LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF092218 .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 4.904 475 479 491 rBV 80334 107198 4 .35% 0.370%
2 5.322 545 550 553 rBY 2372133 2194892 89.04% 7.572%
3 6.351 716 725 737 rBVY 2372830 2389896 96.95% 8.244%
4 6.481 742 747 750 rBY 2528994 2353021 95.45% 8.117%
5 6.545 755 758 763 rBV 41722 43533 1.77% 0.150%
6 6.710 782 786 789 rBV 795808 713227 28.93% 2.460%
7 6.863 808 812 816 rBVY 2139350 1875309 76.07% 6.469%
8 7.269 876 881 884 rBVY 1700457 1487212 60.33% 5.130%
9 7.986 999 1003 1007 rBY 1041567 863659 35.03% 2.979%
10 8.751 1130 1133 1140 rBV 30819 41473 1.68% 0.143%

11 9.063 1182 1186 1189 rBV 2772302 2465176 100.00% 8.504%
12 9.186 1205 1207 1211 rVB 51879 46321 1.88% 0.160%
13 9.457 1249 1253 1256 rBV 784945 605428 24 .56% 2.089%
14 9.739 1297 1301 1304 rBV 966290 871205 35.34% 3.005%
15 10.522 1430 1434 1440 rBV 1475431 1291685 52.40% 4._.456%

16 11.216 1548 1552 1554 rBV 857827 745435 30.24% 2.571%
17 11.233 1554 1555 1558 rvVv 160290 125594 5.09% 0.433%

18 11.263 1558 1560 1562 rVV 60933 54289 2.20% 0.187%
19 11.286 1562 1564 1567 rVB2 51393 40958 1.66% 0.141%
20 11.445 1587 1591 1598 rBV 35275 36599 1.48% 0.126%
21 11.763 1639 1645 1653 rBV2 456452 512948 20.81% 1.769%
22 11.821 1653 1655 1658 rVvVv 29075 29880 1.21% 0.103%
23 12.027 1688 1690 1695 rVB 37020 37625 1.53% 0.130%
24 12.421 1753 1757 1760 rBV 320813 282500 11.46% 0.975%
25 12.463 1760 1764 1767 rBV2 41564 52556 2.13% 0.181%

26 12.539 1774 1777 1786 rBV2 169607 196273 7.96% 0.677%
27 12.645 1790 1795 1799 rVvVv 265548 271647 11.02% 0.937%
28 12.798 1817 1821 1824 rVB 1854540 1676358 68.00% 5.783%

29 12.863 1828 1832 1836 rBV2 21292 36723 1.49% 0.127%
30 12.974 1849 1851 1854 rVB 43658 38032 1.54% 0.131%
31 13.039 1856 1862 1865 rBV3 61835 76307 3.10% 0.263%
32 13.080 1865 1869 1871 rBV2 28704 30938 1.26% 0.107%
33 13.151 1876 1881 1882 rBV3 27006 39963 1.62% 0.138%
34 13.198 1887 1889 1894 rVV6 30119 48176 1.95% 0.166%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.492 1934 1939 1942 rVB2 45834 64619 2.62% 0.223%
36 13.586 1952 1955 1958 rBV2 43423 54597 2.21% 0.188%
37 13.686 1968 1972 1973 rBV3 32166 34355 1.39% 0.119%

38 13.710 1973 1976 1982 rVB 181160 244964 9.94% 0.845%
39 13.839 1993 1998 2001 rBV 949896 988224 40.09% 3.409%
40 13.862 2001 2002 2009 rVB 166684 127581 5.18% 0.440%

41 13.951 2014 2017 2020 rVv2 75812 72516 2.94% 0.250%
42 14.021 2027 2029 2032 rBV2 34150 32517 1.32% 0.112%
43 14.139 2047 2049 2052 rVB2 34855 28056 1.14% 0.097%
44 14.262 2067 2070 2073 rVB2 32138 36878 1.50% 0.127%

45 14.327 2077 2081 2083 rBVY 140556 173370 7.03% 0.598%

46 14.621 2128 2131 2134 rVB 68332 65704 2.67% 0.227%
47 14.686 2139 2142 2147 rBVY 292079 289453 11.74% 0.999%
48 14.751 2150 2153 2157 rBV 136089 138052 5.60% 0.476%
49 14.845 2165 2169 2172 rBVY 116945 160154 6.50% 0.552%
50 14.933 2180 2184 2187 rBV 328976 356930 14.48% 1.231%

