LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 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-BF073019.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 5.434 566 569 597 rBY 1737154 2148686 59.20% 4 _.563%
2 6.457 740 743 761 rBVY 1696845 2338187 64.42% 4 .965%
3 6.581 761 764 788 rVB 2161580 2446649 67 .41% 5.195%
4 6.804 799 802 812 rVB 659965 580343 15.99% 1.232%
5 6.957 825 828 838 rBY 1959826 1751668 48.26% 3.720%
6 7.369 895 898 918 rBVY 1536192 1494916 41.19% 3.174%
7 8.080 1016 1019 1033 rBV 790160 776119 21.38% 1.648%
8 9.151 1198 1201 1205 rBV 2546252 2326255 64.09% 4 .940%
9 9.269 1218 1221 1225 rBV 143313 133540 3.68% 0.284%
10 9.486 1256 1258 1261 rVV 98104 79349 2.19% 0.168%
11 9.551 1265 1269 1273 rVV 499784 445954 12.29% 0.947%
12 9.586 1273 1275 1280 rVB2 39184 40778 1.12% 0.087%
13 9.833 1314 1317 1320 rBvV 1147128 961257 26.48% 2.041%
14 9.904 1327 1329 1332 rVB 50473 39065 1.08% 0.083%
15 9.951 1333 1337 1341 rVV 164414 158534 4_.37% 0.337%
16 10.063 1351 1356 1360 rvvs 36562 60296 1.66% 0.128%
17 10.122 1363 1366 1369 rvB2 57896 59477 1.64% 0.126%
18 10.410 1412 1415 1417 rBvV 69902 61613 1.70% 0.131%
19 10.498 1428 1430 1433 rVB 53627 46549 1.28% 0.099%
20 10.557 1433 1440 1443 rBV5 41545 74185 2.04% 0.158%
21 10.627 1448 1452 1460 rVB 1849695 1831598 50.46% 3.889%
22 10.739 1467 1471 1476 rVB2 58474 70906 1.95% 0.151%
23 10.986 1510 1513 1517 rBV3 46875 58458 1.61% 0.124%
24 11.033 1518 1521 1524 rVB3 40221 40412 1.11% 0.086%
25 11.269 1558 1561 1564 rBV3 29319 39005 1.07% 0.083%

26 11.321 1564 1570 1573 rBV 1155537 1097431 30.24% 2.330%
27 11.345 1573 1574 1576 rVvV 133179 103024 2.84% 0.219%

28 11.363 1576 1577 1580 rVB 119115 83677 2.31% 0.178%
29 11.451 1589 1592 1595 rVB 101577 91867 2.53% 0.195%
30 11.692 1631 1633 1637 rVB3 37006 44751 1.23% 0.095%
31 11.774 1644 1647 1648 rBV 98246 87280 2.40% 0.185%

32 11.798 1648 1651 1655 rVVv2 153045 213368 5.88% 0.453%
33 11.851 1655 1660 1672 rVV 1343724 1520585 41.89%% 3.229%
34 12.004 1683 1686 1689 rVB 216914 165764 4._.57% 0.352%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 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-BF073019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.098 1698 1702 1703 rBV3 41784 43598 1.20% 0.093%
36 12.192 1716 1718 1722 rVB3 52879 52376 1.44% 0.111%
37 12.251 1722 1728 1731 rBV6 61145 99571 2.74% 0.211%

38 12.351 1742 1745 1752 rBV 674143 771906 21.27% 1.639%
39 12.451 1759 1762 1773 rVB 390349 479179 13.20% 1.017%
40 12.568 1773 1782 1789 rBV4 1012377 2080800 57.33% 4.418%

41 12.627 1789 1792 1800 rVB 379195 436312 12.02% 0.926%
42 12.721 1805 1808 1811 rVB3 54882 52916 1.46% 0.112%
43 12.768 1813 1816 1819 rVB 208858 206456 5.69% 0.438%
44 12.898 1834 1838 1842 rBV 2653299 2364832 65.15% 5.022%
45 13.068 1864 1867 1869 rBV3 33842 49504 1.36% 0.105%

46 13.098 1869 1872 1875 rBVY 150729 178605 4.92% 0.379%
47 13.163 1881 1883 1887 rBV3 43196 55571 1.53% 0.118%
48 13.292 1902 1905 1907 rBV2 99106 118252 3.26% 0.251%
49 13.321 1908 1910 1912 rBV 224485 225093 6.20% 0.478%
50 13.392 1920 1922 1924 rBV 74620 50566 1.39% 0.107%

