LSC Area Percent Report

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

Data File : VX002936.D

Aca On - 27 Jun 2018 15:11

Operator : JC/MD

Sample - J3707-02 :

Misc - 5.97a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 10 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 1.069 75 79 93 rBv 512853 702494 2.22% 0.420%
2 1.410 130 135 147 rVB 754966 1154055 3.65% 0.690%
3 5.507 795 807 823 rBV4 148188 562094 1.78% 0.336%
4 5.659 823 832 854 rVB 239862 745049 2.36% 0.446%
5 6.068 888 899 907 rBV 164762 448618 1.42% 0.268%
6 6.860 1018 1029 1046 rBV 335139 814416 2.58% 0.487%
7 7.458 1115 1127 1137 rBV 147758 342011 1.08% 0.205%
8 8.720 1329 1334 1339 rVB 793407 1240820 3.93% 0.742%
9 8.787 1339 1345 1359 rVB 3342054 5206185 16.48% 3.114%
10 8.970 1370 1375 1381 rBV 228835 321763 1.02% 0.192%

11 9.963 1533 1538 1544 rVB 721732 1037253 3.28% 0.620%
12 10.067 1549 1555 1559 rBvV 572828 768284 2.43% 0.460%
13 10.116 1559 1563 1579 rVvVv 731184 1275312 4._.04% 0.763%
14 10.256 1579 1586 1591 rVvVv 202789 316157 1.00% 0.189%
15 10.360 1591 1603 1608 rvv2 716322 1422380 4 _50% 0.851%

16 10.415 1608 1612 1623 rVB 3718528 4842880 15.33% 2.897%
17 10.646 1643 1650 1655 rBV3 765159 1086349 3.44% 0.650%
18 10.701 1655 1659 1661 rVvVv 423627 564521 1.79% 0.338%
19 10.726 1661 1663 1667 rVV 697070 872371 2.76% 0.522%
20 10.768 1667 1670 1674 rVB 375552 472963 1.50% 0.283%

21 10.835 1674 1681 1685 rVB 1514884 2152512 6.81% 1.287%
22 10.884 1685 1689 1691 rBV 393201 533142 1.69% 0.319%
23 10.915 1691 1694 1697 rVV 1123223 1485583 4._.70% 0.889%
24 10.951 1697 1700 1705 rVB 640581 859634 2.72% 0.514%
25 11.006 1705 1709 1714 rVB3 181823 363910 1.15% 0.218%

26 11.085 1714 1722 1725 rBV2 1371377 2353261 7.45% 1.408%
27 11.140 1725 1731 1733 rVV2 3331174 5330919 16.87% 3.189%
28 11.165 1733 1735 1741 rVB 3589348 4081764 12.92% 2.441%
29 11.219 1741 1744 1745 rBV 462817 459360 1.45% 0.275%
30 11.250 1745 1749 1752 rVV 2998961 3789542 11.99% 2.267%

31 11.280 1752 1754 1757 rVV2 424610 441858 1.40% 0.264%
32 11.360 1763 1767 1770 rBV3 236976 339292 1.07% 0.203%
33 11.402 1770 1774 1777 rBV2 280999 372221 1.18% 0.223%
34 11.439 1777 1780 1785 rVVv2 724737 1131712 3.58% 0.677%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062718\
Data File : VX002936.D

Aca On - 27 Jun 2018 15:11

Operator : JC/MD

Sample - J3707-02 :

Misc - 5.97a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 10 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 11.488 1785 1788 1791 rVV 1110968 1645263 5.21% 0.984%

36 11.536 1791 1796 1801 rVB 25123483 31596621 100.00% 18.898%
37 11.689 1814 1821 1825 rBV5 1466874 2440935 7.73% 1.460%
38 11.744 1826 1830 1832 rBV 1411697 1725325 5.46% 1.032%
39 11.774 1832 1835 1838 rVB 4787059 5124030 16.22% 3.065%
40 11.811 1838 1841 1844 rBV 1764962 2510212 7.94% 1.501%

