LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 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\HPCHEMI1I\BNA P\METHODS\8270-BP100119.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 4.946 482 486 501 rvB 287209 337599 5.03% 0.460%
2 5.369 554 558 586 rBY 3919691 3925739 58.48% 5.348%
3 6.393 727 732 750 rBVY 4412932 4204830 62.63% 5.729%
4 6.522 750 754 757 rBVY 5088193 4263906 63.51% 5.809%
5 6.746 789 792 796 rBVY 1646793 1402378 20.89% 1.911%
6 6.905 815 819 822 rBVY 4531212 3668720 54.65% 4 .998%
7 7.310 883 888 891 rBVY 3045743 2608504 38.86% 3.554%
8 8.034 1007 1011 1014 rBV 2215816 1827623 27.22% 2.490%
9 8.763 1132 1135 1147 rVB 280352 288819 4 _.30% 0.393%
10 9.116 1191 1195 1198 rBV 7239341 5922275 88.22% 8.069%

11 9.510 1258 1262 1265 rBV 1129382 837127 12.47% 1.141%
12 9.793 1307 1310 1314 rVB 2653728 2299637 34.25% 3.133%
13 10.593 1441 1446 1449 rBV 3881095 3683902 54.87% 5.019%
14 11.128 1534 1537 1542 rBV 112846 95723 1.43% 0.130%
15 11.293 1561 1565 1568 rBV 3086978 2523270 37.59% 3.438%

16 11.357 1574 1576 1581 rVB2 73358 87647 1.31% 0.119%
17 11.522 1600 1604 1607 rBV2 82802 100248 1.49% 0.137%
18 11.840 1654 1658 1667 rBV3 282418 328060 4._.89% 0.447%
19 12.010 1684 1687 1697 rVB 86862 112389 1.67% 0.153%
20 12.404 1751 1754 1757 rVB2 74648 75968 1.13% 0.103%

21 12.516 1770 1773 1777 rBV 376247 304691 4._.54% 0.415%
22 12.746 1806 1812 1816 rBV 345045 348395 5.19% 0.475%
23 12.898 1834 1838 1841 rBV 7261126 6713324 100.00% 9.146%
24 13.145 1873 1880 1884 rBV4 146800 248478 3.70% 0.339%
25 13.493 1933 1939 1945 rBV3 63622 101082 1.51% 0.138%

26 13.604 1954 1958 1962 rVB2 85803 94377 1.41% 0.129%
27 13.816 1989 1994 2012 rBV2 1285293 2217967 33.04% 3.022%
28 13.963 2014 2019 2022 rVV 2721596 2658086 39.59% 3.621%
29 13.987 2022 2023 2030 rVB 180098 158125 2.36% 0.215%
30 14.145 2047 2050 2057 rBV5 111486 155994 2.32% 0.213%

31 14.269 2068 2071 2077 rVB2 112286 111264 1.66% 0.152%
32 14.463 2099 2104 2121 rVB 1395202 2129952 31.73% 2.902%
33 14.763 2151 2155 2158 rBV 206755 223115 3.32% 0.304%
34 14.834 2164 2167 2175 rVB 189933 235638 3.51% 0.321%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 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 :\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.904 2176 2179 2187 rVB 478711 533060 7.94% 0.726%

36 15.010 2193 2197 2200 rBV 161838 217887 3.25% 0.297%
37 15.104 2208 2213 2216 rBV 1466275 1784818 26.59% 2.432%
38 15.134 2216 2218 2224 rVB 702990 929166 13.84% 1.266%
39 15.269 2238 2241 2245 rVB 89101 94863 1.41% 0.129%
40 15.310 2245 2248 2253 rVB 88715 108722 1.62% 0.148%

41 15.375 2255 2259 2265 rVB 96760 120254 1.79% 0.164%
42 15.439 2265 2270 2274 rBV 1913504 2281386 33.98% 3.108%
43 15.487 2274 2278 2288 rVV3 213118 319135 4._75% 0.435%
44 15.587 2292 2295 2302 rVB6 76106 100653 1.50% 0.137%
45 15.687 2307 2312 2321 rBVY 682198 929294 13.84% 1.266%

