LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI1\MSVOA X\DATA\VX052319\

Data File : VX009868.D

Aca On - 23 May 2019 19:01

Operator : JC/SP

Sample - K2976-21 10X

Misc - 6.620/5mL/100uL/5.00mL/MSVOA_X/MEOH B2 R A R
ALS Vial : 23 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\82X042919W.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 5.501 702 713 723 rBV 97343 279123 2.35% 0.126%
2 5.659 727 739 757 rVB 180488 517104 4 .35% 0.234%
3 6.062 795 805 820 rBV 126767 332434 2.80% 0.150%
4 6.860 926 936 949 rBV 285820 692657 5.83% 0.313%
5 8.714 1235 1240 1254 rVB 635100 991059 8.34% 0.448%
6 9.043 1287 1294 1305 rvB2 213031 359086 3.02% 0.162%
7 9.165 1305 1314 1319 rBV 88739 149628 1.26% 0.068%
8 9.348 1338 1344 1350 rVB 151421 249631 2.10% 0.113%
9 9.445 1350 1360 1369 rBV 691286 1123889 9.46% 0.508%
10 9.555 1373 1378 1385 rVvv2 478588 988773 8.32% 0.447%

11 9.677 1392 1398 1402 rVV 1303430 2058528 17.32% 0.930%
12 9.719 1402 1405 1408 rvv2 256109 455945 3.84% 0.206%
13 9.750 1408 1410 1414 rVvVv2 157514 210229 1.77% 0.095%
14 9.817 1414 1421 1425 rVV 304768 515448 4._.34% 0.233%
15 9.890 1425 1433 1437 rVvV3 997112 2476350 20.83% 1.119%

16 9.957 1441 1444 1448 rVB 633456 801121 6.74% 0.362%
17 10.061 1455 1461 1465 rBV 1044483 1561012 13.13% 0.705%
18 10.110 1465 1469 1474 rVB 675985 897294 7.55% 0.405%
19 10.171 1474 1479 1485 rVB5 218634 493558 4._.15% 0.223%
20 10.238 1485 1490 1497 rBV2 540889 927329 7.80% 0.419%

21 10.335 1497 1506 1509 rBV2 1128464 2352366 19.79% 1.063%
22 10.378 1509 1513 1516 rVV 1930214 2806326 23.61% 1.268%
23 10.408 1516 1518 1530 rVB 1311858 2242964 18.87% 1.013%
24 10.512 1530 1535 1541 rBV 790156 1188829 10.00% 0.537%
25 10.591 1543 1548 1549 rBV 277245 351529 2.96% 0.159%

26 10.640 1549 1556 1564 rVV2 2936649 5265071 44.30% 2.379%
27 10.725 1564 1570 1574 rVV3 1631738 2644804 22.25% 1.195%
28 10.768 1574 1577 1580 rVB2 890816 1107523 9.32% 0.500%
29 10.835 1580 1588 1592 rBV 7943820 11886146 100.00% 5.371%
30 10.884 1592 1596 1597 rVV3 861274 1040350 8.75% 0.470%

31 10.914 1597 1601 1604 rVV2 2855629 4735865 39.84% 2.140%
32 10.951 1604 1607 1612 rVV 3683158 4895487 41.19% 2.212%
33 11.006 1612 1616 1621 rVB2 1047060 1564271 13.16% 0.707%
34 11.061 1621 1625 1626 rBV2 1507244 1982068 16.68% 0.896%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI1\MSVOA X\DATA\VX052319\

Data File : VX009868.D

Aca On - 23 May 2019 19:01

Operator : JC/SP

Sample - K2976-21 10X

Misc - 6.620/5mL/100uL/5.00mL/MSVOA_X/MEOH B2 R A R
ALS Vial : 23 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\82X042919W_M
SW846 8260

35 11.085 1626 1629 1633 rVV2 2820566 4088223 34.39% 1.847%

36 11.140 1633 1638 1642 rVB2 4270159 5769235 48.54% 2.607%
37 11.183 1642 1645 1648 rBV2 937969 1165757 9.81% 0.527%
38 11.219 1648 1651 1653 rBV 722866 800167 6.73% 0.362%
39 11.280 1653 1661 1669 rVB2 4938653 8590212 72.27% 3.882%
40 11.396 1675 1680 1684 rBV3 1837401 3397601 28.58% 1.535%