41 11.896 1851 1855 1858 rBV 1617892 2270346 7.19% 1.358%
42 11.945 1858 1863 1868 rVV5 1503297 3144134 9.95% 1.881%
43 12.006 1868 1873 1875 rVV 2237356 3246369 10.27% 1.942%
44 12.030 1875 1877 1880 rVV3 1187418 1672642 5.29% 1.000%
45 12.097 1883 1888 1891 rVV2 3892884 6125519 19.39% 3.664%

46 12.128 1891 1893 1895 rVV 2819428 3337801 10.56% 1.996%
47 12.158 1895 1898 1902 rVV2 4707200 5808245 18.38% 3.474%
48 12.201 1902 1905 1906 rVvv2 517868 577744 1.83% 0.346%
49 12.231 1906 1910 1918 rVB 3439194 4421279 13.99% 2.644%
50 12.329 1918 1926 1929 rBV2 736568 1501743 4._75% 0.898%

51 12.372 1929 1933 1941 rBV4 1669032 3718989 11.77% 2.224%
52 12.487 1946 1952 1956 rVV 19321601 23821220 75.39% 14.248%
53 12.524 1956 1958 1964 rVB3 860624 1416186 4.48% 0.847%
54 12.615 1970 1973 1975 rBV 334447 407398 1.29% 0.244%
55 12.640 1975 1977 1980 rVB2 652701 664580 2.10% 0.397%

56 12.670 1980 1982 1985 rVB 439958 414661 1.31% 0.248%
57 12.743 1990 1994 1996 rBV 460865 529473 1.68% 0.317%
58 12.774 1996 1999 2005 rVB4 532190 967344 3.06% 0.579%
59 12.878 2005 2016 2019 rBV5 670521 1370553 4_.34% 0.820%
60 12.945 2024 2027 2031 rBV3 803288 1451164 4_59% 0.868%

61 13.024 2037 2040 2048 rVB3 1011422 1680128 5.32% 1.005%
62 13.097 2048 2052 2056 rBV3 463496 577331 1.83% 0.345%
63 13.323 2083 2089 2092 rBV 2206315 2695077 8.53% 1.612%
64 13.353 2092 2094 2099 rVB3 575026 679450 2.15% 0.406%
65 13.481 2111 2115 2126 rVB7 220081 603265 1.91% 0.361%

66 13.835 2169 2173 2180 rVB 570279 830389 2.63% 0.497%
67 14.097 2212 2216 2219 rVB 315324 325210 1.03% 0.195%

Sum of corrected areas: 167191311
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062718\
Data File : VX002936.D

Aca On 27 Jun 2018 15:11

Operator : JC/MD

Sample : J3707-02

Misc : 5.97a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .M
Quant Title SW846 8260

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

P021SB488-23-25-180622

Abundance TIC: VX002936.D

2.5e+07

2e+07

1.5e+07

1e+07

5000000

1.07

04
Time--> 1.00

T
4.00

i
3.50

Abundance TIC: VX002936.D

2.5e+07
2e+07
1.5e+07
1le+07

5000000

8.79
8.97

O———T———=

il
S VA W
8.50 9.00

Time-->

Abundance TIC: VX002936.D

2.5e+07

54

2e+07 12.49

1.5e+07

1e+07

5000000

13.83
14I. 10

) = =T T
13.50 14.00 14.50 15.00

T T T
15.50 16.00 16.50

82X062518W.M Thu Jun 28 17:41:48 2018

Page: 3




Library Search Compound Report

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

Data File : VX002936.D

Aca On - 27 Jun 2018 15:11

Operator : JC/MD

Sample - J3707-02 :

Misc - 5.97a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 2 Octane, 2-methyl- Concentration Rank 9

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

9.96 40.67 ug/1 1037250 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-methvl- 128 C9H20 003221-61-2 87
2 Octane. 4-methvl- 128 C9H20 002216-34-4 72
3 Dichloroacetic acid. 4-methvlpen... 212 C8H14C1202 1000282-43-7 64
4 Dodecane. 5-methvl- 184 C13H28 017453-93-9 59
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 53

