LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX031218\
Data File : VX000286.D

Aca On : 12 Mar 2018 19:53

Operator : JC/MD

Sample : J1727-02

Misc : 5.27a/10mL/100uL/5.0mL/MSVOA_X/MEOH
ALS Vial : 1 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 - W:\HPCHEM1\MSVOA X\METHOD\82X030718W.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

1.069 75 79 94 rBvV 280810 361561 35.55% 2.790%
1.636 158 172 175 rBV4 21649 74266 7.30% 0.573%
288 rBvY 24500 49772 4._.89% 0.384%
2.392 289 296 303 rVB 90604 183100 18.01% 1.413%
5.519 795 809 824 rBV2 104674 323416 31.80% 2.496%

abrwWNPEF
N
w
w
=
N
\l
©
N
e}
(9}

5.672 824 834 848 rVB 180549 524426 51.57% 4.047%
6.080 890 901 916 rVB 117650 330498 32.50% 2.551%
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953 rvVB4 6185 18090 1.78% 0.140%

6.873 1021 1031 1052 rBV 273688 702963 69.13% 5.425%

1 7.458 1117 1127 1137 rVB3 12600 33464 3.29% 0.258%
11 8.055 1216 1225 1235 rVB4 7552 19581 1.93% 0.151%
12 8.342 1267 1272 1275 rVV4 12304 19996 1.97% 0.154%
13 8.506 1293 1299 1307 rBV 17152 32544 3.20% 0.251%
14 8.671 1320 1326 1329 rBV3 13450 25167 2.47% 0.194%
15 8.726 1329 1335 1344 rVB 549114 898389 88.34% 6.933%
16 9.171 1399 1408 1413 rBV 9195 18721 1.84% 0.144%
17 9.445 1447 1453 1459 rBV5 10930 19380 1.91% 0.150%
18 9.561 1467 1472 1479 rBv4 20064 42741 4._.20% 0.330%
19 9.884 1520 1525 1529 rBV5 10587 23111 2.27% 0.178%
20 9.963 1534 1538 1544 rVB 54268 77804 7.65% 0.600%
21 10.067 1549 1555 1559 rBvV 50101 72881 7.17% 0.562%
22 10.122 1559 1564 1573 rBV 544917 830513 81.67% 6.409%
23 10.256 1581 1586 1591 rVB3 12838 22984 2.26% 0.177%
24 10.335 1591 1599 1601 rVV6 10403 25044 2.46% 0.193%
25 10.366 1601 1604 1610 rVVv2 26655 49022 4.82% 0.378%
26 10.421 1610 1613 1626 rVBS8 14888 35405 3.48% 0.273%
27 10.646 1645 1650 1654 rVv2 31855 47118 4.63% 0.364%
28 10.732 1658 1664 1669 rVVv2 32835 63230 6.22% 0.488%
29 10.774 1669 1671 1674 rVV 15239 16601 1.63% 0.128%
30 10.841 1674 1682 1686 rVvVv 40908 68115 6.70% 0.526%
31 10.921 1691 1695 1699 rVVv2 29252 49622 4._.88% 0.383%
32 11.024 1705 1712 1716 rVvv4 13305 29545 2.91% 0.228%
33 11.091 1716 1723 1726 rVV 38819 63207 6.22% 0.488%

34 11.146 1726 1732 1742 rVV 552903 854638 84.04% 6.595%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX031218\
Data File : VX000286.D

