LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 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:\HPCHEM1I\BNA F\METHODS\8270-BF090115.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.201 8 10 13 rBvV 634675 709344 26.61% 3.364%
2 1.430 29 30 36 rBv 69845 197903 7.42% 0.939%
3 1.521 36 38 83 rvB 733218 2665957 100.00% 12.643%
4 4.413 287 291 314 rBV 198763 615193 23.08% 2.918%
5 5.293 365 368 389 rBV 491462 1032566 38.73% 4.897%
6 7.568 564 567 572 rBV 580719 1048312 39.32% 4_.972%
7 7.648 572 574 584 rVB 577287 1174843 44.07% 5.572%
8 8.139 614 617 624 rBB 120725 225399 8.45% 1.069%
9 8.459 642 645 656 rBB 491941 821958 30.83% 3.898%
10 9.442 727 731 745 rBV 378545 724376 27.17% 3.435%

11 11.031 867 870 885 rBB 152347 277307 10.40% 1.315%
12 13.671 1097 1101 1105 rBV 672326 1252230 46.97% 5.939%
13 14.734 1191 1194 1203 rBB 93466 168282 6.31% 0.798%
14 15.157 1228 1231 1237 rBB2 175909 290230 10.89% 1.376%
15 17.066 1394 1398 1410 rBB 380136 697373 26.16% 3.307%

16 17.694 1450 1453 1462 rBV 12782 27802 1.04% 0.132%
17 18.666 1534 1538 1546 rBV 157994 284379 10.67% 1.349%
18 19.214 1583 1586 1597 rVB 13135 26783 1.00% 0.127%
19 19.626 1616 1622 1631 rBV 25042 54766 2.05% 0.260%
20 20.323 1679 1683 1689 rVv2 16828 44550 1.67% 0.211%
21 20.449 1689 1694 1704 rVvVv 181851 442075 16.58% 2.097%
22 21.375 1772 1775 1779 rVB 15983 32628 1.22% 0.155%
23 21.535 1786 1789 1793 rVB 17394 32200 1.21% 0.153%
24 21.683 1799 1802 1803 rBV 25663 37879 1.42% 0.180%

25 21.718 1803 1805 1814 rVVv 61005 130624 4_90% 0.619%

26 21.855 1814 1817 1824 rVV 63200 119285 4_47% 0.566%
27 22.049 1831 1834 1837 rBV 878633 1015804 38.10% 4.817%
28 22.472 1869 1871 1873 rBV 19418 26929 1.01% 0.128%
29 22.632 1882 1885 1888 rBV2 21226 31293 1.17% 0.148%
30 23.295 1940 1943 1944 rBV 185755 244291 9.16% 1.159%

31 23.329 1944 1946 1952 rVV 183865 251005 9.42% 1.190%

32 23.558 1963 1966 1968 rBV2 26119 40186 1.51% 0.191%
33 23.661 1972 1975 1978 rVB 28490 47666 1.79% 0.226%
34 23.786 1983 1986 1989 rVvVv 24973 31268 1.17% 0.148%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 23.981 2001 2003 2007 rVvVv 196884 277799 10.42% 1.317%

36 24.209 2021 2023 2026 rBV 19453 33839 1.27% 0.160%
37 24.289 2028 2030 2034 rVB2 31996 44768 1.68% 0.212%
38 24.415 2039 2041 2044 rBV 288098 316207 11.86% 1.500%
39 24.598 2053 2057 2060 rBV 713450 1169539 43.87% 5.546%
40 24.712 2065 2067 2070 rVB2 18784 31069 1.17% 0.147%

41 24.769 2070 2072 2078 rVB 121063 151261 5.67% 0.717%
42 24.861 2078 2080 2084 rBV 44712 85888 3.22% 0.407%
43 24.998 2090 2092 2097 rBV 236073 265887 9.97% 1.261%
44 25.158 2103 2106 2108 rBVY 396570 626373 23.50% 2.971%
45 25.192 2108 2109 2112 rVB 169717 203201 7.62% 0.964%

