LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc : P028-SS002-0006-01

ALS Vvial : 15 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-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128630.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.051 467 470 478 rVB 32219 37559 1.48% 0.205%
2 5.492 541 545 564 rVB 1986955 2209175 86.81% 12.048%
3 6.504 714 717 727 rBV 2043262 2266229 89.05% 12.359%
4 6.834 769 773 776 rBV 685485 541109 21.26% 2.951%
5 7.398 863 869 872 rBV 1649493 1498573 58.89% 8.173%

.116 986 991 994 rBV 785290 644852 25.34% 3
.192 1169 1174 1177 rBV 3185878 2544887 100.00% 13.
.869 1285 1289 1292 rBV 778890 594582 23.36% 3.243%
6
2

O O 0

10.663 1420 1424 1427 rBV 1322374 1197465 47.05%
10 11.351 1538 1541 1545 rBV 580328 525743 20.66%

11 11.886 1628 1632 1636 rBV 215247 189688  7.45% 1.035%
12 12.668 1762 1765 1772 rBV2 53363 56923 2.24% 0.310%
13 12.945 1807 1812 1815 rBV 2136140 1901952 74.74% 10.373%
14 13.910 1969 1976 1984 rBV2 100242 275737 10.83% 1.504%
15 13.992 1984 1990 1994 rVB2 573549 586859 23.06% 3.201%

16 14.092 1999 2007 2012 rBV 167623 179297 7.05% 0.978%
17 14.468 2068 2071 2076 rVB 44311 41756 1.64% ©.228%
18 14.562 2082 2087 2091 rBV6 29739 53261 2.09%  ©.290%
19 14.851 2133 2136 2140 rVB2 58284 54762 2.15% 0.299%
20 15.115 2177 2181 2185 rVB 65191 74126 2.91% 0.404%
21 15.462 2235 2240 2244 rBV 410095 504004 19.80% 2.749%
22 15.721 2276 2284 2289 rVB2 188773 331154 13.01% 1.806%
23 15.933 2315 2320 2325 rVB 98578 139957 5.50% ©.763%
24 16.092 2341 2347 2366 rBV8 60258 252744 9.93% 1.378%
25 16.439 2400 2406 2417 rVB6 40598 110092 4.33% ©.600%
26 16.733 2449 2456 2466 rVB2 154184 311051 12.22% 1.696%
27 17.033 2501 2507 2513 rBV2 69407 179598 7.06% ©.979%
28 17.221 2532 2539 2541 rBV8 43940 101386 3.98% ©.553%
29 17.268 2544 2547 2567 rVB8 80087 233398 9.17% 1.273%
30 17.639 2600 2610 2614 rBV8 52771 194413 7.64%  1.060%

31 18.021 2667 2675 2680 rBVlie 44743 131223 5.16% ©.716%
32 18.162 2695 2699 2706 rVB3 53741 115933 4.56% 0.632%
33 18.533 2758 2762 2776 rVB9 93363 256440 10.08%  1.399%

Sum of corrected areas: 18335928
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01 Jun 2022 18:54
: CG\JU
: N2990-09

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
BF128630.D

P028-SS002-0006-01

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BF128630.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc : P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 8
R.T. EstConc Area Relative to ISTD R.T.
11.886 7.22 ng 189688  Phenanthrene-di10 11.351
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 62

Abundance Scan 1632 (11.886 min): BF128630.D\data.ms (-1628) (1 m/z 43.10 100.00%
1

