LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111918\
Data File : VX006093.D

Acq On : 19 Nov 2018 16:07

Operator : JC/MD

Sample - J5951-02

Misc : 5.01g/10mL/100uL/5.00mI/MSVOA_X/MEOH

ALS Vial : 16 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 1.684 63 87 88 rBvV 9328 47074 8.12% 0.698%
2 2.842 264 277 283 rBV5 1738 6023 1.04% 0.089%
3 5.507 700 714 727 rBV 73051 211882 36.55% 3.141%
4 5.653 728 738 756 rvB2 135998 385318 66.47% 5.712%
5 6.061 795 805 824 rBvY 79610 220939 38.11% 3.275%
6 6.854 926 935 948 rBvY 191821 472707 81.54% 7.007%
7 8.713 1234 1240 1255 rVV 362612 579696 100.00% 8.593%
8 9.622 1384 1389 1393 rVB2 4424 6213 1.07% 0.092%
9 9.878 1425 1431 1437 rBVv4 2752 6927 1.19% 0.103%
10 9.957 1440 1444 1449 rVB 5848 8476 1.46% 0.126%
11 10.061 1456 1461 1465 rBV 5600 8519 1.47% 0.126%
12 10.116 1465 1470 1485 rVB 360553 504626 87.05% 7.480%
13 10.329 1496 1505 1508 rBV3 3068 6079 1.05% 0.090%
14 10.372 1508 1512 1515 rVVv2 4793 7475 1.29% 0.111%
15 10.414 1515 1519 1530 rVB6 2975 6500 1.12% 0.096%
16 10.640 1550 1556 1564 rBV5 6570 12020 2.07% 0.178%
17 10.835 1580 1588 1593 rBV2 13642 21350 3.68% 0.316%
18 10.908 1596 1600 1604 rVVv3 10155 17413 3.00% 0.258%
19 10.951 1604 1607 1611 rVB 5634 7577 1.31% 0.112%
20 11.140 1632 1638 1648 rVB 325998 429941 74.17% 6.373%
21 11.243 1652 1655 1658 rvv 9789 13022 2.25% 0.193%
22 11.274 1658 1660 1668 rVB4 7243 10154 1.75% 0.151%
23 11.487 1691 1695 1699 rBV 8875 12648 2.18% 0.187%
24 11.536 1699 1703 1707 rVB3 5603 8994 1.55% 0.133%
25 11.688 1720 1728 1732 rBV5 6042 11073 1.91% 0.164%
26 11.737 1732 1736 1738 rBV2 6608 8762 1.51% 0.130%
27 11.768 1738 1741 1744 rVB 24958 26820 4.63% 0.398%
28 11.829 1749 1751 1757 rVB5 7195 12360 2.13% 0.183%
29 11.890 1757 1761 1764 rBV2 7117 11159 1.92% 0.165%
30 11.945 1766 1770 1774 rVB2 11562 16092 2.78% 0.239%
31 11.999 1774 1779 1782 rBvV 15553 21445 3.70% 0.318%
32 12.079 1787 1792 1798 rVV 433374 552977 95.39% 8.197%
33 12.127 1798 1800 1802 rVV 17072 16717 2.88% 0.248%
34 12.158 1802 1805 1808 rVB 13815 15700 2.71% 0.233%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111918\
Data File : VX006093.D