51 13.580 1952 1954 1958 rBvV4 41233 43553 1.20% 0.092%
52 13.745 1976 1982 1984 rBV4 73446 140302 3.87% 0.298%
53 13.786 1985 1989 1996 rVV2 646853 754251 20.78% 1.602%
54 13.868 2001 2003 2008 rBV 98952 113838 3.14% 0.242%
55 13.921 2009 2012 2015 rBV 534182 474051 13.06% 1.007%

56 13.962 2015 2019 2023 rBV 806455 793174 21.85% 1.684%

57 14.104 2041 2043 2045 rVB 58018 43653 1.20% 0.093%
58 14.409 2091 2095 2102 rBV2 565393 788908 21.74% 1.675%
59 14.604 2126 2128 2130 rBV 76893 66597 1.83% 0.141%
60 14.662 2135 2138 2140 rVV 81926 77464 2.13% 0.164%
61 14.704 2143 2145 2148 rVB 106214 93920 2.59% 0.199%

62 14.780 2154 2158 2166 rVB 239344 272562 7.51% 0.579%
63 14.921 2179 2182 2187 rBV3 93443 142635 3.93% 0.303%
64 15.033 2197 2201 2204 rBV 1387603 1466146 40.39% 3.113%
65 15.057 2204 2205 2211 rVB 201203 233173 6.42% 0.495%

66 15.286 2241 2244 2255 rVB2 98999 188293 5.19% 0.400%
67 15.368 2256 2258 2260 rVvV 58547 70670 1.95% 0.150%
68 15.421 2264 2267 2275 rVB 564433 735228 20.26% 1.561%
69 15.639 2301 2304 2311 rVB2 79624 124957 3.44% 0.265%
70 15.715 2314 2317 2324 rVV2 78132 132376 3.65% 0.281%

71 15.815 2328 2334 2339 rVV 927090 1339380 36.90% 2.844%

8270-BF073019.M Wed Aug 21 01:41:28 2019 Page: 2



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 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\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 15.868 2339 2343 2351 rVB 129636 240538 6.63% 0.511%
73 15.986 2360 2363 2370 rVB7 64742 94174 2.59% 0.200%
74 16.080 2374 2379 2388 rVB2 253762 463081 12.76% 0.983%
75 16.968 2525 2530 2546 rVB8 134463 374204 10.31% 0.795%

76 17.139 2554 2559 2564 rBV4 77020 161110 4._.44% 0.342%
77 17.303 2582 2587 2591 rBV2 118009 216508 5.97% 0.460%
78 17.386 2592 2601 2613 rVV8 963884 3629618 100.00% 7.707%
79 17.486 2613 2618 2629 rVB5 193117 580348 15.99% 1.232%
80 17.815 2668 2674 2684 rBV 442704 1203108 33.15% 2 .555%

81 18.150 2723 2731 2736 rBV2 566683 1648168 45.41% 3.500%
82 18.292 2750 2755 2762 rVB5 163952 391115 10.78% 0.830%

83 18.368 2763 2768 2778 rVB4 208859 550118 15.16% 1.168%
84 18.697 2819 2824 2836 rVB5 228755 709659 19.55% 1.507%

Sum of corrected areas: 47093963
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF116408.D

2500000
6.58

2000000 6.96

5.43 6.46

7.37
1500000

1000000
6.80

500000

R o RN LS L

T [
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF116408.D

2500000

2000000 10.63

1500000 11.85
9 X 83 11 . 32

1000000
8.08

9.55 13.%

13.10,3,
13]

500000

9.27 g 59

0||||||||||||||||||i||:|
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF116408.D

2500000

2000000

15.03

1500000
17.39

15.82

1000000
17.82 18.15

500000 S g8RB7

18.70

16.977.147.30
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.58 Concentration Rank 2

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

6.58 84.32 ng 2446650 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 764 (6.581 min): BF116408.D (-761) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 510 || gro ®1ose % ok ok0 0By 7ho
o TS A1 WO - .- 1 E— | N m/z 68.00 40.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LS R LN A
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.77%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 65.95 26.82%
41.0 97.0
53.0
‘ 79.0 117.0
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘...luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.00 16.20%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 3 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.85 27.71 ng 1520590 Phenanthrene-d10 11.32
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 18