46 15.928 2347 2353 2358 rBV 2190227 3336050 49.69% 4.545%
47 15.981 2358 2362 2369 rVV 388066 801453 11.94% 1.092%
48 16.045 2370 2373 2376 rVB 77996 113373 1.69% 0.154%
49 16.163 2389 2393 2396 rBV2 91594 159387 2.37% 0.217%
50 16.434 2434 2439 2442 rBV 149587 270683 4._.03% 0.369%

51 16.469 2442 2445 2453 rVB 176930 299413 4._.46% 0.408%
52 16.722 2482 2488 2497 rBV 475879 922888 13.75% 1.257%
53 17.034 2534 2541 2549 rBV 916762 1978038 29.46% 2.695%
54 17.134 2553 2558 2565 rVvVv2 200220 618217 9.21% 0.842%
55 17.210 2566 2571 2587 rVB 294671 848676 12.64% 1.156%

56 17.510 2616 2622 2639 rBV3 365979 1204497 17.94% 1.641%
57 18.157 2726 2732 2737 rBV2 103159 261192 3.89% 0.356%
58 18.522 2787 2794 2812 rVB4 252821 871591 12.98% 1.187%

Sum of corrected areas: 73399548
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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:\SVOASRVA\HPCHEMI\BNA P\DATA\BP101119\

BP000647.D

11 Oct 2019 21:34

Ju

K5298-05

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 unknown4.95 Concentration Rank 16

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

4.95 4.81 ng 337599 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 12
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 487 (4.952 min): BP000647.D (-482) (-) m/z 43.00 100.00%
43
5000
101
R A RmE S B
460 4.80 5.00 5.20
Ol i 22 ,‘ il 190 245272303 341 393 429 476503531 m/z 59.00 66.78%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR A S SR

460 4.80 5.00 5.20
m/z 101.10 33.03%

101
O B i o i T T o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
R e REERE T
4.60 4.80 5.00 5.20
5000 m/z 58.00 20.11%
126
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3686: 1-Propen-2-ol, acetate
43 4.60 4.80 5.00 5.20
m/z 40.95 8.66%
5000
15 72100
o'ttt e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 2 unknown6.52 Concentration Rank 1

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

6.52 60.81 ng 4263910 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 754 (6.522 min): BP000647.D (-750) (-) m/z 132.05 100.00%
132
5000
68
BN RS S
l 166 195223249275302331357 387414442471499526 6.20_6.40 6.60 6.80
0.”,.A.,” B e e e EE S m/z 134.05 33.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BN SREEE RRE SRR

6.20 6.40 6.60 6.80
m/z 68.05 32.02%

31
Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
T maE B
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 20.77%
97
1L,
0...J‘,‘L.ﬂ.‘u}‘.,.lt..,....,.... R B e A EREARE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14500: 1H-Indazole, 7-methy!l- B e
132 6.20 6.40 6.60 6.80
m/z 96.10 14_.31%
5000
104
77
1
o ppd A b i i i i e e e a1 E T .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Benzeneacetonitrile, .alpha... Concentration Rank 18

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

8.76 3.16 ng 288819 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetonitrile. .alpha.-hvd... 133 C8H7NO 000532-28-5 98
2 Benzaldehvde 106 C7H60 000100-52-7 55
3 1.2.4-Trioxolane. 3.5-diphenvl- 228 C14H1203 023888-15-5 43
4 Benzamide. N-I5-(4-pvridinvl)-1H... 265 C14H11N50 1000319-96-5 35
5 (1,2,3)-Triazolo[4,5-b]-furazano... 269 C11H7N702 294874-14-9 35

Abundance Scan 1134 (8.757 min): BP000647.D (-1132) (-) m/z 77.00 100.00%
77 105
133
5000
5
8.40 8.60 8.80 9.00
ol R L 1L | 166195225 260288 327357 393 442 477 521549 m/z 105.00 96.28%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14752: Benzeneacetonitrile, .alpha.-hydroxy-
7
105
133
5000 5
8.40 8.60 8.80 9.00
m/z 106.00 61.06%
0 UL I L UL L L L DAL UL LR WL
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5065: Benzaldehyde
77 106
8.40 8.60 8.80 9.00
5000 m/z 133.00 55.26%
5
ol 18,4
m'z--> 0 55 100 150 200 250 300 350 400 450 500 550
Abundance #84333: 1,2,4-Trioxolane, 3,5-diphenyl- R EEE s s e
77 105 8.40 8.60 8.80 9.00
m/z 50.95 52.72%
5000
5
o . 197
m'z--> 0 55 100 150 200 250 300 350 400 450 500 550 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.84 2.60 ng 328060 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 1658 (11.840 min): BP000647.D (-1654) (-) m/z 73.00 100.00%