43.1 |73.0
5000
129.1
2132 = -
‘ ‘ M ‘ ‘ 171.1 ‘ 256.1 11.50 12.00
ob—— ‘; ‘ ‘H . MJ | “Huh‘\‘ u;‘m“ oyl L‘ “‘ \“w‘ R T M L m/z 59.95 97.93%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 — e
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213.0 m/z 73.05 91.35%
‘ H ‘ 171.0 ‘
01‘4‘0 “\ ‘H Il M“ ‘\H““Hhh‘“ \M Ll | “‘ “‘ “‘u\‘ B - ‘ “ N
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Abundance #92063: Tridecanoic acid
73.
43.0 0
o S
11.50 12.00
5000 129.0 m/Z 57.05 81.83%
171.0
D
0L— ‘\‘ ‘} \‘ ‘H‘\\ UH“H‘\‘\\M“‘\ {‘H\‘h} “ ‘h“ b “‘ | “ . P
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Abundance #126199: Pentadecanoic acid Dactits 5
43.0 73.0 11.50 12.00
m/z 55.05 81.00%
5000 129.0
‘ 199.0 2420
oL— | m ‘H‘n il “HM‘“‘ nh\‘\‘ M‘u; “‘ ‘1§7J-Q“ ‘i o ‘L — = e
miz--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc : P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.669 2.17 ng 56923  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 83
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 1765 (12.668 min): BF128630.D\data.ms (-1762) (- m/z 43.10 100.00%
43.1
73.0

5000

%

185.1 241.3

12.50 13.00
m/z 72.95 84.73%

284.:

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #179089: Octadecanoic acid
73.0

o

%

5000
129.0 12.50 13.00
m/z 57.00 83.53%
185.0 2410 284
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0
—— —
430 12.50 13.00
5000 m/z 60.05 73.31%
129.0
185.0 228.0
R A Y S T St
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid
43.0 73.0 12.50 13.00
m/z 55.10 69.23%
5000 129.0
1990 242.0
o ba | |, e
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc : P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Octacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.910 9.40 ng 275737  Chrysene-di12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 95
2 1-Tetracosene 336 C24H48 010192-32-2 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 1976 (13.910 min): BF128630.D\data.ms (-1969) (- m/z 55.10 100.00%

55.1
5000
14.00
L2 =m0 aer -
0 bl ‘“Q‘M"MM‘M‘;““‘u““““““ m/z 57.05 82.84%
m/z--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol
57.0
5000 1.0 —
14.00
m/z 43.05 82.33%
ob L] \H \ | M 4159019502360 29203340 392
\\\‘ \‘\\\\‘\\\ \\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene
43.9 o970
—
14.00
5000 ITI/Z 83.05 62.61%
39.0
AL Y I
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1 7
57.0 14.00
m/z 69.05 61.27%
111.0
5000
ol | 11010500360 3080 s
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\

Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc . P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
: 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 Triphenylphosphine oxide Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.092 6.11 ng 179297  Chrysene-di12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 99
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 76
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 42
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 40
5 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5C12NOS2 017046-34-3 38

Abundance Scan 2007 (14.092 min): BF128630.D\data.ms (-1999) (-]

27

V.1

m/z 277.10 100.00%

5000
77.0 199.0 —d; ‘
| ‘ 1521‘ H | 14.00
Ot d bl ) 3560 420 598 19 33.88%
mlz--> 50 100 150 200 250 300 350 400
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 —L :
152.0 14.00
m/z 77.05 24.03%
O llll\T'f
m/z--> 50 100 150 200 250 300 350 400
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
P i
14.00
5000 ITI/Z 199.00 23.00%
7o 183.0
ozzol |20 |lao |
miz--> 50 100 150 200 250 300 350 400
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy — b
277.0 14.00
m/z 183.10 20.10%
5000
7o 1830
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc : P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Squalene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

14.851 2.17 ng 54762  Perylene-d12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 87
2 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 86
3 Supraene 410 C30H50 007683-64-9 80
4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 72
5 6,11-Dimethyl-2,6,10-dodecatrien... 208 C14H240 1000196-53-3 72

Abundance Scan 2136 (14.851 min): BF128630.D\data.ms (-2133) (- m/z 69.10 100.00%