46 25.318 2118 2120 2123 rVB2 38239 54025 2.03% 0.256%
47 25.386 2124 2126 2129 rVB4 16169 29576 1.11% 0.140%
48 25.501 2133 2136 2137 rBVY 21437 37506 1.41% 0.178%
49 25.546 2137 2140 2142 rVB2 20110 35743 1.34% 0.170%

50 25.684 2149 2152 2157 rBV 141141 238912 8.96% 1.133%

51 25.786 2158 2161 2166 rBV3 73887 152493 5.72% 0.723%
52 25.889 2166 2170 2172 rBV 186313 347872 13.05% 1.650%
53 25.947 2172 2175 2178 rVV 174569 378394 14.19%% 1.795%
54 26.004 2178 2180 2187 rVB2 64850 135431 5.08% 0.642%

55 26.118 2187 2190 2191 rBV2 15702 33257 1.25% 0.158%
56 26.164 2191 2194 2198 rBV 231558 482569 18.10% 2.289%
57 26.369 2208 2212 2215 rBV4 23061 52179 1.96% 0.247%
58 26.438 2215 2218 2220 rBV4 37747 91614 3.44% 0.434%

59 26.609 2229 2233 2236 rBv4 53578 131432 4._.93% 0.623%
60 26.667 2236 2238 2244 rVB3 36573 120554 4._.52% 0.572%

61 26.838 2249 2253 2260 rVB2 83796 231266 8.67% 1.097%
62 26.952 2260 2263 2266 rBV2 27584 63205 2.37% 0.300%
63 27.032 2266 2270 2275 rVB3 26775 77854 2.92% 0.369%
64 27.364 2294 2299 2306 rBv4 34839 124689 4.68% 0.591%
65 27.490 2306 2310 2316 rVV3 63530 170664 6.40% 0.809%

66 27.604 2316 2320 2325 rVB3 22568 68333 2.56% 0.324%

Sum of corrected areas: 21086085
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance TIC: BF081744.D
800000
1.52
1.20
600000 7R85
5.29 8.46
400000 9.44
200000 441
8.14
1.4
O T T T T T T T P T T T e T T T T T T T T T T T T e T e e T
Time--> 150 200 250 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BF081744.D
800000
13.67
600000
400000 17.07
200000 11.03 15.16 18.67
14.73
o R 17.69
T o e e L I L i o L o o o e B LA i e e o i o o |
Time--> 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50
Abundance TIC: BF081744.D
22,05
800000
24.60
600000
25.16
400000
24.41 |
25.(2) 19 26.16
23.98 i 225385
20.45 eyt
200000 l b4 77 25.68 %684
25. 74%.00 A :
2121285 420 HaFh0 (RS 3eah | T 126 b B hames, 2430
1021 1963 20, L 21564 || 222763 Zim l 2458 KIR] A || 2el e RERe%27 % o0
04 oV J\ A AN o AN Y\ [y -
Time--> 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

1.20 62.94 ng 709344 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 10 (1.201 min): BF081744.D (-8) (-) m/z 73.10 100.00%
/<]
43
5000 55
87
1.20 1.30 1.40 1.50 1.60
0 ...,....,....,....,...3.3,'.'.'..5,0.-.:-.-,..??,'.:..,....,.... m/z 43.10 55.46%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.20 1.30 1.40 1.50 1.60
55 87 m/z 55.10 38.40%
0 %9 35 ‘M‘\ ‘ 67 ||, 80
LI NI SN FULELEL SR SR SR UL SURLLIL SULEL SR
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
73
1.20 1.30 1.40 1.50 1.60
5000 m/z 87.10 26 .30%
43
. 5 15 29 46 53 59 66 88
miz--> 0 10 20 30 40 50 60 70 8 90
Abundance #2022: 1,3-Dioxolane, 2-methyl-
7B 1.20 1.30 1.40 1.50 1.60
m/z 41.10 18.49%
5000 43
58
29 8(
0 ”'l"'w'"'|“‘“““"w**"l“"l"'w'*"l“"l"'
m/z--> 0 10 20 30 40 50 60 70 80 90 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.41 54 .59 ng 615193 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 291 (4.413 min): BF081744.D (-287) (-) m/z 43.10 100.00%