Abundance m/z 72.95 100.00%

Scan 1660 (11.851 min): BF116408.D (-1655) (-)
73.0
43.0

5000

L‘u 97.0
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

129.0

213.2
157.1 185.1

11.60 11.80 12.00 12.20
m/z 60.00 80.86%

256.2

5000 129.0

‘J‘u 83.0
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid

11.60 11.80 12.00 12.20
m/z 43.00 78.08%

157.0 1g50 2130 256.0

73.0
B EAREEE R e
43.0 11.60 11.80 12.00 12.20
m/z 57.00 63.31%
5000 1290
185.0 228.0
| 1% o]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43.0 73.0 11.60 11.80 12.00 12.20
’ m/z 41.00 60.70%
5000
‘ 129.0 171.0 214.0
‘ 97.0 ‘ :
ol bl W L o [opese | s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 n-Heptadecanol-1 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.35 14.07 ng 771906 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 3-Octadecene. (E)- 252 C18H36 007206-19-1 91
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 1745 (12.351 min): BF116408.D (-1742) (-) m/z 83.00 100.00%

54.0 ; 83.0

5000
139.1 1681 197.0 12.00 12.20 12.40 12.60
Obrrrprrr bl 2281 2681 m/z 55.00 99.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107662: n-Heptadecanol-1
55.0 83.0
5000 LA L L L L L L B

12.IOO 12.I20 12.I40 12!60
m/z 69.00  93.74%

29.0
i 139.0 1680  210.0 238.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55,0 83.0

12.00 12.20 12.40 12.60
m/z 43.00 90.82%

5000
29.0
0 5 167.0 196.0 224.0 252.0 280.0 308.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104188: 3-Octadecene, (E)- e AL EaRa e
41,0 (169.0 12.00 12.20 12.40 12.60
m/z 57.00 87.71%
97.0
5000
125.0
ol 1 ‘\ 154.0 182.0  224.0 252.0
e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Phytol Concentration Rank 17

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

12.45 8.73 ng 479179 Phenanthrene-d10 11.32

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phvtol 296 C20H400 000150-86-7 90
2 lIsophvtol 296 C20H400 000505-32-8 72
3 Butvric acid. 2-pentadecvl ester 298 C19H3802 107853-73-6 58
4 Butvric acid. 3-tridecvyl ester 270 C17H3402 1000280-56-8 50
5 Butyric acid, 3-tetradecyl ester 284 C18H3602 1000280-57-1 50

Abundance Scan 1762 (12.451 min): BF116408.D (-1759) (-)
71.0
5000
43.0
123.1
95.0
ol 151.0 196.1

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

Abundance #141395: Phytol
71.0
5000 43.0
95.0 123.0
ol 151.0 196.0

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

278.0

Abundance #141400: Isophytol
71.0
5000
43.0
123.0
b 150 150 1520 1790 207.0 237.0 2780
e e e e e e

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

253.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #143167: Butyric acid, 2-pentadecy! ester
71.0
43.0
5000
115.0
O\M‘MW‘3 1400 1820 2100
et

m/z 71.00 100.00%

12.20 12.40 12.60 12.80

m/z 43.00 31.59%

12.20 12. 40 12. 60 12.80

m/z 57.00 26.71%

12.20 12.40 12.60 12.80

m/z 55.00 24 _.87%

12.20 12.40 12.60 12.80

m/z 41.00 23.43%

12.20 12. 40 12. 60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.63 7.95 ng 436312 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1792 (12.627 min): BF116408.D (-1789) (-) m/z 73.00 100.00%
43.0 73.0
5000 128.9
185.1 241.2 AR E e e e
1.0 | 157.1 l 2131 | 284.2 12.40 1260 12.80 13.00
- B Pt v S i M PR N m/z 43.00 91.87%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid

43.0,73.0

129.0 R EEEms e
12. 40 12. 60 12. 80 13. 00

m/z 60.00 80.41%

5000

185.0 241.0 284.0
570 | 2130 |

0 A N i < B R NSNS
m/z--> 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
73.0
43.0 12.40 12.60 12.80 13.00
m/z 57.00 72.48%
5000 129.0
185.0 228.0
Ly ke | asg ||
Ot pdy ll et
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester L ot S T
43.0 12.40 12.60 12.80 13.00
m/z 55.00 68.08%
73.0
129.0
185.0213.0241.0
o “ M ‘ }570 e 3110 372.0
m/z--> 50 O 150 200 250 300 350 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.79 19.02 ng 754251 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 90
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 81
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 81
Abundance Scan 1990 (13.792 min): BF116408.D (-1985) (-) m/z 57.00 100.00%

