LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004492.D

Aca On : 12 Sep 2018 14:07

Operator : JC/MD

Sample : J4848-01 10X

Misc : 5.67a/5mL/100uL/5.00mL/MSVOA_X/MEOH

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\82X091118W.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 5.500 702 713 729 rBV 136893 403477 1.40% 0.107%
2 5.659 729 739 756 rVB 189912 547483 1.90% 0.146%
3 6.067 796 806 824 rBV 149597 388326 1.35% 0.103%
4 6.860 926 936 948 rBV 302317 709304 2.46% 0.189%
5 8.664 1225 1232 1236 rBV 245643 461961 1.60% 0.123%
6 8.719 1236 1241 1255 rVB 795485 1363943 4.74% 0.363%
7 9.042 1288 1294 1305 rVvB2 328379 534342 1.86% 0.142%
8 9.353 1338 1345 1350 rVB 219994 363586 1.26% 0.097%
9 9.445 1350 1360 1369 rBvY 1120695 1732906 6.02% 0.461%
10 9.560 1374 1379 1385 rBv2 769860 1650333 5.73% 0.439%

11 9.621 1385 1389 1394 rVB 1169757 1674888 5.82% 0.446%
12 9.682 1394 1399 1403 rBV 1954474 3080285 10.70% 0.820%
13 9.823 1416 1422 1426 rVV 392590 607980 2.11% 0.162%
14 9.890 1426 1433 1437 rVV2 1534638 3755774 13.04% 0.999%
15 9.957 1441 1444 1449 rVB 1647933 2069142 7.19% 0.551%

16 10.066 1456 1462 1466 rBV 2074695 2955368 10.26% 0.786%
17 10.115 1466 1470 1474 rVB 807348 1033910 3.59% 0.275%
18 10.182 1474 1481 1486 rBV5 342574 780854 2.71% 0.208%
19 10.237 1486 1490 1497 rBvV2 791077 1431058 4.97% 0.381%
20 10.335 1497 1506 1509 rBV2 1936348 3765394 13.08% 1.002%

21 10.377 1509 1513 1516 rVV 3165171 4826571 16.76% 1.284%
22 10.414 1516 1519 1530 rVB 2043715 3639066 12.64% 0.968%
23 10.512 1530 1535 1541 rBV 1108524 1697227 5.89% 0.452%
24 10.591 1541 1548 1550 rBV2 405509 586542 2.04% 0.156%
25 10.646 1550 1557 1565 rVV2 4627697 8105322 28.15% 2.157%

26 10.731 1565 1571 1574 rVV2 2443862 3984518 13.84% 1.060%
27 10.768 1575 1577 1581 rVB2 1279579 1562391 5.43% 0.416%
28 10.841 1581 1589 1593 rBV 12592920 18071773 62.76% 4 _.809%
29 10.914 1593 1601 1605 rVV2 9476466 16335908 56.73% 4._.347%
30 10.950 1605 1607 1612 rVV 5072868 6875834 23.88% 1.830%

31 11.018 1612 1618 1622 rVV3 2243326 4207579 14.61% 1.120%
32 11.060 1622 1625 1627 rVV2 2221368 3160327 10.97% 0.841%
33 11.085 1627 1629 1633 rVV2 3864804 5592199 19.42% 1.488%
34 11.139 1633 1638 1643 rVB2 6873063 10026596 34.82% 2.668%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004492.D

Aca On : 12 Sep 2018 14:07

Operator : JC/MD

Sample : J4848-01 10X

Misc : 5.67a/5mL/100uL/5.00mL/MSVOA_X/MEOH

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\82X091118W.M
SW846 8260

35 11.188 1643 1646 1649 rBV 1362812 1538287 5.34% 0.409%

36 11.225 1649 1652 1654 rBV 1046255 1320664 4_.59% 0.351%
37 11.280 1654 1661 1670 rVV2 7767856 13375710 46.45% 3.559%
38 11.365 1670 1675 1677 rVV 3554185 4492033 15.60% 1.195%
39 11.402 1677 1681 1685 rVV2 2764619 5436150 18.88% 1.446%
40 11.450 1685 1689 1692 rVV2 4152439 6853462 23.80% 1.824%

41 11.493 1692 1696 1700 rVV 8680799 13394443 46.51% 3.564%
42 11.542 1700 1704 1708 rVV3 4839329 8592150 29.84% 2.286%
43 11.585 1708 1711 1716 rVV4 1428495 2585892 8.98% 0.688%
44 11.633 1716 1719 1721 rVV 1544379 2120376 7.36% 0.564%
45 11.688 1721 1728 1733 rVV5 3864603 9156844 31.80% 2.436%