43
5000

~
()
w

11.60 11.80 12.00 12.20
m/z 59.95  75.87%

256

0 295 330357384 429 465495 533

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

%

5000 LA L L L L L L L L LB
11.60 11.80 12.00 12.20
0
1571g5213 256 m/z 43.05 66.93%
04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid
3
43 A AR o B e
11.60 11.80 12.00 12.20
5000 m/z 57.05 59.63%
129
185 228
| 1 | 157
Oty
m/z--> 50 100 150 200 250 300 350 400 450 500 550 L\_A\/\M
Abundance #131261: Octadecanoic acid R e AR
43,73 11.60 11.80 12.00 12.20
m/z 55.00 56.75%
5000 129
241 284 L/\J\__f
01, R M st
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.82 16.69 ng 2217970 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Heptacosanol 396 C27H560 002004-39-9 95
4 Cvclopentadecane 210 C15H30 000295-48-7 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94
Abundance Scan 1995 (13.822 min): BP0O00647.D (-1989) (-) m/z 57.10 100.00%
5 o
5000
53 13.60 13.80 14.00 14.20
ob A AL ) g212 216 208 200008 355 304 az0s01a80  sae R0 G Yy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
87 97
5000 LI BN SR BURN B
o5 anmmmmm
m/z 97.10 80.66%
29 53
oL 1153181 210238266 308336
m/z--> 6 55 160 1%0 260 2éo 360 3éo 460 4éo 560 séo
Abundance #155046: 1-Heneicosanol
55 83
" 1360 13.80 14.00 14.20
5000 n11 m/z 43.00 71.10%
oL J P39167196 238266294
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4éo 560 séo
Abundance #210517: 1- Heptacosanol S B e BB B}
57 97 13.60 13.80 14.00 14.20
m/z 55.05 70.52%
5000
125
o 29 [153181209237264292320350378
m/z--> c') 5'0 1(')0 1&1;0 200 250 300 350 400 4éo 5(')0 5&'30 13. 60 13 80 14. oo 14'20

8270-BP100119.M Mon Oct 14 16:58:14 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 17-Pentatriacontene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.46 16.03 ng 2129950  Chrysene-d12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 96

