LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004497.D

Aca On : 12 Sep 2018 16:22

Operator : JC/MD

Sample : J4848-07 10X

Misc : 5.46a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 15 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 5.500 700 713 726 rBV2 146897 418646 13.08% 1.073%
2 5.659 728 739 755 rvwVW 205918 574952 17.97% 1.473%
3 6.067 795 806 819 rBV 157205 410224 12.82% 1.051%
4 6.860 926 936 958 rBV 320023 766446 23.95% 1.964%
5 8.719 1227 1241 1257 rBV 801167 1266139 39.56% 3.244%
6 9.042 1288 1294 1303 rVB2 54489 90053 2.81% 0.231%
7 9.445 1350 1360 1369 rBV 69396 118770 3.71% 0.304%
8 9.560 1374 1379 1392 rvv2 80533 157863 4_.93% 0.405%
9 9.719 1395 1405 1408 rvv2 57003 129868 4._.06% 0.333%
10 9.749 1408 1410 1414 rvVvv2 30815 45773 1.43% 0.117%
11 9.810 1416 1420 1424 rVvVv2 22299 36303 1.13% 0.093%

12 9.896 1428 1434 1439 rVV 334234 493161 15.41% 1.264%
13 10.115 1465 1470 1475 rBV 769030 1021380 31.92% 2.617%
14 10.176 1475 1480 1485 rVB5 43242 84175 2.63% 0.216%
15 10.237 1485 1490 1497 rVB2 163669 279470 8.73% 0.716%

16 10.341 1502 1507 1508 rBV2 143259 195327 6.10% 0.500%
17 10.432 1516 1522 1530 rVB6 42639 99858 3.12% 0.256%
18 10.512 1530 1535 1543 rBV 249148 380429 11.89% 0.975%
19 10.591 1543 1548 1550 rBv2 105187 156280 4._.88% 0.400%
20 10.646 1550 1557 1564 rVB3 486682 1075301 33.60% 2.755%

21 10.725 1564 1570 1572 rBV3 89719 173704 5.43% 0.445%
22 10.768 1572 1577 1580 rVB3 186419 289225 9.04% 0.741%
23 10.835 1580 1588 1592 rBV2 1312893 2066444 64.57% 5.295%
24 10.877 1592 1595 1597 rBV3 65487 86747 2.71% 0.222%
25 10.914 1597 1601 1604 rBV2 466205 799497 24 .98% 2.049%

26 10.950 1604 1607 1611 rVB2 643250 845633 26.42% 2.167%
27 10.999 1611 1615 1621 rVB2 291393 511192 15.97% 1.310%
28 11.060 1621 1625 1631 rBV2 427401 646254 20.19% 1.656%
29 11.139 1631 1638 1642 rBV2 833788 1110740 34.71% 2.846%
30 11.188 1642 1646 1649 rVB2 177856 216695 6.77% 0.555%

31 11.280 1649 1661 1665 rBV 1660478 3200267 100.00% 8.200%
32 11.353 1670 1673 1675 rBV2 56162 60271 1.88% 0.154%
33 11.396 1675 1680 1685 rBV2 667109 1359087 42.47% 3.482%
34 11.444 1685 1688 1693 rVB3 713832 1026233 32.07% 2.630%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004497.D

Aca On : 12 Sep 2018 16:22

Operator : JC/MD

Sample : J4848-07 10X

Misc : 5.46a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 15 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 11.542 1700 1704 1707 rBV2 556769 692221 21.63% 1.774%

36 11.578 1707 1710 1719 rVB5 397763 824783 25.77% 2.113%
37 11.658 1719 1723 1725 rBV2 236639 365299 11.41% 0.936%
38 11.688 1725 1728 1732 rVB4 356460 437053 13.66% 1.120%
39 11.737 1732 1736 1740 rVB5 208955 359690 11.24% 0.922%
40 11.804 1740 1747 1750 rBV2 748666 1329400 41.54% 3.406%

41 11.889 1757 1761 1766 rBV2 625451 1136436 35.51% 2.912%
42 11.944 1766 1770 1775 rVV5 783807 1238289 38.69% 3.173%
43 12.036 1781 1785 1788 rVB2 441271 611869 19.12% 1.568%
44 12.078 1788 1792 1799 rBVY 995023 1566231 48.94% 4.013%
45 12.170 1803 1807 1812 rBV4 237859 437059 13.66% 1.120%

