969 min): VX005996.D (-1930) (-) m/z 119.05 100.00%
119
5000 134
91
39 51 65 1/ | 105 148 12.60 12.80 13.00 13.20
USSR BRSO PSS N 1 m/z 134.10 40.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20
91 m/z 91.05 18.84%
15 27 %) 81 6 T | o1 )
miz-> 10 2 3 40 50 80 70 80 80 100 110 120 130 140 180
Abundance
119
12.60 12.80 13.00 13.20
5000 134 m/z 120.10 10.21%
91
15 27 41 51 65 7/ 105
wrwwmmﬂmmmrmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 77.10 9.85%
134
5000
15 27 39 51 65 77 %1 105 ‘
mz-> 10 2 3 40 50 80 70 80 80 100 110 120 130 140 150 | | 12560 1250 13,00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\

Data File : VX005996.D

Acq On : 15 Nov 2018 01:54

Operator : JC/MD

Sample - J5939-01 Ryl
Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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-ethyl-2,3-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.35 39.61 ug/1 369401 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 70
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 70
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 70
4 o-Cymene 134 C10H14 000527-84-4 68
5 p-Cymene 134 C10H14 000099-87-6 62

Abundance Scan 2001 (13.353 min): VX005996.D (-1995) (-) m/z 117.10 100.00%
11y
5000 134
91
39 51 65 77 103 13.00 13.20 13.40 13.60
S Y— .~!'|.-.,.?“3.1.,1.6?.. m/z 119.05 99.61%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
5000
o1 134 13.00 13.20 13.40 13.60
0
o 5 65 7 105 m/z 134.10 44 _59%
..1.5|.2‘.7..|‘..“.‘. ,‘.‘...“‘,..‘;.,“i‘..‘;‘l...‘.,....,....
m/z--> 20 40 60 80 100 120 140 160
Abundance
119
13.00 13.20 13.40 13.60
5000 m/z 132.10 35.43%
134
91
15 27 41 51 65 77 103
mz-> 20 40 60 80 100 120 140 160
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119 13.00 13.20 13.40 13.60
m/z 115.05 32.92%
5000 134
39 91
15 27 %) SL 65 7 103 ) |
m/z--> 20 40 60 80 100 120 140 160 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\

Data File : VX005996.D

Acq On : 15 Nov 2018 01:54

Operator : JC/MD

Sample - J5939-01 Ryl
Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.48 13.06 ug/Il 121751 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
2 lIsoquinoline, 1,2,3,4-tetrahydro... 147 C10H13N 029726-60-1 42
3 .delta.-6,7-Octalin, 1.beta.,4.b... 168 C10H1602 051921-13-2 38
4 2H-1nden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 38
5 2-Methylbenzyl cyanide 131 C9HON 022364-68-7 35

Abundance Scan 2022 (13.481 min): VEOOSQ%.D (-2018) (-) m/z 104.10 100.00%

104
5000 91 132

39 51 65 78 13.20 13.40 13.60 13.80

119 e e
)

148 166
rererrredgrerefer el bl 288 | Tm/z 132.10  48.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104
5000 91 132

13.20 13.40 13.60 13.80
m/z 91.05  42.74%

27 P ﬁ:‘l‘- ?‘5 7”8 ! |l M l1 ‘ |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance
104 132
13.20 13.40 13.60 13.80
5000 m/z 119.05 21.96%
43 146
28
58 78 91 117
memﬁmmmmmmﬁ
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36548: .delta.-6,7-Octalin, 1.beta.,4.beta.-dihydroxy-4a....
104 13.20 13.40 13.60 13.80
m/z 115.10 18.74%
91 132
5000 79
117
20 4 55 67 ‘ 150
q.”qm.MﬂmﬂNﬁ“uh““.Nm..”.n..”:.nnlmnp.”“.upﬁgﬁu.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\

Data File : VX005996.D

Acq On : 15 Nov 2018 01:54

Operator : JC/MD

Sample - J5939-01 Ryl
Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.91 15.58 ug/Il 145287 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 94
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C10H100 000530-93-8 64
3 Naphth[1,2-b]Joxirene, l1la,2,3,7b-... 146 C10H100 002461-34-9 62
4 2-Methylbenzyl cyanide 131 C9HON 022364-68-7 38
5 Naphthalene, 2-ethyl-1,2,3,4-tet... 160 C12H16 032367-54-7 38

Abundance Scan 2092 (13.908 min): VX005996.D (-2088) (-) m/z 104.05 100.00%

4

5000

13.60 13.80 14.00 14.20

39 51 3 /8 163
m/z 146.05 46 .74%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21666: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104
5000 146
91 13.60 13.80 14.00 14.20
131 m/z 91.00 33.54%
oo A N T
T P e e e e e e

