LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062618\

Data File : VX002918.D

Aca On - 27 Jun 2018 02:22

Operator : JC/MD

Sample - J3707-12 50X :

Misc - 5.91a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 31 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\82X062518W.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 1.075 76 80 93 rBv 527826 735081 43.05% 4.323%
2 1.264 108 111 119 rBvV2 12931 20590 1.21% 0.121%
3 4.599 647 658 673 rBV 228583 635164 37.20% 3.735%
4 5.507 795 807 820 rBV 178139 504209 29.53% 2.965%
5 5.666 823 833 852 rVB 267725 760017 44.51% 4_470%
6 6.074 888 900 917 rBV 187090 497749 29.15% 2.927%
7 6.348 936 945 953 rVB2 8335 24714 1.45% 0.145%
8 6.708 996 1004 1011 rBV3 10026 25099 1.47% 0.148%
9 6.867 1019 1030 1049 rBV 383385 891659 52.22% 5.244%
10 7.464 1118 1128 1136 rBvV2 18960 43807 2.57% 0.258%
11 8.720 1327 1334 1342 rVB 913128 1407348 82.42% 8.277%
12 8.976 1371 1376 1383 rVB 12961 18428 1.08% 0.108%
13 9.964 1533 1538 1544 rVB 26691 38184 2.24% 0.225%
14 10.067 1549 1555 1558 rBvV 21572 30257 1.77% 0.178%

15 10.116 1558 1563 1573 rVB 825030 1066356 62.45% 6.271%

16 10.415 1608 1612 1623 rVB 162086 214121 12.54% 1.259%

17 10.646 1643 1650 1657 rBv4 40751 71627 4._.19% 0.421%
18 10.726 1657 1663 1667 rVvv4 30830 48907 2.86% 0.288%
19 10.768 1667 1670 1674 rVB 13983 17492 1.02% 0.103%
20 10.835 1674 1681 1686 rVB2 73662 116781 6.84% 0.687%
21 10.884 1686 1689 1690 rBV 17991 19341 1.13% 0.114%
22 10.915 1690 1694 1697 rVV 74188 102128 5.98% 0.601%
23 10.951 1697 1700 1705 rVB 27398 38019 2.23% 0.224%
24 11.018 1705 1711 1714 rVB4 15460 23916 1.40% 0.141%

25 11.085 1714 1722 1725 rBV3 65576 117187 6.86% 0.689%

26 11.140 1725 1731 1741 rVB2 987200 1462743 85.67% 8.602%
27 11.244 1741 1748 1752 rBV 153776 227053 13.30% 1.335%

28 11.281 1752 1754 1757 rVV2 27664 29186 1.71% 0.172%
29 11.360 1763 1767 1770 rBV 20239 27680 1.62% 0.163%
30 11.396 1770 1773 1778 rVB2 18064 24433 1.43% 0.144%
31 11.451 1778 1782 1785 rBV3 37446 58508 3.43% 0.344%
32 11.488 1785 1788 1791 rVV 54527 66279 3.88% 0.390%

33 11.530 1791 1795 1801 rVB 1453996 1707465 100.00% 10.042%
34 11.689 1813 1821 1825 rBV5 78219 136882 8.02% 0.805%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062618\
Data File : VX002918.D

Aca On - 27 Jun 2018 02:22

Operator : JC/MD

Sample - J3707-12 50X :

Misc - 5.91a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 31 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\82X062518W_M
SW846 8260

35 11.738 1825 1829 1831 rVV 93968 126230 7.39% 0.742%

36 11.774 1831 1835 1838 rVV 259224 334252 19.58% 1.966%
37 11.835 1838 1845 1851 rVB7 81623 216798 12.70% 1.275%
38 11.896 1851 1855 1857 rBV 77240 107681 6.31% 0.633%
39 11.921 1857 1859 1861 rVV 83189 106482 6.24% 0.626%
40 11.945 1861 1863 1868 rVv2 99987 142562 8.35% 0.838%

41 12.000 1868 1872 1875 rVV 112500 151510 8.87% 0.891%
42 12.079 1879 1885 1891 rVV 1025090 1537215 90.03% 9.040%
43 12.128 1891 1893 1895 rVV 132096 140434 8.22% 0.826%
44 12.158 1895 1898 1902 rVV 198107 230441 13.50% 1.355%
45 12.232 1906 1910 1917 rVB2 166393 229179 13.42% 1.348%

