LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122419\
Data File : VX014239.D

Aca On : 24 Dec 2019 12:55

Operator : JC/SP

Sample : K6401-01 40X

Misc : 4.72a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 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\82X121319W.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 1.070 26 30 41 rBV 506228 630975 11.51% 1.223%
2 1.265 58 62 69 rBv 63973 86618 1.58% 0.168%
3 5.490 743 755 769 rBV 284991 829650 15.14% 1.608%
4 5.655 771 782 793 rVB 520582 1462936 26.69% 2.835%
5 6.051 838 847 858 rBV 330606 853981 15.58% 1.655%
6 6.850 968 978 989 rBV 821722 1890720 34.50% 3.665%
7 7.203 1030 1036 1046 rBV 141265 305387 5.57% 0.592%
8 8.709 1277 1283 1291 rVV 1759065 2589986 47 .26% 5.020%
9 8.971 1319 1326 1332 rBV 61461 94882 1.73% 0.184%
10 9.550 1415 1421 1428 rBvV2 36283 74576 1.36% 0.145%
11 9.873 1469 1474 1479 rBv4 43913 96929 1.77% 0.188%

12 9.959 1483 1488 1494 rVB 260955 388289 7.08% 0.753%
13 10.062 1499 1505 1508 rBV 230605 310027 5.66% 0.601%
14 10.111 1508 1513 1518 rVB 1602419 2194030 40.03% 4_.253%
15 10.245 1529 1535 1541 rBV 1087188 1428370 26.06% 2.768%

16 10.349 1544 1552 1558 rvV 3500133 4986078 90.98% 9.664%
17 10.410 1558 1562 1574 rVB 1335701 1692085 30.87% 3.280%
18 10.587 1587 1591 1593 rBV2 39574 58984 1.08% 0.114%
19 10.636 1593 1599 1604 rvv2 333368 529648 9.66% 1.027%
20 10.697 1604 1609 1617 rVV 1413052 2291060 41.80% 4.441%

21 10.764 1617 1620 1623 rVV 131932 167424 3.05% 0.325%
22 10.831 1623 1631 1635 rVB 552773 768690 14.03% 1.490%
23 10.879 1635 1639 1640 rBV 88637 103701 1.89% 0.201%
24 10.910 1640 1644 1647 rVV 380497 573083 10.46% 1.111%
25 10.946 1647 1650 1655 rVB 180085 235431 4_30% 0.456%

26 11.007 1655 1660 1664 rVB3 80135 149543 2.73% 0.290%
27 11.081 1664 1672 1675 rBV2 344932 607422 11.08% 1.177%
28 11.135 1675 1681 1683 rVV2 1968826 2886447 52.67% 5.595%
29 11.154 1683 1684 1691 rVB 788500 844580 15.41% 1.637%
30 11.239 1691 1698 1701 rBV 765226 1042363 19.02% 2.020%

31 11.270 1701 1703 1707 rVV2 164365 193107 3.52% 0.374%
32 11.300 1707 1708 1713 rVB3 62908 62669 1.14% 0.121%
33 11.355 1713 1717 1720 rBV 110623 155571 2.84% 0.302%
34 11.428 1725 1729 1735 rVV 368145 651610 11.89% 1.263%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122419\
Data File : VX014239.D

Aca On : 24 Dec 2019 12:55

Operator : JC/SP

Sample : K6401-01 40X

Misc : 4.72a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 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\82X121319W.M
SW846 8260

35 11.526 1735 1745 1751 rVB2 4165848 5480523 100.00% 10.622%

36 11.684 1763 1771 1775 rBV4 260552 571335 10.42% 1.107%
37 11.733 1775 1779 1781 rVvV 285724 369162 6.74% 0.716%
38 11.763 1781 1784 1787 rVV 688320 807347 14.73% 1.565%
39 11.800 1787 1790 1800 rVvB2 781718 1363512 24.88% 2.643%
40 11.885 1800 1804 1807 rBV 230139 326705 5.96% 0.633%

41 11.916 1807 1809 1810 rVV 132980 133970 2.44% 0.260%
42 11.940 1810 1813 1818 rVV 260847 374887 6.84% 0.727%
43 11.995 1818 1822 1824 rVV 334593 424229 7.74% 0.822%
44 12.019 1824 1826 1829 rVV 233905 285185 5.20% 0.553%
45 12.074 1829 1835 1840 rVV2 1780244 2875180 52.46% 5.573%

46 12.123 1840 1843 1845 rVV 466294 629093 11.48% 1.219%
47 12.147 1845 1847 1852 rVV 583582 718501 13.11% 1.393%
48 12.196 1852 1855 1856 rVV3 71575 89086 1.63% 0.173%
49 12.221 1856 1859 1867 rVB 480121 620254 11.32% 1.202%
50 12.318 1867 1875 1879 rBV2 259438 454919 8.30% 0.882%