46 11.743 1733 1737 1739 rVV2 3468709 4763223 16.54% 1.267%
47 11.773 1739 1742 1745 rVV 13613003 16983411 58.98% 4_.519%
48 11.816 1745 1749 1758 rVB 17757181 28796450 100.00% 7.662%
49 11.895 1758 1762 1764 rBV 2403936 3273695 11.37% 0.871%
50 11.950 1764 1771 1776 rVV4 7388489 15182984 52.73% 4.040%

51 12.005 1776 1780 1783 rVV 9670067 12989817 45.11% 3.456%
52 12.036 1783 1785 1788 rVV2 2665876 3701645 12.85% 0.985%
53 12.097 1791 1795 1798 rVV2 3915392 6455783 22.42% 1.718%
54 12.133 1798 1801 1804 rVVv2 2239727 2692244 9.35% 0.716%
55 12.170 1804 1807 1809 rVV2 866421 1160288 4._.03% 0.309%

56 12.219 1810 1815 1824 rVB5 1986154 5701439 19.80% 1.517%
57 12.304 1824 1829 1834 rBV2 4085062 5780572 20.07% 1.538%
58 12.371 1836 1840 1847 rBV2 7163715 13441092 46.68% 3.576%
59 12.475 1847 1857 1863 rVV3 2469966 7353263 25.54% 1.957%
60 12.529 1863 1866 1871 rVB4 2692494 4572952 15.88% 1.217%

61 12.590 1871 1876 1878 rBV 3927763 5557520 19.30% 1.479%
62 12.615 1878 1880 1886 rVV3 5552338 7968166 27.67% 2.120%
63 12.670 1886 1889 1893 rVV 4284732 5591612 19.42% 1.488%
64 12.761 1897 1904 1911 rBV6 1743581 5080215 17.64% 1.352%
65 12.822 1911 1914 1915 rBV2 474754 486867 1.69% 0.130%

66 12.877 1920 1923 1929 rVB5 2173595 3826474 13.29% 1.018%
67 12.944 1929 1934 1937 rBV3 2612555 4044664 14.05% 1.076%
68 12.981 1937 1940 1943 rVB 2201003 2659765 9.24% 0.708%
69 13.023 1943 1947 1949 rBV 3374339 3915545 13.60% 1.042%
70 13.084 1954 1957 1964 rVV3 1463619 2449033 8.50% 0.652%

71 13.151 1964 1968 1973 rVV2 881189 1633865 5.67% 0.435%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004492.D

Aca On : 12 Sep 2018 14:07

Operator : JC/MD

Sample : J4848-01 10X

Misc : 5.67a/5mL/100uL/5.00mL/MSVOA_X/MEOH

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\82X091118W.M

: SW846 8260

72 13.200 1973 1976 1979 rVV2 874476 1241075 4_.31% 0.330%
73 13.231 1979 1981 1983 rVV 447168 512728 1.78% 0.136%
74 13.267 1984 1987 1990 rVV3 798883 1035094 3.59% 0.275%
75 13.310 1990 1994 1997 rVV2 1072364 1585945 5.51% 0.422%

76 13.346 1997 2000 2007 rVV2 2965615 4710158 16.36% 1.253%
77 13.426 2011 2013 2018 rVV2 499025 667318 2.32% 0.178%
78 13.480 2018 2022 2031 rVB5 479644 1093188 3.80% 0.291%
79 13.566 2031 2036 2039 rBV3 303446 478945 1.66% 0.127%
80 13.645 2045 2049 2053 rBV3 556780 941837 3.27% 0.251%

81 13.724 2059 2062 2070 rVB2 389588 645564 2.24% 0.172%

Sum of corrected areas: 375822614
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004492.D

Aca On : 12 Sep 2018 14:07

Operator : JC/MD

Sample : J4848-01 10X

Misc : 5.67a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.M
Quant Title : SW846 8260

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

Abundance TIC: VX004492.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004492.D

Aca On : 12 Sep 2018 14:07

Operator : JC/MD

Sample : J4848-01 10X

Misc : 5.67a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.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 1 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 8

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

9.68 148.96 ug/l 3080290 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 97
2 lIsocvtosine 111 C4H5N30 000108-53-2 64
3 Cvclohexane. l1l-ethvl-2.4-dimethvl- 140 C10H20 061142-69-6 59
4 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 59
5 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 50