396 C27H560
326 C22H460
210 C15H30

380 C21H39F302

002004-39-9 95
000661-19-8 94
000295-48-7 93
1000351-76-3 93

2 l1-Heptacosanol

3 Behenic alcohol

4 Cvclopentadecane

5 Nonadecyl trifluoroacetate

Abundance Scan 2103 (14.457 min): BPO00647.D (-2099) (-) m/z 57.10 100.00%
57
97
5000
—v—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—
1155183211240 280308337 369307 430475504 535 14.20 14,40 14.60 14.80
O A e o e R e m/z 71.10 71.46%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234187: 17-Pentatriacontene
43
14.20 14.40 14.60 14.80
11 m/z 43.05 64.91%
o | }39167196224 267295322 462490
e e e T e R Y e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57 197
e T
14.20 14.40 14.60 14.80
5000 m/z 83.10 60.29%
25
29 53
Ny [193181209236264292320 350378
P T T ] T T e T e e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol L L B
56 83 14.20 14.40 14.60 14.80
m/z 97.10 55.70%
5000 i1
39
o 2] | 167196224252280308
||||||||||||||||||||llllllll|||||||||||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 17
R.T. EstConc Area Relative to ISTD R.T.
14 .90 4_.67 ng 533060 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 95
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 95
3 Hexadecanal 240 C16H320 000629-80-1 93
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
5 1,19-Eicosadiene 278 C20H38 014811-95-1 90
Abundance Scan 2178 (14.898 min): BP000647.D (-2176) (-) m/z 57.10 100.00%
57
96
5000
14.60 14.80 15.00 15.20
180
obrih 51180208236 268 306334362 398 442469497 535 mn/z 82.10 90_.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117605: Octadecanal
48 82
5000 L DU B O SR
14 60 14.80 15.00 15.20
m/z 43.05 70.56%
0‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117618: Oxirane, hexadecyl-
8
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
55 14.60 14.80 15.00 15.20
5000 m/z 96.10 65.53%
N lf | 166211 20
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94312: Hexadecanal B B e L
43, 82 14.60 14.80 15.00 15.20
m/z 83.05 61.04%
5000
0
o ?8166196223
TTT ||IIIIIJIJIIIIIIIIIIIIIIIllllllllllllllll| —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 6 50 160 1%0 200 250 300 3éo 460 4%0 560 séo 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 9 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.10 15.65 ng 1784820 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 97
2 Heneicosane. 11-decvl- 437 C31H64 055320-06-4 95
3 Hentriacontane 437 C31H64 000630-04-6 95
4 Nonadecane 268 C19H40 000629-92-5 93
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2212 (15.098 min): BPO00647.D (-2208) (-) m/z 57.05 100.00%
5000
141 14.80 15.00 15.20 15.40
o 169197225 268 309337365 408437 473 506535 n/z 71.10 80 _33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
g7
5000
85 14.80 15.00 15.20 15.40
m/z 85.10 62.57%
0 %9 113141169197225253281 323351380
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl-
g7
14.80 15.00 15.20 15.40
5000 85 m/z 43.10 52.15%
29 295
. J] ﬁ}3141169197225 266 | 323 435
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223851: Hentriacontane e

14.80 15.00 15.20 15.40
m/z 55.05 22.24%

5000
13141
| 169197225253281309 351379407436

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14. 80 15. 00 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Cyclotetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.13 8.15 ng 929166 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 93
2 Octacosanol 410 C28H580 000557-61-9 91
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Heptacosanol 396 C27H560 002004-39-9 90
Abundance Scan 2217 (15.128 min): BPO00647.D (-2216) (-) m/z 83.10 100.00%
83
| -A\jk__ﬁA\dx~_JXV\
111
5000
Jizo 14:80 15.00 15.20 1540
167 : : : :
ob AN L] 207, 207236 280 334364 416444 485 536 | iy 9710 92.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane
55 83
5000 111 336 U AR SRR B
14,80 15.00 15.20 15.40
139 m/z 69.10 76.39%
2 11 16719522 251279308
Oyt '|“"1“" LD SN S B N R B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215904: Octacosanol
57
o1 UL BN SR B
14.80 15.00 15.20 15.40
5000 m/z 55.10 67.13%
Tzs
0 zﬁl l P§3}81209236264292322 364392
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #231356: Docosy! pentafluoropropionate e SR o S e
57 14.80 15.00 15.20 15.40
m/z 57.10 55.34%
97
5000
125
o 2? l 153181 224252280308 353 454
m/z--> 50 100 1éo 200 250 300 350 400 450 500 550 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 1,19-Eicosadiene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.69 8.15 ng 929294 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 93
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Octadecanal 268 C18H360 000638-66-4 90
5 Hexadecanal 240 C16H320 000629-80-1 83
Abundance Scan 2313 (15.692 min): BPO00647.D (-2307) (-) m/z 82.05 100.00%
8P
43
5000
U DN B BN B
7 15.40 15.60 15.80 16.00
166 390
ob k. 194222250278306334362 440 485 529 m/z 57.05 99 _50%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126192: 1,19-Eicosadiene
55
96
5000
15.40 15.60 15.80 16.00
m/z 96.05 74 .44%
ol Fl 152180208 250278
m/z--> 6 55 100 1éo 200 250 300 3%0 400 4%0 560 séo
Abundance #117618: Oxirane, hexadecyl-
82
23 ' 15.40 15.60 15.80 16.00
5000 m/z 83.10 69.41%
Jas|, lf | 166211 250
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129467: Oxirane, heptadecyl- B Ea S
43 8 15.40 15.60 15.80 16.00
m/z 43.05 68.64%
5000
10
ol [ 138166194 236264
TT T ||||||||||||||||‘||||||||||||||||||||||||| —v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—
m/z--> 6 55 160 1éo 200 250 300 3%0 460 4%0 560 séo 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 12 Docosane, 7-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.93 29.25 ng 3336050 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 7-hexvl- 394 C28H58 055373-86-9 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 2-methvltetracosane 352 C25H52 1000376-72-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2353 (15.928 min): BPO00647.D (-2347) (-) m/z 57.05 100.00%

