LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122818\
Data File : VX006868.D

Aca On : 28 Dec 2018 18:20

Operator : JC/MD

Sample : J6587-05 10X

Misc : 1.06a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 22 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\82X121818W.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 1.678 65 86 89 rBv5 64447 313658 10.34% 0.778%
2 5.507 702 714 725 rBV 350802 1004423 33.11% 2.491%
3 5.665 728 740 758 rVB 643331 1815219 59.84% 4 .502%
4 6.068 796 806 819 rBV 377071 965771 31.84% 2.395%
5 6.860 924 936 952 rBV 948819 2213155 72.96% 5.488%

8.713 1232 1240 1250 rBV 2014272 3033488 100.00% 7.523%
10.116 1463 1470 1482 rVB 1823238 2597702 85.63% 6.442%
1632 1638 1647 rVB 1542394 2053212 67.68% 5.092%

QOO ~NO®
=
=
=
N
o

11.256 1652 1657 1659 rBVY 26045 38120 1.26% 0.095%
1 11.530 1695 1702 1705 rBV5 26705 50838 1.68% 0.126%
11 11.701 1724 1730 1733 rBV5 22835 45207 1.49% 0.112%
12 11.768 1736 1741 1745 rVV 504280 662042 21.82% 1.642%
13 11.804 1745 1747 1750 rVB 70140 73205 2.41% 0.182%
14 11.890 1756 1761 1766 rVB4 53185 100660 3.32% 0.250%
15 11.938 1766 1769 1773 rBV5 27292 42568 1.40% 0.106%
16 11.987 1773 1777 1780 rVB3 45339 56922 1.88% 0.141%
17 12.024 1780 1783 1786 rBV2 37803 45985 1.52% 0.114%

18 12.079 1786 1792 1796 rBV 2218850 2762102 91.05% 6.850%
19 12.121 1796 1799 1804 rVvv3 131631 185255 6.11% 0.459%
20 12.207 1810 1813 1814 rBV3 28252 31879 1.05% 0.079%

21 12.231 1814 1817 1821 rVB2 40754 49156 1.62% 0.122%
22 12.316 1827 1831 1833 rBV2 81099 101015 3.33% 0.251%
23 12.347 1833 1836 1841 rVB2 88945 134181 4.42% 0.333%
24 12.396 1841 1844 1849 rBvV4 83042 177295 5.84% 0.440%
25 12.493 1856 1860 1863 rBV 373611 532629 17.56% 1.321%

26 12.560 1868 1871 1879 rVv2 220898 463477 15.28% 1.149%
27 12.633 1879 1883 1888 rVV3 121269 218734 7.21% 0.542%
28 12.682 1888 1891 1893 rVVv2 74619 106250 3.50% 0.263%
29 12.713 1893 1896 1899 rVVv2 103838 133600 4._.40% 0.331%
30 12.755 1899 1903 1907 rVV 1061900 1275002 42.03% 3.162%

31 12.804 1907 1911 1913 rVV3 49486 80295 2.65% 0.199%
32 12.841 1913 1917 1926 rVB3 194783 343576 11.33% 0.852%
33 12.963 1933 1937 1941 rBV3 56690 98516 3.25% 0.244%

34 13.018 1943 1946 1948 rVVv2 85794 109412 3.61% 0.271%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122818\
Data File : VX006868.D

Aca On : 28 Dec 2018 18:20

Operator : JC/MD

Sample : J6587-05 10X

Misc : 1.06a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 22 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\82X121818W.M
SW846 8260

35 13.054 1948 1952 1955 rVvv4 122631 213417 7.04% 0.529%

36 13.091 1955 1958 1962 rVB 101061 134836 4.44% 0.334%
37 13.225 1971 1980 1983 rBV2 121608 248738 8.20% 0.617%
38 13.292 1987 1991 1993 rBV 85529 124485 4._.10% 0.309%
39 13.438 2010 2015 2020 rBV 600428 747635 24.65% 1.854%
40 13.591 2029 2040 2042 rBvV4 223135 523555 17.26% 1.298%

41 13.615 2042 2044 2047 rVB 108858 131638 4._.34% 0.326%
42 13.743 2060 2065 2068 rBV5 86838 162149 5.35% 0.402%
43 13.871 2082 2086 2089 rBV 287537 352361 11.62% 0.874%
44 13.950 2096 2099 2105 rBV3 208887 343424 11.32% 0.852%
45 14.017 2106 2110 2114 rBV3 105000 180140 5.94% 0.447%