43
59
5000

o 101 400 420 440 460 4.80

O Sl S8 | "m/z 59.10  54.66%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

4.00 420 4.40 4.60 4.80
m/z 101.10 14.65%

25 3L 37 83 g3 0%
o ISR /PPAF IS ZFPNTE NSBSIVES| NN L M MMM
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
59
e
400 4.20 4.40 4.60 4.80
5000 41 m/z 58.10 14 .40%
31
69 87
15 53 98
o) EESL NS | M A St 1) N A s
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester S R mamm e
43 400 420 440 460 480

m/z 41.10 9.19%

5000 57
29
101

m/z--> 10 20 30 40 50 60 70 80 90 100 4. OO 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.65 Concentration Rank 3

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

7.65 104.25 ng 1174840 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Benzene, l-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 10

Abundance Scan 574 (7.648 min): BF081744.D (-572) (-) m/z 132.10 100.00%
132
5000 68 /\\
40 5 75 % 104 740 7.60 7.80 8.00
Obrrprrrerrrerrre A - S '| ..':-.,..5?.7,..].,.'!..,....,...., e m/z 68.10  49.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 U UL UL L
7.40 7.60 7.80 8.00
21 70 m/z 66.05 35.70%
. C 481 080 177 g5 | g05 116
mz> 15 % 3 40 0 60 70 8 % 100 110 150 130 140
Abundance
132
89 o 740 7.60 7.80 8.00
5000 m/z 134.10 31.88%
78
31 54 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R b R R R
132 7.40 7.60 7.80 8.00
m/z 69.10 20.91%
5000
J 15 28 3 = 6 77 90 104
iz 1 B 3 4 0 8 o B 8 100 110 150 130 150 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.45 31.09 ng 442075 Phenanthrene-d10 18.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Undecanoic acid 186 C11H2202 000112-37-8 80
Abundance Scan 1694 (20.449 min): BF081744.D (-1689) (-) m/z 43.10 100.00%
5000
97 129 SNSRI
115 157 171 185 ; o 213 20.20 20.40 20.60 20.80
143 199 256
— 2 m/z 60.10 83.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
5000{ 29 LI SIS U BRI U
mmmmmmmm
129 m/z 73.10 79.82%
85 256
0 Il “‘ M\ 8 115 | 143157171185 199 °1° 227730
m/z--> ﬁo Jo ' 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
- " 20,20 20,40 20.60 20.80
5000 m/z 41.10 79.03%
129 242
% g8 115 143 185199
o N Y e L o il -~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid R e ERAREEES o
60 78 20.20 20.40 20.60 20.80
43 m/z 57.10 77 .40%
5000 129
185 228
8 115 | 1435171
Ol ||||||| \M‘ ?‘ H‘ |‘||fl-|5|7|||| |‘||1|99||2:|L|3||‘|||||||||
m/z--> 20 80 100 120 140 160 180 200 220 240 260 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Oxirane, [(hexadecyloxy)met... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

23.98 22.13 ng 277799 Chrysene-di12 23.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(hexadecvloxvy)methvll- 298 C19H3802 015965-99-8 83
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 53
3 1-Docosene 308 C22H44 001599-67-3 53
4 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 52
5 1-Tetracosanol 354 C24H500 000506-51-4 49

Abundance Scan 2003 (23.981 min): BF081744.D (-2001) (-) m/z 57.10 100.00%

57

-

5000 4
83
o 155 23.60 23.80 24.00 24.20 24.40
0 m/z 43.10 79.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116669: Oxirane, [(hexadecyloxy)methyl]-

57

.