46 12.219 1812 1815 1818 rVB2 318757 367926 11.50% 0.943%
47 12.255 1818 1821 1824 rVB3 223214 292379 9.14% 0.749%
48 12.316 1824 1831 1834 rBV4 246495 521603 16.30% 1.337%
49 12.371 1835 1840 1847 rBV4 974302 1956632 61.14% 5.014%
50 12.426 1847 1849 1855 rVB5 235443 414300 12.95% 1.062%

51 12.499 1856 1861 1862 rBV2 290241 393919 12.31% 1.009%
52 12.529 1863 1866 1870 rVB2 500919 784399 24 _.51% 2.010%
53 12.615 1874 1880 1881 rBV4 257386 493293 15.41% 1.264%
54 12.688 1890 1892 1895 rVB3 110279 109105 3.41% 0.280%
55 12.737 1895 1900 1905 rVV5 235586 374111 11.69% 0.959%

56 12.792 1905 1909 1911 rVV2 192815 271674 8.49% 0.696%
57 12.822 1911 1914 1918 rVV3 208548 338567 10.58% 0.868%
58 12.877 1918 1923 1929 rVB3 736070 1078623 33.70% 2.764%
59 12.962 1929 1937 1942 rBV8 134235 398708 12.46% 1.022%
60 13.011 1943 1945 1947 rVVv2 84869 103726 3.24% 0.266%

61 13.042 1947 1950 1956 rVvVv 559715 737743 23.05% 1.890%
62 13.096 1956 1959 1963 rVB4 111051 155019 4._.84% 0.397%
63 13.145 1963 1967 1974 rVB6 68014 166915 5.22% 0.428%
64 13.267 1982 1987 1989 rBV2 62727 93133 2.91% 0.239%
65 13.352 1997 2001 2006 rVB3 155534 232894 7.28% 0.597%

66 13.444 2012 2016 2018 rBV 94162 128939 4._.03% 0.330%

67 13.474 2018 2021 2024 rVv4 83614 99052 3.10% 0.254%
68 13.676 2051 2054 2060 rVB4 45661 85271 2.66% 0.218%
69 13.761 2065 2068 2072 rVB4 35627 43450 1.36% 0.111%
70 13.810 2072 2076 2080 rBV 40988 52320 1.63% 0.134%
71 13.858 2081 2084 2088 rVB2 40171 51485 1.61% 0.132%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004497.D

Aca On : 12 Sep 2018 16:22

Operator : JC/MD

Sample : J4848-07 10X

Misc : 5.46a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 15 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 - 0 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 13.901 2088 2091 2094 rVv2 39192 40646 1.27% 0.104%
73 13.962 2098 2101 2109 rVB6 25923 50023 1.56% 0.128%

Sum of corrected areas: 39026592
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
VX004497 .D

12 Sep 2018 16:22

JC/MD

J4848-07 10X
5.46a/5mL/100uL/5.00mL/MSVOA_X/MEOH

15 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P

Abundance

1500000

1000000

500000

TIC: VX004497.D

5.66
5.50

O

Time--> 120 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 520 540 5.60 5.80 6.00 6.20

6.07

Abundance

1500000

1000000

500000

TIC: VX004497.D

8.72

9.90

9.04

10.12

10.83

10.65 ([ #

10.51 | 10.

10.24. 344&

111,28

ok
Time-->

9.00

10 50

Abundance

1500000

1000000

500000

TIC: VX004497.D

7 7 —T T === T
12.50 13.00 13.50 14.00 14.50 15.00

T
15.50

T
16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004497.D

Aca On : 12 Sep 2018 16:22

Operator : JC/MD

Sample = J4848-07 10X

Misc : 5.46a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 15 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

