LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062718\

Data File : VX002944.D

Aca On - 27 Jun 2018 18:43

Operator : JC/MD

Sample - J3707-11 20X :

Misc - 7.12a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 18 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 523249 738757 42.22% 4.251%
2 1.264 108 111 120 rvVvB 12909 19820 1.13% 0.114%
3 4.599 646 658 673 rBV 268576 751448 42 .95% 4.324%
4 4.769 679 686 696 rVB2 5802 18041 1.03% 0.104%
5 5.507 795 807 820 rBV 175208 502052 28.69% 2.889%
6 5.666 822 833 851 rVB2 268952 762392 43.57% 4.387%
7 6.074 887 900 916 rBV 192505 501276 28.65% 2.885%
8 6.348 936 945 955 rVB3 6855 21739 1.24% 0.125%
9 6.708 996 1004 1012 rVB3 10968 25583 1.46% 0.147%
10 6.867 1019 1030 1048 rBV 381150 904897 51.72% 5.208%
11 7.464 1118 1128 1137 rVB2 17927 41505 2.37% 0.239%
12 8.720 1327 1334 1343 rVB 936933 1422811 81.32% 8.188%
13 8.976 1370 1376 1382 rBV 14188 20817 1.19% 0.120%
14 9.964 1534 1538 1544 rVB 28258 39907 2.28% 0.230%
15 10.067 1549 1555 1558 rBvV 21541 31303 1.79% 0.180%

16 10.116 1558 1563 1572 rVB 813500 1080936 61.78% 6.221%
17 10.415 1608 1612 1622 rVB 166851 225110 12.87% 1.295%

18 10.646 1643 1650 1657 rBV3 41402 73585 4.21% 0.423%
19 10.726 1657 1663 1668 rVvVv3 30564 51652 2.95% 0.297%
20 10.841 1674 1682 1686 rVB2 72385 115904 6.62% 0.667%
21 10.884 1686 1689 1690 rBV 18423 19178 1.10% 0.110%
22 10.915 1690 1694 1698 rVVv2 74615 109034 6.23% 0.627%
23 10.951 1698 1700 1705 rVB 27372 31872 1.82% 0.183%
24 11.018 1705 1711 1714 rVB2 15443 22706 1.30% 0.131%

25 11.085 1714 1722 1725 rBV2 66453 116302 6.65% 0.669%

26 11.140 1725 1731 1741 rVB2 994574 1473458 84.21% 8.480%
27 11.244 1741 1748 1752 rBV 151212 223155 12.75% 1.284%

28 11.280 1752 1754 1757 rVV3 27595 30019 1.72% 0.173%
29 11.360 1763 1767 1770 rBV2 15521 21269 1.22% 0.122%
30 11.396 1770 1773 1777 rBvV4 17883 24788 1.42% 0.143%
31 11.451 1777 1782 1785 rBvV4 34126 55387 3.17% 0.319%
32 11.488 1785 1788 1791 rVV 55353 68595 3.92% 0.395%

33 11.536 1791 1796 1801 rVB 1436451 1749715 100.00% 10.069%
34 11.689 1813 1821 1825 rBV5 78682 129973 7.43% 0.748%

82X062518W.M Thu Jun 28 17:42:13 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062718\

Data File : VX002944.D

Aca On - 27 Jun 2018 18:43

Operator : JC/MD

Sample - J3707-11 20X :

Misc - 7.12a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 18 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 1832 rVV 93652 145368 8.31% 0.837%

36 11.774 1832 1835 1838 rVV 258486 317115 18.12% 1.825%
37 11.835 1838 1845 1851 rVB5 83276 213492 12.20% 1.229%
38 11.896 1851 1855 1857 rBV 81617 114920 6.57% 0.661%
39 11.927 1857 1860 1861 rVV 88301 111428 6.37% 0.641%
40 11.945 1861 1863 1868 rVV 104464 147187 8.41% 0.847%