5000

-

141169, 97 15.60 15.80 16.00 16.20
o 225253 295323351379407436 476503 536 7> 71.10 84 18%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209568: Docosane, 7-hexyl-

-

5000
8 15.60 15.80 16.00 16.20

m/z 85.10 67.91%

113 182
o 141 17211239267 3?9337364392
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83028: Hexadecane
57
15.60 15.80 16.00 16.20
5000 85 m/z 43.10 49 .80%
0 29 11}13‘141169197226
B o T BRI o o e e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185534: 2-methyltetracosane L B o B e
57 15.60 15.80 16.00 16.20

m/z 99.10 23.48%
5000

29 113
| 141169197225253 309337

m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.60 15.80 16.00 16.20

o
[e0]
a1
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 13 n-Nonadecanol-1 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.98 7.03 ng 801453 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 91
2 l1-Heneicosanol 312 C21H440 015594-90-8 91
3 1-Docosanol. methvl ether 340 C23H480 1000333-91-9 91
4 Cvclohexadecane 224 C16H32 000295-65-8 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 2362 (15.981 min): BPO00647.D (-2358) (-) m/z 83.10 100.00%

83

%

5000 11
R RN EE RS e
1139 15.60 15.80 16.00 16.20
167195 264
O AR 4 G212 236208 297 335364302 440 476504533 | sz 97.10  93.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131391: n-Nonadecanol-1
56 83
5000 11 |llll|llll|llll|llll|ll
15.60 15.80 16.00 16.20
m/z 69.10 74 .10%
o 2 139168106 238266
B o o e i o e I o o o e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83
R REEREEE S
15.60 15.80 16.00 16.20
5000 11 m/z 57.10 73.88%
o7 ‘ 1139167106 238266204
e e e e e e e e e ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177220: 1-Docosanol, methyl ether
45, 83 15.60 15.80 16.00 16.20
m/z 55.00 62.34%
139
ol 15] lﬁ 167196224252280308 339
I o o o o e B I B A LA i o o o e e o A na e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 D-Galactose, 2-amino-2-deox... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.47 2.62 ng 299413 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Galactose. 2-amino-2-deoxv-3.4... 467 C18H45N05Si4 056248-47-6 72
2 3-Trimethvisilvloxy-5-nonvne 212 C12H240Si 1000245-72-4 43
3 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 9
4 1.2.4-Triazolidin-3-one. 4-methv... 131 C3H5N30S 022244-61-7 9
5 _beta.-Eudesmol, trimethylsilyl ... 294 C18H340Si 1000334-00-1 9
Abundance Scan 2445 (16.469 min): BPO00647.D (-2442) (-) m/z 131.10 100.00%
131
5000 ]\\_
R B e B
75 16.20 16.40 16.60 16.80
ol 4. 103 | 199 194222250280 323 361390 430467497 545 | sz 132.05  10.53%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #230432: D-Galactose, 2-amino-2-deoxy-3,4,5,6-tetrakis-O-(...
131
73
5000 L S UL B S
16.20 16.40 16.60 16.80
m/z 75.00 5.34%
o 103 11170 204232 375305 362 467
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70941: 3-Trimethylsilyloxy-5-nonyne
73 131
16.20 16.40 16.60 16.80
5000 m/z 105.00 5.01%
mz> 0 50 100 1% 200 2% 360 380 400 4% 500 5%
Abundance #14532: Benzofuran, 2-methyl- Al BaREEEE S
131 16.20 16.40 16.60 16.80
m/z 101.00 4_66%
B wj\\N
77
ol 15 S
[rerrjrrrryrrrryrrrrrrrT T e T T T T T T T T T T T T T T T T T T T T T rrryrTTTprTTT T TT T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Oxirane, hexadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.72 8.09 ng 922888 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
3 1.19-Eicosadiene 278 C20H38 014811-95-1 86
4 16-Octadecenal 266 C18H340 056554-87-1 74
5 Cyclohexane, (1-hexyltetradecyl)- 364 C26H52 004443-60-1 64
Abundance Scan 2488 (16.722 min): BPO00647.D (-2482) (-) m/z 57.05 100.00%
g7
96
5000
—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|'
52 278 16.40 16.60 16.80 17.00
| 180 222250“,°306334362390418 467 515545 m/z 82.05 94 _68%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117618: Oxirane, hexadecyl-
5000 DAL RARARARRE
16.40 16,60 16.80 17.00
m/z 96.05 73 .14%
0
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129467: Oxirane, heptadecyl-
43 8
16.40 16.60 16.80 17.00
5000 m/z 83.05 69 .59%
10
. [ 138166194 236264
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126193: 1,19-Eicosadiene R B B AR
55 16.40 16.60 16.80 17.00
m/z 43.05 69.17%
5000 82
2 10
o | 138 180208 250278
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550 16.40 16,60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Triacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.03 17.34 ng 1978040 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2540 (17.028 min): BPO00647.D (-2534) (-) m/z 57.05 100.00%