46 14.103 2120 2124 2126 rBV3 112360 175309 5.78% 0.435%
47 14.151 2128 2132 2136 rBV2 1211313 1566936 51.65% 3.886%
48 14.212 2136 2142 2143 rBV3 505375 853113 28.12% 2.116%
49 14.304 2153 2157 2160 rBV2 430761 581989 19.19% 1.443%
50 14.432 2174 2178 2179 rBV2 293634 404039 13.32% 1.002%

51 14.456 2179 2182 2186 rVB 402716 584494 19.27% 1.449%
52 14.554 2193 2198 2205 rBV4 638405 1588172 52.35% 3.939%
53 14.694 2219 2221 2225 rVB 328409 371855 12.26% 0.922%
54 14.755 2226 2231 2236 rVV2 1075573 1958965 64.58% 4._.858%
55 14.859 2245 2248 2255 rVB4 433268 811149 26.74% 2.012%

56 15.011 2270 2273 2277 rVB2 353611 428293 14.12% 1.062%
57 15.133 2289 2293 2301 rVB2 1336381 2531572 83.45% 6.278%
58 15.206 2301 2305 2308 rBV2 521331 928508 30.61% 2.303%
59 15.310 2319 2322 2327 rVB 505480 663582 21.88% 1.646%
60 15.529 2355 2358 2361 rVvVv 207480 252126 8.31% 0.625%

61 15.566 2361 2364 2368 rVB 336942 412878 13.61% 1.024%
62 15.804 2399 2403 2409 rBV2 231743 405367 13.36% 1.005%
63 15.938 2422 2425 2432 rVB2 185649 309593 10.21% 0.768%
64 16.371 2493 2496 2503 rVB4 83700 146770 4.84% 0.364%
65 16.450 2505 2509 2519 rVB 91763 176041 5.80% 0.437%

66 16.694 2545 2549 2556 rVB4 48052 96605 3.18% 0.240%

Sum of corrected areas: 40324283
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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\VX122818\
VX006868.D

28 Dec 2018 18:20

JC/MD

J6587-05 10X
1.06a/10mL/100uL/5.00mL/MSVOA_X/MEOH

22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: VX006868.D

1.68

5.67

5.51

6.07

R T e e AL LI S o R ) = S AT

Time--> 1.20 1.40 1.60 180 200 220 240 260 280 300 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

2000000

1500000

1000000

500000

1618745 16.69
A

Abundance TIC: VX006868.D
8.71
2000000
10.12
11.14
1500000
1000000 6.86
500000
t Jk 11.26 11.5
O e I E AL e e e e s e o e e e e e L B e e e e L e e LA B e e E e e B L
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX006868.D

—~—

T T 7 —T T 7 —T
12.00 12.50 13.00 13.50 14.00 14.50 15.00

—T T
15.50

7
16.00

T
16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122818\
Data File : VX006868.D

Aca On : 28 Dec 2018 18:20

Operator : JC/MD

Sample = J6587-05 10X

Misc : 1.06a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 Benzene, (1,1-dimethylpropyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.76 23.08 ug/1 1275000 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.1-dimethvlpropvl)- 148 C11H16 002049-95-8 97
2 Benzene. tert-butvl- 134 C10H14 000098-06-6 80
3 Propiophenone. 2"-methvl- 148 C10H120 002040-14-4 72
4 Benzene. 1-methvl-4-(l-methvlpro... 148 C11H16 001595-16-0 72
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 72

Abundance Scan 1904 (12.761 min): VX006868.D (-1899) (-) m/z 119.00 100.00%
119
91
5000
a1 77 148 12.40 12,60 12.80 13.00
57 103 . ) ) .
O bt sl 133 | 168182 207220 242 1 0557 g7 00 59.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22804: Benzene, (1,1-dimethylpropyl)-
119
91
5000 RS R SUMEA SRR B
12.40 12.60 12.80 13.00
m/z 148.05 15.39%
41 148
T L o T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14831: Benzene, tert-butyl-

12.40 12.60 12.80 13.00
m/z 119.95 10.66%

5000

01

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #22660: Propiophenone, 2'-methyl- R T
9 12.40 12.60 12.80 13.00

m/z 41.05 9.08%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 40 12 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122818\
Data File : VX006868.D