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

Abundance
104
R R mEE R B
146 13.60 13.80 14.00 14.20
5000 m/z 131.05 25.95%
117
27 39 5058 5 78 Ol 131
wmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21587: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro-
104 13.60 13.80 14.00 14.20
m/z 115.05 21.12%
5000 146
117
78 91
7T Ll J\
e /s b N e S At
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\

Data File : VX005996.D

Acq On : 15 Nov 2018 01:54

Operator : JC/MD

Sample - J5939-01 Ryl
Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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-4,7-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.99 23.59 ug/1 219991 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 93
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 89
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 86
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 86

Abundance Scan 2106 (13.993 min): VX005996.D (-2097) (-) m/z 131.10 100.00%

131
5000

13.60 13.80 14.00 14.20 14.40
m/z 133.05 59.72%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000 146

13.60 13.80 14.00 14.20 14.40
m/z 146.05  33.95%

R A |
| 1 1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
13.60 13.80 14.00 14.20 14.40
5000 m/z 91.05 28.02%
146
o1 118
15 27 39 51 63 77 104
memmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21633: Benzene, (2-methyl-1-butenyl)- A B R S s S
131 13.60 13.80 14.00 14.20 14.40
m/z 115.00 27.02%
o1 146
5000
115
2% s 8T |
1 1l | L i 1y L fnin
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\

Data File : VX005996.D

Acq On : 15 Nov 2018 01:54

Operator : JC/MD

Sample - J5939-01 Ryl
Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.29 22.54 ug/1 210222 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 70
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 64
Abundance Scan 2155 (14.292 min): VX005996.D (-2146) (-) m/z 131.10 100.00%
131
118
5000
39 51 63 14.00 14.20 14.40 14.60
N I Y m/z 118.10 76.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131
118
146
5000
3 91 105 14.00 14.20 14.40 14.60
15 27 51 g3 77 m/z 146.10 64 .98%
— I‘I | I\‘Iw i |“l‘|‘|“l‘|‘l“ﬁ‘h| : IH : |“|‘| : l‘l I\Ml — I‘\I T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
118 131
146 14.00 14.20 14.40 14.60
5000 m/z 117.10 39.66%
27 39 91 105
15 51 o3 77
LN N UL UL S SARLELELS AR UL SR B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131 14.00 14.20 14.40 14.60
m/z 115.05 30.85%
91
5000 146
39
21 Sl 65 77 115
103
— IZI.‘ISI .‘l“. .“i“. ““. I\M . "‘I - |“l‘. i H\I .‘H‘l i IWI —
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\

Data File : VX005996.D

Acq On : 15 Nov 2018 01:54

Operator : JC/MD

Sample - J5939-01 Ryl
Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.84 12.44 ug/I1 116006 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1l-methyl- 142 C11H10 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H10 000264-09-5 87
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 53
Abundance Scan 2245 (14.840 min): VX005996.D (-2240) (-) m/z 142.05 100.00%
142
5000 115
39 63 89 4 158 14.60 14.80 15.00 15.20
AT .m.--.,.-.'-..,...!,.!'..' et 28 B Tm/z 141.05  87.84%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142
5000 115 14.60 14.80 15.00 15.20
m/z 115.00 40.90%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
142
14.60 14.80 15.00 15.20
5000 m/z 129.05 31.03%
115
27 5063 89 128
mﬁmﬁm
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- R e A RRE)
141 14.60 14.80 15.00 15.20
m/z 143.05 13.80%
5000 115
39 63 g
mz> 0 45 G0 8 100 130 110 18 180 20 750 %0 0 0 | | 140 1480 1500 1620
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\

Data File : VX005996.D

Acq On : 15 Nov 2018 01:54

Operator : JC/MD

Sample - J5939-01 Ryl
Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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-etheny... 12.76 16.2 ug/Il 151421 4 12.08 466281 50.0
Benzene, 1,2,4,5-... 12.97 12.6 ug/I1 117102 4 12.08 466281 50.0
Benzene, l-ethyl-_.. 13.35 39.6 ug/I 369401 4 12.08 466281 50.0
Naphthalene, 1,2,... 13.48 13.1 ug/I1 121751 4 12.08 466281 50.0
Naphthalene, 1,2,... 13.91 15.6 ug/I1 145287 4 12.08 466281 50.0
1H-Indene, 2,3-di... 13.99 23.6 ug/I1 219991 4 12.08 466281 50.0
Naphthalene, 1,2,... 14.29 22.5 ug/I1 210222 4 12.08 466281 50.0
Naphthalene, 1-me... 14.84 12.4 ug/I1 116006 4 12.08 466281 50.0
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