5000 T T T T T
23.60 23.80 24.00 24.20 24.40

m/z 55.10 51.16%

111
281

127 153169

224 250

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
R ERNEEEE S
83 23.60 23.80 24.00 24.20 24.40
5000 m/z 71.10 43.26%
29 111
o 139154 182 209 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene P T e
23.60 23.80 24.00 24.20 24.40
m/z 41.10 39.98%
5000
125
o 153168
A IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 23.60 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecanal- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24 .41 41.81 ng 316207 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
3 1.19-Eicosadiene 278 C20H38 014811-95-1 87
4 1.16-Hexadecanediol 258 C16H3402 007735-42-4 74
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 64
Abundance Scan 2041 (24.415 min): BF081744.D (-2039) (-) m/z 57.10 100.00%

5000

Ll

110
124138 24.00 24.20 24.40 24.60 24.80
o eSS L m/z 43.10  88.23%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73898: Pentadecanal-

24.00 24.20 24.40 24.60 24.80
m/z 55.10 63.80%

. 124138152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a1 55 82

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
9% 24.00 24.20 24.40 24.60 24.80
5000 m/z 82.10 54.46%
111
. 27 125 152166180194208222236250 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105306: 1,19-Eicosadiene
55 24.00 24.20 24.40 24.60 24.80
82 m/z 41.10 50.11%
41
5000
110
‘ 124430
0 27 I | 152166180194208222236250 278
R A e Eaaaaeao o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 24100 2420 24.40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentafluoropropionic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

24.60 154.64 ng 1169540  Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. hepta... 402 C20H35F502

1000283-04-2 91
006971-40-0 90
002136-70-1 86
001599-67-3 81
1000282-98-2 64

57.10 100.00%

-

24.20 24.40 24.60 24.80 25.00

m/z 43.10 81.61%

3

24 20 24. 40 24 60 24 80 25. 00

m/z 55.10 70.52%

:

24.20 24.40 24.60 24.80 25.00

m/z 83.10 46.96%

-

24.20 24.40 24.60 24.80 25.00

2 17-Pentatriacontene 491 C35H70
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402
4 1-Docosene 308 C22H44
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202
Abundance Scan 2057 (24.598 min): BF081744.D (-2053) (-) m/z
57
5000 83
111
0 . ] ll}§9168197 239
I o I e e
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57
5000
111
29
) “ L \ 139168 210238 g3
O . “‘w”. L e e B
m/z-> 0 50 0 250 300 350 400 450
Abundance
43
5000 83
111
0 139167196 224 267292 321 462 490
i T I A e e e e
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57
83
5000
29 111
J “ L 139 168196 207 0
O 1 11 T T T T [ e e e
m/z-> 0 50 100 150 200 250 300 350 400 450

m/z 69.10 41.26%

-

24.20 24.40 24.60 24.80 25.00

8270-BF090115.M Wed Sep 23 16:10:50 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Oxirane, hexadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
25.00 35.16 ng 265887 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
2 1.16-Hexadecanediol 258 C16H3402 007735-42-4 81
3 1.19-Eicosadiene 278 C20H38 014811-95-1 80
4 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 78
5 1,15-Pentadecanediol 244 C15H3202 014722-40-8 72
Abundance Scan 2092 (24.998 min): BF081744.D (-2090) (-) m/z 57.10 100.00%

5000

-

110

124138150166 193 24.60 24.80 25.00 25.20 25.40
o 20 m/z 43.10 91.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99460: Oxirane, hexadecyl-
5 82

-

24!60 24.I8O 25.IOO 25!20 25.I40
m/z 55.10 67.05%

5000

152166180194208222236250 267

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 82

T T

96 24.60 24.80 25.00 25.20 25.40

5000 i m/z 82.05 56.51%

110124
27 138150166180194208222 240

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

3

Abundance #105307: 1,19-Eicosadiene
24.60 24.80 25.00 25.20 25.40
m/z 96.10 42 .31%
5000
7
o 2 111125  151165180194208222236250 278

T I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 24.60 24.80 25.00 25.20 25.40

8270-BF090115.M Wed Sep 23 16:10:51 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 11 Hentriacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