Abundance Scan 1399 (9.682 min): VX004492.D (-1394) (-) m/z 111.10 100.00%
111
69
5000 55
41 83
9.40 9.60 9.80 10.00
...,....,....,....|,|:'...,.'..|'.,...':!....,.L..,..?'.7,....;!...,.1.?‘.3,....,...., m/z 69.10 71.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-
111
69
5000 a
83 9.40 9.60 9.80 10.00
27 m/z 55.10 40.17%
”.,....,”.Lh...hlt..,JJL,..J:L...,J:”,.??.lgq.'!.”,.%?§,”..,...w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6045: Isocytosine

9.40 9.60 9.80 10.00
m/z 41.10 27.13%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18051: Cyclohexane, 1-ethyl-2,4-dimethy!-

69 9.40 9.60 9.80 10.00

111 m/z 83.10 22 .29%
55
5000
41
29 83
S S S Y R Y e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004492.D

Aca On : 12 Sep 2018 14:07

Operator : JC/MD

Sample : J4848-01 10X

Misc : 5.67a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.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 Cyclohexane, 1,2,4-trimethy... Concentration Rank 7

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

9.89 181.63 ug/l 3755770 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl-. (... 126 C9H18 007667-60-9 91
2 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 83
3 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 74
4 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 72
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 68

Abundance Scan 1433 (9.890 min): VX004492.D (-1426) (-) m/z 69.10 100.00%
69 111
55
5000 43
‘ 84 126
97 9.60 9.80 10.00 10.20
...,....,....,....|i....,...|.,6.2. '-||..?7,....,...'.,....,....,....,.... m/z 111.10 98.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111
55
5000 41
126 9.60 9.80 10.00 10.20
. m/z 55.10 67 .56%
84
14||||I||62I|7797
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11582: Cyclohexane, 1,2,4-trimethyl-
69
111
55 9.60 9.80 10.00 10.20
5000 41 m/z 43.10 48.86%
126
27 84
97
'“|}§w'“Uw'“M“'wﬂ““w'ml”?aﬂk'w'ml“'wl”'w'“l”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111 9.60 9.80 10.00 10.20
a1 55 m/z 41.10 44 _44%
5000
21 126
15
o Wlaslie2 | e T o000 | L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004492.D

Aca On : 12 Sep 2018 14:07

Operator : JC/MD

Sample : J4848-01 10X

Misc : 5.67a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.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 1-Ethyl-4-methylcyclohexane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.65 391.97 ug/Il 8105320 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 70
2 Cvclohexane. l1l-ethvl-2-methvl-., ... 126 C9H18 004923-78-8 64
3 Sulfurous acid. cvclohexvimethvl._.. 262 C13H2603S 1000309-21-5 59
4 Cvclohexane. l-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 52
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 52
Abundance Scan 1558 (10.652 min): VX004492.D (-1550) (-) m/z 97.10 100.00%
o7
55
5000 43
69 85
126
10.40 10.60 10.80 11.00
111
o..,....,....,....'i.'...,.':l.,...':|!'..?.7,'.-.'|..,..'!.|',....,'....,..I~.,....1,‘.‘.2..,. m/z 55.10 74.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 97
5000
10.40 10.60 10.80 11.00
41 69 126 m/z 57.10 49.26%
27 81
"VH'V“UVH'L“w””ﬂ'“hh“'w“gw“'VH}ﬁ%“w'“v'“w'“v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55 97
10.40 10.60 10.80 11.00
5000 m/z 43.10 43.35%
41
29 69 81 126
“l'%?'v"ul“"hw“'|”'“w"”jb"'U“"l"Jl"'}ﬁ%"l“"|'“'|"“|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #112140: Sulfurous acid, cyclohexylmethyl isohexyl ester R e R EnEmma
97 10.40 10.60 10.80 11.00
m/z 41.10 36.16%
55
5000
43 85
29 69
"v"'l'““u"“ut"w"ww"”JV'??UL"|'“J|"'}ﬁ%"|'}%z"'w""v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004492.D