69.1
5000
14‘56 5.5‘06
189.1 281.1 ' :
oLk b J”‘ J H‘M‘“‘ \ A3 23l 313 w/z 8l.le  54.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 T T
14.50 15.00
m/z 41.05 34.01%
121.0
o220 | Ly )[11750 23102730 3410 410,
\\\‘\ \‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #251574: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosay
69.0
— ——
14.50 15.00
5000 m/z 95.00 18.46%
121.0
27.0 | [ L] || 163 02050 273.0 3420
Ouw“‘u‘”“w e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene “ ——
69.0 14.50 15.00
m/z 67.10 12.98%
5000
137.0
077 o bbl g, 1910 273.0 3410 410.
L i e B e e e A — ——
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc : P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Hentriacontane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.115 2.94 ng 74126  Perylene-di12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31He64 000630-04-6 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 2181 (15.115 min): BF128630.D\data.ms (-2177) (- m/z 57.10 100.00%
57.1

‘ 15.00 15.50
183.2 281.1 ' '
(- WM M e 292 sz 43,10 61.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000 A A
15.00 15.50
m/z 71.10 51.81%
O uh\ H\]\.I h h\ \1\6\9 \o Il 2\2\5 O 309 0 365 0 437 !
\\\\‘\f\]\\\\‘\\\\’\\\\‘\\\\‘\\\\[\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
—— —
15.00 15.50
5000 ITI/Z 85.05 42.59%
o L L1 3090 2250 2810 3800
e B T L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl- T T
57.0 15.00 15.50
m/z 41.05 23.59%
- M/L/L\Jw
13.0 239.0
ol 1\‘ L)1 1690 """ 294.0 352.0
AR “,‘H“““W“““‘w“““u“““ —— ——
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc : P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Cyclohexane, 3,4-bis(1-meth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.721 13.14 ng 331154  Perylene-d12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 3,4-bis(1-methyleth... 192 C14H24 061142-74-3 70
2 Cyclohexane, 1,1-dimethyl-2,4-bi... 192 C14H24 062337-98-8 70
3 4a(2H)-Naphthalenemethanol, octa... 168 C11H200 099992-19-5 60
4 1-(2-Furyl)-4,4,4-trifluoro-1,3-... 206 C8H5F303 000326-90-9 45
5 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 42

Abundance Scan 2284 (15.721 min): BF128630.D\data.ms (-2276) (-, m/z 69.10 100.00%

691 1372
5000
e e
m o571 asq P 1550 16.00
ok \‘m‘\m“n ‘ ‘h ‘un Ly m/z 81.05 95.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66999: Cyclohexane, 3,4-bis(1-methylethenyl)-1,1-dimer
69.0
5000 R -
21.0 15.50 16.00
1770 m/z 137.15 84.36%
0\‘\”“““‘ “ ‘
miz--> 100 150 200 250 300 350 400
Abundance #67001. Cyclohexane, 1,1-dimethyl-2,4-bis(1-methylether
69.0
ey o
15.50 16.00
m/z 95.05 79.87%
5000 210
b7. ‘ ‘ 177.0
0 “u U‘“““\““““‘ HM “ N —
miz--> 50 100 150 200 250 300 350 400
Abundance  #43400: 4a(2H)-Naphthalenemethanol, octahydro- — —
810 1370 15.50 16.00
m/z 55.05 73.21%
- /\WﬂMAUVW/\MWWAW«ﬁ\m
m/z--> 5 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc : P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.933 5.55 ng 139957  Perylene-di2 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 5,5,7,7-Tetraethylundecane 268 C19H40 1000360-42-0 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2320 (15.933 min): BF128630.D\data.ms (-2315) (- m/z 57.10 100.00%
57.1