Aca On : 12 Mar 2018 19:53

Operator : JC/MD

Sample : J1727-02

Misc : 5.27a/10mL/100uL/5.0mL/MSVOA_X/MEOH
ALS Vial : 1 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 = W:\HPCHEM1\MSVOA_X\METHOD\82X030718W.M
Title : SW846 8260
35 11.225 1742 1745 1746 rVV 15681 17169 1.69% 0.132%
36 11.250 1746 1749 1753 rVV 63609 81899 8.05% 0.632%
37 11.317 1757 1760 1765 rVV6 8188 18633 1.83% 0.144%
38 11.372 1765 1769 1776 rVvV 45400 72411 7.12% 0.559%
39 11.445 1776 1781 1783 rVV 38757 58343 5.74% 0.450%
40 11.518 1787 1793 1802 rVV3 39802 96135 9.45% 0.742%
41 11.695 1815 1822 1826 rVV2 33851 69228 6.81% 0.534%
42 11.744 1826 1830 1833 rVV 33434 47315 4._.65% 0.365%
43 11.774 1833 1835 1838 rVv2 38165 45356 4._.46% 0.350%
44 11.817 1838 1842 1850 rVV 112488 182006 17.90% 1.405%
45 11.896 1850 1855 1858 rVV 35651 48199 4.74% 0.372%
46 11.933 1858 1861 1862 rVV 29054 37395 3.68% 0.289%
47 11.951 1862 1864 1869 rVVv2 41024 60836 5.98% 0.469%
48 12.000 1869 1872 1874 rVVv4 12331 19773 1.94% 0.153%
49 12.036 1874 1878 1880 rVv4 20864 32652 3.21% 0.252%
50 12.091 1880 1887 1892 rVV 755756 1016928 100.00% 7.848%
51 12.134 1892 1894 1896 rVV 49208 60363 5.94% 0.466%
52 12.158 1896 1898 1902 rVVv2 62140 79849 7.85% 0.616%
53 12.207 1902 1906 1908 rVVv2 20133 33139 3.26% 0.256%
54 12.231 1908 1910 1915 rVVv2 52376 67505 6.64% 0.521%

556 12.311 1915 1923 1930 rVV2 110043 209714 20.62% 1.618%

56 12.378 1930 1934 1941 rVB2 110471 203396 20.00% 1.570%

57 12.481 1946 1951 1955 rBV4 26734 46288 4 _55% 0.357%
58 12.530 1955 1959 1965 rVB 30899 45882 4_.51% 0.354%
59 12.597 1965 1970 1972 rBV 53115 73090 7.19% 0.564%

60 12.676 1979 1983 1987 rBV 244515 276071 27.15% 2.130%

61 12.768 1992 1998 2006 rVB4 69947 162808 16.01% 1.256%
62 12.859 2006 2013 2015 rBV3 13430 29497 2.90% 0.228%
63 12.914 2019 2022 2026 rVB3 12462 16210 1.59% 0.125%
64 12.987 2026 2034 2038 rBV 198707 314459 30.92% 2.427%
65 13.030 2038 2041 2046 rVB2 94689 116787 11.48% 0.901%

66 13.091 2046 2051 2056 rBVZ2 74838 142485 14.01% 1.100%

67 13.176 2060 2065 2068 rBV2 65144 85480 8.41% 0.660%
68 13.231 2071 2074 2078 rVB2 76524 96922 9.53% 0.748%
69 13.280 2078 2082 2083 rBV3 23469 26835 2.64% 0.207%
70 13.323 2083 2089 2091 rvv4 60019 86281 8.48% 0.666%

71 13.359 2091 2095 2101 rVv4 232165 338400 33.28% 2.611%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX031218\
Data File : VX000286.D

Aca On : 12 Mar 2018 19:53

Operator : JC/MD

Sample : J1727-02

Misc : 5.27a/10mL/100uL/5.0mL/MSVOA_X/MEOH
ALS Vial : 1 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 = W:\HPCHEM1\MSVOA_X\METHOD\82X030718W.M

Title : SW846 8260

72 13.432 2103 2107 2113 rVV2 105577 142338 14.00% 1.098%
73 13.493 2113 2117 2125 rVB4 35345 88996 8.75% 0.687%
74 13.573 2125 2130 2133 rBV2 59601 98039 9.64% 0.757%