Aca On : 28 Dec 2018 18:20

Operator : JC/MD

Sample = J6587-05 10X

Misc : 1.06a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 Benzene, (1,l1-dimethylbutyl)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.44 13.53 ug/I 747635 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l.1-dimethvlbutvl)- 162 C12H18 001985-57-5 91
2 Benzene. (1l.1-dimethvipropvI)- 148 C11H16 002049-95-8 78
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 72
4 Benzene. (1.1-dimethvildecvl)- 246 C18H30 027854-40-6 72
5 Pentadecane, 2-methyl-2-phenyl- 302 C22H38 029138-94-1 72
Abundance Scan 2015 (13.438 min): VX006868.D (-2010) (-) m/z 119.10 100.00%
119
5000 91
a1 162 ' 13.20 13.40 13.60 13.80
57
Obrrrrrrrreberoi et 147 | 180196 286 | 75791 00 46.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32266: Benzene, (1,1-dimethylbutyl)-
119
5000
91 13.20 13.40 13.60 13.80
41 m/z 105.10 13.62%
0"}ﬁ'h'WL'*w§§'}H'“'|J'“ ""ﬁ4???f"I'”'I'”'I"”I"'W"'W""
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22805: Benzene, (1,1-dimethylpropyl)-
119
13.20 13.40 13.60 13.80
5000 9a m/z 162.10 10.49%
41 148
0"}ﬁ'“'dh'?ﬁ'?}NP'l'f”"!”'”I'L'I"”I'"W"'W""P"'I”"I”"I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14887: Benzene, 4-ethyl-1,2-dimethyl-
119 13.20 13.40 13.60 13.80
m/z 120.10 9.92%
5000
134
15\19 \ﬂl \
0...‘. R .‘... Y NSNS 1 UV A W I
m/z--> 20 40 60 80 100 120 150 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122818\
Data File : VX006868.D

Aca On : 28 Dec 2018 18:20

Operator : JC/MD

Sample = J6587-05 10X

Misc : 1.06a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 Methyl 2-thienylacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.15 28.36 ug/1 1566940 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-thienvlacetate 156 C7H802S 019432-68-9 53
2 Sulfurous acid. cvclohexvimethvl._.. 388 C22H4403S 1000309-22-3 42
3 Cvclohexanone. 3-butvl- 154 C10H180 039178-69-3 42
4 2-Thiopheneacetic acid. 2-butvl ... 198 C10H1402S 1000278-92-0 42
5 2H-Pyran-4-carboxylic acid, 3,4-... 170 C9H1403 038858-64-9 40
Abundance Scan 2132 (14.151 min): VX006868.D (-2128) (-) m/z 97.10 100.00%
97
5000
‘ 119 ~ IS Y
81 210 13.80 14.00 14.20 14.40
0 ,....,...|.,..-..,--..'. | ..-:.L..??Z.l.?? 0193 s 282 n/z 57.10  28.83%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28759: Methyl 2-thienylacetate
97
5000 AL R S UL
13.80 14.00 14.20 14.40
m/z 119.10 24 .25%
156
0 || |J|||| |||| |||“||'|8|3||'|' I]I':!'IZII”:!'?EI'HIIII” RS ER AR RRRE R RE SR
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #206604: Sulfurous acid, cyclohexylmethyl pentadecyl ester
97
13.80 14.00 14.20 14.40
5000 m/z 41.00 19.79%
55
41
ol.27 | m\ \‘ I 111 127141155 211
mz> 20 45 60 éo 100 120 140 160 180 200 220 240 260 280
Abundance #26707: Cyclohexanone, 3-butyl- L B o
97 13.80 14.00 14.20 14.40
m/z 55.10 19.61%
5000
55
41 111
69 154
N 0 N = B bt oot
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122818\
Data File : VX006868.D