41 12.000 1868 1872 1875 rVV 117421 155490 8.89% 0.895%
42 12.079 1879 1885 1891 rVV 1043582 1546813 88.40% 8.902%
43 12.128 1891 1893 1895 rVV 130962 138721 7.93% 0.798%
44 12.158 1895 1898 1902 rVV 200940 235150 13.44% 1.353%
45 12.231 1906 1910 1917 rVB2 170570 229862 13.14% 1.323%

46 12.305 1917 1922 1928 rBV3 34636 55701 3.18% 0.321%
47 12.372 1928 1933 1940 rBV4 150315 287373 16.42% 1.654%
48 12.481 1946 1951 1955 rBV 953177 1079687 61.71% 6.213%
49 12.524 1955 1958 1964 rVB2 60589 92707 5.30% 0.534%
50 12.591 1964 1969 1974 rBV3 55929 109623 6.27% 0.631%

51 12.640 1974 1977 1979 rVVv2 41068 53261 3.04% 0.307%
52 12.670 1979 1982 1985 rVB 90712 100229 5.73% 0.577%
53 12.780 1995 2000 2005 rVB3 83206 152169 8.70% 0.876%

54 12.853 2005 2012 2014 rVvv2 42605 80247 4 _.59% 0.462%
55 12.896 2018 2019 2023 rVVv2 32412 32168 1.84% 0.185%
56 12.957 2023 2029 2031 rvv4 51187 95463 5.46% 0.549%
57 12.981 2031 2033 2037 rVvv2 60792 81908 4.68% 0.471%
58 13.024 2037 2040 2046 rVvv2 58895 96374 5.51% 0.555%
59 13.097 2046 2052 2055 rVvv3 29777 58679 3.35% 0.338%
60 13.152 2059 2061 2066 rvVv 15824 19946 1.14% 0.115%
61 13.219 2066 2072 2076 rVB4 18872 29091 1.66% 0.167%
62 13.323 2083 2089 2092 rBV2 83459 106857 6.11% 0.615%
63 13.353 2092 2094 2099 rvB4 18166 23010 1.32% 0.132%
64 13.487 2110 2116 2124 rVB7 15438 41558 2.38% 0.239%
Sum of corrected areas: 17376583
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062718\
Data File : VX002944.D

Aca On - 27 Jun 2018 18:43

Operator : JC/MD

Sample - J3707-11 20X :

Misc - 7.12a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 18 Sample Multiplier: 1

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

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

Abundance TIC: VX002944.D
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1200000
1000000
800000
600000 ; o7
400000

200000 5.51 6.07
1.26 4.77 /\L

Ol e I ¥ L S L

T T T T
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Abundance TIC: VX002944.D
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800000
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200000
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Abundance TIC: VX002944.D
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062718\

Data File : VX002944.D

Aca On - 27 Jun 2018 18:43

Operator : JC/MD

Sample - J3707-11 20X :

Misc - 7.12a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 18 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 10.41 ug/Il 225110 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 91
2 Octane 114 C8H18 000111-65-9 53
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 53
4 Oxalic acid. isobutyl nonvl ester 272 C15H2804 1000309-37-4 50
5 Hexane, 2,2,3,3-tetramethyl- 142 C10H22 013475-81-5 47
Abundance Scan 1611 (10.409 min): VX002944.D (-1608) (-) m/z 42.95 100.00%
8 5
5000
2 85
99 128 10.00 10.20 10.40 10.60 10.80
.”,””“.”“.”“?ﬂJh.Hhh.”ﬂ“.wih,udm.}ﬁ%.“”h.”. m/z 56.95 82.59%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12664: Nonane
a3
5000
10.00 10.20 10.40 10.60 10.80
29 1 8 m/z 41.00 60.70%
"'I”"I"'W"'UI"”“l"'l'”*I"'“A'"I'J'W"'%?"”I""I”%%?"”
m/z--> 0O 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 85.05 31.03%
57
29 85
15 114
mewﬁmwﬁmmm
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7641: Hexane, 2,4-dimethyl-
43 10.00 10.20 10.40 10.60 10.80
57 m/z 56.10 24 .09%
5000 85
29
71
2 15 ‘ LI %9 114
m/z--> c') 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 150 1:'30 10.00 10.20 10.40 10.60 10.80
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Library Search Compound

Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062718\

Data File : VX002944.D

Aca On - 27 Jun 2018 18:43

Operator : JC/MD

Sample - J3707-11 20X :

Misc - 7.12a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_M

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 5.36 ug/Il 115904 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 90
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 70
4 Dodecane. 3-methvl- 184 C13H28 017312-57-1 59
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 50
Abundance Scan 1682 (10.841 min): VX002944.D (-1674) (-) m/z 57.10 100.00%
57
71
5000
10.60 10.80 11.00 11.20
125 142 m/z 71.05 63.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19197: Octane, 2,6-dimethyl-
57
71
41
5000
10.60 10.80 11.00 11.20
29 a5 113 m/z 43.05 51.77%
15 \‘ “ I 97 || 127 142
m/z--> 20 45 eb 80 100 120 140 160 180 200
Abundance
57
43
71 10.60 10.80 11.00 11.20
5000 29 m/z 41.00 49 .28%
113
15 85 og 127 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19198: Octane, 3,6-dimethyl- R e A
57 10,60 10.80 11.00 11.20
71 m/z 56.05 39.66%
5000 43
29 113
Ll e |
m/z--> 20 4'0 6|O 80 100 120 14'10 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062718\

Data File : VX002944.D

Aca On - 27 Jun 2018 18:43

Operator : JC/MD

Sample - J3707-11 20X :

Misc - 7.12a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 18 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 Cyclohexane, (1-methylethyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.91 5.04 ug/l 109034 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (l-methvlethvI)- 126 C9H18 000696-29-7 76
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 64
3 Cvclohexane. (2-methvipropvI)- 140 C10H20 001678-98-4 59
4 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 58
5 Cyclohexane, 1,1"-(1,4-butanediy... 222 C16H30 006165-44-2 53

Abundance Scan 1693 (10.909 min): VX002944.D (-1690) (-) m/z 83.05 100.00%
8B
55
41
5000
67 o5 109 126
|| | | | | | e 10.60 10.80 11.00 11.20
SRS 1 O YN SN PN S B: = m/z 55.00 76.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11583: Cyclohexane, (1-methylethyl)-
55 83
5000 41
o7 10.60 10.80 11.00 11.20
m/z 82.10 63.36%
27 ‘ 126
'"P%?W"Jh"”hH'”I“lhl'”*h'”'fJ"l”g?l”'}ﬁ%"P'I'P"W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 83
10.60 10.80 11.00 11.20
5000 41 m/z 41.00 58.70%
27 67 126
97
Wmmmmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18026: Cyclohexane, (2-methylpropyl)- e AR R amas
55 3 10.60 10.80 11.00 11.20
m/z 57.05 33.87%
41
5000
97
27 69 ‘ 140
"W'%?'P"HI”'jiﬂ"Iﬂ'LI'”Mh'”'I“l”I"LI"”%%?”I}%QI"”l"'W
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\VX062718\
Data File : VX002944.D

Aca On - 27 Jun 2018 18:43

Operator : JC/MD

Sample - J3707-11 20X :

Misc - 7.12a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 18 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 Decane, 2,5,6-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.09 5.38 ug/Il 116302 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 58
2 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 50
3 Decane 142 C10H22 000124-18-5 50
4 Octane 114 C8H18 000111-65-9 43
5 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 43
Abundance Scan 1723 (11.091 min): VX002944.D (-1714) (-) m/z 57.10 100.00%
g7
43
5000
71 g5 o9
112 10.80 11.00 11.20 11.40
..,"”.u.ﬂrﬂgg.}f%..,.”.,..”,.... m/z 43.05 77.34%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #48889. Decane, 2,5,6-trimethyl-
57
43
5000 UL 'I'f(?l""l""
10.80 11.00 11.20 11.40
71 m/z 41.00 46.32%
S O .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 10.80 11.00 11.20 11.40
5000 m/z 71.00 28.93%
29 71
85
97 114126 171
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19159: Decane
43 57 10.80 11.00 11.20 11.40
m/z 56.00 26.98%
5000 29 -
1699“3“2207
m/z--> 20 40 60 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062718\