5000

:

13.40 13.60 13.80 14.00 14.20
m/z 43.00 74.67%

0 139.1 168.1 200.0 229.1 256.2 302.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0

%

13. 40 13. 60 13. 80 14. OO 14. 20
111.0 m/z 71.05 69.26%

5000

29.0
.0 196.0
N 139.0 168.0 227.0 58
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57.0
A P B
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.05 55.35%
0 waﬂ‘juln% 196.0 224.0 %%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164026: 1-Hexadecanesulfonyl chloride A L

13.40 13.60 13.80 14.00 14.20
m/z 55.00 54.80%

5000

%

271.0 3p7.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Tritetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.41 19.89 ng 788908 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 91
4 Octacosane 394 C28H58 000630-02-4 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
Abundance Scan 2095 (14.409 min): BF116408.D (-2091) (-) m/z 57.00 100.00%
57.0
5000 \ h
13.1 14.00 1420 14.40 14.60 14.80
O d Ly 00121502671 3241 | “m/z 71.05  77.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000 AT AR BRI SO B
mmmmmmmmmm
m/z 43.00 63.27%
o 1? 169.0 2250 281.0 337.0 393.0 463.0 519.0 575.0
m/z--> §0 100 150 200 250 300 350 400 4éo 500 5%0 660
Abundance #194493: Hexacosane
57.0
14.00 1420 14.40 14.60 14.80
5000 m/z 85.05 53.98%
ol L, 130 169.0 2250 2950 367.0
m/z--> §0 160 1%0 260 250 300 3%0 460 4éo 560 5%0 660
Abundance #217413: Heptacosane, 1-chloro- B B B L
57.0 14.00 14.20 14.40 14.60 14.80
m/z 55.00 28.45%
ol L. ﬁ?ﬂlwmmomwmw 414.0
m/z--> 5'0 1(')0 150 200 250 300 350 4(')0 4&'30 5(')0 5&1;0 6(|)O 14. oo 14. 20 14. 40 14. 60 14. 80

8270-BF073019.M Wed Aug 21 01:41:32 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Squalene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.78 7.41 ng 272562 Perylene-d12 15.42
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 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 78
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 74
5 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 56
Abundance Scan 2158 (14.780 min): BF116408.D (-2154) (-) m/z 69.00 100.00%
69.0
s B Ama s S
m 14.40 14.60 14.80 15.00
07.0
0 .3:5-.b,--.' AN s 211 2ted  s4l2 0 Sugo g1 00 49.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
T WNJMmWAANJ
5000 N AR UM AR B

14.40 14.60 14.80 15.00
m/z 41.00 19.77%

137.0
oL L] }070 | 191.0 231.0 273.0 341.0 410.0
—— ....,....,....,.... — T
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 95.00 12.73%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
et | T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol A B o
69.0 14.40 14.60 14.80 15.00

m/z 68.00 11.16%

270L‘\\ Cre

ol b L e e =

T
m/z--> 50 100 150 200 250 300 350 400 14. 40 14. 60 14. 80 15.00

8270-BF073019.M Wed Aug 21 01:41:32 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.82 36.43 ng 1339380 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2335 (15.821 min): BF116408.D (-2328) (-) m/z 57.00 100.00%
57.0
5000 J
%0 1560 15.80 16.00 16.20
141.1 : : : :
oL 1] “ L7 {832 22522571 3093 3513 nsz 71.05 77.73%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
15.60 15.80 16.00 16.20
99.0 m/z 85.05 58.28%
02m|jjﬂdmm1%02mzmom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0
dmﬁT'P"W"”I'”'I”'
15.60 15.80 16.00 16.20
5000 m/z 43.00 56.23%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- L B A T
57.0 15.60 15.80 16.00 16.20
m/z 55.00 20.44%
- JW
99.0
0 Hﬂjdnywlmo 239.0560.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20