75 13.609 2133 2136 2139 rVV 96131 126492 12.44% 0.976%

76 13.646 2139 2142 2147 rVV3 160137 243167 23.91% 1.877%

77 13.707 2149 2152 2153 rVV3 24851 29405 2.89% 0.227%
78 13.737 2153 2157 2163 rVB2 114288 193144 18.99% 1.491%
79 13.896 2180 2183 2192 rVB7 36773 94284 9.27% 0.728%
80 13.993 2192 2199 2203 rBV3 74063 138808 13.65% 1.071%
81 14.036 2203 2206 2209 rBV 32836 40830 4.02% 0.315%
82 14.140 2219 2223 2227 rBV 106810 137364 13.51% 1.060%
83 14.194 2229 2232 2235 rVV3 16922 30225 2.97% 0.233%
84 14.225 2235 2237 2242 rVV 27273 37289 3.67% 0.288%
85 14.280 2242 2246 2256 rVV 118416 196271 19.30% 1.515%
86 14.389 2260 2264 2269 rVvV 71961 96445 9.48% 0.744%
87 14.438 2269 2272 2276 rVB 80334 91109 8.96% 0.703%
88 14.481 2276 2279 2285 rVB4 15281 28163 2.77% 0.217%
89 14.554 2285 2291 2295 rBvV4 26489 55062 5.41% 0.425%
90 14.707 2308 2316 2320 rBV 156351 231096 22.72% 1.783%
91 14.743 2320 2322 2326 rVB2 15314 17370 1.71% 0.134%
92 14.792 2326 2330 2333 rBv4 15075 23409 2.30% 0.181%
93 14.847 2335 2339 2343 rVV 111655 145244 14.28% 1.121%
94 15.261 2401 2407 2414 rBV3 17100 32304 3.18% 0.249%
95 15.456 2433 2439 2442 rBV 19679 30321 2.98% 0.234%
96 15.560 2450 2456 2461 rBV3 36088 59065 5.81% 0.456%
97 15.700 2474 2479 2483 rBV2 35366 61522 6.05% 0.475%
98 15.737 2483 2485 2493 rVB3 22143 31246 3.07% 0.241%
99 15.926 2513 2516 2524 rVB4 9437 19119 1.88% 0.148%
100 16.084 2537 2542 2552 rVB3 8092 17339 1.71% 0.134%
Sum of corrected areas: 12958120
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

W:\HPCHEM1\MSVOA X\DATA\VX031218\
VX000286.D

12 Mar 2018 19:53

JC/MD

J1727-02
5.27a/10mL/100uL/5.0mL/MSVOA_X/MEOH
1 Sample Multiplier: 1

W:\HPCHEM1\MSVOA_X\METHOD\82X030718W_M
SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
700000
600000
500000
400000
3000001 1.07

200000

100000

TIC: VX000286.D

04
Time--> 1.00

T T
3.50 4.00

Abundance

700000

600000

500000

400000

300000

200000

100000

0

TIC: VX000286.D

8.73 10.12

8.51 §£ .56
8.06 §3§ I8. 9.17 9.48

11.15

Time-->

— T L B s i s S e e B Y
8.00 8.50 9.00 9.50 10.00

Abundance

700000

600000

500000

400000

300000

200000

100000

TIC: VX000286.D

12.68

=
16.50
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX031218\
Data File : VX000286.D

Aca On : 12 Mar 2018 19:53

Operator : JC/MD

Sample : J1727-02

Misc : 5.27a0/10mL/100uL/5.0mL/MSVOA_X/MEOH
ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X030718W_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 Ethanol Concentration Rank 2

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

2.39 17.46 ug/Il 183100 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Dimethvl ether 46 C2H60 000115-10-6 9
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 2-l1sopropoxyethylamine 103 C5H13NO 081731-43-3 3

Abundance Scan 296 (2.392 min): VX000286.D (-289) (-) m/z 45.10 100.00%
45
5000

2.00 220 2.40 2.60 2.80

o...,....,....,....,..??,!L..,.“?“?.,‘??..,..7.8,....,.9.4..,19?’..,.?.1‘?,.... m/z 46.10 38.20%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #96: Ethanol
31
45
5000 ANEANAEBE AR N S