Abundance Scan 1537 (9.957 min): VX002936.D (-1533) (-) m/z 43.05 100.00%
43
5000 57 71
85
9.60 9.80 10.00 10.20
113 128
o.“”.“?ﬁhL.§%”w§4JH7ﬁJ.w”?ﬁ”.wm.w.““.”w.”.“ m/z 57.00 41.14%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12671: Octane, 2-methyl-
43
5000 57
- 9.60 9.80 10.00 10.20
29 85 m/z 41.00 40.37%
'|""|""|"'§R"'|""|"7?""|"'9?""fi%'|"%%?""|""|
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
9.60 9.80 10.00 10.20
5000 m/z 71.10 38.19%
29 57 71 8
50 78 98 113 128
mmmmwmwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #71580: Dichloroacetic acid, 4-methylpentyl ester
43 9.60 9.80 10.00 10.20
m/z 85.05 29.76%
5000 71
55 84
29
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.60 9.80 10.00 10.20
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Library Search Compound Report

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

Data File : VX002936.D

Aca On - 27 Jun 2018 15:11

Operator : JC/MD

Sample - J3707-02 :

Misc - 5.97a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 3 Nonane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.41 189.87 ug/l 4842880 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 97
2 Octane 114 C8H18 000111-65-9 74
3 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 53
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 53
5 Butanoic acid, 3-oxo-, 1,1-dimet... 158 C8H1403 001694-31-1 50
Abundance Scan 1611 (10.409 min): VX002936.D (-1608) (-) m/z 43.00 100.00%
B
5000
. 8
99 128 10.00 10.20 10.40 10.60 10.80
o.w””,””“?ﬂJh.“M:“”J.”w.LW.”m.”&?%EQ.h”.w””,. m/z 57.05 81.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12662: Nonane
43
57
5000
10.00 10.20 10.40 10.60 10.80
29 71 8 m/z 41.00 52.33%
"P%?W"'W"”I"“I"”I'”'I'”'I'”'I'“??'”'I'”'I”%??“"I”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
10.00 10.20 10.40 10.60 10.80
5000 m/z 85.10 30.63%
57
29 85
15 114
mmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19182: Octane, 3,5-dimethyl-
57 10.00 10.20 10.40 10.60 10.80
43 m/z 71.05 23.67%
5000 &
29 8 99 113
"v%?'v"dl“"w'“'l'jh|'"ﬁ""vlt'|“'l“'“'lﬂ“'l'}az"'&%?"v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : VX002936.D

Aca On - 27 Jun 2018 15:11

Operator : JC/MD

Sample - J3707-02 :

Misc - 5.97a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .M
Quant Title : SW846 8260

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 Hexane, 2,4-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.65 42 .59 ug/1 1086350 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 59
2 Hexvl isobutvl carbonate 202 C11H2203 959067-98-2 53
3 Hexane. 1-(Chexvloxv)-2-methvl- 200 C13H280 074421-17-3 47
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 47
5 Hexane, 2,2,3,3-tetramethyl- 142 C10H22 013475-81-5 47
Abundance Scan 1651 (10.652 min): VX002936.D (-1643) (-) m/z 57.05 100.00%
57
43
5000

10.40 10.60 10.80 11.00
m/z 43.00 69.91%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7633: Hexane, 2,4-dimethyl-
43 57
85
5000
29 10.40 10.60 10.80 11.00
71 m/z 41.00 49.68%
15 “ L ! \‘\ J‘ ‘\ 99 1;4
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
10.40 10.60 10.80 11.00
5000 43 m/z 85.10 46.03%
29 85
69 77 103 118 147
WWWTWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #61361: Hexane, 1-(hexyloxy)-2-methyl-
43 10.40 10.60 10.80 11.00
m/z 56.10 43_.39%
57 85
5000
29 ‘ 69 98
..q”.qnﬂm”.qluq.Lq.uﬂ.nqth.nh.”.ﬁiép.““.”“.”“”
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\VX062718\

Data File : VX002936.D

Aca On - 27 Jun 2018 15:11

Operator : JC/MD

Sample - J3707-02 :