41 11.445 1684 1688 1691 rVV3 1982579 2816652 23.70% 1.273%
42 11.487 1691 1695 1699 rVV 4940183 6169312 51.90% 2.788%
43 11.536 1699 1703 1707 rVB3 2813425 4462911 37.55% 2.017%
44 11.579 1707 1710 1715 rVB4 703859 921222 7.75% 0.416%
45 11.628 1715 1718 1721 rBV 769596 1003340 8.44% 0.453%

46 11.658 1721 1723 1724 rBVY 721667 671976 5.65% 0.304%
47 11.689 1724 1728 1732 rVB4 2376585 3699738 31.13% 1.672%
48 11.737 1732 1736 1738 rBV2 1954586 2434137 20.48% 1.100%
49 11.774 1738 1742 1745 rBV 8566085 9255252 77.87% 4.182%
50 11.804 1745 1747 1750 rBV2 1280437 1457397 12.26% 0.659%

51 11.896 1757 1762 1764 rBV 1645864 2663615 22.41% 1.204%
52 11.945 1764 1770 1775 rVV4 4743395 9700722 81.61% 4 _.383%
53 12.000 1775 1779 1782 rVV 4794509 7487421 62.99% 3.383%
54 12.030 1782 1784 1789 rVV3 3971432 5102264 42.93% 2.305%
55 12.097 1789 1795 1798 rVV3 2259297 4300203 36.18% 1.943%

56 12.128 1798 1800 1804 rVV3 1238382 1453243 12.23% 0.657%
57 12.170 1804 1807 1809 rVV4 544856 752420 6.33% 0.340%
58 12.213 1809 1814 1824 rVB6 1314469 4006572 33.71% 1.810%
59 12.323 1824 1832 1836 rBV2 5339572 9622802 80.96% 4.348%
60 12.365 1836 1839 1846 rVB2 4982408 7683251 64.64% 3.472%

61 12.475 1846 1857 1862 rBV3 1640061 4824718 40.59% 2.180%
62 12.524 1862 1865 1870 rVB4 1647504 2911473 24.49% 1.316%
63 12.591 1870 1876 1877 rBV 2628556 3503614 29.48% 1.583%
64 12.609 1877 1879 1883 rVV2 3561208 4674197 39.32% 2.112%
65 12.670 1885 1889 1892 rVB 2788827 3215740 27.05% 1.453%

66 12.737 1897 1900 1902 rVV 1175206 1618602 13.62% 0.731%
67 12.780 1902 1907 1911 rVV5 2631003 5324506 44.80% 2.406%
68 12.853 1915 1919 1921 rVV3 1387943 2377730 20.00% 1.074%
69 12.877 1921 1923 1925 rVV 1389394 1780190 14.98% 0.804%
70 12.902 1925 1927 1930 rVV2 1321613 1515174 12.75% 0.685%

71 12.944 1930 1934 1937 rVV3 1712341 2831975 23.83% 1.280%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI1\MSVOA X\DATA\VX052319\

Data File : VX009868.D

Aca On - 23 May 2019 19:01

Operator : JC/SP

Sample - K2976-21 10X

Misc - 6.620/5mL/100uL/5.00mL/MSVOA_X/MEOH B2 R A R
ALS Vial : 23 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\82X042919W._M

: SW846 8260

72 12.975 1937 1939 1943 rVV2 1629188 2102612 17.69% 0.950%
73 13.018 1943 1946 1953 rVV 2626131 3986897 33.54% 1.802%
74 13.079 1953 1956 1962 rVV3 971090 1666162 14.02% 0.753%
75 13.152 1965 1968 1972 rVV2 450409 643860 5.42% 0.291%

76 13.213 1972 1978 1982 rVB4 743028 1502595 12.64% 0.679%
77 13.262 1982 1986 1989 rVB2 401294 490778 4._.13% 0.222%
78 13.304 1989 1993 1996 rBV2 696745 879580 7.40% 0.397%
79 13.347 1996 2000 2006 rVB4 1405317 2219098 18.67% 1.003%
80 13.426 2006 2013 2018 rBV2 372926 733113 6.17% 0.331%