46 12.305 1917 1922 1928 rBV2 46225 78591 4._.60% 0.462%
47 12.372 1928 1933 1941 rBV4 144789 277907 16.28% 1.634%
48 12.482 1946 1951 1955 rBV 918178 1050519 61.53% 6.178%

49 12.524 1955 1958 1964 rVB2 58361 87030 5.10% 0.512%
50 12.591 1964 1969 1972 rBV 60945 97170 5.69% 0.571%
51 12.640 1974 1977 1979 rVV3 35017 46449 2.72% 0.273%

52 12.671 1979 1982 1985 rVB 94724 102942 6.03% 0.605%
53 12.780 1995 2000 2005 rVB3 80273 144824 8.48% 0.852%

54 12.853 2007 2012 2014 rBV2 35417 59204 3.47% 0.348%
55 12.957 2024 2029 2031 rBV3 44146 83052 4 .86% 0.488%
56 12.981 2031 2033 2037 rVvv2 57413 75343 4_.41% 0.443%
57 13.024 2037 2040 2046 rVB2 74552 107033 6.27% 0.629%
58 13.091 2046 2051 2055 rBV3 25052 43423 2.54% 0.255%
59 13.152 2059 2061 2066 rVB 14917 19323 1.13% 0.114%
60 13.219 2066 2072 2076 rVB4 19104 28991 1.70% 0.170%
61 13.323 2083 2089 2092 rBV2 83904 103530 6.06% 0.609%
62 13.353 2092 2094 2099 rvB4 20743 24132 1.41% 0.142%
63 13.481 2111 2115 2124 rVB7Y 20985 43332 2.54% 0.255%
Sum of corrected areas: 17003989
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062618\

Data File : VX002918.D

Aca On - 27 Jun 2018 02:22

Operator : JC/MD

Sample - J3707-12 50X :

Misc - 5.91a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX002918.D
1400000
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800000
600000{ 1 g
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Iy J\
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T T T T T
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Abundance TIC: VX002918.D
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Abundance TIC: VX002918.D
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062618\

Data File : VX002918.D

Aca On - 27 Jun 2018 02:22

Operator : JC/MD

Sample - J3707-12 50X :

Misc - 5.91a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 Nonane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.41 10.04 ug/Il 214121 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 94
2 Octane 114 C8H18 000111-65-9 59
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 50
4 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 47
5 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 43
Abundance Scan 1611 (10.409 min): VX002918.D (-1608) (-) m/z 43.05 100.00%
43 57
5000
71 75
99 128 10.00 10.20 10.40 10.60 10.80
..“.”,”.w.ﬁdJ:.ﬁhuh.“uw.lﬁi.w.”ﬂ“.ﬁ?.“,”.h.”. m/z 57.05 81.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12663: Nonane
43
57
5000
29 10.00 10.20 10.40 10.60 10.80
71 85 m/z 40.95 58.46%
B N 7S N O PE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
10.00 10.20 10.40 10.60 10.80
5000 m/z 85.10 29.57%
57
29 - 85
15 50 114
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7640: Hexane, 2,4-dimethyl-
43 10.00 10.20 10.40 10.60 10.80
57 m/z 56.00 24 .81%
5000
85
29
71
b sl sl e wa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.00 10.20 10.40 10.60 10.80

82X062518W.M Thu Jun 28 15:34:28 2018 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062618\
Data File : VX002918.D

Aca On - 27 Jun 2018 02:22

Operator : JC/MD

Sample - J3707-12 50X :

Misc - 5.91a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 Octane, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.84 5.48 ug/Il 116781 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 94
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 70
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 58
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 53
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 53
Abundance Scan 1682 (10.842 min): VX002918.D (-1674) (-) m/z 57.05 100.00%
57
41 S
5000
‘ 81 13 10.60 10.80 11.00 11.20
96 . . . .
.”“.”“.”“.JJ.HPJ:“mhh.mﬁﬁ.“J.ﬂﬂﬁﬂnw??i”f?QH,. m/z 71.05 66.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19197: Octane, 2,6-dimethyl-
57
71
41
5000
10.60 10.80 11.00 11.20
29 g5 113 m/z 41.00 59.17%
"W'%?W"j“"'jJ"'lmLll'”'wa'”l'J"P'??l'”'IH”'I'}%z"”%%?”l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43 7 10.60 10.80 11.00 11.20
5000 29 m/z 43.05 58.95Y%
113
15 85  og 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl-
57 10.60 10.80 11.00 11.20
m/z 56.05 38.34%
71
5000 43
29
113
\‘ “‘ L8 99 | 17 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062618\
Data File : VX002918.D