8270-BF073019.M Wed Aug 21 01:41:33 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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-Heptacosanol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.87 6.54 ng 240538 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 60
2 Octacosvl acetate 452 C30H6002 018206-97-8 60
3 Octacosanol 410 C28H580 000557-61-9 53
4 1-Heneicosanol 312 C21H440 015594-90-8 53
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 53
Abundance Scan 2343 (15.868 min): BF116408.D (-2339) (-) m/z 83.05 100.00%
83.0
5000
l FS ! 15,60 15.80 16.00 16.20
208.9 253.0 297.2 : : : :
0 ....,.‘..'.J,-..ll..,[.”.4.0.,....,....l,....,....,....,. m/z 97.00 80.42%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
571.0 97.0
5000 LA BN LS UL UL
15,60 15.80 16.00 16.20
30.0 m/z 57.00 74.72%
ol 1, 1 | } |, 181.0 222.0 264.0 306.0 378.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate
430 97.0
15,60 15.80 16.00 16.20
5000 m/z 69.00 64.41%
39.0
o) M J ﬁ‘}A\‘ 181.0  250.0 292.0 334.0 _ 392.0 437.0 /vwﬂvﬁ»“f\j&N“JL/\NMVNN“
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol AR EEEEE RS
57.0 15.60 15.80 16.00 16.20
97.0 m/z 55.00 61.66%
- /Wj\/l./\\vA
0 l J ;}33? 181.0 222.0 292.0 334.0 392.0
m/z--> §0 100 150 200 250 300 350 400 450 15,60 15.80 16.00 16.20

8270-BF073019.M Wed Aug 21 01:41:33 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Vitamin E Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.08 12.60 ng 463081 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 000059-02-9 96
2 dl-_.alpha.-Tocopherol 430 C29H5002 010191-41-0 95
3 (H)-.aamma.-Tocopherol. O-methvl- 430 C29H5002 1000374-72-2 94
4 _alpha.-Tocopherol-._.beta.-D-mann... 592 C35H6007 1000156-68-2 53
5 Benzenamine, 3-methoxy-2,4,6-tri... 165 C10H15NO 034874-88-9 47
Abundance Scan 2379 (16.080 min): BF116408.D (-2374) (-) m/z 165.00 100.00%
165.0
5000 _/\,\_ﬁ_
430.4
P R
121.0 205.1 15.80 16.00 16.20 16.40
ol .1|, B0 L L1 24612882 3410 | "m/z 164.00 33.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222349: Vitamin E
165.0
5000 430.0
15.80 16.00 16.20 16.40
43.0 m/z 430.35 27 .84%
o | | 1o 1210 2050 460 2880 3440 387.0
m/z--> 50 160 150 200 250 300 350 400
Abundance #222353: dlI-.alpha.-Tocopherol
165.0
15.80 16.00 16.20 16.40
5000 m/z 43.00 13.67%
430 430.0
' 205.0
ol Il 1 8L0 121.0 | 246.0 288.0 344.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #222360: (+)-.gamma.-Tocopherol, O-methy!- LA B I o oL B S e
165.0 15.80 16.00 16.20 16.40
430.0 m/z 166.00 12.94%
5000
43 ‘ 205.0
0 ...:‘,‘.?9.9,1.2.1.0.,... 20 2880 3440 3870 |
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16,20 16.40

8270-BF073019.M Wed Aug 21 01:41:34 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Stigmasterol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.97 10.18 ng 374204 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamasterol 412 C29H480 000083-48-7 80
2 Cholesta-22.24-dien-5-0l. 4.4-di... 412 C29H480 1000128-66-1 46
3 Indole-1-carboxvlic acid. 2-isop... 299 C19H25N02 1000210-71-4 38
4 10-Chlorodecanol. dimethvlpentaf... 416 C18H26CIF50Si 1000368-75-4 32
5 Ergosta-5,22-dien-3-o0l, 24-methy... 412 C29H480 053755-22-9 27
Abundance Scan 2530 (16.968 min): BF116408.D (-2525) (-) m/z 55.00 100.00%
54.0
97.0
5000
16.60 16.80 17.00 17.20
o} m/z 83.00 91.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216704: Stigmasterol
54.0
5000 AU JURIRR UM B
16.60 16.80 17.00 17.20
‘ m/z 69.00 71.06%
ob
m/z--> 50 100 150 200 250 300 350 400
Abundance #216714: Cholesta-22,24-dien-5-0l, 4,4-dimethyl-
55.0
16.60 16.80 17.00 17.20
5000 50 m/z 97.05 66.22%
255.0
1590 2130 3000 3510 4120
0 — l‘ I\I{
m/z--> 50 100 150 200 250 300 350 400
Abundance #143940: Indole-1-carboxylic acid, 2-isopropyl-5-methylcyc... L B o e
83.0 16.60 16.80 17.00 17.20
m/z 57.00 57 .10%
5000 138.0
41.0 l
299.0
oL 1, !.lp b .t,l.b?‘.’.%l?.o. N — A —
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 _gamma.-Sitosterol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
17.39 98.73 ng 3629620 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .aamma.-Sitosterol