81 13.481 2018 2022 2030 rVB4 352851 833345 7.01% 0.377%
82 13.560 2030 2035 2038 rBV3 215562 336462 2.83% 0.152%
83 13.633 2043 2047 2053 rBV2 392098 706495 5.94% 0.319%
84 13.719 2059 2061 2066 rvVB2 248058 346209 2.91% 0.156%
85 13.804 2072 2075 2079 rvB2 113178 146080 1.23% 0.066%

86 13.853 2079 2083 2086 rVvVv 102913 126981 1.07% 0.057%
87 13.908 2086 2092 2097 rVB3 96073 197337 1.66% 0.089%
88 13.981 2097 2104 2109 rBv4 94690 193901 1.63% 0.088%

Sum of corrected areas: 221308866
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052319\
Data File : VX009868.D

Aca On : 23 May 2019 19:01

Operator : JC/SP

Sample : K2976-21 10X

Misc : 6.62a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 23 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .M
SW846 8260

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

Abundance TIC: VX009868.D
1e+07
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Abundance TIC: VX009868.D
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82X042919W.M Fri May 24 12:59:25 2019 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052319\
Data File : VX009868.D

Aca On : 23 May 2019 19:01

Operator : JC/SP

Sample : K2976-21 10X

Misc : 6.62a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 1 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 10

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

9.68 114.71 ug/l 2058530 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 97
2 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-27-3 72
3 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 72
4 Cvclopentane. 1.1.3-trimethvl-3-... 166 C12H22 074421-09-3 59
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 53

Abundance Scan 1399 (9.683 min): VX009868.D (-1392) (-) m/z 111.10 100.00%

69 111

55
5000 a1
83
9.40 9.60 9.80 10.00
97
0 ...,....,....,....|i!|...,.'.l'.F."‘..':!..7.6.,.|.'..9,9..-.,....,-.'...,.1.?‘.3,... m/z 69.10 79.91%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-

69 111

5000
9.40 9.60 9.80 10.00

m/z 55.10 49.67%

0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69 111
%5 9.40 9.60 9.80 10.00
5000 4 m/z 41.05 36.37%
27 126
0 1 48 | 62 76 83 97104
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11581: Cyclohexane, 1,3,5-trimethyl-
69 111 9.40 9.60 9.80 10.00
m/z 83.05 24 .93%
5000 5
4 126
27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052319\
Data File : VX009868.D

Aca On : 23 May 2019 19:01

Operator : JC/SP

Sample : K2976-21 10X

Misc : 6.62a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Cyclohexane, 1,3,5-trimethy... Concentration Rank 7

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

9.89 137.99 ug/l 2476350 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-26-2 87
2 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 80
3 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 76
4 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 74
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 74

Abundance Scan 1433 (9.890 min): VX009868.D (-1425) (-) m/z 69.10 100.00%
e] 111
55
5000 41
‘ 84 126
97 9.60 9.80 10.00 10.20
0 ...,....,....,....|,...4?,.'..|.,6.2. ! |'..7.?,.~...,...-.,....,!...,...'.,.... m/z 111.05 92.36%
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
55
41
5000
27 126 9.60 9.80 10.00 10.20
m/z 55.05 69.98%
15
0 \ w 48 ||| 62 ‘\ 76 5 60 97 104
R I IR N TR L IULLL B I T IIIII""I""IIIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69 111
55
41 9.60 9.80 10.00 10.20
5000 . m/z 41.10 49.13%
126
84
o 15 48 62, 17 97 104
menmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11592: Cyclohexane, 1,2,4-trimethyl-
5 69 9.60 9.80 10.00 10.20
a1 111 m/z 43.10 38.81%
5000
27 126
‘ 84 97
N .28 01 A P PN A
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\VX052319\
Data File : VX009868.D

