LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX090618\

Data File : VX004396.D

Aca On - 06 Sep 2018 20:14

Operator : JC/MD

Sample - J4724-15 -
Misc - 3.78a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 19 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\82X082218W.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 5.653 727 738 752 rVB 254292 708137 1.07% 0.082%
2 6.854 921 935 950 rBV 397904 942017 1.42% 0.109%
3 8.713 1235 1240 1254 rVB 1042443 1658647 2.51% 0.192%
4 9.445 1350 1360 1369 rBV 955134 1510285 2.28% 0.174%
5 9.555 1373 1378 1385 rBv2 732626 1530313 2.31% 0.177%
6 9.622 1385 1389 1393 rVB 781637 1073747 1.62% 0.124%
7 9.677 1393 1398 1403 rBVY 1806535 2835667 4._.29% 0.327%
8 9.878 1425 1431 1437 rVV4 1794459 4459467 6.74% 0.515%
9 9.957 1440 1444 1449 rVB 2115196 2898932 4.38% 0.335%
10 10.067 1455 1462 1466 rBVY 3317500 4788028 7.24% 0.553%

11 10.116 1466 1470 1474 rVB 983232 1353766 2.05% 0.156%
12 10.171 1474 1479 1485 rVB4 426940 937867 1.42% 0.108%
13 10.238 1485 1490 1497 rBV2 1155600 2270969 3.43% 0.262%
14 10.335 1497 1506 1509 rBV2 2916092 5766770 8.72% 0.666%
15 10.378 1509 1513 1516 rVV 4406459 5508939 8.33% 0.636%

16 10.414 1516 1519 1530 rVB 3137822 5725658 8.65% 0.661%
17 10.512 1530 1535 1541 rBV 2047095 3039478 4_.59% 0.351%
18 10.591 1541 1548 1550 rBV2 969747 1434314 2.17% 0.166%
19 10.646 1550 1557 1564 rBV2 9258852 15907700 24.04% 1.837%
20 10.731 1564 1571 1574 rBV2 5540374 8702197 13.15% 1.005%

21 10.774 1575 1578 1581 rVB2 2991902 3690824 5.58% 0.426%
22 10.841 1581 1589 1593 rBV 26101917 38675058 58.46% 4._.466%
23 10.914 1593 1601 1605 rBV2 18655820 32655955 49.36% 3.771%
24 10.957 1605 1608 1612 rVB 11976022 15700639 23.73% 1.813%
25 11.012 1612 1617 1622 rBV3 3738749 6460263 9.76% 0.746%

26 11.061 1622 1625 1627 rBV2 4859063 6642645 10.04% 0.767%
27 11.091 1627 1630 1634 rVV2 8741768 11100082 16.78% 1.282%
28 11.146 1634 1639 1643 rVB 17928677 22780172 34.43% 2.631%
29 11.189 1643 1646 1649 rVB2 3925825 4910784 7.42% 0.567%
30 11.225 1649 1652 1654 rBV 2984640 3846417 5.81% 0.444%

31 11.280 1654 1661 1670 rVB2 17198690 30362302 45.89%% 3.506%
32 11.365 1671 1675 1677 rBV 4109521 4708038 7.12% 0.544%
33 11.402 1677 1681 1684 rBV3 4770470 7033781 10.63% 0.812%
34 11.451 1684 1689 1693 rVVv4 9778779 17920093 27.09% 2.069%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX090618\

Data File : VX004396.D

Aca On - 06 Sep 2018 20:14

Operator : JC/MD

Sample - J4724-15 -
Misc - 3.78a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 19 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\82X082218W.M
Title : SW846 8260