Aca On : 28 Dec 2018 18:20

Operator : JC/MD

Sample = J6587-05 10X

Misc : 1.06a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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-Tetradecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.21 15.44 ug/I1 853113 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecanol 214 C14H300 000112-72-1 58
2 Cvclohexane. 3-ethvl-5-methvl-1-... 168 C12H24 1000151-39-5 52
3 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 47
4 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-32-9 47
5 4-Hexen-1-ol, 5-methyl-2-(1-meth... 154 C10H180 000498-16-8 38
Abundance Scan 2142 (14.212 min): VX006868.D (-2136) (-) m/z 57.10 100.00%
57
69
83
5000
41 105
‘ 1331 167 13.80 14.00 14,20 14.40 14.60
I | T |" el .|.'- Ao 81198 210224 o 769.10  76.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72866: 1-Tetradecanol
55 69 8B o7
43
5000 R U R B B
13 80 14. oo 14. 20 14. 40 14.60
125 168 m/z 83.10 65.47%
oL 15 140 154 71° 184196 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36872: Cyclohexane, 3-ethyl-5-methyl-1-propyl-
> i LA IR BRI
41 83 13.80 14.00 14.20 14.40 14.60
5000 m/z 91.00 37.51%
97 125
. Ll L T 9 10
m/z--> ' i eb 85 160 150 150 160 180 260 250 '
Abundance #18067: Cyclohexane, 1,1,3,5-tetramethyl-, trans- F T
69 13.80 14.00 14.20 14.40 14.60
63 125 m/z 41.10 33.51%
5000 a1 55
SEC Rl T . T Y B L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1380 1400 1420 1440 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122818\
Data File : VX006868.D

Aca On : 28 Dec 2018 18:20

Operator : JC/MD

Sample = J6587-05 10X

Misc : 1.06a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 5-Chlorovaleric acid, 3-tet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.55 28.75 ug/1 1588170 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Chlorovaleric acid. 3-tetradec... 332 C19H37CI102 1000299-91-7 50
2 2-Hexanone. 5-methvl-5-phenvl- 190 C13H180 014128-61-1 49
3 5-Chlorovaleric acid. 4-tridecvl... 318 C18H35CI02 1000299-91-4 47
4 5-Chlorovaleric acid. 5-tetradec... 332 C19H37Cl102 1000299-91-9 45
5 p-Toluic acid, 5-tridecyl ester 318 C21H3402 1000299-80-5 45
Abundance Scan 2197 (14.548 min): VX006868.D (-2193) (-) m/z 119.00 100.00%
149
5000
91
190 14.20 14.40 14.60 14.80
Ol rere .,“...':,..h .n-'.'.‘. bl 1390104 175710 211225 267281 hsz 91.00  30.25%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #170819: 5-Chlorovaleric acid, 3-tetradecy! ester
119
5000 L UL BRI B BN
14.20 14.40 14.60 14.80
m/z 69.10 28.32%
41 137 196
oh 28! ||| ded | bbby 153 ML | 213 274 303
IIII""IIII B SR DR IIIII""I""IIIII TITTTTTTTrrrTprTT
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53089: 2-Hexanone, 5-methyl-5-phenyl-
119
14.20 14,40 14.60 14.80
5000 m/z 57.10 23.47%
43 91
o \‘ 65 ‘ | 157 175190
miz-> 20 40 eb éo 160 120 140 160 180 200 220 240 260 280 300
Abundance #159660: 5-Chlorovaleric acid, 4-tridecyl ester L B o
119 14.20 14.40 14.60 14.80
m/z 41.10 21.82%
5000
55 o1
1 70 ‘ 182
0 ,?‘?..,“...‘i‘,..u. RPN o - OO SN B DO
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122818\
Data File : VX006868.D

Aca On : 28 Dec 2018 18:20

Operator : JC/MD

Sample = J6587-05 10X

Misc : 1.06a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_M
SW846 8260

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 Sulfurous acid, cyclohexylm... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.76  35.46 ug/l 1058970  1,4-Dichlorobenzene-d4  12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Sulfurous acid.
2 Sulfurous acid.

cvclohexvImethvl... 416 C24H4803S
cvclohexvImethvl... 402 C23H4603S

3 Cvclopentanecarboxvlic acid. 4-h... 338 C22H4202

4 Sulfurous acid.
5 Oxalic acid,

cvclohexvimethvl... 360 C20H4003S

cyclohexylmethyl un... 340 C20H3604

1000309-22-5 53
1000309-22-4 42
1000282-77-5 42
1000309-22-1 42
1000309-68-8 40

Abundance Scan 2232 (14.761 min): VX006868.D (-2226) (-)
97
5000 57
M
83 |, 2196 224
0 UL 140_163179195209'1 239 267 292

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #217916: Sulfurous acid, cyclohexylmethyl heptadecyl ester
97
5000
55
4
oh 2l .| N .I| 113127 155169 239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #212990: Sulfurous acid, cyclohexylmethyl hexadecy! ester
97
5000 =5
4
ok 7 | m‘ d‘ $ 113127 185 225
'“w'“w ;