Aca On : 23 May 2019 19:01

Operator : JC/SP

Sample : K2976-21 10X

Misc : 6.62a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Cyclohexane, 1,2,4-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.34 131.08 ug/Il 2352370 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 64
2 2.3-Dimethvl-3-heptene 126 C9H18 1000113-49-3 64
3 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 52
4 Cvclopentane. 1.l1-dimethvl- 98 C7H14 001638-26-2 50
5 Cyclopentane, 1l-ethyl-3-methyl- 112 C8H16 003726-47-4 43
Abundance Scan 1507 (10.341 min): VX009868.D (-1497) (-) m/z 69.10 100.00%
55 69
83
41 125
5000
97
L | | || | 111 | 10 10.00 10.20 10.40 10.60
Obrrr e gt bl et b || M/ 55.10  89.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11590: Cyclohexane, 1,2,4-trimethyl-
55 69
41 111
5000
7 10.00 10.20 10.40 10.60
‘ 84 97 126 m/z 83.05 73.24%
o m‘ ‘ Al ‘N » ‘
AR INRR UL LS UL LR RN AR RN IS RS AR RS SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55
69 83 10.00 10.20 10.40 10.60
5000 a1 m/z 41.10 63.83%
126
27 97
0 15 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18068: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69 125 10.00 10.20 10.40 10.60
a1 83 m/z 125.10 62.50%
55
5000
27
0"'P%?'P"'P"'I”"I”"I”"I”"I”"I”??P'}ﬂg"ﬁ"”I"}?Q”'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052319\
Data File : VX009868.D

Aca On : 23 May 2019 19:01

Operator : JC/SP

Sample : K2976-21 10X

Misc : 6.62a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 1-Ethyl-4-methylcyclohexane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.38 156.38 ug/Il 2806330 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 91
2 3.5-Dimethvl-3-heptene 126 C9H18 059643-68-4 72
3 Cvclohexane. 1-bromo-3-methvl- 176 C7H13Br 013905-48-1 64
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 64
5 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 64
Abundance Scan 1513 (10.378 min): VX009868.D (-1509) (-) m/z 97.10 100.00%
55 97
5000
4 81 126 10.00 10.20 10.40 10.60
67 - : : :
0 o8l | 1%~  m/z 55.10 80.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 97
5000
10.00 10.20 10.40 10.60
4 69 126 m/z 41.10 17.69%
27 81
0:::||U||‘|“‘|||Hl‘||‘|“|||‘||||‘||:!-1|1|||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55 97
10.00 10.20 10.40 10.60
5000 m/z 126.10 15.94%
69
41 126
15 29 81 111
G L L N L W WL LI WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42812: Cyclohexane, 1-bromo-3-methyl-
97 10.00 10.20 10.40 10.60
55 m/z 96.10 14 .36%
5000
41
oL, 15 27 1 69 8L 440051 135 147 176
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052319\
Data File : VX009868.D

Aca On : 23 May 2019 19:01

Operator : JC/SP

Sample : K2976-21 10X

Misc : 6.62a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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, l-ethyl-4-meth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.41 124.99 ug/Il 2242960 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 95
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 94
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 90
4 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 90
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 87
Abundance Scan 1518 (10.408 min): VX009868.D (-1516) (-) m/z 55.10 100.00%
56 97
5000
41
T 81 126 10.00 10.20 10.40 10.60 10.80
111 : : : : :
0 ..,....,....,....|,.".ﬁ4.fi.':.|-.f°."‘..'::....,'.~..5.‘?...!,....,-....,...|.,.... m/z 97.10 90.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 97
5000 a1
- 10.00 10.20 10.40 10.60 10.80
69 126 m/z 41.10 29.70%
0 'w'"'w'"|'”'|"ﬂ%""ﬁ%"|“"?}'“|"'w"'}ﬁ¥"|“"|'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
10.00 10.20 10.40 10.60 10.80
5000 a1 m/z 96.10 26 .08%
27
69 126
o 48 | 62 8l g9 111
wwmmmeﬁwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
55 o7 10.00 10.20 10.40 10.60 10.80
m/z 69.10 23.47%
5000
41 69 126
0 "|}§“|"'%ﬁ'"JH“"l'“l'|"Mi""?%"'w"'l"'}ﬁ%"l""l'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052319\
Data File : VX009868.D

Aca On : 23 May 2019 19:01

Operator : JC/SP

Sample : K2976-21 10X

Misc : 6.62a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Cyclohexane, l-ethyl-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.64 293.39 ug/l 5265070  Chlorobenzene-ds 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclohexane. 1-ethvl-2-methvl- 126 coH18 003728-54-9 64