51 14.968 2187 2190 2198 rVB3 91888 173235 7.03% 0.598%
52 15.121 2213 2216 2222 rVB 62479 86919 3.53% 0.300%
53 15.180 2223 2226 2230 rVB 70478 78473 3.18% 0.271%
54 15.239 2232 2236 2240 rVV 448873 522526 21.20% 1.803%
55 15.286 2240 2244 2248 rVB3 86668 121046 4.91% 0.418%

56 15.468 2271 2275 2282 rVB 232221 290013 11.76% 1.000%
57 15.686 2308 2312 2318 rVB 367230 522039 21.18% 1.801%
58 15.751 2319 2323 2329 rBV3 62401 143126 5.81% 0.494%
59 15.903 2345 2349 2352 rBV4 41348 71920 2.92% 0.248%
60 16.151 2387 2391 2396 rBV 47049 75446 3.06% 0.260%

61 16.415 2430 2436 2443 rVB 220778 403341 16.36% 1.391%
62 16.592 2462 2466 2468 rBV2 28698 43460 1.76% 0.150%
63 16.692 2478 2483 2489 rVB 153516 289042 11.73% 0.997%
64 16.915 2517 2521 2529 rVB2 89278 172650 7.00% 0.596%
65 17.009 2531 2537 2544 rVB6 67309 174780 7.09% 0.603%

66 17.156 2555 2562 2576 rBV7 111012 366237 14.86% 1.263%
67 17.709 2649 2656 2666 rVB 221740 540680 21.93% 1.865%
68 18.074 2710 2718 2727 rVB4 142590 363590 14.75% 1.254%

Sum of corrected areas: 28988529
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF109403.D

6.48
2500000 5.32 6.35

6.86
2000000

7.27
1500000

1000000

500000

4.90
A L L1655

L —

T T T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF109403.D

2500000

2000000 12.80

1500000 10.52

7.99
9.74
1000000 11.22

9.46

11.76
500000 12.42 15 64
12.5

11.23
8.75 | 9.19 L 91 44 1.8212.03 . 1@\3@5

T T T T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF109403.D

2500000

2000000

1500000

13.84

1000000

500000

5.795.90 16.15 1692047.16
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.48 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.48 65.98 ng 2353020 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 747 (6.481 min): BF109403.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
20 540 et "% Gk ok oby
0 : I m/z 68.10 40.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 ISR BAREE R LR

6.20 6.40 6.60 6.80
m/z 134.00 32.75%

31.0 510
o T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
T
74.0 6.20 6.40 6.60 6.80
5000 980 1160 m/z 66.10 25.73%
S P S ' T T S 1!
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14396: 1,2,4-Trifluorobenzene R AR
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.16%
5000 630 810
31.0 112.0
o S R = N Y VL N — RSN § A G —
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.76 13.76 ng 512948 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 1645 (11.763 min): BF109403.D (-1639) (-) m/z 73.00 100.00%

3.0

43.0 73
5000 120.1
97.1 213.2 T T
mlHZ 256.3 11140 11.60 11.80 12.00
o . m/z 43.05 84 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 11.40 11.60 11.80 12.00
#usao ' ' ' '
04

256.0 m/z 60.00 79.52%
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid

157.0 1g50 213.0

m/z 57.05 68.83%

73.0
L LA
11.40 11.60 11.80 12.00
5000 129.0
0150 177,
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid B e i B e

73.0 11.40 11.60 11.80 12.00

3.0 m/z 41.05 66.74%

5000 129.0 Mbv‘mm_ﬂ_d\/-}t\~“mv~ﬁ—m_—“/
0 : R e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.54 3.97 ng 196273 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1777 (12.539 min): BF109403.D (-1774) (-) m/z 73.00 100.00%
430 740
5000 129.1
12120 12,40 12.60 12.80
Ot m/z 43.05 99.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
5000 129.0 NN SRR
12.20 12.40 12.60 12.80
m/z 60.00 85.94%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
I I I

12.20 12.40 12.60 12.80
5000 129.0 m/z 57.05 79.24%

:

-

o150 |
e RAAREEES
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid e e A
60.0 12.20 12.40 12.60 12.80
m/z 55.05 71.28%
5000 129.0
83.0
157.0 185.0 213.0 256.0

o T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Nonadecyl pentafluoropropio... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.71 4.96 ng 244964 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
2 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 87
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
4 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 76
5 Behenic alcohol 326 C22H460 000661-19-8 76