35 11.493 1693 1696 1701 rVV2 19600483 34118037 51.57% 3.940%
36 11.542 1701 1704 1709 rVB3 12003400 18011991 27.22% 2.080%
37 11.585 1709 1711 1716 rVB4 2290161 3091649 4.67% 0.357%
38 11.634 1716 1719 1721 rBV 2725472 3105143 4.69% 0.359%
39 11.695 1721 1729 1733 rVB5 9886596 18805631 28.42% 2.172%
40 11.743 1733 1737 1740 rBV2 9107849 12982083 19.62% 1.499%
41 11.780 1740 1743 1746 rVV 36031971 46177541 69.80% 5.333%
42 11.817 1746 1749 1758 rVB 37944120 66161607 100.00% 7.641%
43 11.902 1758 1763 1765 rBV2 8683013 12338516 18.65% 1.425%
44 11.951 1765 1771 1776 rVV5 15598463 26835257 40.56% 3.099%
45 12.012 1776 1781 1783 rVV2 21326198 30596099 46.24% 3.533%
46 12.036 1783 1785 1789 rVV3 8152525 9955977 15.05% 1.150%
47 12.073 1789 1791 1792 rVvV 3136314 3066324 4.63% 0.354%
48 12.097 1793 1795 1799 rVV2 7643577 9023384 13.64% 1.042%
49 12.152 1799 1804 1810 rVV2 13084766 21814500 32.97% 2.519%
50 12.310 1825 1830 1831 rBV2 9517914 12315579 18.61% 1.422%
51 12.329 1831 1833 1836 rVV 9425810 10683710 16.15% 1.234%
52 12.377 1836 1841 1847 rVV3 25931770 45659647 69.01% 5.273%
53 12.481 1847 1858 1862 rVV2 8073996 21035842 31.79% 2.429%
54 12.530 1862 1866 1872 rVB4 11169836 19512306 29.49% 2.253%
55 12.597 1872 1877 1878 rBV 8582145 11281306 17.05% 1.303%
56 12.615 1878 1880 1887 rVV4 12420095 21454279 32.43% 2.478%
57 12.676 1887 1890 1898 rVB2 10145143 15811700 23.90% 1.826%
58 12.743 1898 1901 1903 rBV2 3519620 4935010 7.46% 0.570%
59 12.774 1903 1906 1912 rVB4 5761964 12001990 18.14% 1.386%
60 12.822 1912 1914 1916 rBV3 1039351 1287063 1.95% 0.149%
61 12.853 1916 1919 1921 rBV3 1939654 2349199 3.55% 0.271%
62 12.883 1921 1924 1926 rBV2 2876535 2931297 4.43% 0.339%
63 12.951 1931 1935 1938 rVV3 7935419 12544054 18.96% 1.449%
64 12.981 1938 1940 1944 rVV2 6102087 7714471 11.66% 0.891%
65 13.024 1944 1947 1950 rVV 8086914 11181805 16.90% 1.291%
66 13.048 1950 1951 1954 rVV 4011436 3179690 4.81% 0.367%
67 13.091 1954 1958 1962 rVV3 2869443 6196757 9.37% 0.716%
68 13.127 1962 1964 1966 rVV 1703670 1904700 2.88% 0.220%
69 13.152 1966 1968 1973 rVV 1603780 2258767 3.41% 0.261%
70 13.219 1973 1979 1983 rVV4 2220443 4700240 7.10% 0.543%
71 13.268 1984 1987 1990 rVV3 1537731 1725746 2.61% 0.199%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX090618\

Data File : VX004396.D

Aca On - 06 Sep 2018 20:14

Operator : JC/MD

Sample - J4724-15 -
Misc - 3.78a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 19 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\82X082218W.M

: SW846 8260

72 13.310 1990 1994 1997 rVVv2 2199111 2974664 4_50% 0.344%
73 13.347 1997 2000 2006 rVVv2 8517347 13303240 20.11% 1.536%
74 13.389 2006 2007 2011 rVvVv 976004 1080390 1.63% 0.125%
75 13.432 2011 2014 2018 rVV2 1241198 1908309 2.88% 0.220%

76 13.481 2018 2022 2031 rVB 4685148 7962103 12.03% 0.919%
77 13.566 2031 2036 2039 rBV3 767832 1179405 1.78% 0.136%
78 13.639 2044 2048 2053 rBV2 1316669 2272770 3.44% 0.262%
79 13.725 2059 2062 2067 rVB2 820620 1222475 1.85% 0.141%
80 13.810 2071 2076 2077 rVvv2 392820 668098 1.01% 0.077%