Misc - 5.97a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 5 Octane, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.84 84 .39 ug/1 2152510 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 91
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 90
4 3-Bromooctane 192 C8H17Br 000999-64-4 64
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64
Abundance Scan 1682 (10.841 min): VX002936.D (-1674) (-) m/z 57.10 100.00%
57
71
43
5000
‘ 85 13 10.60 10.80 11.00 11.20
..w””,””“?ﬂd”.wlh.Juh”pm”“?ﬁﬁﬁijn.ﬂ%i.”ﬁ?%w. m/z 71.05 64.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000
10.60 10.80 11.00 11.20
m/z 43.00 56.26%
29 ‘ P 113
5 | > 97 | 127 142
mz-> 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 41.00 45 .94%
113
15 85 o3 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 56.10 33.55%
71
5000 43
29
113
\‘ “‘ o 8 99 | 127 142
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:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062718\
Data File : VX002936.D

Aca On 27 Jun 2018 15:11

Operator : JC/MD

Sample : J3707-02

Misc : 5.97a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 6 Cyclohexane, (1-methylethyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.91 58.24 ug/1 1485580 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (l-methvlethvI)- 126 C9H18 000696-29-7 58
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 52
3 Cvclohexane. butvl- 140 C10H20 001678-93-9 47
4 Cvclohexane. undecvl- 238 C17H34 054105-66-7 47
5 Cyclohexane, 1,1"-(1,4-butanediy... 222 C16H30 006165-44-2 47

Abundance Scan 1693 (10.908 min): VX002936.D (-1691) (-) m/z 83.10 100.00%
55 3
41
5000
67 109 126
95 10.60 10.80 11.00 11.20
b 2207 Th/z 55.00 83.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11583: Cyclohexane, (1-methylethyl)-
55 83
5000 41 R N SR UL B
o7 10.60 10.80 11.00 11.20
m/z 57.10 74 .57%
27 ‘ 126
T O 2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
10.60 10.80 11.00 11.20
5000 41 m/z 41.00 69.46%
27 67 126
97
m/z--> 25 Jo eb éo 160 150 150 1éo 1é0 260
Abundance #17971: Cyclohexane, butyl-
55 83 10.60 10.80 11.00 11.20
m/z 82.05 60.16%
5000 41
29 67 140
2 I
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\VX062718\

Data File : VX002936.D

Aca On - 27 Jun 2018 15:11

Operator : JC/MD

Sample - J3707-02 :

Misc - 5.97a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 7 Nonane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.09 92.26 ug/1 2353260 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2-methvl- 142 C10H22 000871-83-0 58
2 Tridecane. 6-methvl- 198 C14H30 013287-21-3 50
3 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 50
4 Decane 142 C10H22 000124-18-5 50
5 Heptane, 4-propyl- 142 C10H22 003178-29-8 47
Abundance Scan 1723 (11.091 min): VX002936.D (-1714) (-) m/z 57.10 100.00%
g7
43
5000
71 g5 o8
112 10.80 11.00 11.20 11.40
el M 728 A2 207 1 Thzz 43.00 0 76.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19164: Nonane, 2-methyl-
43 57
5000
29 71 10.80 11.00 11.20 11.40
85 m/z 41.00 42 .88%
H “ . ! M‘ 113 12\7 142
m/z--> 20 4 60 8 100 120 140 160 180 200
Abundance
57
10.80 11.00 11.20 11.40
5000 43 - m/z 56.00 28.91%
85
29 8
111 126 149 154 169 183
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #120800: Oxalic acid, isobutyl nonyl ester
57 10.80 11.00 11.20 11.40
m/z 71.05 26.92%
43
5000
29 71
‘ 85
m/z--> 20 40 60 8 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062718\
Data File : VX002936.D

Aca On 27 Jun 2018 15:11

Operator : JC/MD

Sample : J3707-02

Misc : 5.97a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 Decane, 2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.16 47.41 ug/1 5808250 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 83
2 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 78
3 Undecane. 5-methvl- 170 C12H26 001632-70-8 72
4 Tetradecane 198 C14H30 000629-59-4 64
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 58