2.00 220 2.40 2.60 2.80
m/z 43.05 20.30%

2 15 24|
0...,.”.,..”,....P...,.”.,...w....,”..,.”.,...w....,”..,..”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
29
15 2.00 220 2.40 2.60 2.80
5000 m/z 42.05 8.71%
0 22
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #92: Methane, nitroso-
30 2.00 220 2.40 2.60 2.80
45 m/z 44.10 3.02%
5000
15
N T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 200 2.20 240 2.60 2.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX031218\
Data File : VX000286.D

Aca On : 12 Mar 2018 19:53

Operator : JC/MD

Sample : J1727-02

Misc : 5.27a0/10mL/100uL/5.0mL/MSVOA_X/MEOH
ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X030718W_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, 1,3-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.31 10.31 ug/Il 209714 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 92
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 76
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 76
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 62
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 53
Abundance Scan 1923 (12.311 min): VX000286.D (-1915) (-) m/z 119.10 100.00%
9
5000 134
o e | | 200100 120 o
o} R e R RE R m/z 105.10 93.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14844: Benzene, 1,3-diethyl-
105 119
5000 134
12.00 12.20 12.40 12.60
77 91 m/z 117.10 52.80%
27 39 51 g5 ‘
0...,ﬂm.b.ﬂm,ﬂ..M.n..ﬂt.UL..M,”..,.”.,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105 119
12.00 12.20 12.40 12.60
5000 134 m/z 134.20 44.79%
91
77
oL 15 27 39 51 65
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14840: Benzene, 1,4-diethyl-
105 119 12.00 12.20 12.40 12.60
m/z 91.05 33.08%
5000 a 134
77
39 51 g5 ‘
0 ..1‘.5|.‘.‘. I‘I‘”\‘l\ H”‘;MI”WI I\H\I .‘k‘l...‘.luuuuluuuuluu..|....
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX031218\
Data File : VX000286.D

Aca On : 12 Mar 2018 19:53

Operator : JC/MD

Sample : J1727-02

Misc : 5.27a0/10mL/100uL/5.0mL/MSVOA_X/MEOH
ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X030718W_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, 1l-ethyl-2,4-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.68 13.57 ug/Il 276071 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 1984 (12.682 min): VX000286.D (-1979) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 77 ﬂl 105 ‘ 153 12.40 12.60 12.80 13.00
Oberprrrrprrrr e el b e m/z 134.15 29.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
134 12.40 12.60 12.80 13.00
m/z 91.05 14 .90%
s 27 ® 516 7 T 105
mz-> 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 117.10 9.23%
91 105 134
15 27 39 51 65 v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene
119 12.40 12.60 12.80 13.00
m/z 120.05 9.17%
5000
134
91
0 21 \4\1 5\1 6\5 7\7 103 L
mz-> 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 : W:\HPCHEM1\MSVOA X\DATA\VX031218\
Data File : VX000286.D

Aca On : 12 Mar 2018 19:53

Operator : JC/MD

Sample : J1727-02

Misc : 5.27a0/10mL/100uL/5.0mL/MSVOA_X/MEOH
ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X030718W_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, 1,2,3,5-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.99 15.46 ug/Il 314459 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 93
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 91
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
Abundance Scan 2034 (12.987 min): VX000286.D (-2026) (-) m/z 119.05 100.00%
119
5000 134
91
39 51 65 /7 103 12.60 12.80 13.00 13.20 13.40
Oyt oy el i W 149 169 185 207 ys77134 20 48.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119
134
5000
12.60 12.80 13.00 13.20 13.40
m/z 91.10 20.53%
27 39 51 g5 77 N e
0 ...|.‘...‘l‘..“k‘.|‘£‘...“‘l..‘..|‘.‘..‘.‘l...“.|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
134 12.60 12.80 13.00 13.20 13.40
5000 m/z 77.00 9.73%
15 27 39 51 65 77 108
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 12.60 12.80 13.00 13.20 13.40
m/z 120.10 9.50%
5000 134
15 2\7 3\9 5\1 6\5 7\7 9‘1 105 i \
0::‘:::::‘:::‘: ‘::::”::::‘i‘::i||||||||||||||||||||
m/z--> 2'0 4'0 6|0 8IO 1(')0 150 14'10 1('30 1&'30 2(')0 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX031218\
Data File : VX000286.D