81 13.834 2077 2080 2087 rVV 3126433 4391113 6.64% 0.507%
82 13.902 2087 2091 2097 rVB4 336711 668890 1.01% 0.077%

Sum of corrected areas: 865920305
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX090618\

Data File : VX004396.D

Aca On - 06 Sep 2018 20:14

Operator : JC/MD

Sample - J4724-15 -
Misc - 3.78a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 19 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_M
SW846 8260

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX004396.D

4e+07
3e+07
2e+07

1e+07

5.65
0‘ T

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX004396.D

4e+07

3e+07
10.84

11.49

11.
2e+07 10.91 11.1H g

1e+07

e
6.50

T — T T
9.00
TIC: VX004396.D

Time--> 9.50

Abundance
4e+07

111782

3e+07

2e+07

1e+07

== L — —T —T
Time--> 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX090618\

Data File : VX004396.D

Aca On - 06 Sep 2018 20:14

Operator : JC/MD

Sample - J4724-15 -
Misc - 3.78a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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, l-ethyl-2-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.65 587.54 ug/Il 15907700 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 60
2 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 60
3 4-0Octen-3-o0ne 126 C8H140 014129-48-7 49
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 49
5 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 49
Abundance Scan 1558 (10.652 min): VX004396.D (-1550) (-) m/z 97.10 100.00%
o7
55
43
5000 a5
‘ T 126 10.40 10.60 10.80 11.00
111 : : : :
o”“.““.”“?ﬁh.”“m.“”mL]ﬂLLW.Mh.”wnﬁ4ﬁJH.”&?EW.. m/z 55.10 73.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55 97
5000
41 10.40 10.60 10.80 11.00
29 69 o 126 m/z 57.10 66 .29%
"I']'-'S'I"'|:|I'"'|i!|"'l'l'!"l"'|=|I""II""I""I"':'Lll'l"'I'"'I""I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 97
10.40 10.60 10.80 11.00
5000 m/z 43.10 55.11%
41 69 126
27
"I'”'I"L“'"Wth'W'wL'P"“i”"?%”g?"dl"'}}i%%?'”'I'”'I"”I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11329: 4-Octen-3-one R e
97 10.40 10.60 10.80 11.00
m/z 41.10 41.04%
55
5000
41 126
\ 69 83 || 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX090618\

Data File : VX004396.D

Aca On - 06 Sep 2018 20:14

Operator : JC/MD

Sample - J4724-15 -
Misc - 3.78a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 Octane, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.84 1428.42 ug/Il 38675100 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 90
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 83
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 81
4 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 59
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53
Abundance Scan 1589 (10.841 min): VX004396.D (-1581) (-) m/z 57.10 100.00%
57
71
43
5000
81 113
9% 10.60 10.80 11.00 11.20
o”.“”w.”w”.LL”,J:“.Lp”qW¢w”4w¥§JL.ﬁ%ﬂ.”ﬁfﬁw.. m/z 71.10 70.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19193: Octane, 2,6-dimethyl-
57
43
5000 29 71
10.60 10.80 11.00 11.20
113 m/z 43.10 53.43%
ol % e | 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19170: Nonane, 3-methyl-
57
43 7 10,60 10.80 11.00 11.20
5000 29 m/z 41.10 40.44%
113
]75 ‘\ “‘ “ | 1N ?\5 98 | 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19198: Octane, 3,6-dimethyl- J”\\x>.,... S e
57 10.60 10.80 11.00 11.20
71 m/z 56.10 35.70%
5000 43
29 N 113
"'v"'|“"|“"|“"|“"|“"|'“'|'“'|'“9?'“'|"“|'}%Z"“ﬁ%?“l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX090618\
Data File : VX004396.D