- Ju

141169197 16180 17.00 17.20 17.40
o 225253 295323 365393421 464 495524 77 71.10  81.08%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane
5|7
85

5000
16180 17,00 17.20 17,40
m/z 85.10 65.25%

13

0 29‘ f} ﬂf{1§9}97225253281309337365393422
IR i o e e A B e o e o e e

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

Abundance #215181: 2-methyloctacosane

16 80 17.00 17.20 17.40

5000 m/z 43.05 48.66%
o 141169197225 267295 365393
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane T e
57 16 80 17. OO 17. 20 17. 40

m/z 99.10 23.67%

5000 85
29
oL J f}3141169197225253 295323 367
A e s A

m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Octacosyl acetate Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.13 5.42 ng 618217 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl acetate 452 C30H6002 018206-97-8 96
2 Octacosanol 410 C28H580 000557-61-9 94
3 Heptacosvl acetate 438 C29H5802 1000351-78-2 94
4 Triacontvl acetate 480 C32H6402 041755-58-2 94
5 1-Triacontanol 438 C30H620 000593-50-0 94
Abundance Scan 2557 (17.128 min): BPO00647.D (-2553) (-) m/z 57.10 100.00%
57 97
5000
25 278
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
53 16.80 17.00 17.20 17.40
182
oh A AL L .1.1,*. e 22220 .L.?‘?s. 343377 431464494 535 | ns7 97.10  96.17%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227661: Octacosyl acetate
48| 97
5000 SR L SR SRR
16.80 17.00 17.20 17.40
m/z 83.10 91.89%
ol 15, 53181209 250278306334364392 437
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215903: Octacosanol
57
97 UL SN SRR SRR
16.80 17.00 17.20 17.40
5000 m/z 69.10 68 .56%
25
29 53 392
ol l [15%181209237265 308336364 |
mz-> 0 50 100 150 200 250 300 3%0 400 450 500 550
Abundance #224391: Heptacosyl acetate T
43 16.80 17.00 17.20 17.40
97 m/z 55.00 66.67%
5000
1125
ol15 Ll | 153181200 250 202320350378 423
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 2-Pentacosanone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.21 7.44 ng 848676 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentacosanone 366 C25H500 075207-54-4 90
2 2-Heptacosanone 394 C27H540 007796-19-2 80
3 2-Pentadecanone 226 C15H300 002345-28-0 59
4 2-Tridecanone 198 C13H260 000593-08-8 50
5 2-Heptadecanone 254 C17H340 002922-51-2 50

Abundance Scan 2571 (17.210 min): BPO00647.D (-2566) (-) m/z 59.00 100.00%

ﬁ%

5000
fe 1680 17.00 17.20 17.40 17.60
127 450 : : : : :
Ol A ]1 by 109 207236 273 320348 39042370482 535 | "m/z 58.00  70.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194476: 2-Pentacosanone
59
5000
16.80 17.00 17.20 17.40 17.60
% m/z 71.10 59.67%
o | 127 170198 236264 306338366
e B B = S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209553: 2-Heptacosanone
59
_r'_'_'_'—r'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'_
16.80 17.00 17.20 17.40 17.60
5000 m/z 43.00 55.62%
96 394
o | 127156 104 236264292 334365 |
L L B L e e B B B e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82960: 2-Pentadecanone LB muam e
16.80 17.00 17.20 17.40 17.60
m/z 57.10 29.27%
5000