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #175516: Cyclopentanecarboxylic acid, 4-hexadecyl ester
97
69
5000 M
2 83 115
o 140154169185200 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 97.10 100.00%

14.40 14.60 14.80 15.00

m/z 57.10 44 _55%

14.40 14 60 14. 80 15. OO

m/z 111.10 33.46%

14.40 14.60 14.80 15.00

m/z 69.10 25.94%

14.40 14.60 14.80 15.00

m/z 55.10 23.49%

14.40 14 60 14. 80 15. OO

82X121818W_.M Wed Jan

02 12:21:28 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122818\
Data File : VX006868.D

Aca On : 28 Dec 2018 18:20

Operator : JC/MD

Sample = J6587-05 10X

Misc : 1.06a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 2-Hexanone, 5-methyl-5-phenyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14 .86 14.68 ug/Il 811149 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanone. 5-methvl-5-phenvl- 190 C13H180 014128-61-1 55
2 5-Chlorovaleric acid. 3-pentadec... 346 C20H39CI102 1000299-92-1 53
3 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 47
4 Dicumvl peroxide 270 C18H2202 000080-43-3 43
5 Benzenepropanoic acid, .beta.,.b... 192 C12H1602 025080-84-6 43
Abundance Scan 2248 (14.859 min): VX006868.D (-2245) (-) m/z 119.10 100.00%
119
5000 97
161 190 14.60 14.80 15.00 15.20
0 ...,....,||...|| '| wl ‘ bl gL It 0210226 260 Tm/z 97.10 47.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #53089: 2-Hexanone, 5-methyl-5-phenyl-
119
5000 LN LS SR S B
43 o1 14.60 14.80 15.00 15.20
m/z 91.00 28.61%
. o 157 190
m/z--> ﬁb&%@m@mmmmmm@mm
Abundance #181288: 5-Chlorovaleric acid, 3-pentadecy! ester
119
14,60 14.80 15.00 15.20
5000 55 m/z 41.10 17.03%
137
o ....M..i\,.JH..m \ bt T "o s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99278: Benzene, (1,1,4,6,6-pentamethylnheptyl)- R REEE SRS S
119 14.60 14.80 15.00 15.20
m/z 55.10 16.22%
5000
91
41 57
ol15 , I \ |47 175 246
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14.80 15.00 15.20

82X121818W.M Wed Jan 02 12:21:29 2019 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122818\
Data File : VX006868.D

Aca On : 28 Dec 2018 18:20

Operator : JC/MD

Sample = J6587-05 10X

Misc : 1.06a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 Carbonic acid, hexadecyl is... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.13 45.83 ug/1 2531570 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. hexadecvl isobutv... 342 C21H4203 1000314-61-3 50
2 Isobutvl tridecvl carbonate 300 C18H3603 959275-44-6 42
3 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 40
4 Decvl isobutvl carbonate 258 C15H3003 959226-07-4 40
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 38
Abundance Scan 2293 (15.133 min): VX006868.D (-2289) (-) m/z 57.10 100.00%
57
5000
168 224 14.80 15.00 15.20 15.40
125
bt |!|...|‘,..l.. 25130150 [ 1002101238 268283 | sy’ 09010 31.26%

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #178644: Carbonic acid, hexadecyl isobutyl ester

7

5000

14.80 15.00 15.20 15.40
m/z 41.00 31.03%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #144845: Isobutyl tridecyl carbonate
57
T T
14.80 15.00 15.20 15.40
5000 m/z 83.10 26.62%
27 “ | Nl1o5,59154 182
Ol rrrlfl il |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #132956: Dodecyl isobutyl carbonate R R mEEE
57 14.80 15.00 15.20 15.40
m/z 43.10 21.14%
5000

97
111105140 168

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15. 00 15 20 15.40

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122818\
Data File : VX006868.D