Aca On - 06 Sep 2018 20:14

Operator : JC/MD

Sample - J4724-15 -
Misc - 3.78a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 Cyclohexane, propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.91 1206.12 ug/Il 32656000 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 74
2 3.7-Decadiene. 2.9-dimethvl- 166 C12H22 074630-13-0 59
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 59
4 Cvclohexane. (l1-methvlethvl)- 126 C9H18 000696-29-7 58
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 53
Abundance Scan 1600 (10.908 min): VX004396.D (-1593) (-) m/z 83.10 100.00%
55 83
5000 41
1 126
98 109 142 10.60 10.80 11.00 11.20
(o} e B i m/z 55.10 84 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11538: Cyclohexane, propyl-
83
55
5000 \\/}'I""I"' NN IARER
41 10.60 10.80 11.00 11.20
29 67 126 m/z 82.10 61.01%
= |'|“"|4 --%1 }pg'l U DN S L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35183: 3,7-Decadiene, 2,9-dimethyl-
g5
10.60 10.80 11.00 11.20
5000 m/z 41.10 48.47%
41 83
67
29 110
ST S| A |“‘ . .9?, i -1|2‘-3- — 151 |1|6|6| N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58302: Cyclohexane, octyl- R e L AR R e aa
83 10.60 10.80 11.00 11.20
55 m/z 57.10 47 .03%
5000
41
67
29 97
\‘ 1 \‘ \H ‘\‘h L ‘ 1 112 125 139 168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX090618\

Data File : VX004396.D

Aca On - 06 Sep 2018 20:14

Operator : JC/MD

Sample - J4724-15 -
Misc - 3.78a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 Heptane, 3-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.96 579.89 ug/Il 15700600 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 86
2 Heptane. 4-propvl- 142 C10H22 003178-29-8 64
3 Octane. 3-methvl- 128 C9H20 002216-33-3 47
4 Heptane. 4-(l-methvlethvl)- 142 C10H22 052896-87-4 45
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 43
Abundance Scan 1608 (10.957 min): VX004396.D (-1605) (-) m/z 57.10 100.00%
57
5000 43 98
185 10.60 10.80 11.00 11.20
o.w””,””“?QL”.“J:“”HLHW.iw”.MEQﬁﬁ?w?%i.”&?%w.. m/z 98.10 42.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19217: Heptane, 3-ethyl-2-methyl-
57
5000 41 98
10.60 10.80 11.00 11.20
29 reR m/z 43.10 41.17%
w ol 113 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19176: Heptane, 4-propyl-
57
10.60 10.80 11.00 11.20
5000 43 o5 m/z 41.10 22 .95%
"|"'w""|“"hl"'V“Hll"'ﬁﬁ"w'g?'|“"“"“%%?'w'%?§|'“'%%?'w"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12669: Octane, 3-methyl- e
57 10.60 10.80 11.00 11.20
m/z 56.10 16.00%
5000
43
29 98
s 0 L™ e ] 1z s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX090618\
Data File : VX004396.D

Aca On - 06 Sep 2018 20:14

Operator : JC/MD

Sample - J4724-15 -
Misc - 3.78a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 Undecane, 5,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.09 409.97 ug/Il 11100100 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5.6-dimethvl- 184 C13H28 017615-91-7 50
2 Undecane. 3-methvl- 170 C12H26 001002-43-3 47
3 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 47
4 Decane 142 C10H22 000124-18-5 38
5 Dotriacontane 451 C32H66 000544-85-4 38
Abundance Scan 1630 (11.091 min): VX004396.D (-1627) (-) m/z 57.10 100.00%
g7
43
5000
98
112 10.80 11.00 11.20 11.40
) “.J.,“..Ju.”.,%??f¥?”.,....,.” m/z 43.10 67.09%
m/z--> 20 40 60 100 120 140 160 180
Abundance #48864: Undecane, 5,6-dimethyl-
43 i
5000 R UM S SULIEE R
10.80 11.00 11.20 11.40
29 71 84 o8 m/z 98.10 27 .23%
l 113 127 141 155 184
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38335: Undecane, 3-methyl-
57
43 10.80 11.00 11.20 11.40
5000 n m/z 41.10 26 .65%
85
29
et L 2 o6 M ass a0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19220: Heptane, 3-ethyl-2-methyl- R B
57 10.80 11.00 11.20 11.40
43 m/z 71.10 25.93%
5000
27 98
71
s |l L g w
m/z--> 2'0 4'0 60 80 100 120 140 160 180 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX090618\