2 .beta.-Sitosterol

3 5-Cholestene-3-o0l. 24-methvl-
4 Eraost-5-en-3-ol. (3.beta.)-
5 Isocholesteryl methyl ether

414 C29H500
414 C29H500
400 C28H480
400 C28H480
400 C28H480

000083-47-6 99
000083-46-5 99
1000214-17-4 68
004651-51-8 49
029944-53-4 38

m/z 43.00 100.00%

r

17.00 17.20 17.40 17.60 17.80

m/z 55.00 65.43%

%

17. 00 17. 20 17. 40 17. 60 17. 80

m/z 107.00 58 .80%

5

17.00 17.20 17.40 17.60 17.80

Abundance Scan 2602 (17.392 min): BF116408.D (-2592) (-)
43.0
107.0
5000 145.1 213.1
Oty
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 81.0
[
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
5000
107.0 414.0
N \ 145.0 1 303.0
7 : 255 0 381. {
[o) '.l‘ ‘: m llﬁlu‘h ‘ \‘“Wm ML \HL\LI UH H Ihl nl |‘ | r IALI N IAlI :%4|1|0| : q -
m/z--> 50 100 150 200 250 300 350 400
Abundance #212397: 5-Cholestene-3-ol, 24-methyl-
43.0
5000
810 145.0 o
L kol e 30 55090 g 370
0 —— | \ | L ‘
m/z--> 50 100 150 200 250 300 350 400

m/z 81.00 57 .35%

%

17.00 17.20 17.40 17.60 17.80

m/z 95.00 55.88%

%

17. 00 17. 20 17. 40 17. 60 17. 80

8270-BF073019.M Wed Aug 21 01:41:35 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Ergostanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.49 15.79 ng 580348 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamastanol 416 C29H520 019466-47-8 83
2 Eraostanol 402 C28H500 006538-02-9 52
3 2-T(1R.3S)-3-Hvdroxvcvclohexvl15... 318 C21H3402 070434-82-1 35
4 5-(2-Methvloctan-2-vI)-3-(1R.3R-... 332 C22H3602 070434-92-3 22
5 4-Aminodiphenylsulfone 233 C12H11NO2S 007019-01-4 18
Abundance Scan 2619 (17.492 min): BF116408.D (-2613) (-) m/z 215.10 100.00%
216.1
43.0
5000 1070 1651
1y B142 3503 "750 17740 1760 1750
Ol ' m/z 233.15 71.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #218094: Stigmastanol
43.0
107.0 215.0
5000 :
17.20 17.40 17.60 17.80
m/z 43.00 64 .90%
ol —H it
m/z--> 50 100 150 200 250 300 350 400
Abundance #213187: Ergostanol
216.0
oo 11130 1174 17100 1780
5000 107.0 ' m/z 55.00 49_96%
43.0
0‘
m/z--> 50 100 150 200 250 300 350 400

Abundance #159989: 2-[(1R,3S)-3-Hydroxycyclohexyl]5-(2-methyloctan-2... I AEEREE TS
215.0 17.20 17.40 17.60 17.80

m/z 165.05 49_.91%

5000

318.0

-

81.0 161.0
430 ST 1210 P77 257.0
1

T
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 _beta.-Amyrin Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.82 32.73 ng 1203110 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Amvrin 426 C30H500 000559-70-6 91
2 _.beta.-Amvrin trimethvilsilvl ether 498 C33H580Si 001721-67-1 72
3 Thienol2.3-blpvridine-2-carbonit... 218 C10H10N4S 147992-88-9 64
4 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 58
5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 53
Abundance Scan 2675 (17.821 min): BF116408.D (-2668) (-) m/z 218.20 100.00%
218.2
5000
690 100.1
w1471 17.60 17.80 18.00 18.20
257.1
o dpad d ) 508001 3551 404 0 “m/z 203.10 67.67%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #221180: .beta.-Amyrin
218.0
5000
17.60 17.80 18.00 18.20
69.0 m/z 69.00 22.74%
©107.0
0289 L i 03| 25700070 3es0 4260
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235120: .beta.-Amyrin trimethylsilyl ether
218.0
17,60 17.80 18.00 18.20
5000 m/z 95.00 20.64%
0200 1l i 29| 2903230 a0 498.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75201: Thieno[2,3-b]pyridine-2-carbonitrile, 3-amino-4-di... N B B !
218.0 17.60 17.80 18.00 18.20
m/z 189.10 20.15%
5000{ 44.0
1030 176.0
0..‘ L\ALJHI ..h.,.!..,....,....,....,....,....,. R AR R
m/z--> 50 100 150 200 250 300 350 400 450 500 17,60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Thunbergol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.15 44 .83 ng 1648170 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thunberaol 290 C20H340 025269-17-4 86
2 Taraxasterol 426 C30H500 001059-14-9 78
3 2-l1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 70
4 Lupeol 426 C30H500 000545-47-1 52