Abundance Scan 1976 (13.710 min): BF109403.D (-1973) (-) m/z 57.05 100.00%
57.0
97.1
5000 ‘
UL BN B
1.2 13.40 13.60 13.80 14.00
ol AN ) BAFS 2822 2301 2810 | “h/7 43.05  87.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
510 970
5000 U U S DU
Bmmmmmmm
m/z 55.00 68.55%
ol L, H1QRmnm2%0mm 412.0
m/z--> 55 100 150 200 2%0 360 350 460
Abundance #223732: Tricosy! trifluoroacetate
57.0
97.0 13.40 13.60 13.80 14.00 |
5000 m/z 83.10 68.49Y%
ol ‘ H h 3?9 181.0 222.0 2640 322.0 367.0 4180
m/z--> 55 100 150 200 250 360 3%0 400
Abundance #109268: Ethanol, 2-(tetradecyloxy)- Rl B R R R AREE B
57.0 13.40 13.60 13.80 14.00
m/z 71.05 62.84Y%
B | dn\,kJUL“~NJ\xJLM~\ﬁxMA~
196.0
Olﬁfﬁ_\l,,,,[ L Y S [ P VIS L S |79
m/z--> 50 100 150 200 250 300 350 400 13. 40 13. 60 13. 80 14. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.33 3.51 ng 173370 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 87
3 2-methvltetracosane 352 C25H52 1000376-72-6 86
4 Docosane 310 C22H46 000629-97-0 86
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 2081 (14.327 min): BF109403.D (-2077) (-) m/z 57.10 100.00%
57.1
sal 14.00 14.20 14.40 14.60
a1l 240.1 397.4 - : - -
0....,...J.||'| L83l 2280 A Tm/z 71.10  78.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57.0
5000 LR SRR LR BN UL
14.00 14.20 14.40 14.60
99.0 m/z 43.10 65.38%
oL P Ay 30 830 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
14.00 14.20 14.40 14.60
5000 m/z 85.10 58.72%
99.0
Lol || JJ | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 400
Abundance #185534: 2-methyltetracosane LA B B R R n e S
57.0 14.00 14.20 14.40 14.60
m/z 41.00 23.86%
5000
99.0
oL 240 ‘ i JJ 1410 1830 2250 267.0 3090
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 1460
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.69 11.08 ng 289453 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 2.6.10.14-Hexadecatetraen-1-ol. ... 332 C22H3602 061691-98-3 72
4 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3 003974-79-6 50
5 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 47
Abundance Scan 2143 (14.692 min): BF109403.D (-2139) (-) m/z 69.10 100.00%
69.1
5000
1741371 1440 14160 1480 15,00
oL, ?g.lo b DL 191122012840 2002 3413 1 Uai o8 B B4
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 N N I SULM IR
14.40 14.60 14.80 15.00
m/z 41.10 22.63%
oL L] }07 0137? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.40 14.60 14.80 15.00
5000 m/z 95.10 13.86%
ol 0’ L }07 1910 231.0 2730 3410 4100 ,,kﬂ,\*pAM_MﬂwjlJ\uﬁﬁ~ﬁn-4uhw
m/z--> éo 100 150 200 250 300 350 400
Abundance #171133: 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,15-tetrame... AR EEREE L
69.0 14.40 14.60 14.80 15.00
m/z 137.10 10.94%
5000
07.0
o2 L L 1730?0220 330
mz> 80 1d0 1% 20 2o o %0 ado 14.40 14,60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.75 5.28 ng 138052 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 16-Octadecenal 266 C18H340 056554-87-1 90
3 17-Octadecenal 266 C18H340 056554-86-0 90
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
5 14-Octadecenal 266 C18H340 056554-89-3 80

Abundance Scan 2153 (14.751 min): BF109403.D (-2150) (-) m/z 57.10 100.00%

5000

14.40 14.60 14.80 15.00
m/z 82.05 89.29%

232.0 268.1 300.0326.1

1381 1661 1041
04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #117607: Octadecanal

43.0 83.0

5000

I I I
14.40 14.60 14.80 15.00
09.0 m/z 43.10 85.84%
137.0 166.0 194.0 222.0 250.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115861: 16-Octadecenal

