LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134596.D

Acqg On : 02 Aug 2023 23:52
Operator : CG\JU

Sample : 03834-01

Misc :

ALS Vvial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134596.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.010 494 497 503 rVB 59589 66468 3.32% 0.348%
2 5.416 561 566 569 rBv 2259704 1991376 99.57% 10.430%
3 6.422 732 737 740 rBV 2096186 2000027 100.00% 10.475%
4 6.792 797 800 804 rVB 1294001 1049757 52.49% 5.498%
5 7.351 890 895 898 rBV 1525944 1201859 60.09% 6.295%
6 8.069 1013 1017 1021 rBV 1597703 1342842 67.14% 7.033%
7 9.145 1196 1200 1204 rBV 2264254 1889418 94.47%  9.896%
8 9.269 1217 1221 1225 rBV 45053 41003 2.05% ©0.215%
9 9.828 1312 1316 1319 rBV 1440724 1246337 62.32% 6.527%
10 9.951 1334 1337 1341 rBV 27456 26132 1.31% 0.137%
11 10.204 1375 1380 1383 rBV 41685 33393  1.67% 0.175%
12 10.610 1445 1449 1453 rBV 1197095 959906 47.99% 5.027%
13 10.651 1453 1456 1459 rVB4 22714 27757 1.39% 0.145%
14 10.751 1467 1473 1478 rBvV2 81513 97777 4.89% ©.512%
15 11.316 1562 1569 1572 rBV 1270221 1196807 59.84% 6.268%
16 11.851 1656 1660 1664 rBV 197297 183216 9.16% 0.960%
17 12.033 1687 1691 1696 rBV3 24573 29061 1.45% 0.152%
18 12.527 1769 1775 1778 rBV 54525 61529 3.08% 0.322%
19 12.639 1791 1794 1803 rBVS5 47429 62063 3.10% 0.325%
20 12.751 1808 1813 1817 rBV 61580 70308 3.52% 0.368%
21 12.904 1835 1839 1843 rBV 1788173 1579501 78.97%  8.272%
22 13.151 1879 1881 1884 rVB 37823 31704 1.59% 0.166%
23 13.192 1884 1888 1891 rBV3 17167 22714 1.14% 0.119%
24 13.280 1898 1903 1906 rBV4 19034 23654 1.18% 0.124%
25 13.498 1937 1940 1942 rVB 33221 29832 1.49% 0.156%
26 13.821 1991 1995 2003 rBvV2 221612 279738 13.99% 1.465%
27 13.957 2014 2018 2021 rBV 1072235 910821 45.54% 4.770%
28 14.145 2047 2050 2058 rVB 54624 54990 2.75% 0.288%
29 14.457 2098 2103 2107 rBV 157245 203318 10.17% 1.065%
30 14.762 2152 2155 2161 rVB2 45939 56207 2.81% 0.294%
31 14.904 2177 2179 2183 rVB3 57426 54170 2.71% 0.284%
32 15.104 2209 2213 2215 rBV 101816 117188 5.86% 0.614%
33 15.127 2215 2217 2222 rVB 114266 133853 6.69% 0.701%
34 15.421 2262 2267 2271 rVB 532775 628784 31.44%  3.293%
35 15.698 2310 2314 2318 rBV2 70301 96773 4.84% 0.507%

36 15.939 2351 2355 2359 rBV 70515 105829 5.29% ©.554%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134596.D

Acqg On : 02 Aug 2023 23:52
Operator : CG\JU

Sample : 03834-01

Misc

ALS Vvial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.992 2359 2364 2373 rVB3 125100 233757 11.69%  1.224%
38 17.533 2619 2626 2638 rBv2 195572 499278 24.96%  2.615%
39 18.109 2717 2724 2733 rVB2 71480 178804 8.94%  0.936%
40 18.362 2760 2767 2771 rBV9 25044 65532  3.28% 0.343%

41 18.580 2798 2804 2817 rVB4 76316 210184 10.51% 1.101%

Sum of corrected areas: 19093667
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 02 Aug 2023 23:52
¢ CG\JU
. 03834-01

. 27

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
BF134596.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF134596.D\data.ms

5416 6.422

7.351
6.792

5.010

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

2000000

1500000

1000000

500000

TIC: BF134596.D\data.ms
9.145

12.904

8.069
9.828

10.610 11.316

11.851

0
Time-->

h9,95110.204 1(#»36%151
T ]