5 Silane, chlorodiethyl(dodec-9-yn... 302 C16H31CIOSi 1000363-59-2 50

Abundance Scan 2731 (18.150 min): BF116408.D (-2723) (-) m/z 95.00 100.00%
1

?

5000
17.80 18.00 18.20 18.40
0b— m/z 81.00 96.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #136474: Thunbergol
43.0
81.0
5000 21.0 LI L B B
17.80 18.00 18.20 18.40
18902290 m/z 189.10 89.18%
: | 272.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #221178: Taraxasterol
207.0
R EE e RN R R R
17.80 18.00 18.20 18.40
5000 135.0 m/z 93.00 85.28%
175.0 426.0
' 315.0 357.0
272.0 l 393.0 ‘
o LI\ l. .l. . | \J M U
m/z--> 50 100 150 200 250 300 350 400
Abundance #64446: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa... B R R s
189.0 17.80 18.00 18.20 18.40
0
107.0 m/z 135.05 84.47%
5000{ 41 0

?

147.
l jm!
R e rprrrTyTTTTTTTT T T T T T

m/z--> 50 200 250 300 350 400 17.80 18.00 18.20 18.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 D-Homoandrostane, (5.alpha.... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.29 10.64 ng 391115 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Homoandrostane. (5.alpha..l13.a... 274 C20H34 054482-31-4 50
2 Phosphoric acid. 3-(l1l.1-dimethvl... 274 C12H1905P 094420-61-8 38
3 2(1H)-Phenanthrenone. 3.4.4a.4b.... 274 C19H300 007715-44-8 38
4 1.3-DIETHYL-2-HYDROXYBENZOTHIAZO... 274 C14H14N202S 1000227-15-3 35
5 10H-Phenoxaphosphine, 2-ethyl-10... 274 C15H1503P 036360-91-5 30
Abundance Scan 2755 (18.292 min): BF116408.D (-2750) (-) m/z 259.20 100.00%
259.2
95.0
5000
31124, , | 1800 1820 1840 1060
0 . m/z 274.20 68.45%
m/z--> 50 100 150 200 250 300
Abundance #122979: D-Homoandrostane, (5.alpha.,13.alpha.)-
550 95.0 2590
5000
21.0 149.0 217.0 18.00 18.20 18.40 18.60
177.0 ' m/z 95.00 65.61%
0‘
m/z--> 50 100 150 200 250 300
Abundance #122244: Phosphoric acid, 3-(1,1-dimethylethyl)-4-hydroxyp...
259.0
18,00 18.20 18.40 18.60
5000 m/z 109.00 53.02%
S0 TO TP 00 g0 90 ||
m/z--> 50 100 150 200 250 300
Abundance #122952: 2(1H)-Phenanthrenone, 3,4,4a,4b,5,6,7,8,10,10a-de... R e
259.0 18.00 18.20 18.40 18.60
m/z 69.05 46.41%
5000
41.0 930 1360 189.0217'0
67,0
oL5:0 ,“.‘J.L'.t}‘.“fﬁﬁﬂ'.t II‘I | .‘,.\...l....l e
m/z--> 50 100 150 200 250 300 18.00 18.20 18.40 18.60

8270-BF073019.M Wed Aug 21 01:41:37 2019 Page: 21



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Stigmast-4-en-3-one Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.37 14.96 ng 550118 Perylene-d12 15.42
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 81
3 Androst-4-en-3-one. 17-hvdroxvy-.... 288 C19H2802 000604-39-7 46
4 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000481-30-1 42
5 Isonicotinic acid, dodecyl ester 291 C18H29N0O2 1000299-88-7 38
Abundance Scan 2768 (18.368 min): BF116408.D (-2763) (-) m/z 124.00 100.00%
124.0
5000l 430 229.1 VJ\“
%92 11 703 4124 | 1800 1920 140 1560
0 m/z 229.10 50.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one
124.0
43.0