Acq On : 19 Nov 2018 16:07

Operator : JC/MD

Sample - J5951-02

Misc : 5.01g/10mL/100uL/5.00mI/MSVOA_X/MEOH

ALS Vial : 16 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 12.225 1813 1816 1824 rVB3 21264 31008 5.35% 0.460%
36 12.304 1824 1829 1834 rBV3 13696 21910 3.78% 0.325%
37 12.371 1835 1840 1846 rBv4 17165 35111 6.06% 0.520%
38 12.475 1846 1857 1862 rBV3 17038 46859 8.08% 0.695%
39 12.524 1862 1865 1870 rVB4 14412 26798 4.62% 0.397%
40 12.609 1870 1879 1880 rBV4 14232 29639 5.11% 0.439%
41 12.640 1880 1884 1887 rVv2 19762 28752 4._.96% 0.426%
42 12.670 1887 1889 1891 rVB 12299 9928 1.71% 0.147%
43 12.737 1897 1900 1906 rBV3 29330 49277 8.50% 0.730%
44 12.877 1911 1923 1928 rVB7 26891 57491 9.92% 0.852%
45 12.944 1928 1934 1941 rBV4 60401 159768 27.56% 2.368%
46 12.993 1941 1942 1946 rVB2 25905 25250 4_36% 0.374%
47 13.042 1946 1950 1953 rBV3 19727 26706 4.61% 0.396%
48 13.097 1955 1959 1963 rVB4 41031 52701 9.09% 0.781%
49 13.152 1963 1968 1973 rBV5 12776 25526 4._.40% 0.378%
50 13.194 1973 1975 1978 rBvV4 6510 8116 1.40% 0.120%
51 13.267 1983 1987 1990 rBV3 14657 17680 3.05% 0.262%
52 13.316 1991 1995 1996 rBV3 8833 12409 2.14% 0.184%
53 13.353 1996 2001 2006 rVB3 80573 134687 23.23% 1.996%
54 13.402 2006 2009 2011 rBVZ2 20704 25638 4.42% 0.380%

55 13.438 2011 2015 2019 rVV2 109905 149010 25.70% 2.209%

56 13.475 2019 2021 2030 rVB7 48494 127973 22.08% 1.897%

57 13.566 2030 2036 2039 rBV5 19134 37381 6.45% 0.554%
58 13.603 2039 2042 2045 rBV3 14646 18625 3.21% 0.276%
59 13.639 2045 2048 2053 rBV5 22660 38321 6.61% 0.568%
60 13.731 2059 2063 2065 rBV3 30081 42803 7.38% 0.634%
61 13.755 2065 2067 2070 rvv4 28244 36547 6.30% 0.542%
62 13.792 2070 2073 2080 rVB3 70060 101330 17.48% 1.502%
63 13.859 2080 2084 2087 rBV2 39072 50448 8.70% 0.748%
64 13.901 2087 2091 2097 rVB 112491 150041 25.88% 2.224%
65 13.962 2097 2101 2103 rBv4 26476 39439 6.80% 0.585%
66 14.048 2109 2115 2118 rBV6 22222 51845 8.94% 0.768%
67 14.127 2125 2128 2131 rBV3 31721 45151 7.79% 0.669%
68 14.158 2131 2133 2136 rVV3 31191 41308 7.13% 0.612%
69 14.194 2136 2139 2141 rVV2 27817 34330 5.92% 0.509%
70 14.243 2145 2147 2149 rVV 27898 32626 5.63% 0.484%
71 14.273 2149 2152 2159 rVB3 40806 72316 12.47% 1.072%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111918\
Data File : VX006093.D

Acq On : 19 Nov 2018 16:07

Operator : JC/MD

Sample - J5951-02

Misc : 5.01g/10mL/100uL/5.00mI/MSVOA_X/MEOH

ALS Vial : 16 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 14.475 2182 2185 2191 rvVv8 18451 36444 6.29% 0.540%
73 14.548 2191 2197 2199 rvv4 28574 53690 9.26% 0.796%
74 14.572 2199 2201 2205 rVB 36359 41151 7.10% 0.610%
75 14.670 2214 2217 2219 rBvVY 83385 97700 16.85% 1.448%
76 14.694 2219 2221 2225 rVV 113909 133350 23.00% 1.977%
77 14.731 2225 2227 2231 rVB3 26506 29330 5.06% 0.435%
78 14.785 2232 2236 2238 rBV2 18927 26156 4_.51% 0.388%
79 14.840 2242 2245 2252 rVV 76796 114772 19.80% 1.701%
80 14.907 2253 2256 2259 rVvB4 24291 29893 5.16% 0.443%
81 15.249 2309 2312 2313 rBV3 11456 13708 2.36% 0.203%
82 15.279 2313 2317 2320 rVV 41971 56663 9.77% 0.840%
83 15.340 2324 2327 2332 rVB2 17837 25130 4.34% 0.372%
84 15.444 2340 2344 2348 rBV3 27556 40991 7.07% 0.608%
85 15.487 2348 2351 2356 rVVv2 30248 48230 8.32% 0.715%
86 15.548 2357 2361 2369 rVB 62988 97972 16.90% 1.452%
87 15.688 2380 2384 2387 rBvV 53301 82026 14.15% 1.216%
88 15.724 2387 2390 2399 rVB 51966 92961 16.04% 1.378%
89 15.822 2402 2406 2412 rVB3 18875 31578 5.45% 0.468%
90 15.913 2414 2421 2425 rBV2 13015 32660 5.63% 0.484%
91 16.163 2459 2462 2468 rBV7 5850 10232 1.77% 0.152%
92 16.444 2504 2508 2516 rVB2 9731 18361 3.17% 0.272%
93 16.688 2545 2548 2554 rVVv2 11806 21387 3.69% 0.317%
94 16.749 2554 2558 2564 rVB2 7178 12533 2.16% 0.186%