— —T e B e e e A e e s e e
10.00 10.50 11.00

‘M2.033
A

12.00

125282351 1348328
— e

12.50 13.00

11.50

Abundance

2000000

1500000

1000000

500000

TIC: BF134596.D\data.ms

13.957

17.533
18.109)  3538.580

Time-->

T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134596.D

Acqg On : 02 Aug 2023 23:52
Operator : CG\JU

Sample : 03834-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.851 3.06 ng 183216  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1660 (11.851 min): BF134596.D\data.ms (-1656) (- m/z 43.05 100.00%
43.0 73.0
5000
129.1
213.2 = Forrl
‘ ‘ H‘ 157.1185.1 ‘ 256.1 11.50 12.00
omwH“:‘Jw‘l‘:‘ ”M‘m‘:“‘ mw‘ue“_“u_‘m“_mew‘_ m/z 72.95 91.18%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ IR
11.50 12.00
97.0 157015502130 2560 m/z 60.00  89.44%
O \H‘HH“}‘HH!H \H‘\\‘H\‘\\‘1““‘\\”‘1‘\“\‘\\‘HH‘HH‘\‘\H‘\H‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 730
— T
11.50 12.00
5000 129.0 m/z 41.10 73.12%
171.0
101.0 214.0
015.0
R an e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 55.05 70.72%
5000 129.0
199.0
s e T
0%?Rk“JWNWﬁWWAWWMMMWHH_JHJHW‘HWHHM‘H_ == i
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134596.D

Acqg On : 02 Aug 2023 23:52
Operator : CG\JU

Sample : 03834-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.821 6.14 ng 279738  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
3 1-Octadecene 252 C18H36 000112-88-9 95
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94

Abundance Scan 1995 (13.821 min): BF134596.D\data.ms (-1991) (- m/z 57.05 100.00%
57.0

S

97.0
5000
13.50 14.00
39.0 1812 2481 3021
ol e ‘H‘ 1309 181221512481 30 m/z 43.05 85.47%
Mz 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 97.0 e S

13.50 14.00
m/z 55.10 71.03%

\\H ‘\‘ ‘ 139.0 1820 2230 280.0

234L L

O T T \ ‘ \ T T T T ‘ T T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance
57.0
— ——
97.0 13.50 14.00
5000 m/z 83.10 62.80%
0250 139.0 182.0 2240 280.0
e e
m/z--> 50 100 150 200 250 300
Abundance #138521: 1-Octadecene T T
57.0 13.50 14.00
97.0 m/z 97.05 57.78%
) /vwwwiwwaLwAﬂguﬂwa
39.0
ol ‘H‘“ (1999 120 220 oo ol
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134596.D

Acqg On : 02 Aug 2023 23:52
Operator : CG\JU

Sample : 03834-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Octacosyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.457 4.46 ng 203318  Chrysene-di2 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
3 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 90
4 Cyclopentadecane 210 C15H30 000295-48-7 90

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 81

Abundance Scan 2103 (14.457 min): BF134596.D\data.ms (-2098) (- m/z 57.05 100.00%
57.0
e \—JLJM
111.1 e
i1 ‘ 196.1 250.0 304.1355.2 1450
ol A RhbLL) . 19612500304.18852 o, 4316 76.62%
m/z--> 50 lOO 150 200 250 300 350 400 450
Abundance #339001: Octacosyl trifluoroacetate
57.0
5000 1
111.0 14.50
m/z 71.05 57.41%
0 1) | ‘ 1‘167 0222.0278.0 364.0 437.0488.(
\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
——
14.50
5000 ITI/Z 55.05 54.73%
. 111.0 1960 269.0
AR ERRE R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #320429: Tricosyl trifluoroacetate 7
57.0 14.50
m/z 83.10 43.47%
h i \wJMAWWWMWﬂ&”“wWJMWJL
oL LAl L) n 16702220 204.0 367.04180
““H“‘H“ R A B amm T e
m/z--> 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134596.D

Acqg On : 02 Aug 2023 23:52
Operator : CG\JU

Sample : 03834-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Tricosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.104 3.73 ng 117188 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 2213 (15.104 min): BF134596.D\data.ms (-2209) (- m/z 57.05 100.00%

57.0
5000

—
15.00 15.50

252.1
ob— u“ L “‘ Lif ‘\“ e PR 3020 855y 7118 65.99%
miz> 50 100 150 200 250 300 350
Abundance #229644: Tricosane
57.0
5000 T ‘ T T ‘ 1
15.00 1550