Data File : VX002944.D

Aca On - 27 Jun 2018 18:43

Operator : JC/MD

Sample - J3707-11 20X :

Misc - 7.12a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 18 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 Nonane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.24 7.21 ug/l 223155 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 80
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
4 Tridecane. 7-methvl- 198 C14H30 026730-14-3 64
5 Octane, 3-ethyl- 142 C10H22 005881-17-4 62
Abundance Scan 1747 (11.238 min): VX002944.D (-1741) (-) m/z 57.05 100.00%
57 ”
71
43
5000
112
85 95 11.00 11.20 11.40 11.60
”“.”“.““?QJ.”“JL“.”M.”“m“,“m,”.wﬁ.ﬂ?ﬁw.”ﬁ?%.“ m/z 71.05 64.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19167: Nonane, 3-methyl-
57
71
5000 43
11.00 11.20 11.40 11.60
29 m/z 43.00 53.03%
85 112
15 \‘ it 1, A g 98 I 127 142
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 41.00 50.39%
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-
57 11.00 11.20 11.40 11.60
71 m/z 56.00 36 .49%
41
5000
29 g5 113
15 \‘ | 50“‘ il, | 97 \ 127 142
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:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062718\
Data File : VX002944.D

Aca On - 27 Jun 2018 18:43

Operator : JC/MD

Sample - J3707-11 20X :

Misc - 7.12a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 18 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 Decane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.54 56.56 ug/1 1749720 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 1-lodo-2-methvlundecane 296 C12H25I1 073105-67-6 72
4 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 64
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 1797 (11.543 min): VX002944.D (-1791) (-) m/z 57.05 100.00%
57
5000 4
85
| | | 113 142 11.20 11.40 11.60 11.80
ettt e e e || M7z 43.00 93.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19157: Decane
43
5000
71 11.20 11.40 11.60 11.80
ZT m/z 41.00 50.76%
m/z--> 20 40 eb éo 160 120 150 160 180 200 220 240 260 280
Abundance
43
11.20 11.40 11.60 11.80
5000 m/z 71.10 43.82%
85
27 70 0o 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140553: 1-lodo-2-methylundecane
57 11.20 11.40 11.60 11.80
m/z 85.10 32.83%
5000 4
85
Ll x‘ | 113128 154169 211 296
m/z--> 20 40 eb 80 100 150 140 1éo 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062718\

Data File : VX002944.D

Aca On - 27 Jun 2018 18:43

Operator : JC/MD

Sample - J3707-11 20X :

Misc - 7.12a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 18 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, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.16 7.60 ug/l 235150 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 83
2 Octane. 2.3.3-trimethvl- 156 C11H24 062016-30-2 59
3 Tetradecane. 1l-iodo- 324 C14H291 019218-94-1 58
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 53
5 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 53
Abundance Scan 1898 (12.158 min): VX002944.D (-1895) (-) m/z 43.05 100.00%
7
71
5000 a5
99 112 11.80 12.00 12.20 12.40
141
o b A28 S+ m/z 57.10  94.59%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #28431: Decane, 2-methyl-
43 57
71
5000

11.80 12.00 12.20 12.40
29 85 m/z 41.00 53.87%

113
2 15 | “ \ 9 77 157 141 156

I \“ 1l |
L e e e e e B A B
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
71 11.80 12.00 12.20 12.40
5000 85 m/z 71.10 48 .38%
29
113
97 141
L e e e e B A B
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #163874: Tetradecane, 1-iodo-
3 5 11.80 12.00 12.20 12.40
m/z 85.10 35.77%
5000 71
29
85
5 || ] g | 99 113127 141 15 169 107
O LA e e e e B R e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062718\