Aca On : 28 Dec 2018 18:20

Operator : JC/MD

Sample = J6587-05 10X

Misc : 1.06a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 unknownl5.21 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.21 16.81 ug/Il 928508 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. l1-chloro- 232 C14H29cClI 002425-54-9 32
2 Heptane. 2.2.3.3.5.6.6-heptamethvl- 198 C14H30 007225-67-4 27
3 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 25
4 Hexane. 1-(hexvloxv)-5-methvl- 200 C13H280 074421-19-5 25
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 22
Abundance Scan 2306 (15.212 min): VX006868.D (-2301) (-) m/z 57.10 100.00%
57
5000 99
LRSI ORI AR R B
154 224 14.80 15.00 15.20 15.40 15.60
0 ...,Jn..lmzﬁ,-.??l.,..l.??????,....,....,....,....,....,. m/z 99.10  46.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87666: Tetradecane, 1-chloro-
57
91
5000 A URRR ORI DR B

14. 80 15. 00 15. 20 15. 40 15.60

29 m/z 43.10 45.23%
oLtz
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59902: Heptane, 2,2,3,3,5,6,6-heptamethy!-
57
R AN RS T
85 14.80 15.00 15.20 15.40 15.60
5000 m/z 119.10 42 .26%
29
owm“"m
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241176: Tetracontane, 3,5,24-trimethyl-
57 14.80 15.00 15.20 15.40 15.60
m/z 69.10 41.85%
5000
85
0 13141169 206 238 505 547
A T e e e e A B R E S m
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14. 80 15. 00 15. 20 15.40 15.60

82X121818W.M Wed Jan 02 12:21:31 2019 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122818\
Data File : VX006868.D

Aca On : 28 Dec 2018 18:20

Operator : JC/MD

Sample = J6587-05 10X

Misc : 1.06a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 Pentadecane, 2-methyl-2-phe... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.31 12.01 ug/Il 663582 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 72
2 Tridecane. 2-methvl-2-phenvl- 274 C20H34 027854-41-7 72
3 Benzene. (1l.1-dimethvldecvI)- 246 C18H30 027854-40-6 72
4 Silane. trimethvll(1l-methvl-1-ph... 224 C12H2002Si 018057-16-4 64
5 Benzoic acid, 4-methyl-, [3-(4-m... 360 C23H2004 306763-84-8 64
Abundance Scan 2322 (15.310 min): VX006868.D (-2319) (-) m/z 119.10 100.00%
119
5000
91
41 204 15.00 15.20 15.40 15.60
0....,....,'...5.7,..??,..|..,-...~:'....14.:?.1.59...,1.5.;?.,...?2.1.2.??....2‘.3?. 84 m/z 91.00 24.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146687: Pentadecane, 2-methyl-2-phenyl-
119
5000 L DU UL B LR
15.00 15.20 15.40 15.60
41 91 m/z 120.00 9.47%
o154 |1 57 72, | | J 145161 210 231 297302
m/z--> 20 40 éo 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #122975: Tridecane, 2-methyl-2-phenyl-
119
15.00 15.20 15.40 15.60
5000 m/z 41.05 5.99%
41 91
ol 15 4 || 57 78 | 145160175 203 231 _ 250274
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99264: Benzene, (1,1-dimethyldecyl)- R R RREEE RS
119 15.00 15.20 15.40 15.60
m/z 118.05 5.12%
5000
41 91
0l.15 ‘L 57 76 ‘ | 134 154 175 207 231246
TTTTTITT |||| LU I I L L O O O O B O —v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX122818\
Data File : VX006868.D

Acq On : 28 Dec 2018 18:20

Operator : JC/MD

Sample : J6587-05 10X

Misc : 1.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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]
Benzene, (1,1-dim... 12.76 23.1 ug/1 1275000 4 12.08 2762100 50.0
Benzene, (1,1-dim... 13.44 13.5 ug/I1 747635 4 12.08 2762100 50.0
Methyl 2-thienyla... 14.15 28.4 ug/1 1566940 4 12.08 2762100 50.0
1-Tetradecanol 14.21 15.4 ug/I1 853113 4 12.08 2762100 50.0
5-Chlorovaleric a... 14.55 28.8 ug/1 1588170 4 12.08 2762100 50.0
Sulfurous acid, c... 14.76 35.5 ug/1 1958970 4 12.08 2762100 50.0
2-Hexanone, 5-met... 14.86 14.7 ug/I1 811149 4 12.08 2762100 50.0
Carbonic acid, he... 15.13 45.8 ug/l 2531570 4 12.08 2762100 50.0
unknownl15.21 15.21 16.8 ug/I1 928508 4 12.08 2762100 50.0

4

Pentadecane, 2-me... 15.31 12.0 ug/I1 663582 12.08 2762100 50.0
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