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, l-ethyl-2-meth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.65 52.64 ug/1 1075300 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 90
2 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 87
3 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 86
4 Cvclohexane. l1-ethvl-2-methvl- 126 C9H18 003728-54-9 83
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 72
Abundance Scan 1558 (10.652 min): VX004497.D (-1550) (-) m/z 97.10 100.00%
g7
55
5000
41
| [ 6|9 81 11 1T6 10.40 10.60 10.80 11.00
e prrrrpreribee el b2 m/z 55.10 66 26%
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
5000
41 10.40 10.60 10.80 11.00
29 69 o 126 m/z 41.10 21.35%
"w%?'v'JJP"J”L"PHL'P'”JL"'W"'l“"l“'}}%"|“"v"'v"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 o7
10.40 10.60 10.80 11.00
5000 m/z 57.10 18.22%
41 69 126
27
”I"”I"LI"”“M'”I”””I'”“i'”'?%”g?”'ll”'}}i%%?”"P"'P"'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11620: Cyclohexane, 1-ethyl-2-methyl-, cis-
56 o7 10.40 10.60 10.80 11.00
m/z 126.10 15.09%
5000 41
69
| i M‘\ Ly | 111 12\6
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 : VX004497.D

Aca On : 12 Sep 2018 16:22

Operator : JC/MD

Sample = J4848-07 10X

Misc : 5.46a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 15 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

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, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.83 101.16 ug/l 2066440 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 93
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 90
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 59
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 59
Abundance Scan 1587 (10.829 min): VX004497.D (-1580) (-) m/z 57.10 100.00%
57
71
5000 43
81 gg 13 10.60 10.80 11.00 11.20
...,....,....,....',!...,.-.'l:,...'.'}:...,'!'.-'..,..::,....,!'...,.1.%?,....1,‘.‘.2..,. m/z 71.10 55.69%
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 43.10 50.71%
29 ‘ g5 113
15 | L e | 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl-
57
71 10.60 10.80 11.00 11.20
5000 43 m/z 41.10 39.29%
29
113
\‘ “‘ 8 g9 ) 137 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19170: Nonane, 3-methyl- e e e
57 10.60 10.80 11.00 11.20
43 m/z 56.10 31.16%
71
5000 29
113
15 ‘\ “ L ‘ | \‘ I ?\5 98 \‘ 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\VX091218\
Data File : VX004497.D

Aca On : 12 Sep 2018 16:22

Operator : JC/MD

Sample = J4848-07 10X

Misc : 5.46a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 15 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

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

Peak Number 3 Octane, 3,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.91 39.14 ug/1 799497 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 62
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 53
3 Undecane. 3.8-dimethvl- 184 C13H28 017301-30-3 50
4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 50
5 Hexadecane 226 C16H34 000544-76-3 47
Abundance Scan 1600 (10.908 min): VX004497.D (-1597) (-) m/z 57.10 100.00%
57
5000
81 109 10.60 10.80 11.00 11.20
e e M/Z 43.10  57.34%
m/z--> 50 100 150 200 250 300 350
Abundance #19182: Octane, 3,5-dimethyl-
57
5000
10.60 10.80 11.00 11.20
29 m/z 71.10 54 .32%
] 85 113
"d T 'J'*'L }ﬁﬁ"' S AR UL UL S
m/z--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl-
57
10.60 10.80 11.00 11.20
5000 m/z 41.10 33.54%
85
29

| | | 118135155175 203 231 250 303 331 357 386
- .

il N B A B e B e e LA e ey

T
m/z--> 50 100 150 200 250 300 350

Abundance #48870: Undecane, 3,8-dimethyl- R R E
57 10.60 10.80 11.00 11.20
m/z 70.10 26.84%
5000 85
29
L e
L L I‘ T I T ‘I T I : L B I T T T T T T T T I T T T T I T T T T I

m/z--> 50 100 150 200 250 300 350 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 : VX004497.D

Aca On : 12 Sep 2018 16:22

Operator : JC/MD

Sample = J4848-07 10X

Misc : 5.46a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 15 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