Aca On : 12 Mar 2018 19:53

Operator : JC/MD

Sample : J1727-02

Misc : 5.27a0/10mL/100uL/5.0mL/MSVOA_X/MEOH
ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X030718W_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-ethenyl-1,4-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.36 16.64 ug/Il 338400 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 89
2 Benzene. 1l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 86
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 64
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 64
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 64
Abundance Scan 2095 (13.359 min): VX000286.D (-2091) (-) m/z 117.10 100.00%
117
5000
91
39 51 65 77 13.00 13.20 13.40 13.60
0 187 207 m/z 119.10 46.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
o1 13.00 13.20 13.40 13.60
0
,7 39 51 65 77 . m/z 132.20 35.05%
15 9 ) d I
0 |||||‘||||||H‘|‘|‘|||“i“|||‘=||”i‘|||||‘l‘|‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
130 13.00 13.20 13.40 13.60
5000 m/z 115.05 29.94%
91
39 51 65 7 105
15 27
e S L I SR S S S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14033: 3-Phenylbut-1-ene
117 13.00 13.20 13.40 13.60
m/z 147.20 25.22%
5000
91 132
27 39 51 g5 77 105
0 ...|.‘...‘l..“ﬁ‘.|‘k‘...“‘|..‘..|‘ﬁ‘..Hlu.‘.‘.l....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60

82X030718W.M Tue Mar 13 16:25:04 2018 Page: 9



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX031218\
Data File : VX000286.D

Aca On : 12 Mar 2018 19:53

Operator : JC/MD

Sample : J1727-02

Misc : 5.27a0/10mL/100uL/5.0mL/MSVOA_X/MEOH
ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X030718W_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, pentamethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.65 11.96 ug/Il 243167 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 76
2 Benzene. 1.3-dimethvl-5-(1-methy... 148 C11H16 004706-90-5 64
3 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 59
4 Benzene. l-ethvl-4-(l1-methvlethvIl)- 148 C11H16 004218-48-8 58
5 Benzene, l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 58

Abundance Scan 2143 (13.652 min): VX000286.D (-2139) (-) m/z 133.10 100.00%

133

5000
115 146
77 91
39 51 64 10, 160 180 207 13.40 13.60 13.80 14.00 '
o S SREEEEE m/z 131.15 90.68%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #22771: Benzene, pentamethyl-
133
5000
148 13.40 13.60 13.80 14.00
9N 105 m/z 146.15 32.13%
0 15 27 39 5:!- 65 7\7 ‘ 1‘-}\7 A i
e e e e e e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
133
13.40 13.60 13.80 14.00
5000 m/z 148.20 28.51%
148
15 27 39 51 g5 77 91 105197
O T T T T e T T e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #22764: 3,4-Dimethylcumene
133 13.40 13.60 13.80 14.00
m/z 115.10 25.61%
5000
148
91 105
41 77 117
SN . A Y T S W —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00

82X030718W.M Tue Mar 13 16:25:05 2018

Page: 10



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX031218\
Data File : VX000286.D

Aca On : 12 Mar 2018 19:53

Operator : JC/MD

Sample : J1727-02

Misc : 5.27a0/10mL/100uL/5.0mL/MSVOA_X/MEOH
ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X030718W_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, 1,4-dimethyl-2-(1-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.74 9.50 ug/Il 193144 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-dimethvl-2-(1-methv... 148 C11H16 004132-72-3 76
2 Benzene. 1.3-dimethvl-5-(1l-methv... 148 C11H16 004706-90-5 76
3 3.4-Dimethvicumene 148 C11H16 1000370-34-1 76
4 Benzene. pentamethvl- 148 C11H16 000700-12-9 76
5 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 76
Abundance Scan 2157 (13.737 min): VX000286.D (-2153) (-) m/z 133.10 100.00%
133
5000
148
91
39 57 1 13.40 13.60 13.80 14.00
0 12 165182 207 281 "m/z 131.10  33.18%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22827: Benzene, 1,4-dimethyl-2-(1-methylethyl)-
133
5000
13.40 13.60 13.80 14.00
148 m/z 148_.15 28.55%
15 39 g 9 417
0'VH“VLJLAWJH““LWL”W““V'“V“'V“W'“WH"““l““v'
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
133
13.40 13.60 13.80 14.00
5000 m/z 119.20 18.86%
148
15 39 g5 9N 197
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22764: 3,4-Dimethylcumene
133 13.40 13.60 13.80 14.00
m/z 91.10 15.46%
5000
148
105
0 w"}ﬁ'“'ﬁﬁ'u§?'“iz'ﬂ'|j'ﬂh"“|"'w""v"'v"'|“" RARAS SRR BN AR TR B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 1400
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX031218\
Data File : VX000286.D