51 12.367 1879 1883 1889 rVB3 364016 606703 11.07% 1.176%
52 12.471 1895 1900 1904 rBV 2080631 2340267 42.70% 4 _.536%
53 12.513 1904 1907 1914 rVB2 186888 296227 5.41% 0.574%
54 12.586 1914 1919 1920 rBV 130988 174925 3.19% 0.339%
55 12.605 1920 1922 1925 rVV2 154071 212423 3.88% 0.412%

56 12.660 1929 1931 1934 rVV 80439 89445 1.63% 0.173%
57 12.769 1946 1949 1955 rVB4 106891 191188 3.49% 0.371%
58 12.849 1957 1962 1963 rBV3 51867 74242 1.35% 0.144%

59 12.946 1973 1978 1984 rBV5 100731 263951 4.82% 0.512%
60 13.019 1987 1990 1994 rVB2 117763 151832 2.77% 0.294%

61 13.092 1996 2002 2005 rBV3 54926 80060 1.46% 0.155%

62 13.196 2015 2019 2026 rVB3 27452 60634 1.11% 0.118%

63 13.318 2033 2039 2042 rBV 159387 221704 4 _.05% 0.430%

64 13.477 2061 2065 2072 rVB4 35597 69470 1.27% 0.135%
Sum of corrected areas: 51593811
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122419\
VX014239.D

24 Dec 2019 12:55

JC/SP

K6401-01 40X
4.72a/10mL/100uL/5.00mL/MSVOA_X/MEOH

9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122419\
Data File : VX014239.D

Aca On : 24 Dec 2019 12:55

Operator : JC/SP

Sample : K6401-01 40X

Misc : 4.72a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.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 2
R.T. EstConc Area Relative to ISTD R.T.
10.41 38.56 ug/1 1692090 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 97
2 Sulfurous acid. hexvl pentadecvl... 376 C21H4403S 1000309-13-7 72
3 Decane 142 C10H22 000124-18-5 64
4 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 53
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 53
Abundance Scan 1562 (10.410 min): VX014239.D (-1558) (-) m/z 43.10 100.00%
48
5000 g5
Tl
128 10.00 10.20 10.40 10.60 10.80
ol b L Lapo P 150177100 210005000256 276 208 557 10 89.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12662: Nonane
48
5000
10.00 10.20 10.40 10.60 10.80
, , 85 m/z 41.10 48.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 85
10.00 10.20 10.40 10.60 10.80
5000 m/z 85.15 35.65%
69
o 2y 111127 155 182 211 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19158: Decane
48 10.00 10.20 10.40 10.60 10.80
m/z 71.05 26.04%
5000
71
2
m/z--> ﬁo Jo 60 éo 160 120 150 1éo 180 200 250 250 2éo 2éo 360 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122419\
Data File : VX014239.D

Aca On : 24 Dec 2019 12:55

Operator : JC/SP

Sample : K6401-01 40X

Misc : 4.72a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.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 unknownl0.64 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.64 12.07 ug/Il 529648 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. i1sobutyl hexvl ester 230 C12H2204 1000309-37-1 47
2 Hexvl isobutvl carbonate 202 C11H2203 959067-98-2 47
3 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 43
4 Formic acid. 2.4.4-trimethvlpent... 158 C9H1802 1000368-95-2 43
5 Heptane, 2,4,6-trimethyl- 142 C10H22 002613-61-8 38
Abundance Scan 1600 (10.642 min): VX014239.D (-1593) (-) m/z 57.10 100.00%
57
97
5000 4

10.40 10.60 10.80 11.00
m/z 43.10 75.23%

6
ol 142 160 184 207 225 250 273 296
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #85746: Oxalic acid, isobutyl hexyl ester
57
5000 4
85 10.40 10.60 10.80 11.00
‘ m/z 97.10 54 _53%
N
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
10.40 10.60 10.80 11.00
5000 i m/z 41.10 51.81%
85
0 26 103119 147
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3986: Pentane, 2,2-dimethyl-
57 10.40 10.60 10.80 11.00
m/z 85.10 47 .98%
5000 4
85
15”
O.P”qunpu,””.”qunpuwunpuqunpuq””.”q””.”.
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122419\
Data File : VX014239.D