Data File : VX002944.D

Aca On - 27 Jun 2018 18:43

Operator : JC/MD

Sample - J3707-11 20X :

Misc - 7.12a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 18 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 Decane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.23 7.43 ug/l 229862 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3-methvl- 156 C11H24 013151-34-3 70
2 Octane. 5-ethvl-2-methvl- 156 C11H24 062016-18-6 50
3 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 50
4 Nonane. 5-(2-methvlpropvl)- 184 C13H28 062185-53-9 49
5 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 47
Abundance Scan 1910 (12.231 min): VX002944.D (-1906) (-) m/z 57.10 100.00%
57
43 71
5000 85
‘ 119
127
98 111 185 156 12.00 12.20 12.40 12.60
.w””“”q””,””Wlh“mmnnsHJHJ“”wmﬁ;””“ﬁw”““”w”. m/z 71.05 64.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28429: Decane, 3-methyl-
57
43 71
5000 85
29 12.00 12.20 12.40 12.60
m/z 43.00 59.95%
126
14 ‘ ‘ L \‘ Il “ Il fin 9\\8 112 H 156
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43 57
71 12.00 12.20 12.40 12.60
5000 m/z 41.00 53.46%
85
29
21 og 112 127 156
meﬂmmmmmmmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28441: Nonane, 3,7-dimethyl-
57 12.00 12.20 12.40 12.60
m/z 85.05 43.94%
43 71
5000
29 85
“ A, || ! 97 111 1%7 141 156
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062718\
Data File : VX002944.D

Aca On - 27 Jun 2018 18:43

Operator : JC/MD

Sample - J3707-11 20X :

Misc - 7.12a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 18 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 10 Undecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.48 34.90 ug/1 1079690 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Tridecane 184 C13H28 000629-50-5 80
3 Decane 142 C10H22 000124-18-5 78
4 Hexadecane 226 C16H34 000544-76-3 64
5 Nonane 128 C9H20 000111-84-2 59
Abundance Scan 1951 (12.481 min): VX002944.D (-1946) (-) m/z 57.10 100.00%
43
5000 71
85
98 113 156 12.20 12.40 12.60 12.80
el BT 1AL Tm/z 43.00 89.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28421: Undecane
43 57
5000 71
a5 12.20 12.40 12.60 12.80
29 m/z 71.10 49.67%
s | w1
miz--> B 4 & 80 10 1o 1o 1t 1o
Abundance
43 57
12.20 12.40 12.60 12.80
5000 71 m/z 41.00 49.11%
29 85
99 113 127 141 155 184
miz--> 20 40 60 8 100 120 140 160 180
Abundance #19158: Decane
43 57 12.20 12.40 12.60 12.80
m/z 85.10 31.04%
5000
71
29 85
5 1| \‘ | 9 u3 142
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 15';0 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\VX062718\

Data File : VX002944.D

Acq On - 27 Jun 2018 18:43

Operator : JC/MD

Sample - J3707-11 20X :

Misc - 7.12g/5mL/100uL/5 .00mL/MSVOA_X/MEOH e
ALS Vial : 18 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 10.4 ug/I1 225110 3 10.12 1080940 50.0
Octane, 2,6-dimet... 10.84 5.4 ug/Il 115904 3 10.12 1080940 50.0
Cyclohexane, (1-m... 10.91 5.0 ug/Il 109034 3 10.12 1080940 50.0
Decane, 2,5,6-tri... 11.09 5.4 ug/Il 116302 3 10.12 1080940 50.0
Nonane, 3-methyl- 11.24 7.2 ug/l 223155 4 12.08 1546810 50.0
Decane 11.54 56.6 ug/1 1749720 4 12.08 1546810 50.0
Decane, 2-methyl- 12.16 7.6 ug/l 235150 4 12.08 1546810 50.0
Decane, 3-methyl- 12.23 7.4 ug/l 229862 4 12.08 1546810 50.0
Undecane 12.48 34.9 ug/1 1079690 4 12.08 1546810 50.0
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