25.16 82.82 ng 626373 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 2106 (25.158 min): BF081744.D (-2103) (-) m/z 57.10 100.00%

5000

113 141 2480 25,00 25,20 2540
ol 109 49T s 28 m/z 43.10  63.75%

m/z--> 50 100 150 200 250 300 350 400
Abundance #162744: Hentriacontane
57

5000 ST
85 24,80 25.00 25,20 25.40

m/z 71.10 47 .49%

113
0 29| || | 777141 169 197 225 253 280 309 351 379 407 436
S T o o TSR U e B A LA AL SA
mz--> 50 100 150 200 250 300 350 400
Abundance
57
_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_l'

24.80 25.00 25.20 25.40

5000 o m/z 85.10 35.00%
29
o 113 141 169 197 225 253 281 309 337 365 394
e e e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #147090: Hexacosane
57 24.80 25.00 25.20 25.40
m/z 55.10 23.62%
5000 85
113
o 291 | | | 717,141 169 197 225 253 295 366
M e M Pt S
mz--> 50 100 150 200 250 300 350 400 24.80 25.00 25,20 25.40

8270-BF090115.M Wed Sep 23 16:10:52 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 12 1-Hexacosanol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
25.19 26.87 ng 203201 Perylene-di12 24 .77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 86
2 1-Hexadecanol 242 C16H340 036653-82-4 53
3 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 53
4 1-Heptadecanol 256 C17H360 001454-85-9 52
5 1-Docosene 308 C22H44 001599-67-3 52
Abundance Scan 2109 (25.192 min): BF081744.D (-2108) (-) m/z 55.10 100.00%
83
AR AR R BRI B
139 24.80 25.00 25.20 25.40 25.60
ol A AWy A7 209 am 77 T83.10  85.23%
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol
43
5000 83 AR A R BRI B
24.80 25.00 25.20 25.40 25.60
18 ‘ J m/z 43.10 73.01%
04 IM? l‘ I“

111
M $ | ,139 168 196 224 252 278 308 336 364
R o e e

m/z--> 50 100 150 200 250 300 350
Abundance
55
83 R BEEES e
24.80 25.00 25.20 25.40 25.60
5000 m/z 97.10 72.14%
31 111
0 139 168 196 224
e T T
m/z--> 50 100 150 200 250 300 350
Abundance #6616: Cyclopentane, 1,1,3-trimethyl- AR ARas m S

55 24.80 25.00 25.20 25.40 25.60
m/z 57.10 70.24%

83
5000

112
1 |

1
m/z--> 50 100 150

-

| T
200 250 300 350 24.80 25.00 25.20 25.40 25.60

8270-BF090115.M Wed Sep 23 16:10:53 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 13 1,16-Hexadecanediol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

25.68 31.59 ng 238912 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 91
2 1.16-Hexadecanediol 258 C16H3402 007735-42-4 91
3 1.19-Eicosadiene 278 C20H38 014811-95-1 90
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
5 11-Tetradecyn-1-ol acetate 252 C16H2802 033925-72-3 53

Abundance Scan 2152 (25.684 min): BF081744.D (-2149) (-) m/z 57.10 100.00%

82

5000 96

25.40 25.60 25.80 26.00

110
123137151166 191 208

0 m/z 43.10 88.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73898: Pentadecanal-
57 82
41
96
5000 LA L L L L L L L LB L
25.40 25.60 25.80 26.00
2 109 m/z 55.10 64 .49%
. 124137150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 82
A EEaas B S
69 96 25.40 25.60 25.80 26.00
5000 a1 m/z 82.05 58.17%
109 124
oL 138152166180194208222 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105307: 1,19-Eicosadiene LB e e
55 25.40 25.60 25.80 26.00
41 m/z 96.10 43.79%
69
5000 82 6