‘ m/z 43.05 64.04%
|

324.0
| h‘ \141018?9?2502670
O\\\‘\“\ T \“\\} \\\\‘\\‘\“‘\‘\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
57.0

——
15.00 15.50
5000 m/z 85.05 51.29%

99.0
050 141.0 183.0 225.0 296.0
R
m/z--> 50 100 150 200 250 300 350
Abundance i

#123971: Tetradecane, 2,6,10-trimethyl- — ‘
57.0 15.00 15.50

m/z 55.05 22.03%

5000
113.0 155.0

[o) - “\‘\ hh\ \\‘\ \M u‘ A \‘ | 225.0

m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134596.D

Acqg On : 02 Aug 2023 23:52
Operator : CG\JU

Sample : 03834-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Tetracosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.127 4.26 ng 133853  Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 91
2 1-Tricosene 322 C23H46 018835-32-0 87
3 n-Nonadecanol-1 284 C19H400 001454-84-8 80
4 1-Hexadecene, 16-bromo- 302 C16H31Br 118625-56-2 80
5 Triacontyl heptafluorobutyrate 634 C34H61F702 1000351-83-2 62

Abundance Scan 2217 (15.127 min): BF134596.D\data.ms (-2215) (-} | m/z 83.10 100.00%
83.1

43.1
5000

25.1 —
302.1
‘ ‘ ‘ ‘ 178.9  230.1265.0 ‘ 15.00 15.50
S— l r U‘“ \‘u‘ \‘\‘M}uw}mlw\H‘\ L \‘mi\ sy g e W \} [T m/z 55.10 81.82%

|
m/z--> 50 100 150 200 250 300
Abundance #244230: 1-Tetracosene

55.0, 97.0

5000

o

T
15.00 15.50
m/z 97.10 80.52%

39.0
O J\-8\.Q\ \“ “‘\ “‘M H\ “ ‘1“ ‘\j‘\ “h ’“ T T T ‘ T T T ‘ T T T ‘ T \33\?.
m/z--> 50 100 150 200 250 300
Abundance
43.0 83.0

—
15.00 15.50

5000 m/z 69.10 65.96%
125.0
0 166.0 322.0
e
miz--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1 — —
83.0 15.00 15.50
43.0 m/z 43.10 60.82%
5000
25.0
o LU s o e e
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134596.D

Acqg On : 02 Aug 2023 23:52
Operator : CG\JU

Sample : 03834-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 1,19-Eicosadiene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.698 3.08 ng 96773  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 92
2 Octadecanal 268 C18H360 000638-66-4 90
3 Tetradecanal 212 C14H280 000124-25-4 83
4 Hexadecanal 240 C16H320 000629-80-1 80
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 74

Abundance Scan 2314 (15.698 min): BF134596.D\data.ms (-2310) (- m/z 57.10 100.00%
57.1

5000

‘ m \ 278.1 328.0 376.3
— “‘H \\h ‘HH\ H\H e ‘M\‘m‘ W ‘m‘u‘ i m\}l‘\‘\ I e L ‘ m/z 43.10 79.44%

mi/z--> 50 00 1 200 250 300 350
Abundance #171303: 1,19-Eicosadiene
55.0

5000

o

T
1 209.0 15.50 16.00
A

1

7
15.50 16.00
m/z 82.10  75.12%

J” ‘W%3801800 23602780
\\\\‘\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance
43.0