Sum of corrected areas: 6746344
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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\VX111918\
VX006093.D

19 Nov 2018 16:07

JC/MD

J5951-02
5.01g/10mL/100uL/5_.00m1/MSVOA_X/MEOH

16 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

LSCINT.P

Abundance

400000

300000

200000

100000

TIC: VX006093.D

168 284

5.65

6.06

OF

Time--> 120 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 6.00 6.20

Abundance

400000

300000

200000

100000

TIC: VX006093.D

8.71

6.85

.

10.12

o2 oasept tom 1004985
U UL B ™

11.14

11247 1148

ok
Time-->

9.00 9.50

I
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10.50

11.00
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400000

300000

200000

100000

11.
11

TIC: VX006093.D

14.69
14-1484
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111918\
Data File : VX006093.D

Acq On : 19 Nov 2018 16:07

Operator : JC/MD

Sample - J5951-02

Misc : 5.01g/710mL/100uL/5.00mI/MSVOA_X/MEOH

ALS Vial : 16 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 Cyclohexane, (4-methylpentyl)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.94 14.45 ug/I1 159768 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 53
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 52
3 Cyclohexane, methyl- 98 C7H14 000108-87-2 50
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 43

Abundance Scan 1933 (12.938 min): VX006093.D (-1928) (-) m/z 83.10 100.00%
5 83
41
5000 69
T s S 15'60 12,30 1300 1320
o} T i i et m/z 55.10 90.78%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83
55
5000 NSNS AR SRR
a1 12.60 12.80 13.00 13.20
29 67 m/z 82.05 66 .35%
o | ‘M AL 97 109 125 140 153 168
miz--> 20 40 60 8 100 120 140 160
Abundance
55 83
12:60 12,80 13.00 13.20
5000 a1 m/z 41.10 57 .65%
29 67 154
oL 15 97 111 125
miz--> 20 40 60 8 100 120 140 160
Abundance #3340: Cyclohexane, methyl- R I R B
55 3 12.60 12.80 13.00 13.20
m/z 57.10 49 .04%
41
5000 98
0||1|5||||||||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111918\
Data File : VX006093.D

Acq On : 19 Nov 2018 16:07

Operator : JC/MD

Sample - J5951-02

Misc : 5.01g/710mL/100uL/5.00mI/MSVOA_X/MEOH

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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 2 1-Phenyl-1-butene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.35 12.18 ug/Il 134687 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 68
2 Benzene, 1l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 60
3 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 60
4 Indan, l-methyl- 132 C10H12 000767-58-8 35
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 35

Abundance Scan 2001 (13.353 min): VX006093.D (-1996) (-) m/z 117.05 100.00%
55 97
5000
151 166 180 13.00 13.20 13.40 13.60
0 m/z 97.10 82.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14034: 1-Phenyl-1-butene
117
5000 132 VAR SN SULLILN RN B
o1 13.00 13.20 13.40 13.60
m/z 55.10 77.08%
27 39 St 65 T ‘ 105 “ |
Ot ‘:‘:::‘::‘::‘l‘:::|l‘|‘||||||||||||
miz--> 20 40 60 80 100 120 140 160 180
Abundance
117
13.00 13.20 13.40 13.60
5000 132 m/z 119.10 56.75%
91
15 27 39 51 83 77 103
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117 13.00 13.20 13.40 13.60
m/z 41.10 36.79%
5000 132
91
oL 15 27 3 S 65 T | 103
s B 4o g o 1o o Bo o | | 135 1370 1540 1560
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111918\
Data File : VX006093.D