Aca On : 12 Sep 2018 14:07

Operator : JC/MD

Sample : J4848-01 10X

Misc : 5.67a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.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 4 Pentane, 2,2,3,3-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.73 192.69 ug/Il 3984520 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 64
2 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 58
3 Nonane. 4-methvl- 142 C10H22 017301-94-9 53
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 49
5 Octacosane 394 C28H58 000630-02-4 47
Abundance Scan 1571 (10.731 min): VX004492.D (-1565) (-) m/z 57.10 100.00%
57
43
5000 71
sl o || o 83 o 9|9 13 17 142 10.40 10.60 10.80 11.00
Obrrprrrrrr SOl 20l 84 9Ll S 12T e m/z 43.10 69.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12739: Pentane, 2,2,3,3-tetramethyl-
57
43
5000 71
10.40 10.60 10.80 11.00
29 ‘ o m/z 71.10 46.75%
..,....|,....|,=...5,9.I!:,.6.4..-!..7.8,.??.,....1,....,1.1.%.,..4%?....,....,..
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19195: Octane, 3,5-dimethyl-
57
43 10.40 10.60 10.80 11.00
5000 n m/z 70.10 39.13%
29
85 99
"I"”I"'W""I”"I'”'I"“I"'W""P"'?i%'l'“'I"”%%%'W"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19172: Nonane, 4-methyl-
43 57 10.40 10.60 10.80 11.00
m/z 41.10 34 .38%
5000 [
98
29 85 142
"I"le"'ﬁﬂla"l"Hll""H*"'I"“'I""I""%%?"I'}Ez""ll"'l"
m/z--> 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:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004492.D

Aca On : 12 Sep 2018 14:07

Operator : JC/MD

Sample : J4848-01 10X

Misc : 5.67a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.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 1
R.T. EstConc Area Relative to ISTD R.T.
10.84 873.95 ug/Il 18071800 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 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 81
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 81
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 49
5 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 47
Abundance Scan 1589 (10.841 min): VX004492.D (-1581) (-) m/z 57.10 100.00%
g7
43
5000
36 |‘ 10.60 10.80 11.00 11.20
0 SRR | m/z 71.10 65.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000
10.60 10.80 11.00 11.20
m/z 43.10 52.07%
29 ‘ g5 113
15 ] L e | 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19185: Octane, 3,6-dimethyl-
57
7 10.60 10.80 11.00 11.20
5000 43 m/z 41.10 39.56%
29
113
\‘ “‘ b 8 g9 ) 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 I
Abundance #19170: Nonane, 3-methyl- R e R ARmE B
57 10.60 10.80 11.00 11.20
43 m/z 56.10 33.33%
71
5000 29
113
1‘5 ‘\ ‘\ ‘ L ‘ | \‘ Il ?\5 98 ‘ 127 142
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:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004492.D

Aca On : 12 Sep 2018 14:07

Operator : JC/MD

Sample : J4848-01 10X

Misc : 5.67a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.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, propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.91 790.01 ug/Il 16335900 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 76
2 Cvclohexane. (1-methvlethvI)- 126 C9H18 000696-29-7 64
3 Cvclohexane. 1.1°-(1l.4-butanediv... 222 C16H30 006165-44-2 53
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 53
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 53
Abundance Scan 1600 (10.908 min): VX004492.D (-1593) (-) m/z 83.10 100.00%
55 83
5000 41
71 126
98109 | 142 10.60 10.80 11.00 11.20
o} R e B m/z 55.10 84 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11538: Cyclohexane, propyl-
83
55
5000
41 10.60 10.80 11.00 11.20
29 67 126 m/z 82.10 57.97%
15 Iy 97 109
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11583: Cyclohexane, (1-methylethyl)-
55 83
10.60 10.80 11.00 11.20
5000 a1 m/z 41.10 47 .00%
67
‘ 126
EC T N 2= G
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79573: Cyclohexane, 1,1'-(1,4-butanediyl)bis- S e
83 10.60 10.80 11.00 11.20
55 m/z 57.10 39.08%
5000
41
67
96 139
ﬁ‘g bl i ‘ \ ‘\ 109 124 ‘ 222
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 220 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004492.D

Aca On : 12 Sep 2018 14:07

Operator : JC/MD

Sample : J4848-01 10X

Misc : 5.67a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.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 Heptane, 3-ethyl-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.95 332.52 ug/Il 6875830 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 91
2 Heptane. 4-propvl- 142 C10H22 003178-29-8 59
3 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 47
4 Octane. 3-methvl- 128 C9H20 002216-33-3 43
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 42