109

2\ \‘ \‘

123 138152165 180 194208222 236250263 278
bbbl e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 25.40 25.60 25.80 26.00

o

8270-BF090115.M Wed Sep 23 16:10:54 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 14 unknown25.79 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
25.79 20.16 ng 152493 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ledene oxide-(I11) 220 C15H240 1000159-36-7 37
2 2H-Pvran. 2-(7-heptadecvnvlioxv)t... 336 C22H4002 056599-50-9 25
3 Ethanone. 1-(1.2.3.4.7.7a-hexahv... 246 C17H260 032388-58-2 17
4 4-Hvdroxv-4-(4.6-dimethvlcvclohe... 196 C12H2002 002316-79-2 14
5 1,6-Bis[methyl(trimethylene)sily... 286 C14H3002Si2 1000217-00-5 12
Abundance Scan 2161 (25.786 min): BF081744.D (-2158) (-) m/z 43.10 100.00%
43
5000

231 255,40089 315 25.40 25.60 25.80 26.00 26.20
O m/z 55.10 54_.21%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #69480: Ledene oxide-(ll)

43

25. 40 25. 60 25 80 26 00 26 20
m/z 91.05 37 .95%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
81 [T r[rrrrprrrorprrorogrT
25.40 25.60 25.80 26.00 26.20
5000] 29 105121 m/z 105.10 37.45%

147
175

191907 231 259 280 305 334

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #86051: Ethanone, 1-(1,2,3,4,7,7a-hexahydro-1,4,4,5-tetram... IR e o e e
43 25.40 25.60 25.80 26.00 26.20
m/z 57.10 36.94%
5000 231
203
95 133
o b B i | A AT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 25. 40 25. 60 25 80 26 00 26 20

8270-BF090115.M Wed Sep 23 16:10:55 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 15 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.89 46.00 ng 347872 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 76
2 Octadecane. l1l-bromo- 332 C18H37Br 000112-89-0 68
3 Tetratriacontane 479 C34H70 014167-59-0 64
4 Hexatriacontane 507 C36H74 000630-06-8 62
5 Octacosane 394 C28H58 000630-02-4 58
Abundance Scan 2170 (25.889 min): BF081744.D (-2166) (-) m/z 57.10 100.00%
57
5000
97 IR AR AR AR R
M 159 513 255 25.60 25.80 26.00 26.20
0|---- T MMM%WMWWW m/Z 43-10 66-12%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #172957: Tetratetracontane
57
5000 LIS L L L L L L L
25,60 25.80 26.00 26.20
m/z 55.10 53.36%
0 25“ \H‘\‘4¥ 183 225 267 309 351 393 435 491 535 574 617
- —hIfa. 1l
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57 137
e
25.60 25.80 26.00 26.20
5000 m/z 71.10 49.43%
97
ol26 169 207 253 332
o o L B R R
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167078: Tetratriacontane R R e B S
57 25.60 25.80 26.00 26.20
m/z 85.10 36.41%
5000
99
ol 15 AL [ 183 225 267 311 367 410
T T T ] T T e I e e s sttt
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 25,60 25.80 26.00 26.20

8270-BF090115.M Wed Sep 23 16:10:56 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 16 1-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.95 50.03 ng 378394 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 86
2 17-Pentatriacontene 491 C35H70 006971-40-0 83
3 1-Docosene 308 C22H44 001599-67-3 83
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 72
5 1-Hexacosanol 382 C26H540 000506-52-5 72
Abundance Scan 2175 (25.947 min): BF081744.D (-2172) (-) m/z 57.10 100.00%
57
97
5000
115 153 101218 25,60 25.80 26.00 26.20
Ol ,:..,...th..,”..,..”,...w....,”..,.”., m/z 43.10 81.71%
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #98171: 1-Nonadecene
43 97
69
5000 R B B B B B
%m%m%m%m
125 m/z 55.10 78.99%
miz—-> 0 55 100 150 260 2%0 360 3éo 460 4%0 '
Abundance
43
25,60 25.80 26.00 26.20
5000 83 m/z 97.10 63.42%
111
o 139167 196 224 267292 321 462 490
miz—-> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 '
Abundance #121981: 1-Docosene R o s
55 %m%m%m%m