Aca On : 24 Dec 2019 12:55

Operator : JC/SP

Sample : K6401-01 40X

Misc : 4.72a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.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 Octane, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.83 17.52 ug/Il 768690 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 87
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 87
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 87
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 53
5 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 50
Abundance Scan 1631 (10.831 min): VX014239.D (-1623) (-) m/z 57.10 100.00%
57
5000 4
81 13 10.60 10.80 11.00 11.20
96 : : : :
o 142159175 194209 234 257 285 n/z 71.10 65 11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19193: Octane, 2,6-dimethyl-
57
4
5000
10.60 10.80 11.00 11.20
113 m/z 43.10 53.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
10.60 10.80 11.00 11.20
5000 41 m/z 41.10 42 .96%
113
oh 15 85 142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19185: Octane, 3,6-dimethyl-
57 10.60 10.80 11.00 11.20
m/z 56.10 32.58%
5000
4
113
b 2 L8 T
m/z--> 20 45 60 85 100 120 140 160 180 200 220 240 260 280 300 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122419\
Data File : VX014239.D

Aca On : 24 Dec 2019 12:55

Operator : JC/SP

Sample : K6401-01 40X

Misc : 4.72a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Cyclohexane, (1-methylethyl)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.91 13.06 ug/Il 573083 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (l-methvlethvI)- 126 C9H18 000696-29-7 70
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 58
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 50
4 Cvclohexane. butvl- 140 C10H20 001678-93-9 47
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 47

Abundance Scan 1644 (10.910 min): VX014239.D (-1640) (-) m/z 83.10 100.00%
55 83
5000
3 126
109 10.60 10.80 11.00 11.20
ol 142 162 181 199215 235 253269 293 n/z 55.10 89 .53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #11583: Cyclohexane, (1-methylethyl)-
55 83
5000
10.60 10.80 11.00 11.20
% m/z 57.10 77.57%
‘ 126
0'}ﬁ'w“hk”ﬂl'”'lh"I%%%IL"P"'P"'"'W"'W"”I'“'I”"I”"'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
10.60 10.80 11.00 11.20
5000 m/z 41.10 67 .90%
39 126
oL15 98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58293: Cyclohexane, octyl-
83 10.60 10.80 11.00 11.20
m/z 82.05 67.19%
5000 55
o A b 12 130 168 1P
m/z--> 25 4b 60 80 100 150 140 160 180 200 220 240 260 280 300 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122419\
Data File : VX014239.D

Aca On : 24 Dec 2019 12:55

Operator : JC/SP

Sample : K6401-01 40X

Misc : 4.72a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.24 18.13 ug/I 1042360 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 91
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 81
3 Tridecane. 7-methvl- 198 C14H30 026730-14-3 72
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 64
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 50
Abundance Scan 1698 (11.239 min): VX014239.D (-1691) (-) m/z 57.10 100.00%
g7
5000 43
112
85 11.00 11.20 11.40 11.60
Ol e ,.."..,-:'...,..'.i. 127142157 182 201 220 240254 281297 | 7, 71.10  67.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19171: Nonane, 3-methyl-
57
5000 &
4 11.00 11.20 11.40 11.60
m/z 43.10 47 . 49%
ol 26 . L 971%2127142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
71 11.00 11.20 11.40 11.60
5000 m/z 41.05 42 .63%
41
113
ol 26 86 142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59891: Tridecane, 7-methyl-
57 11.00 11.20 11.40 11.60
71 m/z 56.10 34.64%
5000 4
112
0 I, 4 97 } 127 154169183198
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122419\
Data File : VX014239.D

Aca On : 24 Dec 2019 12:55

Operator : JC/SP

Sample : K6401-01 40X

Misc : 4.72a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.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 Benzene, l-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.43 11.33 ug/Il 651610 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1729 (11.428 min): VX014239.D (-1725) (-) m/z 105.10 100.00%
105
5000
120
77
39 11.20 11.40 11.60 11.80
Obrrrrrreiret o b b o, 139154 177 201 229 248 273293 | 757120.05  33.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.20 11.40 11.60 11.80
m/z 77.05 12.87%
39 77
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 91.10 11.74%
120
39 5o 77

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9430: Benzene, 1-ethyl-4-methyl-

11.20 11.40 11.60 11.80
m/z 79.10 8.45%

5000

11.20 11.40 11.60 11. 80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122419\
Data File : VX014239.D

Aca On : 24 Dec 2019 12:55

Operator : JC/SP

Sample : K6401-01 40X

Misc : 4.72a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.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 7
R.T. EstConc Area Relative to ISTD R.T.
12.15 12.49 ug/Il 718501 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 94
2 Heptane. 2.6-dimethvl- 128 C9H20 001072-05-5 87
3 Undecane. 5-methvl- 170 C12H26 001632-70-8 64
4 Octane. 2-methvl- 128 C9H20 003221-61-2 59
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
Abundance Scan 1847 (12.147 min): VX014239.D (-1845) (-) m/z 43.10 100.00%
43
5000 "
I 6 W 141156 181 199215 244 270 295 11.80 12.00 12.20 12.40
O'P“WH'”'“lJ“V”JVJWH'W““V“'VHWH'W““P'“V“W“'w' m/z 57.10 91.25%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28431: Decane, 2-methyl-
43
71
5000