2 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 64
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 59
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 58
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 58
Abundance Scan 1556 (10.640 min): VX009868.D (-1549) (-) m/z 55.10 100.00%
g7
43
5000
69 85
126 10.40 10.60 10.80 11.00
111 : : : :
o 36 LK | M L1420 hs7 97.05  97.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55 97
5000
a1 10.40 10.60 10.80 11.00
‘ 69 m/z 43.10 62 .49%
29 126
do B o | wm %
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 97
PR o e
10.40 10.60 10.80 11.00
5000 m/z 57.10 56 .56%
41
29 69 126
oL 15 8l 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
56 97 10.40 10.60 10.80 11.00
m/z 41.10 54 .24%
5000 41
112
o7 69
83
0 ..,.?‘L.S.,...‘:‘,....H‘...,‘.‘..‘.,...u‘,....,‘.‘:..,..l.,....,.‘...,....,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.40 10.60 10.80 11.00

82X042919W.M Fri May 24 12:59:31 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052319\
Data File : VX009868.D

Aca On : 23 May 2019 19:01

Operator : JC/SP

Sample : K2976-21 10X

Misc : 6.62a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Nonane, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.73 147.38 ug/Il 2644800 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 87
2 Octane. 2.5-dimethvl- 142 C10H22 015869-89-3 86
3 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 72
4 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 72
5 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 53
Abundance Scan 1571 (10.731 min): VX009868.D (-1564) (-) m/z 57.10 100.00%
43 i
5000 71
99
84 113 10.40 10.60 10.80 11.00
0...,....,....,.??.',!:..,.-.|.:,....',:...,'.'!'..,....'|,....,.-...,..1.2.7,....1,‘.1.2..,. m/z 43.10 78.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19173: Nonane, 4-methyl-
57
43
5000 SRR A BN SUGRE
71 10.40 10.60 10.80 11.00
29 o8 m/z 71.10 45_.86%
0 ‘\‘ ! “ M ! ! 8\5 ‘\ 112 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
43
10.40 10.60 10.80 11.00
5000 o m/z 41.10 39.42%
29 99
ol 15 8 113 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19208: Heptane, 2,3,4-trimethyl-
4 57 10.40 10.60 10.80 11.00
m/z 70.10 37 .95%
5000 71
29
99
0"W“'E{Jh”'JL'W“h“”“\““lﬁﬁl”JM'“P'“P“'P“'P”W'
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

82X042919W.M Fri May 24 12:59:31 2019 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052319\
Data File : VX009868.D

Aca On : 23 May 2019 19:01

Operator : JC/SP

Sample : K2976-21 10X

Misc : 6.62a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Octane, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.84 662.33 ug/Il 11886100 Chlorobenzene-d5 10.11
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 70
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 70
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): VX009868.D (-1580) (-) m/z 57.10 100.00%
g7
43 l
5000
81 113
9% 10.60 10.80 11.00 11.20
0...,....,....,.??.li!...,.':lL,...|:',':...-,”':'..,..-.'.,.195.,."...,1.2.‘.".,....1,‘.".2..,.. m/z 71.10 61.46%
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 56.19%
29 ‘ 85 113
0"'v%?'v'ﬂjv"'lh"|'ml|"“1"'w"h'v'??|'“'|ﬂ'“|'}%z"“ﬁﬁ?"v'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
71 10.60 10.80 11.00 11.20
5000 43 m/z 41.10 44 _81%
29
113
o 85 99 127 142
wwmmmﬁwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 M
Abundance #19170: Nonane, 3-methyl- R RREEE B & S
57 10.60 10.80 11.00 11.20
43 m/z 56.10 33.26%
71
5000 29
113
0 ]75 ‘\ “ “ LA 1IN ?\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

82X042919W.M Fri May 24 12:59:32 2019 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052319\
Data File : VX009868.D