Acq On : 19 Nov 2018 16:07

Operator : JC/MD

Sample - J5951-02

Misc : 5.01g/710mL/100uL/5.00mI/MSVOA_X/MEOH

ALS Vial : 16 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 Undecane, 3,6-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.44 13.47 ug/Il 149010 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 90
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 76
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 59
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 53

Abundance Scan 2015 (13.438 min): VX006093.D (-2011) (-) m/z 57.10 100.00%
g7
5000 43 71
98 RN 12 12060 1aan
8 113 13.20 13.40 13.60 13.80
o‘rrm&\tw. o 127 141 154 169 184 m/z 71.10 39.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48867: Undecane, 3,6-dimethyl-
57
5000 LR SN B SULRILN B
43 71 1320 13.40 13.60 13.80
29 m/z 43.10 39.44%
| 98 113 1) 14 15 160 184
0"|"'"|""|""'|""'“l"*"|""|""|""|"'
m/z--> 20 40 80 100 120 140 160 180
Abundance
57
1320 13.40 13.60 13.80
5000 43 m/z 41.10 24 .63%
71
29
0 85 % 113 157 141 154 169 184
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48847: Dodecane, 6—methy|— LI I N L I
57 13.20 13.40 13.60 13.80
m/z 56.10 15.32%
5000 43
71
29 98
o U ‘w 85 7 M2 156 140 155 160 184
III'"'I""I""I'"'I""I""I""I""IIII TTTTTTTT T T T T T T T T T
m/z--> 20 40 80 100 120 140 160 180 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111918\
Data File : VX006093.D

Acq On : 19 Nov 2018 16:07

Operator : JC/MD

Sample - J5951-02

Misc : 5.01g/710mL/100uL/5.00mI/MSVOA_X/MEOH

ALS Vial : 16 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 unknownl3.47 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.47 11.57 ug/Il 127973 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (bromomethyl)- 176 C7H13Br 002550-36-9 27
2 Succinic acid, di(2-methylcycloh... 310 C18H3004 1000329-83-0 27
3 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 27
4 Cyclohexane, 1l-methyl-3-pentyl- 168 C12H24 054411-02-8 25
5 Cyclohexane, l1l-methyl-2-pentyl- 168 C12H24 054411-01-7 25
Abundance Scan 2020 (13.469 min): VX006093.D (-2019) (-) m/z 97.10 100.00%
o7
55 , B
5000

13.20 13.40 13.60 13.80

0 m/z 55.10 66.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42810: Cyclohexane, (bromomethyl)-
97
55
5000 LA L L L L L LB
83 13 20 13. 40 13 60 13. 80

m/z 81.10 59.50%
“ | 108119 133 148 176

0...“..w...w..”,..u,.”.,.”. e
m/z--> 80 100 120 140 160 180 200 220
Abundance
97
R B
13.20 13.40 13.60 13.80
5000 119 m/z 69.10 50.87%
55
81
0 29 41 67 170 197 215
B R L B B e o R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #88702: Sulfurous acid, butyl cyclohexylmethy! ester AR EEEEEEEEE
97 13.20 13.40 13.60 13.80
55 m/z 166.15 39.25%
5000
41 83
il L
e L e s A LS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.20 13.40 13 60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111918\
Data File : VX006093.D