Aca On - 27 Jun 2018 02:22

Operator : JC/MD

Sample - J3707-12 50X :

Misc - 5.91a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 Decane, 2,5,6-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.09 5.49 ug/Il 117187 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 64
2 Undecane. 5.6-dimethvl- 184 C13H28 017615-91-7 53
3 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 53
4 Decane 142 C10H22 000124-18-5 47
5 1-Azacyclononan-2-one 141 C8H15NO 000935-30-8 43
Abundance Scan 1723 (11.092 min): VX002918.D (-1714) (-) m/z 57.05 100.00%
43
5000
71 g5 98
112 10.80 11.00 11.20 11.40
3128 A8 m/z 42.95 76.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48889: Decane, 2,5,6-trimethyl-
57
43
5000 UL '|"*ﬁﬁ|"' T
10.80 11.00 11.20 11.40
nog, m/z 41.00 42 _.99%
SN N = AR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
43
10.80 11.00 11.20 11.40
5000 m/z 55.95 29.36%
29 71 84 og
113 127 141 155 184
miz--> 20 40 60 80 100 120 140 160 180
Abundance #19217: Heptane, 3-ethyl-2-methyl-
57 10.80 11.00 11.20 11.40
m/z 71.10 26 .26%
5000 41 98
29 1 o
ErEm ,\I\,,,M\,‘I s e
m/z--> 20 40 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\VX062618\

Data File : VX002918.D

Aca On - 27 Jun 2018 02:22

Operator : JC/MD

Sample - J3707-12 50X :

Misc - 5.91a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 Nonane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.24 7.39 ug/l 227053 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 90
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 72
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
4 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 59
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 59
Abundance Scan 1747 (11.238 min): VX002918.D (-1741) (-) m/z 57.10 100.00%
57
71
41
5000
12 11.00 11.20 11.40 11.60
85 95 - - - -
.w.”w.”w.nh!h?ﬂj:“.Jh.”“m“,“u,””;h.ﬂﬁ?w”.ﬁfﬁ.“ m/z 71.05 63.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19171: Nonane, 3-methyl-
57
43 -
5000
11.00 11.20 11.40 11.60
29 m/z 41.00 53.41%
L 88 g 2 gy
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
71 11.00 11.20 11.40 11.60
5000 43 m/z 43.05 51.82%
29
113
85 99 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19197: Octane, 2,6-dimethyl- S e el U MY L S
57 11.00 11.20 11.40 11.60
71 m/z 56.10 35.41%
41
5000
29 a5 113
15 || sol T e | 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062618\
Data File : VX002918.D

Aca On 27 Jun 2018 02:22

Operator : JC/MD

Sample : J3707-12 50X

Misc : 5.91a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 Decane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.53 55.54 ug/1 1707470 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 94
2 Nonane 128 C9H20 000111-84-2 72
3 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 64
4 3-Ethyl-3-methvlheptane 142 C10H22 017302-01-1 59
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 59
Abundance Scan 1795 (11.530 min): VX002918.D (-1791) (-) m/z 57.05 100.00%
48 ﬂ
5000
11.20 11.40 11.60 11.80
e m/z 43.00 99.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19158: Decane
43 57
5000
71 11.20 11.40 11.60 11.80
29 85 m/z 41.00 54 .18%
s | 99 3 142
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
43
57
11.20 11.40 11.60 11.80
5000 m/z 71.10 40.83%
29 71 85
15 99 128
mmmmwmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38340: Decane, 2,9-dimethyl-
43 57 11.20 11.40 11.60 11.80
m/z 85.05 27 .96%
5000 71
85
29
‘ o 9 113 127 155
T T T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.20 11.40 11.60 11.80

82X062518W.M Thu Jun 28 15:34:31 2018

P021SB480-21-23-180622

Page: 8



Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062618\

Data File : VX002918.D

Aca On - 27 Jun 2018 02:22

Operator : JC/MD

Sample - J3707-12 50X :