14.40 14.60 14.80 15.00
m/z 96.10 62.76%

5000

29.0
0 252.0

. 137.0 1680 196.0 224.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115860: 17-Octadecenal R R ma
570 82.0 14.40 14.60 14.80 15.00

m/z 55.10 62.18%

5000
29.0

137.0 168.0 196.0 224.0 252.0

I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.40 14.60 14.80 15.00

8270-BF092218_.M Fri Sep 28 14:54:22 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl14.97 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14 .97 6.63 ng 173235 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 49
2 l1l-Heptacosanol 396 C27H560 002004-39-9 49
3 Acetic acid. trifluoro-. dodecvl... 282 C14H25F302 006222-00-0 45
4 Disparlure 282 C19H380 029804-22-6 45
5 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 43
Abundance Scan 2190 (14.968 min): BF109403.D (-2187) (-) m/z 83.10 100.00%
83.1
55.0
5000
211541 2070, 26013021 1450 1080 15,00 1625
0 : m/z 97.10 88.85%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
30| 830
5000 1110 LA L L L L L LB L
14.60 14.80 15.00 15.20
l m/z 69.10 82.06%
oL 1}4P 01820 2240 _ 280.0309.0
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 197.0
14.60 14.80 15.00 15.20
5000 m/z 55.00 77.98%
39.0
Ozmﬁ JM\P;}%Om%mmzmmmommww
m/z--> 50 100 15 200 250 300 350
Abundance #128888: Acetic acid, trifluoro-, dodecy! ester R e
69.0 14.60 14.80 15.00 15.20
m/z 43.10 76.75%
97.0
5000
29.0
OHL,LM ‘t 1 1,'|1690 230 ee40 S e e
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF092218_.M Fri Sep 28 14:54:23 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 11 Perylene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.12 3.33 ng 86919 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 97
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
3 Benzolklfluoranthene 252 C20H12 000207-08-9 94
4 Benzolelpvrene 252 C20H12 000192-97-2 94
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
Abundance Scan 2216 (15.121 min): BF109403.D (-2213) (-) m/z 252.10 100.00%
25p.1
5000
60.0 87.0 12‘?1 164.0 197.1224.1 287 1 355.2 14.80 15.00 15.20 15.40
o0 iy P il PR Y m/z 250.10 29.55%
m/z--> 50 100 150 200 250 300 350
Abundance #104215: Perylene
25p.0
5000
14.80 15.00 15.20 15.40
126.0 m/z 253.10 19.04%
0270 630 99.0, | 1580 198.0224.0
R e e e ae
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene
25p.0
14.80 15.00 15.20 15.40
5000 m/z 125.10 15.01%
126.0
ol _39.0 74.0100.0, | 1m01%¢%ﬂﬂ
m/z--> 50 100 150 200 250 300 350
Abundance #104224: Benzo[K]fluoranthene e A RERREEESEE
250.0 14.80 15.00 15.20 15.40
m/z 126.00 14.07%
5000
126.0
o 9.0 | 108.0224.0 .H
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF092218_.M Fri Sep 28 14:54:23 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 14 Tricosyl pentafluoropropionate Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.75 5.48 ng 143126 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 94
2 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 94
3 l17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87

Abundance Scan 2323 (15.751 min): BF109403.D (-2319) (-) m/z 57.10 100.00%
511 971
5000
264.1 DAL ARSI
167.1 5974 1540 15.60 15.80 16.00
okl B O S B B B B m/z 43.05 87.12%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #233557: Tricosyl pentafluoropropionate
57.0
97.0
5000 R DAL SUMR UL B
1540 15.60 15.80 16.00
m/z 55.10 84 .73%
oL {‘ L181022402640 322.0 367.0 468.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #231356: Docosy! pentafluoropropionate
57.0
97.0 15.40 15.60 15.80 16.00
5000 m/z 97.10 84 .00%
ol “ ‘ 3? ? 181.0 224.0 264.0 308.0 353.0 454.0
m/z--> 50 100 150 200 250 360 350 400 450 '
Abundance #234187: 17-Pentatriacontene R B .
43.0 15.40 15.60 15.80 16.00
m/z 83.10 80.06%
5000 83.0
. ‘ y J‘ 1250 4670 2100 267.0307.0 490.0
m/z--> 50 100 150 200 250 300 350 400 450 ' 1540 15.60 15.80 16.00

8270-BF092218_.M Fri Sep 28 14:54:24 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 Heptadecanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.42 15.44 ng 403341 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 91
2 Hexadecanal 240 C16H320 000629-80-1 91
3 Octadecanal 268 C18H360 000638-66-4 90
4 Bicvclol10.8.0l1eicosane. cis- 278 C20H38 1000155-82-2 83
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83
Abundance Scan 2437 (16.421 min): BF109403.D (-2430) (-) m/z 57.05 100.00%
. 0