Abundance Scan 1607 (10.950 min): VX004492.D (-1605) (-) m/z 57.10 100.00%
57
5000 43 o8
71 85 10.60 10.80 11.00 11.20
125
ol b B 10 m/z 43.10 42.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19220: Heptane, 3-ethyl-2-methyl-
57
43
5000
10.60 10.80 11.00 11.20
27 o % m/z 98.10 34.90%
15 ?F 113 127 142
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19176: Heptane, 4-propyl-
57
10.60 10.80 11.00 11.20
5000 43 o5 m/z 41.10 23.58%
el s | w2 a2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl- e e e
57 10.60 10.80 11.00 11.20
m/z 56.10 15.49%
5000 43
71
29
T, 8 % 113 157 141 154 169 184
m/z--> 20 40 ' 80 100 120 140 160 180 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004492.D

Aca On : 12 Sep 2018 14:07

Operator : JC/MD

Sample : J4848-01 10X

Misc : 5.67a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.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 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.28 103.60 ug/l 13375700 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 83
2 4-Octene. 2.6-dimethvl-. IS-(E)1- 140 C10H20 062960-76-3 50
3 4-Nonene. 2.3.3-trimethvl-. (2)- 168 C12H24 063830-68-2 50
4 3-Ethvl-4-octene 140 C10H20 019781-32-9 45
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 43
Abundance Scan 1661 (11.280 min): VX004492.D (-1654) (-) m/z 69.10 100.00%
69
55 125
5000

11.00 11.20 11.40 11.60

0 m/z 55.10 56.30%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
41 69
55
5000 lll|llll|llll|llll|llll
29 125 11.00 11.20 11.40 11.60
83 m/z 70.10 56.23%
97 111 140
et et
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #18040: 4-Octene, 2,6-dimethyl-, [S-(E)]-
55
69
11.00 11.20 11.40 11.60
5000 m/z 125.10 54.26%
M 83 97 111 140
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36856: 4-Nonene, 2,3,3-trimethyl-, (2)-
69 11.00 11.20 11.40 11.60
m/z 41.10 41 .09%
5000
41 g5
o7 83 125
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004492.D

Aca On : 12 Sep 2018 14:07

Operator : JC/MD

Sample : J4848-01 10X

Misc : 5.67a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.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 Cyclohexane, 1-methyl-2-pro... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.49 103.74 ug/Il 13394400 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-2-propvl- 140 C10H20 004291-79-6 64
2 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 64
3 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 64
4 Cvclohexane. 1-ethvl-2-methvl- 126 C9H18 003728-54-9 59
5 Sulfurous acid, cyclohexylmethyl... 304 C16H3203S 1000309-21-8 59
Abundance Scan 1696 (11.493 min): VX004492.D (-1692) (-) m/z 97.10 100.00%
5000
11.20 11.40 11.60 11.80
o} m/z 55.10 88.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18038: Cyclohexane, 1-methyl-2-propyl-
55 97
5000 R DU UL RN ML
11.20 11.40 11.60 11.80
41 69 m/z 69.10 29.78%
2 Ll s | s 140
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6806: Cyclohexane, 1,4-dimethyl-, cis-
55 o7
11,20 11.40 11.60 11.80
5000 a1 112 m/z 41.10 28.77%
29 69 g3
”WEEP”M”“m“WMAP“M””NLW“MP”W“”P”W“”P”W””P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans- A e AR
55 o7 11.20 11.40 11.60 11.80
m/z 56.10 23.68%
5000 41 112
27 69
. L3
”W}?P”“”“””'ﬂ“P”H””Nh'”“'”W“”P”W””P”W””P” R DA UL U ML
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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091218\
Data File : VX004492.D

Acq On : 12 Sep 2018 14:07

Operator : JC/MD

Sample : J4848-01 10X

Misc : 5.679/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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, 1,1,... 9.68 149.0 ug/1 3080290 3 10.12 1033910 50.0
Cyclohexane, 1,2,... 9.89 181.6 ug/l 3755770 3 10.12 1033910 50.0
1-Ethyl-4-methylc... 10.65 392.0 ug/l 8105320 3 10.12 1033910 50.0
Pentane, 2,2,3,3-... 10.73 192.7 ug/l 3984520 3 10.12 1033910 50.0
Octane, 2,6-dimet... 10.84 874.0 ug/1 18071800 3 10.12 1033910 50.0
Cyclohexane, propyl- 10.91 790.0 ug/l 16335900 3 10.12 1033910 50.0
Heptane, 3-ethyl-_... 10.95 332.5 ug/l 6875830 3 10.12 1033910 50.0
Cyclohexane, 1,1,... 11.28 103.6 ug/l 13375700 4 12.08 6455780 50.0
Cyclohexane, 1-me... 11.49 103.7 ug/l 13394400 4 12.08 6455780 50.0
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