Aca On : 12 Mar 2018 19:53

Operator : JC/MD

Sample : J1727-02

Misc : 5.27a0/10mL/100uL/5.0mL/MSVOA_X/MEOH
ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X030718W_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, (3-methyl-2-butenyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.28 9.65 ug/Il 196271 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 76
2 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 76
3 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 76
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 76
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 76

Abundance Scan 2246 (14.280 min): VX000286.D (-2242) (-) m/z 131.10 100.00%
13
5000
o1 115 146
51 77 162 14.00 14.20 14.40 14.60
0 184 208 281 m/z 133.10 34.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21631: Benzene, (3-methyl-2-butenyl)-
131
91 146
5000
14.00 14.20 14.40 14.60
m/z 146.10 29.89Y%
o7 41 65 116
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
146
14.00 14.20 14.40 14.60
5000 91 m/z 115.05 23.43%
115
39 5y 77
15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-

14.00 14.20 14.40 14.60
m/z 145.15  22.26%

5000

14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX031218\
Data File : VX000286.D

Aca On : 12 Mar 2018 19:53

Operator : JC/MD

Sample : J1727-02

Misc : 5.27a0/10mL/100uL/5.0mL/MSVOA_X/MEOH
ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X030718W_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 7
R.T. EstConc Area Relative to ISTD R.T.
14.71 11.36 ug/Il 231096 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 94
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 59
Abundance Scan 2317 (14.713 min): VX000286.D (-2308) (-) m/z 142.10 100.00%
142
5000 115
63 g9 14.40 14.60 14.80 15.00
Ob o vt ek 222 M, 360 180 208 249 281 | 757147 10 93.08%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19239: Naphthalene, 2-methyl-
142
5000 UL N RN IR
115 14.40 14.60 14.80 15.00

m/z 115.10 38.60%

3751 71 89 |

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

Abundance
142
14.40 14.60 14.80 15.00
5000 m/z 143.10 12.94%
115
39 63 89
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141 14.40 14.60 14.80 15.00
m/z 139.10 12.90%
5000 115
39 63 gg
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_X\DATA\VX031218\
Data File : VX000286.D

Acq On : 12 Mar 2018 19:53

Operator : JC/MD

Sample - J1727-02

Misc : 5.279g/10mL/100uL/5.0mL/MSVOA_X/MEOH
ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X030718W_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]
Ethanol 2.39 17.5 ug/Il 183100 1 5.67 524426 50.0
Benzene, 1,3-diet... 12.31 10.3 ug/I 209714 4 12.09 1016930 50.0
Benzene, 1l-ethyl-... 12.68 13.6 ug/Il 276071 4 12.09 1016930 50.0
Benzene, 1,2,3,5-... 12.99 15.5 ug/I 314459 4 12.09 1016930 50.0
Benzene, 2-etheny... 13.36 16.6 ug/I 338400 4 12.09 1016930 50.0
Benzene, pentamet... 13.65 12.0 ug/1 243167 4 12.09 1016930 50.0
Benzene, 1,4-dime... 13.74 9.5 ug/I 193144 4 12.09 1016930 50.0
Benzene, (3-methy... 14.28 9.7 ug/Il 196271 4 12.09 1016930 50.0

4

Naphthalene, 1-me... 14.71 11.4 ug/I1 231096 12.09 1016930 50.0
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