5000

B

137.1 278.1 16.20 16.40 16.60 16.80
166.1 192.0 236.2 : : : :

o m/z 82.05 92.84%

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

Abundance #105849: Heptadecanal

82.0

N
)
o

.0

5000 LA B L L L L L LB
16.20 16.40 16.60 16.80
109.0 m/z 43.10 84 .50%
o 180.0 208.0 236.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94314: Hexadecanal
T

16.20 16.40 16.60 16.80
m/z 96.05 69.47%

5000
110.0
137.0 166.0 196.0 222.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117604: Octadecanal AL e R

16.20 16.40 16.60 16.80
m/z 55.05 59.63%

5000

:

137.0 166.0 194.0 222.0 250.0

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80

8270-BF092218_.M Fri Sep 28 14:54:25 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 16 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.69 11.06 ng 289042 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2483 (16.692 min): BF109403.D (-2478) (-) m/z 57.10 100.00%
1
2000 mﬁ,N“j\VﬁvvJ«/\uf-‘ﬂ_/\vwr\
o 640 1660 1680 17,00
141.1 . ) . )
0 832 | 24502811 m/z 71.10 73.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 LRI B B U B
16. 40 16 60 16. 80 17. oo
99.0 m/z 43.10 61.04%
ool LA || 1 1830 2250 2820
m/z--> 50 100 150 260 2%0 360 3éo 460
Abundance #215181: 2-methyloctacosane
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.10 57.26%
99.0
0260 | ] | | j 1410 183.0 2250 267.0 309.0 365.0
m/z--> 50 160 1éo 260 2%0 360 3éo 460
Abundance #219831: Triacontane L e
57.0 16.40 16.60 16.80 17.00
m/z 55.10 22.46%
5000
99.0
01260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> % 1m ﬁo m 2m ﬁo ﬁ 4& mmmmmmﬂm

8270-BF092218_.M Fri Sep 28 14:54:26 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17 1,3a-Ethano-3aH-indene, 1,2... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.92 6.61 ng 172650 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 70
2 .delta.-Selinene 204 C15H24 028624-23-9 49
3 1H-Cvclopropalalnaphthalene. la.... 204 C15H24 000489-29-2 46
4 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 43
5 2-Acetyl-3,7-dimethylbenzo(b)thi... 204 C12H120S 006179-06-2 38
Abundance Scan 2522 (16.921 min): BF109403.D (-2517) (-) m/z 189.15 100.00%
180.2
5000 95.0
231.2
411 35.1 USRI SRR B
303.2 425.4 16.60 16.80 17.00 17.20
0 T — m/z 204.20  75.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64535: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2...
189.0
5000 105.0
41.0 16.60 16.80 17.00 17.20
f47 m/z 177.15 55.87%
0 "'J"I'l'l"|""|""|""|""|"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #64314: .delta.-Selinene
189.0

16.60 16.80 17.00 17.20

m/z 95.00 45.38%
5000, , o 910 ..o (

0 "'u‘l"'t'|""|""|""|""|"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #64566: 1H-Cyclopropa[a]naphthalene, 1a,2,3,3a,4,5,6,7b-oc... R EE mE

189.0 16.60 16.80 17.00 17.20
m/z 175.10 37.01%

105.0

L

100

41.0
5000

T 1
200 250

I | T T I T
300 350 400 16.60 16.80 17.00 17.20

m/z--> 5

t47.
ARERET I ,\L, Il
0 150

8270-BF092218_.M Fri Sep 28 14:54:27 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 18 _.beta.-Sitosterol acetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.16 14.02 ng 366237 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 59
2 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 53
3 Clionasterol acetate 456 C31H5202 004651-54-1 25
4 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35BrO 055103-80-5 16
5 Ledene oxide-(11) 220 C15H240 1000159-36-7 16
Abundance Scan 2563 (17.162 min): BF109403.D (-2555) (-) m/z 43.00 100.00%
43.0
91.0
145.1
5000 213.1
255.2 329.3 381 3414.3 T T
16.80 17.00 17.20 17.40
oL~ m/z 91.00 66.98%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate
43.0
5000 L AL DAL DU SR B
81.0 mmﬂmﬂmﬂm
147.0 396.0 m/z 107.10 65.76%
o ,I, I 902150 255.02880 3540 456.0
m/z--> éo 100 150 200 250 300 350 400 450
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
16,80 17.00 17.20 17.40
5000 m/z 57.10 60.27%
81.0 368.0
145.0 329.0
414.0
o .“.W‘ 9.0213.0247.0 503 ¢
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228556: Clionasterol acetate R B R LA
43.0 396.0 16.80 17.00 17.20 17.40
' m/z 55.00 60.00%
5000
81.0
213.0 255.0 296.0
o..“,h.‘l.‘ 0 351.0 I
m/z--> 50 100 150 200 250 300 350 400 450 16. 80 17. 00 17. 20 17.40