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 Heptane, 3-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.95 41.40 ug/1 845633 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 50
2 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 40
3 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 37
4 Ether. tert-butvl isopropvlidene... 154 C10H180 024524-56-9 37
5 1-Propene, 1,1"-oxybis-, (E,Z)- 98 C6H100 004696-29-1 35
Abundance Scan 1607 (10.950 min): VX004497.D (-1604) (-) m/z 57.10 100.00%
g7
5000 43 98
69 o
125 10.60 10.80 11.00 11.20
..,....,....,....',:...,..'l.',....|;..7..7,.'."..,....~,....,1.1.:?.,..'..,...1.‘,‘9...,.... m/z 98.10 40.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19217: Heptane, 3-ethyl-2-methyl-
57
5000 41 98
10.60 10.80 11.00 11.20
m/z 43.10 36.69%
29 | e b
PRI GO N 113 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19191: Octane, 2,3-dimethyl-
57
10.60 10.80 11.00 11.20
5000 41 98 m/z 41.10 26 .80%
29 70
P TIN 1 A:- 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #48889: Decane, 2,5,6-trimethyl- e L aEammat e
57 10.60 10.80 11.00 11.20
43 m/z 56.10 23.05%
5000
71
84
'w"“l'“'l“'”h"w'j”l'“'w“"vltw"ﬂ?'“'}%%'v}?z"“l"}?9“'
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 : VX004497.D

Aca On : 12 Sep 2018 16:22

Operator : JC/MD

Sample = J4848-07 10X

Misc : 5.46a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 15 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

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 unknownll.06 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.06 31.64 ug/1 646254 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 1000150-99-3 25
2 4(3H)-Pvrimidinone. 6-amino-2-me... 125 C5H7N30 1000338-09-8 22
3 2-sec-Butvl-3-methvl-1-pentene 140 C10H20 075144-24-0 18
4 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 15
5 2-Propanamine, N,N"-methanetetra... 126 C7H14N2 000693-13-0 14
Abundance Scan 1625 (11.060 min): VX004497.D (-1621) (-) m/z 69.05 100.00%
55 69
95 125
41 81
5000
110
| ‘ |“ | ll |‘ “ ‘ 138 10.80 11.00 11.20 11.40
”“.”“”.“”.ﬂ”wunw.mw”JA”.¢-”,””h””“:L“.Jp”., m/z 55.05 84.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6038: Cyclopentane, 1,2-dimethyl-3-methylene-, trans-
95
41
67
5000 81 L U UL LR B
110 10.80 11.00 11.20 11.40
‘ m/z 125.10  74.58%
”P'”P”J “'”J| W“'WH'W*Ll““l““V'“V“'V“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10761: 4(3H)-Pyrimidinone, 6-amino-2-methy!-
125
42 10.80 11.00 11.20 11.40
5000 o7 m/z 95.10 72 .14%
85 110
"P”W'”W“'W””I””P'“PZQP”W'“W”'W””P'”P”'P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18024: 2-sec-Butyl-3-methyl-1-pentene
5 69 10.80 11.00 11.20 11.40
83 m/z 41.10 56.97%
5000 41
29 112
S| O O A Y A | N oA SR ATAYY,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10,80 11.00 11.20 11.40

82X091118W.M Thu Sep 13 13:45:01 2018 Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004497.D

Aca On : 12 Sep 2018 16:22

Operator : JC/MD

Sample = J4848-07 10X

Misc : 5.46a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 15 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

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 4-Octene, 2,6-dimethyl-, [S... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.28 102.17 ug/Il 3200270 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octene. 2.6-dimethvl-. IS-(E)1- 140 C10H20 062960-76-3 76
2 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 70
3 4-Octene. 2.6-dimethvl-. IS-(2D)1- 140 C10H20 062960-77-4 68
4 1-Hexene. 3.3.5-trimethvl- 126 C9H18 013427-43-5 62
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 49
Abundance Scan 1661 (11.280 min): VX004497.D (-1649) (-) m/z 69.10 100.00%
69
55
5000 a1 125
83 111 SRS M
140
97 ‘ 11.00 11.20 11.40 11.60
S .':.|.,6.2..|.','..7.‘~3.',':|!'.9P..-.". 04 )l m/z 55.10 56.58%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18040: 4-Octene, 2,6-dimethyl-, [S-(E)]-
55
69
5000 L SRR A IR AR
a1 11.00 11.20 11.40 11.60
83 m/z 70.10 52.88%
29 97 111 140
'|”'w'“'|“'w””'w'*f“"w'”|“”w'”'|“'w}%§|“'w'“'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18000: 2-Octene, 2,6-dimethyl-
69
11.00 11.20 11.40 11.60
5000 55 m/z 125.10 50.76%
43 83 140
29
111
'|""|""|""|""l""|“"|""|"??|""|""|}%§|""|""|
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18041: 4-Octene, 2,6-dimethyl-, [S-(2)]-
55 11.00 11.20 11.40 11.60
69 m/z 41.10 39.73%
5000 a1
29 83 111 140
W"'UI'”'IJ"W'“J'I“'“N"“I'M"P'??I"“Ih"'l}%ﬁI""L"'I' A AR SR BN B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004497.D