18.IOO 18.I20 18.I4O 18.I60
m/z 43.00 50.53%

5000

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #134630: Testosterone
124.0
288.0 A A B SUME B
18.00 18.20 18.40 18.60
5000 246.0 m/z 55.00 29.51%
41.0 790
203.0
165.0 J
0! IHI\‘IIIMLIM'IAIHII\NI‘\II |l‘|||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be... L B o e
124.0 18.00 18.20 18.40 18.60

m/z 41.00 22 .99%

5000
91.0

53
>
o
N
o
w
o
N
N
o
o
N
os}
©
o

’ T T I T I
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116408.D

Aca On : 20 Aug 2019 00:38

Operator : HP/JU

Sample : K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Azulene, 1,4-dimethyl-7-(1-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.70 19.30 ng 709659 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene. 1.4-dimethvl-7-(1-methy... 198 C15H18 000489-84-9 64
2 Benzaldehvde. 2-bromo- 184 C7H5BrO 006630-33-7 50
3 6-1sopropvl-1.4-dimethvInaphthalene 198 C15H18 000489-77-0 43
4 Naphthalene. 1.6-dimethvl-4-(1-m... 198 C15H18 000483-78-3 43
5 4-Bromobenzoic acid, 2-tridecyl ... 382 C20H31Br02 1000282-08-7 30

Abundance Scan 2824 (18.697 min): BF116408.D (-2819) (-) m/z 198.10 100.00%

1

=

5000
305.1 341.0 18.40 18.60 18.80
0! m/z 183.10 90.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #59912: Azulene, 1,4-dimethyl-7-(1-methylethyl)-
183.0
5000 LA B L L L L B B B
18.40 18.60 18.80
m/z 404.25 53.28%
390 76.0 115.0 15f (ﬂ
ol g b A 4
m/z--> 50 100 150 200 250 300 350 400
Abundance #49086: Benzaldehyde, 2-bromo-
183.0
50.0 IIIIIIIIIIIIIIIIII
18.40 18.60 18.80
5000 m/z 185.10 39.69%
104.0
o84y fp . | 3004 &
m/z--> 50 100 150 200 250 300 350 400
Abundance #59907: 6- Isopropyl 1,4-dimethylnaphthalene e B
183. 18.40 18.60 18.80
m/z 145.00 34.88%
- \IV\A\/\—/\—V
m/z--> 50 100 150 200 250 300 350 400 18.40 18 60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081919\
Data File : BF116408.D

Acq On : 20 Aug 2019 00:38

Operator : HP/JU

Sample - K4223-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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 .58 6.58 84.3 ng 2446650 1 6.80 580343 20.0
n-Hexadecanoic acid 11.85 27.7 ng 1520590 4 11.32 1097430 20.0
n-Heptadecanol-1 12.35 14.1 ng 771906 4 11.32 1097430 20.0
Phytol 12.45 8.7 ng 479179 4 11.32 1097430 20.0
Octadecanoic acid 12.63 8.0 ng 436312 4 11.32 1097430 20.0
Ethanol, 2-(tetra... 13.79 19.0 ng 754251 5 13.96 793174 20.0
Tritetracontane 14.41 19.9 ng 788908 5 13.96 793174 20.0
Squalene 14.78 7.4 ng 272562 6 15.42 735228 20.0
2-methyloctacosane 15.82 36.4 ng 1339380 6 15.42 735228 20.0
1-Heptacosanol 15.87 6.5 ng 240538 6 15.42 735228 20.0
Vitamin E 16.08 12.6 ng 463081 6 15.42 735228 20.0
Stigmasterol 16.97 10.2 ng 374204 6 15.42 735228 20.0
-.gamma.-Sitosterol 17.39 98.7 ng 3629620 6 15.42 735228 20.0
Ergostanol 17.49 15.8 ng 580348 6 15.42 735228 20.0
-beta.-Amyrin 17.82 32.7 ng 1203110 6 15.42 735228 20.0
Thunbergol 18.15 44 .8 ng 1648170 6 15.42 735228 20.0
D-Homoandrostane, ... 18.29 10.6 ng 391115 6 15.42 735228 20.0
Stigmast-4-en-3-one 18.37 15.0 ng 550118 6 15.42 735228 20.0
Azulene, 1,4-dime... 18.70 19.3 ng 709659 6 15.42 735228 20.0
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