Aca On : 23 May 2019 19:01

Operator : JC/SP

Sample : K2976-21 10X

Misc : 6.62a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Cyclohexane, (1-methylpropyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.91 263.90 ug/Il 4735870 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (l-methvipropvl)- 140 C10H20 007058-01-7 50
2 Cvclohexane. (l-methvlethvI)- 126 C9H18 000696-29-7 47
3 Cvclohexane. 2-propenvl- 124 C9OH16 002114-42-3 47
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 46
5 Benzene, 1-fluoro-4-methoxy- 126 C7H7FO 000459-60-9 46

Abundance Scan 1600 (10.908 min): VX009868.D (-1597) (-) m/z 57.10 100.00%
57 83
41
5000
67
o5 100 126 10.60 10.80 11.00 11.20
o S :,..'.!-:|..7§.',|.:..,..|!!l,....',.-...,..I.,....l,‘.‘?..,. m/z 83.10 88.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18028: Cyclohexane, (1-methylpropyl)-
55
83
5000 a1
69 10.60 10.80 11.00 11.20
29 11 m/z 55.10 82 .60%
0"|'“'|"Lh"'“lh"vw'hl“'*i"“l“"w"g?l“"J'“'l}gql"}T?'“l'
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 a1 m/z 41.10 70.66%
67
27 126
ol 15 g7 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10655: Cyclohexane, 2-propenyl- Sa R Rma e R
55 8 10.60 10.80 11.00 11.20
m/z 82.10 61.54%
5000 41
67
ords L el % e 24
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.60 10.80 11.00 11.20

82X042919W.M Fri May 24 12:59:33 2019 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052319\
Data File : VX009868.D

Aca On : 23 May 2019 19:01

Operator : JC/SP

Sample : K2976-21 10X

Misc : 6.62a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Heptane, 3-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.95 272.79 ug/Il 4895490 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 72
2 Heptane. 4-propvl- 142 C10H22 003178-29-8 59
3 Ether. tert-butvl isopropvlidene... 154 C10H180 024524-56-9 50
4 Hexane. 3-ethvl-2.5-dimethvl- 142 C10H22 052897-04-8 47
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 47
Abundance Scan 1607 (10.951 min): VX009868.D (-1604) (-) m/z 57.10 100.00%
57
5000 43
98
69 85 10.60 10.80 11.00 11.20
IR NN Aol N - 7 N B oy 2T o T R+ o 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19217: Heptane, 3-ethyl-2-methyl-
57
5000 41 98
10.60 10.80 11.00 11.20
0
29 . m/z 98.10 31.18%
0 ..,%4.,..J“...j,.”.,Jj.l“..JM..”,.wM.,.”.H....%%?.,....,.”.%%?..“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
10.60 10.80 11.00 11.20
5000 m/z 41.10 29.03%
41
98
29 70
ob15 83 112 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #26856: Ether, tert-butyl isopropylidenecyclopropyl e R R e
57 10.60 10.80 11.00 11.20
m/z 56.10 16.74%
5000 41 98
0'w'“'VHJV'JH““lM“|“'M“'ﬁi'WHjﬁ“'w'“w'“'v“'w'“v
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX052319\
Data File : VX009868.D

Acq On : 23 May 2019 19:01

Operator : JC/SP

Sample : K2976-21 10X

Misc : 6.629/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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,... 9.68 114.7 ug/l 2058530 3 10.11 897294 50.0
Cyclohexane, 1,3,... 9.89 138.0 ug/l 2476350 3 10.11 897294 50.0
Cyclohexane, 1,2,... 10.34 131.1 ug/l 2352370 3 10.11 897294 50.0
1-Ethyl-4-methylc... 10.38 156.4 ug/l 2806330 3 10.11 897294 50.0
Cyclohexane, 1-et... 10.41 125.0 ug/l 2242960 3 10.11 897294 50.0
Cyclohexane, 1-et... 10.64 293.4 ug/l 5265070 3 10.11 897294 50.0
Nonane, 4-methyl- 10.73 147 .4 ug/l 2644800 3 10.11 897294 50.0
Octane, 2,6-dimet... 10.84 662.3 ug/l 11886100 3 10.11 897294 50.0
Cyclohexane, (1-m... 10.91 263.9 ug/l 4735870 3 10.11 897294 50.0
Heptane, 3-ethyl-_... 10.95 272.8 ug/l 4895490 3 10.11 897294 50.0
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