Aca On : 12 Sep 2018 16:22

Operator : JC/MD

Sample = J4848-07 10X

Misc : 5.46a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 15 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

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 trans-4-Methylcyclohexanol,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.44 32.76 ug/1 1026230 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-4-Methvlcvclohexanol. chlo... 226 C9H13CIF202 1000376-26-1 78
2 Cvclohexane. 1l-methvl-4-(l1-methyv... 140 C10H20 001678-82-6 55
3 Cvclohexane. 1l-methvl-4-(l1-methyv... 140 C10H20 006069-98-3 53
4 1-Methvl-4-(1-methvlethv)-cvclo... 140 C10H20 000099-82-1 46
5 Oxalic acid, di(cyclohexylmethyl... 282 C16H2604 1000309-68-5 38
Abundance Scan 1687 (11.438 min): VX004497.D (-1685) (-) m/z 81.10 100.00%
5 il
97
5000
41 67
109 ,,, 140 11.20 11.40 11.60 11.80
;| m/z 55.10 92.64%
m/z--> 20 40 60 80 100 120 140 160
Abundance #83224: trans-4-Methylcyclohexanol, chlorodifluoroacetate
55 81
96
5000 HRA A B SO B
a1 11.20 11.40 11.60 11.80
- 67 m/z 97.10 72 .95%
15 A2 181341 157 169
m/z--> 20 40 60 80 100 120 140 160
Abundance #18080: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55
o7 11.20 11.40 11.60 11.80
5000 m/z 96.10 54 _.70%
41 6o 81
140
: ||1|5| I\zl\gl i |Hl‘||‘l‘| b "l Ilpgll |1|25|| 'l R
m/z--> 20 40 60 80 100 120 140 160
Abundance #18076: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55 11.20 11.40 11.60 11.80
97 m/z 41.10 29.32%
5000 a1
27
69 81
140
15 M ‘ \‘ [l M‘ ‘ ! | 110 125 |

T T
m/z--> 20 40 60 80 100 120 140 160 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004497.D

Aca On : 12 Sep 2018 16:22

Operator : JC/MD

Sample = J4848-07 10X

Misc : 5.46a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 15 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

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 Nonane, 3,7-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.89 36.28 ug/1 1136440 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 87
2 Decane 142 C10H22 000124-18-5 64
3 Heptacosane 380 C27H56 000593-49-7 64
4 Heneicosane 296 C21H44 000629-94-7 64
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 64
Abundance Scan 1761 (11.889 min): VX004497.D (-1757) (-) m/z 57.10 100.00%
g7
5000 85
111 11,60 11.80 12.00 12.20
3 hour8 o207 | m/z 71.10 67.15%
m/z--> 50 100 150 200 250 300 350
Abundance #28441: Nonane, 3,7-dimethyl-
57
5000 U AR SUNILN SR B
85 11.60 11.80 12.00 12.20
29 m/z 43.10 62.93%
127
[| 156
m/z--> 50 100 150 200 250 300 350
Abundance #19156: Decane
57
11,60 11.80 12.00 12.20
5000 m/z 41.10 43.32%
DL s 2o
I e e U W e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane A BRREEEEE LS
57 11.60 11.80 12.00 12.20
m/z 85.10 39.45%
5000
85
291 4 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004497.D

Aca On : 12 Sep 2018 16:22

Operator : JC/MD

Sample = J4848-07 10X

Misc : 5.46a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 15 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