127 168197226

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.80 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 _gamma.-Sitosterol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.51 10.56 ng 1204500 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 94
3 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35BrO 055103-80-5 91
4 Erqost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 30
5 1-Oxaspiro[4.4]nonane-4-carboxam... 273 C16H19NO3 1000319-97-0 18
Abundance Scan 2622 (17.510 min): BPO00647.D (-2616) (-) m/z 43.05 100.00%
a3
107 145
5000 !
ﬂ\ oo o || 1720 1740 1760 1780
Ol m/z 107 .05 78 .60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
43
5000 R R DU B SR
17.20 17.40 17.60 17.80
m/z 105.05 74 .64%
0.4 ik
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217432: .beta.-Sitosterol
43
17.20 17.40 17.60 17.80
5000 m/z 145.05 71.66%
29 107 414
145 213
73 255 303 381
0..,Wm 30
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)- R EREEEEEEEE e
41 107 394 17.20 17.40 17.60 17.80
m/z 213.20 67 .53%
- /\_vvkw
o} T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000647.D

Aca On : 11 Oct 2019 21:34

Operator :© JU

Sample = K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 12
R.T. EstConc Area Relative to ISTD R.T.

18.52 7.64 ng 871591 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 64
2 Testosterone 288 C19H2802 000058-22-0 60
3 Androst-4-en-3-one. 17-hvdroxvy-.... 288 C19H2802 000481-30-1 47
4 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 45
5 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 27

Abundance Scan 2794 (18.522 min): BP000647.D (-2787) (-) m/z 124.05 100.00%

124
5000{ 43 229 ‘j/\k

307 370 412442474505535 18.20 18.40 18.60 18.80
o} m/z 229.20 50.31%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #216708: Stigmast-4-en-3-one
124
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l_

5000
18.20 18.40 18.60 18.80
m/z 43.05 42 .13%

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #134630: Testosterone
124
288 R ERE SRR R

18.20 18.40 18.60 18.80
m/z 55.00 27.92%

5000

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #134666: Androst-4-en-3-one, 17-hydroxy-, (17.alpha.)- R e o
18.20 18.40 18.60 18.80

m/z 57.05 27 .43%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP101119\
Data File : BP000647.D

Acq On : 11 Oct 2019 21:34

Operator : JU

Sample - K5298-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.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]
unknown4 .95 4_95 4.8 ng 337599 1 6.75 1402380 20.0
unknown6 .52 6.52 60.8 ng 4263910 1 6.75 1402380 20.0
Benzeneacetonitri. .. 8.76 3.2 ng 288819 2 8.03 1827620 20.0
n-Hexadecanoic acid 11.84 2.6 ng 328060 4 11.29 2523270 20.0
n-Tetracosanol-1 13.82 16.7 ng 2217970 5 13.96 2658090 20.0
17-Pentatriacontene 14.46 16.0 ng 2129950 5 13.96 2658090 20.0
Octadecanal 14.90 4.7 ng 533060 6 15.44 2281390 20.0
Heptacosane 15.10 15.7 ng 1784820 6 15.44 2281390 20.0
Cyclotetracosane 15.13 8.2 ng 929166 6 15.44 2281390 20.0
1,19-Eicosadiene 15.69 8.2 ng 929294 6 15.44 2281390 20.0
Docosane, 7-hexyl- 15.93 29.3 ng 3336050 6 15.44 2281390 20.0
n-Nonadecanol-1 15.98 7.0 ng 801453 6 15.44 2281390 20.0
D-Galactose, 2-am... 16.47 2.6 ng 299413 6 15.44 2281390 20.0
Oxirane, hexadecyl- 16.72 8.1 ng 922888 6 15.44 2281390 20.0
Triacontane 17.03 17.3 ng 1978040 6 15.44 2281390 20.0
Octacosyl acetate 17.13 5.4 ng 618217 6 15.44 2281390 20.0
2-Pentacosanone 17.21 7.4 ng 848676 6 15.44 2281390 20.0
-gamma.-Sitosterol 17.51 10.6 ng 1204500 6 15.44 2281390 20.0
Stigmast-4-en-3-one 18.52 7.6 ng 871591 6 15.44 2281390 20.0
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