Acq On : 19 Nov 2018 16:07

Operator : JC/MD

Sample - J5951-02

Misc : 5.01g/710mL/100uL/5.00mI/MSVOA_X/MEOH

ALS Vial : 16 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 Cyclohexane, hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.79 9.16 ug/l 101330 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 64
2 Cyclohexane, eicosyl- 364 C26H52 004443-55-4 64
3 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 64
4 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 59
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 59
Abundance Scan 2073 (13.792 min): VX006093.D (-2070) (-) m/z 83.10 100.00%
a3
55
5000
168 0 1260 1280 1400 1420
140 13.40 13,60 13.80 14.00 14.20
- L Y Lo A m/z 82.05 73.71%
m/z--> 50 100 150 200 250 300 350
Abundance #36765: Cyclohexane, hexyl-
55 83
5000 AL SUARL B UL B
13.40 13,60 13.80 14.00 14.20
m/z 55.10 63.42%
168
I O
m/z--> 50 100 150 200 250 300 350
Abundance
83
13.40 13.60 13.80 14.00 14.20
5000 55 m/z 43.10 47 .41%
29
0 111 139 167 195 223 252 280 307 335 364
m/z--> 50 100 150 200 250 300 350
Abundance #36844: Cyclohexane, (4-methylpentyl)- A R o
83 13.40 13.60 13.80 14.00 14.20
55 m/z 41.10 33.77%
5000
L2l s e
m/z--> 50 100 150 200 250 300 350 13.40 13,60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111918\
Data File : VX006093.D

Acq On : 19 Nov 2018 16:07

Operator : JC/MD

Sample - J5951-02

Misc : 5.01g/710mL/100uL/5.00mI/MSVOA_X/MEOH

ALS Vial : 16 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 Tridecane, 7-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.90 13.57 ug/Il 150041 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 91
2 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 83
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 78
4 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 72
5 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 64

Abundance Scan 2091 (13.901 min): VX006093.D (-2087) (-) m/z 57.10 100.00%

87 71

5000

113 L B R e ]
85
. 127 146 163177 198 13.60 13.80 14.00 14.20

m/z 71.10 87 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #59891: Tridecane, 7-methyl-
57
43 | 71
5000 LA L L L L L L LB |
112 13.60 13.80 14.00 14.20
m/z 43.10 57.13%
0 Ul % eo | 127140155160183 108
R R e e A s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
71 IIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 41.10 30.27%
29
0 85 g9 113126
R AL o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl- I A REEEEEESE
57 13.60 13.80 14.00 14.20
43 71 m/z 56.10 22 .20%
5000
85
113
o \ | “ I H‘ T 1%7141155169 |~ 197211225239 253 268
R L R AAaa e aa e A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111918\
Data File : VX006093.D

Acq On : 19 Nov 2018 16:07

Operator : JC/MD

Sample - J5951-02

Misc : 5.01g/710mL/100uL/5.00mI/MSVOA_X/MEOH

ALS Vial : 16 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 Dodecane, 2,6,11-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .67 8.83 ug/Il 97700 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
2 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 72
3 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 58
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 53
5 Sulfurous acid, nonyl pentyl ester 278 C14H3003S 1000309-14-2 52
Abundance Scan 2217 (14.670 min): VX006093.D (-2214) (-) m/z 57.10 100.00%
87 7
5000
97 113 127 145 160 g 14,40 14.60 14.80 15.00
o 17 212 m/z 71.10 89.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethy!l-
57
43 71
5000 L B UL UL UL
14.40 14.60 14.80 15.00
29 85 m/z 43.10 53.71%
o1 L [ - w 99 113 127 141 155 169 182 197207
m/z--> 20 b eb éo 160 150 140 160 180 200 '
Abundance
43 57 71
14,40 14.60 14.80 15.00
5000 g5 m/z 41.10 38.46%
9 169
113
0 127 140 155 183 197 212
m/z--> 20 40 60 80 100 120 140 160 180 200 '
Abundance #19194: Octane, 2,6—dimethy|— LI L L LB BB
57 14.40 14.60 14.80 15.00
m/z 85.10 37.33%
43
5000 1
113
0 2\? Al [y 8\5 98 \‘ 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200 ' 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111918\
Data File : VX006093.D

Acq On : 19 Nov 2018 16:07

Operator : JC/MD

Sample - J5951-02

Misc : 5.01g/710mL/100uL/5.00mI/MSVOA_X/MEOH

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X110718W.M
Quant Title : 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 1,4-Methanonaphthalene, 1,4... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.69 12.06 ug/Il 133350 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 91
4 1-Naphthaleneacetamide 185 C12H11NO 000086-86-2 64
5 Spiro(tricyclo[6.2.1.0(2,7)Junde... 186 C13H140 1000210-02-3 64
Abundance Scan 2220 (14.688 min): VX006093.D (-2219) (-) m/z 142.10 100.00%
142
5000
115
50 63 89 14.40 14.60 14.80 15.00
Ol b et e 02477292208 %81 1 57921 10 85.79%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141
5000 L UL UL BN UL
115 14.40 14.60 14.80 15.00
m/z 115.10 30.45%
39 63 g
o} I e
miz-> 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 115 m/z 143.10 11.71%
ol 3 63 89 128
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19237: Naphthalene, 2-methyl-
142 14.40 14.60 14.80 15.00
m/z 139.00 10.60%
5000
115
71
. X N R -G} O | SO
miz-> 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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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111918\
Data File : VX006093.D