Data File : VX004396.D

Aca On - 06 Sep 2018 20:14

Operator : JC/MD

Sample - J4724-15 -
Misc - 3.78a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 4-Octene, 2,6-dimethyl-, [S... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.28 495.09 ug/Il 30362300 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octene. 2.6-dimethvl-. IS-(BE)1- 140 C10H20 062960-76-3 68
2 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 62
3 4-Octene. 2.6-dimethvl-. IS-(2)1- 140 C10H20 062960-77-4 59
4 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 53
5 1-Hexene, 3,3,5-trimethyl- 126 C9H18 013427-43-5 46
Abundance Scan 1661 (11.280 min): VX004396.D (-1654) (-) m/z 69.10 100.00%
55
5000 a1
'11.00 11.20 11.40 11.60
Y N A m/z 55.10 55.78%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18040: 4-Octene, 2,6-dimethyl-, [S-(E)]-
55
69
5000 L SRR A UL AR
a1 11.00 11.20 11.40 11.60
83 m/z 70.10 54 .94Y%
29 97 111 140
'”W'”W'”W'”W"”W'”h"”W'”W'”H'”W'”W;%QP”'P”'P“'P“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17999: 2-Octene, 2,6-dimethyl-
4 69
55 11.00 11.20 11.40 11.60
5000 m/z 125.10 54 .93%
29
83 140
"”I%'”I"”I"”I"”I"'W'"W'"'P'??P"}i%"l}%ﬁl'”'I'”'I”"I”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18041: 4-Octene, 2,6-dimethyl-, [S-(2)]-
55 11.00 11.20 11.40 11.60
69 m/z 41.10 37.91%
5000 a1
29 83 111 140
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX090618\

Data File : VX004396.D

Aca On - 06 Sep 2018 20:14

Operator : JC/MD

Sample - J4724-15 -
Misc - 3.78a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 Cyclohexane, butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.01 498.91 ug/Il 30596100 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 81
2 Cvclohexane. 1.1°-(1l.4-butanediv... 222 C16H30 006165-44-2 64
3 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 59
4 Cvclohexane. (l1-methvlethvl)- 126 C9H18 000696-29-7 53
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 53
Abundance Scan 1781 (12.012 min): VX004396.D (-1776) (-) m/z 83.10 100.00%
83
55
5000
97 111 11.60 11.80 12.00 12.20 12.40
o Lﬁ4TrAﬂiﬁifLHEﬁéﬂlqﬂTrquﬁ7Tr m/z 55.10 71.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17969: Cyclohexane, butyl-
83
55
5000 R RN BRI
a 11.60 11.80 12.00 12.20 12.40
67 140 m/z 82.10 67 .06%
29
L NI T T =
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79573: Cyclohexane, 1,1'-(1,4-butanediyl)bis-
83
55
11.60 11.80 12.00 12.20 12.40
5000 m/z 41.10 32.00%
41
67
96
29 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27051: Cyclohexane, pentyl- L B o R
83 11.60 11.80 12.00 12.20 12.40
m/z 69.10 28.51%
55
5000
41
29 154
187 M 97111 126 ]
m/z--> 20 40 60 80 @ 120 140 160 180 200 220 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX090618\