Abundance Scan 1898 (12.158 min): VX002936.D (-1895) (-) m/z 43.10 100.00%
43 57
5000 71
85
99 112 11.80 12.00 12.20 12.40
141
b el ol 1123 PH0192 166 207 1 Tn/z 57.10  92.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28432: Decane, 2-methyl-
5000 71
11.80 12.00 12.20 12.40
29 85 m/z 41.00 53.43%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
a3
11.80 12.00 12.20 12.40
5000 71 m/z 71.10 43.78%
85
29
99 113 127 155
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #38332: Undecane, 5-methyl-
43 11.80 12.00 12.20 12.40
S7 m/z 85.10 35.07%
5000 71
ﬂ “ . w 97 112 126 140 155 170
m/z--> 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 : VX002936.D

Aca On - 27 Jun 2018 15:11

Operator : JC/MD

Sample - J3707-02 :

Misc - 5.97a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 9 Decane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.23 36.09 ug/1 4421280 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3-methvl- 156 C11H24 013151-34-3 86
2 Undecane. 2.9-dimethvl- 184 C13H28 017301-26-7 72
3 Dodecane. 3-methvl- 184 C13H28 017312-57-1 53
4 Tetradecane 198 C14H30 000629-59-4 50
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 49
Abundance Scan 1910 (12.231 min): VX002936.D (-1906) (-) m/z 57.10 100.00%
57
71
43

5000

126
12.00 12.20 12.40 12.60

141 156 168

O m/z 71.10 65.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28429: Decane, 3-methyl-
57
43 n
5000 85
29 12.00 12.20 12.40 12.60
126 m/z 43.00 56.56%
w [ ¥ s
L L L e e o ELLLA I B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
12.00 12.20 12.40 12.60
5000 43 - m/z 41.00 50.05%
85
29 9 155
113126 141 169 184
L s o o e B e N et e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48853: Dodecane, 3-methyl-
5[7 12.00 12.20 12.40 12.60
m/z 85.10 43 .84%
43
5000 71
85
29
99 155
\‘ il ‘ ! l A 1:!'3 126 1l 184
L e e o o e LA e e
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\VX062718\

Data File : VX002936.D

Aca On - 27 Jun 2018 15:11

Operator : JC/MD

Sample - J3707-02 :

Misc - 5.97a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 10 Undecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.49 194.44 ug/Il 23821200 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 96
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 80
4 Tridecane 184 C13H28 000629-50-5 80
5 Decane 142 C10H22 000124-18-5 74

Abundance Scan 1952 (12.487 min): VX002936.D (-1946) (-) m/z 57.10 100.00%

43 57

5000

12.20 12.40 12.60 12.80

98 113 127 141 156168

01 m/z 43.05 86.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28424: Undecane
57
43
71
5000
12.20 12.40 12.60 12.80
29 ‘ m/z 71.05 52.50%
98 156
LI LN MMM
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
57
43
71 12.20 12.40 12.60 12.80
5000 g5 m/z 41.00 46.81%
29
9 113 127 141 155 169 198
T T T T e T T e [ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 57 12.20 12.40 12.60 12.80
m/z 85.10 32.49%
5000 n
85
29
| ‘ L “ 99 113 127 141155 169183 107 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 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 : VX002936.D

Acq On - 27 Jun 2018 15:11

Operator : JC/MD

Sample - J3707-02 :

Misc - 5.97g/5mL/100uL/5 .00mL/MSVOA_X/MEOH e
ALS Vial : 10 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]
Octane, 2-methyl- 9.96 40.7 ug/l 1037250 3 10.12 1275310 50.0
Nonane 10.41 189.9 ug/l 4842880 3 10.12 1275310 50.0
Hexane, 2,4-dimet... 10.65 42.6 ug/l 1086350 3 10.12 1275310 50.0
Octane, 2,6-dimet... 10.84 84.4 ug/1 2152510 3 10.12 1275310 50.0
Cyclohexane, (1-m... 10.91 58.2 ug/1 1485580 3 10.12 1275310 50.0
Nonane, 2-methyl- 11.09 92.3 ug/1 2353260 3 10.12 1275310 50.0
Decane, 2-methyl- 12.16 47.4 ug/l 5808250 4 12.09 6125520 50.0
Decane, 3-methyl- 12.23 36.1 ug/1 4421280 4 12.09 6125520 50.0
Undecane 12.49 194.4 ug/1 23821200 4 12.09 6125520 50.0
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