8270-BF092218_.M Fri Sep 28 14:54:27 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 19 Oxirane, heptadecyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.71 20.69 ng 540680 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 86
4 trans-11-Tetradecenvl acetate 254 C16H3002 033189-72-9 49
5 E-11(13-Methyl)tetradecen-1-ol a... 268 C17H3202 1000130-80-4 46
Abundance Scan 2656 (17.709 min): BF109403.D (-2649) (-) m/z 57.10 100.00%
57.1
96.0
5000
U DAL SO UL BN
138.1 17.40 17.60 17.80 18.00
180.2
Y 2z 20l 468 "m/z 82.05 84.15%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129467: Oxirane, heptadecyl-
43.0 8J.0
5000 U AR B BN B
17.40 17.60 17.80 18.00
240 m/z 43.10 73.44%
o " 166.0 222.0 264.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117617: Oxirane, hexadecyl-
43.0 82.0
I I

17.40 17.60 17.80 18.00
m/z 96.05 59.89%

5000
24.0
0 Ll 166.0 208.0 250.0
-
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117604: Octadecanal T
43.0 17.40 17.60 17.80 18.00
m/z 83.05 52.80%
82.0
5000
20 oo o
0 A A
m/z--> 50 100 150 200 250 300 350 400 450 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109403.D

Aca On 27 Sep 2018 22:21

Operator : JU/SJ

Sample : J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 20 Stigmast-4-en-3-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.07 13.92 ng 363590 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 98
2 Testosterone 288 C19H2802 000058-22-0 64
3 Prean-4-en-3-one. 20.21-T(methvl... 356 C22H33B03 030882-65-6 60
4 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000481-30-1 47
5 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 45
Abundance Scan 2717 (18.068 min): BF109403.D (-2710) (-) m/z 124.05 100.00%
124.1
43.0
5000
2893 573 3703 4124 17.80 18.00 18.20 18.40
o m/z 43.05 60.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one
124.0
43.0

17.I80 18.I00 18!20 18.I40
m/z 57.10 44.70%

5000

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #134627: Testosterone

288.0

=
N
o

17.80 18.00 18.20 18.40
m/z 229.15  41.03%

5000

-

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #188239: Pregn-4-en-3-one, 20,21-[(methyleneborylene)bis(o...
124.0 17.80 18.00 18.20 18.40
m/z 55.05 36.49%
5000
85.0 8140 356.0
55.0 173.0 229.0 271.0 :
0 ‘mﬂﬁbﬂﬂ.,..U.,.A..iﬂ..:,u...,.. —— e
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF092718\
Data File : BF109403.D

Acq On 27 Sep 2018 22:21

Operator : JU/SJ

Sample - J5096-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .48 6.48 66.0 ng 2353020 1 6.71 713227 20.0
n-Hexadecanoic acid 11.76 13.8 ng 512948 4 11.22 745435 20.0
Octadecanoic acid 12.54 4.0 ng 196273 5 13.84 988224 20.0
Nonadecyl pentafl... 13.71 5.0 ng 244964 5 13.84 988224 20.0
Heptadecane 14.33 3.5 ng 173370 5 13.84 988224 20.0
Squalene 14.69 11.1 ng 289453 6 15.24 522526 20.0
Octadecanal 14.75 5.3 ng 138052 6 15.24 522526 20.0
unknownl14 .97 14.97 6.6 ng 173235 6 15.24 522526 20.0
Perylene 15.12 3.3 ng 86919 6 15.24 522526 20.0
Tricosyl pentaflu... 15.75 5.5 ng 143126 6 15.24 522526 20.0
Heptadecanal 16.42 15.4 ng 403341 6 15.24 522526 20.0
Eicosane 16.69 11.1 ng 289042 6 15.24 522526 20.0
1,3a-Ethano-3aH-i... 16.92 6.6 ng 172650 6 15.24 522526 20.0
-beta.-Sitosterol... 17.16 14.0 ng 366237 6 15.24 522526 20.0
Oxirane, heptadecyl- 17.71 20.7 ng 540680 6 15.24 522526 20.0
Stigmast-4-en-3-one 18.07 13.9 ng 363590 6 15.24 522526 20.0
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