o

T
pe.o 15.50 16.00

5000 m/z 83.05 54.88%

. 137.0 180.0222.0 268.0
T e L A E e e
m/z--> 50 100 150 200 250 300 350

Abundance #90085: Tetradecanal 7 —
57.0 15.50 16.00

m/z 96.05 53.97%

L, MMM
H‘h L | 2120

|
00 150 200 250 300 350 15.50 16.00

5000

OI'SJ H“\

mlz--> 50 1
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134596.D

Acqg On : 02 Aug 2023 23:52
Operator : CG\JU

Sample : 03834-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.939 3.37 ng 105829  Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Docosane 310 C22H46 000629-97-0 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 80
Abundance Scan 2355 (15.939 min): BF134596.D\data.ms (-2351) (- m/z 57.10 100.00%
57.1
2000 M\L
99.1 e
16.00
40.1 183 1 224 1 281 1 330 2
- w“, Al “ L1400 1831 2281 2811 3302 . 43.10  63.94%
miz-> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
5000 T
16.00
m/z 71.10 59.90%
o ‘\ L L4 “‘99‘-0‘ 141.0 183.0 226.0
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 100 150 200 250 300
Abundance
57.0
—
16.00
5000 m/z 85.10 47 .65%
99.0 310.0
—— e
miz--> 50 100 150 200 250 300
Abundance #176387: Eicosane —
57.0 16.00
m/z 55.05 26.19%
5000
99.0 282.0
‘ ‘ %410 183.0 2250
I O e _—
m/z--> 50 100 150 200 250 300 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134596.D

Acqg On : 02 Aug 2023 23:52
Operator : CG\JU

Sample : 03834-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.992 7.44 ng 233757  Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Octacosanol 410 C28H580 000557-61-9 91
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 Chloroacetic acid, tridecyl ester 276 C15H29C102 018277-85-5 87
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 83
Abundance Scan 2364 (15.992 min): BF134596.D\data.ms (-2359) (- m/z 83.05 100.00%
83.
200 VNMmA\MAWAﬁ\VMNMWMKuA
‘ 16.00
9.1 .
208.0 288.1 520
Ol dhld ‘FH bbb oo ALY LSS m/z 57.05  98.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosanol
55.0
5000 111.0 T
16.00
m/z 43.10 97.88%
’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
83.0
——
16.00
5000 m/z 97.10 93.38%
139.0
0,270 195.0250.0307.0 3920
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene —
57.0 16.00
m/z 55.10 88.37%
5000
125.0
ol LLiL ‘ | 181.0238.0 306.0364.0
,H‘,‘H‘,H“‘H‘,H“‘H‘ R A REmmnass P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134596.D

Acqg On : 02 Aug 2023 23:52
Operator : CG\JU

Sample : 03834-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 .beta.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.533 15.88 ng 499278  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 97
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 97
3 Campesterol 400 C28H480 000474-62-4 49
4 Isocholesteryl methyl ether 400 C28H480 029944-53-4 43
5 (3S,8S5,9S5,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 35
Abundance Scan 2626 (17.533 min): BF134596.D\data.ms (-2619) (- m/z 43.10 100.00%
107.1
5000
T \
17.50
ol m/z 55.85  65.61%
miz--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
5000 i7‘56 T
107.0 :
1610 AL nyz 107,10 62.13%
% 213.0 303.0
i 257. 354.0
Ot “ Tt
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
T \
17.50
5000 95.0 m/z 57.10  59.50%
145.0 414.(
213.0 303.0
0 257.0 354.0
L R R
m/z--> 50 100 150 200 250 300 350 400
Abundance #302694: Campesterol T ‘
43.0 17.50
m/z 145.05 51.30%
5000 105.0
400.0
’ 59.0 213.0 289.0
0 “‘ ‘H‘\H e
m/z--> 50 100 150 200 250 300 350 400 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134596.D

Acqg On : 02 Aug 2023 23:52
Operator : CG\JU

Sample : 03834-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1@ Lup-20(29)-en-3-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.109 5.69 ng 178804  Perylene-d12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 97
2 Isosteviol methyl ester 332 C21H3203 1000256-08-8 62
3 Diepicedrene-1-oxide 220 C15H240 1000156-11-0 60
4 .beta.-Amyrone 424 C30H480 000638-97-1 50
5 13,15-Octacosadiyne 386 C28H50 024643-46-7 46
Abundance Scan 2724 (18.109 min): BF134596.D\data.ms (-2717) (- m/z 121.05 100.00%
121.1
67.0 205.1
5000
3151 409.3 T 7 T
253. 18.00 18.50
0 m/z 109.10 86.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #315403: Lup-20(29)-en-3-one
109.0 205.0
55.0
5000 —r— —
18.00 18.50
m/z 107.05 80.85%
oL+ ““‘\“\IM“ ‘\‘\ !
m/z--> 50 100 150 200 250 300 350 400
Abundance
41.0
121'0 T ‘ T T ‘ T
18.00 18.50
5000 m/z 67.00 76.91%
273.0
203.0 332.0
O LAl o ol g e b
m/z--> 50 100 150 200 250 300 350 400
Abundance #99195: Diepicedrene-1-oxide —— ——
41.0 18.00 18.50
m/z 95.10 74.09%
5000
109.0
1IT1Y il
Lty Lo SR
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134596.D