11.80 12.00 12.20 12.40
m/z 71.10  49.84%

2 113
141
2 ‘r l ‘ | 8 | 156

O e P e T e T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
11.80 12.00 12.20 12.40
5000 m/z 41.10 46.01%
27 71
. g 13128
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38325: Undecane, 5-methyl-
43 11.80 12.00 12.20 12.40
m/z 85.10 27 .96%
5000 71
112
0 2\ \‘\ i 6 | 141 170
R RE AN e e ARARRRREAREEEARRERAR LR R
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40

82X121319W.M Thu Dec 26 15:50:59 2019 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122419\
Data File : VX014239.D

Aca On : 24 Dec 2019 12:55

Operator : JC/SP

Sample : K6401-01 40X

Misc : 4.72a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.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 10
R.T. EstConc Area Relative to ISTD R.T.
12.22 10.79 ug/Il 620254 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3-methvl- 156 C11H24 013151-34-3 91
2 Octane. 5-ethvl-2-methvl- 156 C11H24 062016-18-6 64
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 58
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 52
5 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 43
Abundance Scan 1859 (12.221 min): VX014239.D (-1856) (-) m/z 57.10 100.00%
57
5000 4 85
126 12.00 12.20 12.40 12.60
111 : : : :
ol kg TL | 141156 176191207 235051 273 204 | 7T T0 66, 34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28436: Decane, 3-methyl-
57
5000
4 85 12.00 12.20 12.40 12.60
127 m/z 43.10 58.41%
0 2 LIl ‘ il 112 H 156
m/z--> 20 40 eb éo 160 120 140 160 180 200 220 240 260 280
Abundance
43
71 12.00 12.20 12.40 12.60
5000 m/z 41.10 45_.82%
27
o go 112127 5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100330: 2-Bromo dodecane
57 12.00 12.20 12.40 12.60
m/z 85.10 43.24%
5000 85
4
‘ 169
S 0 e 7 7 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122419\
Data File : VX014239.D

Aca On : 24 Dec 2019 12:55

Operator : JC/SP

Sample : K6401-01 40X

Misc : 4.72a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.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 1
R.T. EstConc Area Relative to ISTD R.T.
12.47 40.70 ug/1 2340270 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Hexadecane 226 C16H34 000544-76-3 86
3 Decane 142 C10H22 000124-18-5 86
4 Tridecane 184 C13H28 000629-50-5 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 1900 (12.471 min): VX014239.D (-1895) (-) m/z 57.10 100.00%

57

5000
113 156 12.20 12.40 12.60 12.80
o 128 172 189 217231246262 290 m/z 43.10 85_61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #28423: Undecane
57
5000 4
85 12.20 12.40 12.60 12.80

m/z 71.10 49.28%

0 ...,%%..w,\...\.,..d..,1...ww,.%%?l.%?.,..l.?ﬁ....
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
12.20 12.40 12.60 12.80
5000 M m/z 41.10 45 . 77%
85
oL 26 113 141 169 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19158: Decane
43 12.20 12.40 12.60 12.80
m/z 85.10 29.19%
5000
71
2
L] oo s
..qun,nup.up.np.u.n.vn..”..”..”q.”q.”q”.q”.q”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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\VX122419\
Data File : VX014239.D

Acq On : 24 Dec 2019 12:55

Operator : JC/SP

Sample : K6401-01 40X

Misc : 4.729/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_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 38.6 ug/1 1692090 3 10.11 2194030 50.0
unknownl10.64 10.64 12.1 ug/I1 529648 3 10.11 2194030 50.0
Octane, 2,6-dimet... 10.83 17.5 ug/I1 768690 3 10.11 2194030 50.0
Cyclohexane, (1-m... 10.91 13.1 ug/I1 573083 3 10.11 2194030 50.0
Nonane, 3-methyl- 11.24 18.1 ug/1 1042360 4 12.07 2875180 50.0
Benzene, l-ethyl-_.. 11.43 11.3 ug/I1 651610 4 12.07 2875180 50.0
Decane, 2-methyl- 12.15 12.5 ug/I1 718501 4 12.07 2875180 50.0
Decane, 3-methyl- 12.22 10.8 ug/I1 620254 4 12.07 2875180 50.0

4

Undecane 12 .47 40.7 ug/l 2340270 12.07 2875180 50.0
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