m/z 83.10 58.47%

97
5000
29
125
1 | 153181 308

I M N Bt Nt

m/z--> 0 50 100 150 200 250 300 350 400 450 25 60 25 80 26.00 26.20

8270-BF090115.M Wed Sep 23 16:10:57 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 17 unknown26.00 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
26.00 17.91 ng 135431 Perylene-d12 24 .77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. tetramethvl- 100 C6H120 005076-20-0 33
2 2-Dodecanone 184 C12H240 006175-49-1 27
3 2-Nonadecanone 282 C19H380 000629-66-3 25
4 2.4(3H.5H)-Furandione. 5-hexvl-5... 198 C11H1803 054852-79-8 22
5 2-Hexanone, 3-hydroxy-3,5-dimethyl- 144 C8H1602 006321-14-8 17
Abundance Scan 2180 (26.004 min): BF081744.D (-2178) (-) m/z 59.05 100.00%
59
43
5000
216 4\ EAARUNBS UM
85 99113129143 ;g 1872017 233 25.60 25.80 26.00 26.20 26.40
Obrrr btk et bPar ey e o e el || M7z 58.10  70.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3780: Oxirane, tetramethyl-
43 90
5000
25.60 25.80 26.00 26.20 26.40
m/z 43.10 61.56%
o ‘ 85 100
miz-> 3 4 b 85 100 130 140 160 180 230 230 230 250 280
Abundance
58
43 LN R S IR B
25.60 25.80 26.00 26.20 26.40
5000 m/z 71.10 27 .50%
29 85
ol 15 110 126141155169184
mﬁmﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107622: 2-Nonadecanone N A e
25.60 25.80 26.00 26.20 26.40
m/z 57.10 22.53%
5000

| 111127 152166180 222 239 267282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2560 2580 2600 2620 2640
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 18 _.beta.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.16 63.81 ng 482569 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 Stiamastan-3.5-diene 396 C29H48 1000214-16-4 50
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 43
4 Methvl 12-acetvl-7-desoxvcholate 448 C27H4405 055547-48-3 40
5 4-Hydroxy-4-(4,6-dimethylcyclohe... 196 C12H2002 002316-79-2 38
Abundance Scan 2194 (26.164 min): BF081744.D (-2191) (-) m/z 43.10 100.00%
43
5000
25.80 26.00 26.20 26.40
Ot m/z 55.10 68.68%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #159283: .beta.-Sitosterol
48
5000 R AR T U B B
25 80 26. oo 26. 20 26.40
18 m/z 57.10 55.09%
0,.&&“
m/z--> 0
Abundance
43
206 25.80 26.00 26.20 26.40
5000 m/z 41.10 45 .06%
8l 105 147
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #165053: .beta.-Sitosterol acetate R AT o
48 25.80 26.00 26.20 26.40
m/z 105.10 42 .69%
5000
107 147 396
ok “ | \‘ HM HL m JRB P P Pa1s 354, | 428456 [N Y
miz--> 0 5 150 200 250 300 350 400 450 2580 2600 2620 2640
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 19 Androst-4-en-3-one, 17-hydr... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
26.84 30.58 ng 231266 Perylene-di12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 53
2 Testosterone 288 C19H2802 000058-22-0 38
3 3.6-Dimethvl-5-hepten-1-o0l acetate 184 C11H2002 1000131-31-1 35
4 2-Methvl-4_5-pvrimidinediamine 124 C5H8N4 015579-63-2 25
5 Nickel, [(1,2,3-.eta.)-2-butenyl_.. 178 C9H12Ni 051733-18-7 22
Abundance Scan 2253 (26.838 min): BF081744.D (-2249) (-) m/z 124.10 100.00%
4
5000
26.60 26.80 27.00 27.20
0 m/z 43.10 92 .29%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #111064: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124
5000 LB SULIUN BRI I UL
288 26.60 26.80 27.00 27.20
oL 100 | 147 046 m/z 57.10 66-30%
164 187203 2 270
0‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124
' 26.60 26,80 27.00 27.20
5000, 41 55 79 288 m/z 55.10 60.16%
105 147
203 5o 246
165 185 270
O o L e SRR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45228: 3,6-Dimethyl-5-hepten-1-ol acetate R A RRREE R
43 26.60 26.80 27.00 27.20
m/z 229.20 44 _22%
124
5000
82
obr b 2R Hm “u % m,, | Moseweo S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 26.60 26.80 27.00 27.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081744.D