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 Naphthalene, decahydro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.37 62.46 ug/1 1956630 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro- 138 C10H18 000091-17-8 98
2 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 96
3 1.17-Bicvclopentvl 138 C10H18 001636-39-1 95
4 Spirol4.51decane 138 C10H18 000176-63-6 89
5 Bicyclo[2.2.1]heptane, 2-methyl-_... 110 C8H1l4 000872-78-6 78
Abundance Scan 1840 (12.371 min): VX004497.D (-1835) (-) m/z 138.10 100.00%
67 138
81 96
5000 4l &5
109 125 R REmAREE L S
152 166 12.00 12.20 12.40 12.60

m/z 67.10 98.17%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16888: Naphthalene, decahydro-
67 81 9 138

5000 a1 SR A et et
55 109 12,00 12.20 12,40 12.60

m/z 68.10 77 .34%

27
15 O (O < |
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16924: Naphthalene, decahydro-, trans-
ey 138

82 g B e
41 12.00 12.20 12.40 12.60
5000 m/z 81.10 67.74%
55
‘ 109
”P”wnmpuqmwiupﬂinﬂwuquh“”h“&%i.uﬂnwuupuqm
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16865: 1,1'-Bicyclopenty! T R RS RAREE
68 12.00 12.20 12.40 12.60
82 9 m/z 96.10 67.30%
5000 41
138
109
27
”P”.PJAHHH“.Jw.uﬂpnﬂwu.Ji..“L“fﬁi,“mpnw””P“q.“ o S e
nm/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091218\
Data File : VX004497.D

Aca On : 12 Sep 2018 16:22

Operator : JC/MD

Sample = J4848-07 10X

Misc : 5.46a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 15 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

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 trans-Decalin, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.88 34.43 ug/1 1078620 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 96
2 Puledone 152 C10H160 000089-82-7 74
3 Decalin., anti-1-methvl-. cis- 152 C11H20 1000158-89-0 64
4 Cvclohexanone. 5-methvl-2-(l-met... 152 C10H160 015932-80-6 64
5 Cyclopropane, 1-(1-methylethyl)-._.. 152 C11H20 056259-17-7 64
Abundance Scan 1924 (12.883 min): VX004497.D (-1918) (-) m/z 152.10 100.00%
il 152
67 95

5000

12.60 12.80 13.00 13.20

o | 166 180 207 | 77 g1.10  99.82%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #25429: trans-Decalin, 2-methyl-
81
67
41 55 9 152
5000 TTT LI L L L TTTT
137 12. 60 12. 80 13. OO 13. 20
29 109 m/z 95.10 74.94%
" n3 |
,..”,....,”..,....“...,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25066: Pulegone
81
67 152 S EREEEEmEas
12.60 12.80 13.00 13.20
5000 41 109 m/z 67.10 71.40%
137
‘ 53 95
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25439: Decalin, anti-1-methyl-, cis- T T
Mmn 67 81 % 12.60 12.80 13.00 13.20
m/z 82.05 44 .83%
55
5000{ 29 152
109
I
,N“,‘H‘,‘,,‘,,,
m/z--> 20 40 60 80 100 120 140 160 180 200 12. 60 12. 80 13. OO 13. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091218\
Data File : VX004497.D

Acq On : 12 Sep 2018 16:22

Operator : JC/MD

Sample : J4848-07 10X

Misc : 5.469/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 15 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-et... 10.65 52.6 ug/1 1075300 3 10.12 1021380 50.0
Octane, 2,6-dimet... 10.83 101.2 ug/l 2066440 3 10.12 1021380 50.0
Octane, 3,5-dimet... 10.91 39.1 ug/Il 799497 3 10.12 1021380 50.0
Heptane, 3-ethyl-_.. 10.95 41.4 ug/1 845633 3 10.12 1021380 50.0
unknownll .06 11.06 31.6 ug/l 646254 3 10.12 1021380 50.0
4-Octene, 2,6-dim... 11.28 102.2 ug/1 3200270 4 12.08 1566230 50.0
trans-4-Methylcyc... 11.44 32.8 ug/1 1026230 4 12.08 1566230 50.0
Nonane, 3,7-dimet... 11.89 36.3 ug/1 1136440 4 12.08 1566230 50.0
Naphthalene, deca... 12.37 62.5 ug/1 1956630 4 12.08 1566230 50.0
trans-Decalin, 2-_... 12.88 34.4 ug/1 1078620 4 12.08 1566230 50.0
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