Acqg On : 02 Aug 2023 23:52
Operator : CG\JU

Sample : 03834-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 unknown18.362 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.362 2.08 ng 65532  Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Epilupeol; 20(29)-Lupen-3alpha-o... 468 C32H5202 1010513-01-8 38
2 9,10-ethanoanthracene, tetradeca... 218 C1l6H26 1000396-23-0 30
3 Cis-8-ethyl-exo-tricyclo[5.2.1.0... 164 C12H20 1000215-29-4 25
4 Bi-1-cycloocten-1-yl 218 C16H26 061468-42-6 25
5 Methyl 2-(4-fluorophenyl)cyclopr... 194 C11H11F02 1010445-26-0 22
Abundance Scan 2767 (18.362 min): BF134596.D\data.ms (-2760) (- m/z 81.05 100.00%
81.0
135.1 207.1
5000
267.0317.1 o T
18.00 18.50
0! m/z 55.05 83.10%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #331419: Epilupeol; 20(29)-Lupen-3alpha-ol, acetate (iso
189.0
43.0 109.0
5000 — —
18.00 18.50
m/z 67.05 73.59%
T e
0\\‘\‘” “ ‘\l\\‘\\“\ ‘”‘\H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
135.0 218.0
— ——
18.00 18.50
5000 m/z 207.05 60.22%
67.0
R .
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #39818: Cis-8-ethyl-exo-tricyclo[5.2.1.0(2.6)]decane — —
67.0 1350 18.00 18.50
m/z 69.10 59.88%
5000
o” | I
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134596.D

Acqg On : 02 Aug 2023 23:52
Operator : CG\JU

Sample : 03834-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Stigmast-4-en-3-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.580 6.69 ng 210184  Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 96
2 .gamma.-Sitostenone 412 C29H480 084924-96-9 81
3 Pregn-4-ene-3,20-dione, (8.alpha... 314 C21H3002 003795-19-5 70
4 Testosterone 288 C19H2802 000058-22-0 60
5 Cyclobuta[1,2:3,4]dicyclooctene-... 248 C16H2402 069926-83-6 46

Abundance Scan 2804 (18.580 min): BF134596.D\data.ms (-2798) (- m/z 124.10 100.00%
124.1

43.0

5000

18.2018.4018.6018.80
m/z 43.05 54.41%

0,
miz--> 50 100 150 200 250 300 350 400
Abundance #309452: Stigmast-4-en-3-one

5000

18.2018.4018.6018.80
m/z 229.10 42.67%

O,
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
18.2018.4018.6018.80
5000 229.0 ITI/Z 55.05 34.42%
43.0 289.0 412.(
187.0 370.0
O LA L B pid g an b b b L
m/z--> 50 100 150 200 250 300 350 400
Abundance #217694: Pregn-4-ene-3,20-dione, (8.alpha.,10.alpha.)- R R R R
43.0 124.0 18.2018.4018.6018.80
’ m/z 95.05  32.11%
5000 314.0
191.0
272.0
0! S
m/z--> 50 100 150 200 250 300 350 400 18.2018.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134596.D

Acqg On : 02 Aug 2023 23:52
Operator : CG\JU

Sample : 03834-01

Misc

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 11.851 3.1 ng 183216 4 11.316 1196810 20.0
5-Eicosene, (E)- 13.821 6.1 ng 279738 5 13.957 910821 20.0
Octacosyl trifl... 14.457 4.5 ng 203318 5 13.957 910821 20.0
Tricosane 15.104 3.7 ng 117188 6 15.421 628784 20.0
1-Tetracosene 15.127 4.3 ng 133853 6 15.421 628784 20.0
1,19-Eicosadiene 15.698 3.1 ng 96773 6 15.421 628784 20.0
Hexadecane 15.939 3.4 ng 105829 6 15.421 628784 20.0
1-Heneicosanol 15.992 7.4 ng 233757 6 15.421 628784 20.0
.beta.-Sitosterol  17.533 15.9 ng 499278 6 15.421 628784 20.0
Lup-20(29)-en-3... 18.109 5.7 ng 178804 6 15.421 628784 20.0
unknown18.362 18.362 2.1 ng 65532 6 15.421 628784 20.0
Stigmast-4-en-3... 18.580 6.7 ng 210184 6 15.421 628784 20.0
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