Aca On : 22 Sep 2015 17:36

Operator : UM/I1Z

Sample : 6G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 20 2,4a,8,8-Tetramethyldecahyd... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
27.49 22.57 ng 170664 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 68
2 (7.7-Dimethvl-2-oxobicvclol2.2.1... 246 C11H1804S 1000197-55-6 52
3 6-1sopropenvl-4_.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 52
4 2.3.3-Trimethvl-2-(3-methvl-buta... 206 C14H220 1000193-60-6 42
5 Sesquirosefuran 218 C15H220 039007-93-7 38
Abundance Scan 2310 (27.490 min): BF081744.D (-2306) (-) m/z 55.10 100.00%
5000 V\u&kaﬂ/\\/\\[\~N~mN\vm
137149 163 179 205
191 L UL B S S
218231 246 27.20 27.40 27.60 27.80
o m/z 69.10 99.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60316: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene
81 123
4 55 137
5000 191 L B BN SULL SUMR
206 27.20 27.40 27.60 27.80
29 ‘ 150163 177 ‘ m/z 95.10 76.00%
ok, H ‘\‘ i, \‘ doL L | S
m/z--> 20 100 120 140 160 180 200 220 240
Abundance
81 109 151
123 27.20 27.40 27.60 27.80
5000 a6 g m/z 109.10 74.24%
27 55 167
0 135 189 203215 216
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68220: 6-1sopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr... L e
95 27.20 27.40 27.60 27.80
m/z 81.10 72 .76%
123
5000 a6 218
107 203
o> ‘ 135147 161 175
L 12 |
0 “.‘:“.‘,.“‘..‘}..lh‘,.w‘..ml..ml‘,.“l”..l“...‘l,..‘..,:...‘,....,.... e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 27.20 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
Data File : BF081744.D

Acq On : 22 Sep 2015 17:36

Operator : UM/1Z

Sample : G3753-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 1.20 62.9 ng 709344 1 8.14 225399 20.0
2-Pentanone, 4-hy... 4.41 54_.6 ng 615193 1 8.14 225399 20.0
unknown7 .65 7.65 104.3 ng 1174840 1 8.14 225399 20.0
n-Hexadecanoic acid 20.45 31.1 ng 442075 4 18.67 284379 20.0
Oxirane, [(hexade... 23.98 22.1 ng 277799 5 23.33 251005 20.0
Pentadecanal - 24 .41 41.8 ng 316207 6 24.77 151261 20.0
Pentafluoropropio... 24.60 154.6 ng 1169540 6 24.77 151261 20.0
Oxirane, hexadecyl- 25.00 35.2 ng 265887 6 24.77 151261 20.0
Hentriacontane 25.16 82.8 ng 626373 6 24.77 151261 20.0
1-Hexacosanol 25.19 26.9 ng 203201 6 24.77 151261 20.0
1,16-Hexadecanediol 25.68 31.6 ng 238912 6 24.77 151261 20.0
unknown25.79 25.79 20.2 ng 152493 6 24.77 151261 20.0
Tetratetracontane 25.89 46.0 ng 347872 6 24.77 151261 20.0
1-Nonadecene 25.95 50.0 ng 378394 6 24.77 151261 20.0
unknown26 .00 26.00 17.9 ng 135431 6 24.77 151261 20.0
-beta.-Sitosterol 26.16 63.8 ng 482569 6 24.77 151261 20.0
Androst-4-en-3-on... 26.84 30.6 ng 231266 6 24.77 151261 20.0
2,4a,8,8-Tetramet... 27.49 22.6 ng 170664 6 24.77 151261 20.0
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