Acq On : 19 Nov 2018 16:07

Operator : JC/MD

Sample - J5951-02

Misc : 5.01g/710mL/100uL/5.00mI/MSVOA_X/MEOH

ALS Vial : 16 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 9 Naphthalene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.84 10.38 ug/Il 114772 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Benzocycloheptatriene 142 C11H10 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 87
Abundance Scan 2245 (14.840 min): VX006093.D (-2242) (-) m/z 142.10 100.00%
142
5000 115
435771 o1 | 18 1460 14.80 15.00 15.20
Obrrrrrtheoid b b o o M, 28 176208 281 h7o7141.10  96.69%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19239: Naphthalene, 2-methyl-
142
5000 R AL SR B U
115 14.60 14.80 15.00 15.20
m/z 115.05 36.73%
ob 382 89 | 1o
miz-> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
142
1460 14.80 15.00 15.20
5000 115 m/z 143.10 12.09%
ol 3 63 89 128
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141 14.60 14.80 15.00 15.20
m/z 139.10 11.30%
5000 115
39 63 g
01 R R AR Bas s e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111918\
Data File : VX006093.D

Acq On : 19 Nov 2018 16:07

Operator : JC/MD

Sample - J5951-02

Misc : 5.01g/710mL/100uL/5.00mI/MSVOA_X/MEOH

ALS Vial : 16 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, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.55 8.86 ug/Il 97972 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97

Abundance Scan 2361 (15.548 min): VX006093.D (-2357) (-) m/z 156.05 100.00%

146
141

5000

15.20 15.40 15.60 15.80

179
o! AerE 198 207 1 m/z 141.10  64.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28472: Naphthalene, 2,6-dimethyl-
1%6
141
5000
15.20 15.40 15.60 15.80
m/z 155.10 35.54%
51 63 77 115 128
LI O N Y M ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
141 15.20 15.40 15.60 15.80
5000 m/z 128.10 13.94%
115
15 27 39 51 63 77 gg 1gp 7 128
i e o e B B ms
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28477: Naphthalene, 1,6-dimethyl- e AR EEEEE L
1%6 15.20 15.40 15.60 15.80
m/z 153.10 13.22%
141
5000
i 115
EUIE/ AT e S 0 U ) OISO 1SV L S
m/z--> 20 40 60 80 100 120 140 160 180 200 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111918\
Data File : VX006093.D

Acq On : 19 Nov 2018 16:07

Operator : JC/MD

Sample - J5951-02

Misc : 5.01g/10mL/100uL/5.00mI/MSVOA_X/MEOH

ALS Vial : 16 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]
Cyclohexane, (4-m... 12.94 14.4 ug/I1 159768 4 12.08 552977 50.0
1-Phenyl-1-butene 13.35 12.2 ug/I1 134687 4 12.08 552977 50.0
Undecane, 3,6-dim... 13.44 13.5 ug/I1 149010 4 12.08 552977 50.0
unknownl13.47 13.47 11.6 ug/Il 127973 4 12.08 552977 50.0
Cyclohexane, hexyl- 13.79 9.2 ug/Il 101330 4 12.08 552977 50.0
Tridecane, 7-methyl- 13.90 13.6 ug/I1 150041 4 12.08 552977 50.0
Dodecane, 2,6,11-... 14.67 8.8 ug/Il 97700 4 12.08 552977 50.0
1,4-Methanonaphth... 14.69 12.1 ug/I1 133350 4 12.08 552977 50.0
Naphthalene, 1-me... 14.84 10.4 ug/I1 114772 4 12.08 552977 50.0

4

Naphthalene, 2,6-... 15.55 8.9 ug/Il 97972 12.08 552977 50.0
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