Data File : VX004396.D

Aca On - 06 Sep 2018 20:14

Operator : JC/MD

Sample - J4724-15 -
Misc - 3.78a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 Ethanone, 1-(1-methylcycloh... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.48 343.01 ug/Il 21035800 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(l-methvlcvclohexvI)- 140 C9H160 002890-62-2 59
2 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 53
3 Cvclohexane. l1l-ethvl-1-methvl- 126 C9H18 004926-90-3 53
4 2.2.3.3-Tetramethvlcvclopropanec... 238 C15H2602 1000221-97-5 53
5 Cyclohexanone, 3-butyl- 154 C10H180 039178-69-3 52
Abundance Scan 1858 (12.481 min): VX004396.D (-1847) (-) m/z 97.10 100.00%
g7
55
5000
4 67 81 154
119 12.20 12.40 12.60 12.80
o...“..4h.mL.Mth..h:..q.ﬂ?ﬁ..ﬂw??ﬁ.“...EQ?. m/z 55.10 67.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18753: Ethanone, 1-(1-methylcyclohexyl)-
56 97
5000 LI BN UL BN S
12.20 12.40 12.60 12.80
o m/z 96.10 27 .61%
81 140
"'l'”'ﬁu'“ ABARARAS P'"}??'W""I"”I""I”"
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #11620: Cyclohexane, 1-ethyl-2-methyl-, cis-
56 97
12.20 12.40 12,60 12.80
5000 41 m/z 41.10 20.86%
69
i \L 8 | 11 126
m/z--> 20 Jo 60 80 100 120 140 160 180 200
Abundance #11605: Cyclohexane, 1-ethyl-1-methyl- A BEREEEa e
55 97 12.20 12.40 12.60 12.80
m/z 81.10 17.78%
5000
m/z--> 20 60 80 100 120 140 160 180 200 12.20 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX090618\

Data File : VX004396.D

Aca On - 06 Sep 2018 20:14

Operator : JC/MD

Sample - J4724-15 -
Misc - 3.78a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 p-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.62 349.84 ug/Il 21454300 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 86
2 o-Cvmene 134 C10H14 000527-84-4 86
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 70
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 70
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 70
Abundance Scan 1881 (12.621 min): VX004396.D (-1878) (-) m/z 119.10 100.00%
119
97
5000
> 83 134
41 ﬁg " 108 174 66 18 12.40 12.60 12.80 13.00
ol Ll JOB 148 | 166 182 1 Fhzz 97.10  53.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14809: p-Cymene
119
5000
12.40 12.60 12.80 13.00
o1 134 m/z 55.10 31.98%
2.7 ﬁl o1 (.3|5 7|7. , 193 WL .
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14811: o-Cymene
119
1240 12,60 12.80 13.00
5000 m/z 134.10 25.63%
o1 134
27 gts & 77 | 10s ‘
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119 12.40 12.60 12.80 13.00
m/z 83.10 20.91%
134
5000
15 27 % s 65 77 %15
mz-> 20 40 60 80 100 120 140 160 180 " 12.40 12,60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_ X\DATA\VX090618\
Data File : VX004396.D

Acq On - 06 Sep 2018 20:14

Operator : JC/MD

Sample : J4724-15 :
Misc - 3.78g/5mL/100uL/5 .00mL/MSVOA_X/MEOH S AR 2
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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, 1-et... 10.65 587.5 ug/l1 15907700 3 10.12 1353770 50.0
Octane, 2,6-dimet... 10.84 1428_.4 ug/l1 38675100 3 10.12 1353770 50.0
Cyclohexane, propyl- 10.91 1206.1 ug/l1 32656000 3 10.12 1353770 50.0
Heptane, 3-ethyl-_... 10.96 579.9 ug/l1 15700600 3 10.12 1353770 50.0
Undecane, 5,6-dim... 11.09 410.0 ug/1 11100100 3 10.12 1353770 50.0
4-Octene, 2,6-dim... 11.28 495.1 ug/1 30362300 4 12.08 3066320 50.0
Cyclohexane, butyl- 12.01 498.9 ug/1 30596100 4 12.08 3066320 50.0
Ethanone, 1-(1-me... 12.48 343.0 ug/l1 21035800 4 12.08 3066320 50.0
p-Cymene 12.62 349.8 ug/l 21454300 4 12.08 3066320 50.0
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