Misc - 5.91a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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, 2,6,10-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.16 7.50 ug/l 230441 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 64
2 1-lodo-2-methvlnonane 268 C10H211 1000101-47-9 64
3 Decane. 2-methvl- 156 C11H24 006975-98-0 64
4 Octane. 2-methvl- 128 C9H20 003221-61-2 59
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 53
Abundance Scan 1898 (12.158 min): VX002918.D (-1895) (-) m/z 43.00 100.00%
43 57
5000 71
85
g9 112 141754 11.80 12.00 12.20 12.40
et el S e M/Z 57.10  90.78%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57 7
43
5000 85
11.80 12.00 12.20 12.40
m/z 41.00 55.72%
29 g 113127
Ll W L "141155169183
miz-> 20 40 eb 80 160 120 140 160 180 200 220 240 260
Abundance
43
57
11.80 12.00 12.20 12.40
5000 1 m/z 71.10 45.27%
85
29
99 127141155169 211 268
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28432: Decane, 2-methyl-
43 57 11.80 12.00 12.20 12.40
m/z 85.05 33.40%
5000 71
29 85
miz-> 20 40 6|0 8|0 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062618\
Data File : VX002918.D

Aca On - 27 Jun 2018 02:22

Operator : JC/MD

Sample - J3707-12 50X :

Misc - 5.91a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 Decane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.23 7.45 ug/l 229179 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3-methvl- 156 C11H24 013151-34-3 64
2 Dodecane. 3-methvl- 184 C13H28 017312-57-1 59
3 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 50
4 Undecane. 3.4-dimethvl- 184 C13H28 017312-78-6 50
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 49

Abundance Scan 1910 (12.232 min): VX002918.D (-1906) (-) m/z 57.10 100.00%

5000

12.00 12.20 12.40 12.60
m/z 71.00 60.85%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28436: Decane, 3-methyl-
57
43
71
5000
29 85 12.00 12.20 12.40 12.60
m/z 43.00 56.51%
127
| ol 98 112 | 140 156

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
3 12.00 12.20 12.40 12.60
5000 4 - m/z 41.00 51.90%
85
29
99 155
113 126 184
L o o o e o e B N LI o e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28441: Nonane, 3,7-dimethyl-
57 12.00 12.20 12.40 12.60
m/z 85.10 41 .23%
43 71
5000
29 85
127
“ | 97 111 7] 141 156

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 : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062618\

Data File : VX002918.D

Aca On - 27 Jun 2018 02:22

Operator : JC/MD

Sample - J3707-12 50X :

Misc - 5.91a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 Undecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.48 34.17 ug/1 1050520 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 94
2 Decane 142 C10H22 000124-18-5 86
3 Tridecane 184 C13H28 000629-50-5 80
4 Tetradecane 198 C14H30 000629-59-4 64
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 1951 (12.482 min): VX002918.D (-1946) (-) m/z 57.05 100.00%
43 5
5000 71
85

98 113 17 156 12.20 12.40 12.60 12.80
e L -2 Sy m/z 42.95 89.61%
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #28423: Undecane
43 57
5000 71
85 12.20 12.40 12.60 12.80
29 m/z 41.00 50.61%
98
..1?,.‘J. .“M .uk‘,. ﬂa. ,iu ..”,..1}? ,%%7..1ﬁ%. }?ﬁ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43 57
12.20 12.40 12.60 12.80
5000 m/z 71.05 49.06%
71
29 85
15 99 113 142
I A A o o o e o L o o o o o o O R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48831: Tridecane
4 57 12.20 12.40 12.60 12.80
m/z 85.10 29.74%
5000 n
29 85
Lol ) %9 113 127 10 1ss 1
o e I B e LA I o e o S
m/z--> 20 40 60 80 100 120 140 160 180 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_ X\DATA\VX062618\
Data File : VX002918.D

Acq On - 27 Jun 2018 02:22

Operator : JC/MD

Sample - J3707-12 50X :

Misc - 5.91g/5mL/100uL/5 .00mL/MSVOA_X/MEOH e
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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]
Nonane 10.41 10.0 ug/I1 214121 3 10.12 1066360 50.0
Octane, 2,6-dimet... 10.84 5.5 ug/Il 116781 3 10.12 1066360 50.0
Decane, 2,5,6-tri... 11.09 5.5 ug/Il 117187 3 10.12 1066360 50.0
Nonane, 3-methyl- 11.24 7.4 ug/l 227053 4 12.08 1537220 50.0
Decane 11.53 55.5 ug/1 1707470 4 12.08 1537220 50.0
Dodecane, 2,6,10-... 12.16 7.5 ug/l 230441 4 12.08 1537220 50.0
Decane, 3-methyl- 12.23 7.5 ug/l 229179 4 12.08 1537220 50.0
Undecane 12.48 34.2 ug/1 1050520 4 12.08 1537220 50.0
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