3

5000
16.00
141.1 :
o‘H“H"whﬂm«‘2,1‘9;‘1_2‘9?1‘1‘wHH‘HHw‘_m_wm m/z 43.85 59.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
5000 1
16.00
m/z 71.10 58.32%
ol L |1 }£7.9197.0 281.0  394.0
‘\H\‘\H\‘H\f‘H\\’HH‘\\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
—T—
16.00
5000 m/z 85.10 43.14%

ol 1JJ‘HF;OIQTO267.0337.0407.0 491.0562.0
oL 20 207.0337.0407.0_491.0862.0

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262017: Heptadecane, 9-octyl- 7
57.0 16.00
m/z 55.10  20.40%
B MKHWJ&WWWANJW\W“NMI
239.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00

8270-BF052622.M Thu Jun 02 13:29:58 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Trifluoroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.092 10.03 ng 252744  Perylene-di12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
2 1-Tetracosene 336 C24H48 010192-32-2 90
3 1-Hexacosene 364 C26H52 018835-33-1 90
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 87
Abundance Scan 2347 (16.092 min): BF128630.D\data.ms (-2341) (1 m/z 57.10 100.00%
57.1
N T
‘ ‘ | 19282342 28513970 394. 16.00
Ol Ll sl m/z 83.10 76.81%
m/z--> 50 100 150 200 250 300 350
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
5000 11.0 T
16.00
m/z 55.80  75.05%
OL\S\d\ ‘i““ \‘ 1“ \“L\ “\‘ ““ \1\8\‘2\0‘ b \2\5‘1‘5\(\)\3\?6\(\)\ Ty
miz--> 50 100 150 200 250 300 350
Abundance #244230: 1-Tetracosene
55.0 97.0
N T
16.00
5000 m/z 43.10 74 .86%
| 1‘39.0 336.0
NN U N 1 1
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene T
57.0 16.00
m/z 97.10 74.52%
B I M
o UL seosseg sz asso )l
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF052622.M Thu Jun 02 13:29:59 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc : P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 10 Hexadecane, 2,6,10,14-tetra... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

16.439 4.37 ng 110092  Perylene-di2 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Isopropyl tetradecyl ether 256 C17H360 1000406-34-0 58
3 Docosane, 11-decyl- 451 C32H66 055401-55-3 58
4 Hentriacontane 437 C31H64 000630-04-6 58
5 Heptacosane 380 C27H56 000593-49-7 58

Abundance Scan 2406 (16.439 min): BF128630.D\data.ms (-2400) (- m/z 57.05 100.00%
57.0

5000

4

—
158.0 205.1247.2 3010 355.1 16.50

0! m/z 43.10 86.13%
mlz--> 50 100 150 200 250 300 350
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 T
16.50
1130 m/z 71.05 63.91%
' 183.0
(O \“\‘ T H‘\H‘\““ \“\“\ | “\ T \“\“‘ T \2\5‘3\.(\)\ L L
m/z--> 50 100 150 200 250 300 350
Abundance #143666: |sopropyl tetradecyl ether
43.0
—
16.50
5000 m/Z 55.00 45.96%
5.0
‘ 27.0 197.0241.0
- \“‘lu‘”w““ Y S —
miz--> 50 100 150 200 250 300 350
Abundance #325756: Docosane, 11-decyl- —
57.0 16.50
m/z 85.15 41.97%
5000
‘ 90 141.0 309.0
oL i || 10183.0225.00670 0P Das0.0302 [
m/z--> 50 100 150 200 250 300 350 16.50

8270-BF052622.M Thu Jun 02 13:29:59 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc : P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Eicosanal- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.733 12.34 ng 311051  Perylene-d12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanal- 296 C20H400 002400-66-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
5 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 87

Abundance Scan 2456 (16.733 min): BF128630.D\data.ms (-2449) (- m/z 57.10 100.00%
57.1

-

5000
9.1 — —
0 "Hﬁﬂhu\whh%pﬁuuw‘wh“fﬁ‘u““““““ﬁ{ m/z 43.05 78.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194557: Eicosanal-
82.0
5000 T —
16.50 17.00
Y m/z 82.05 65.76%
LTS 20m0 700
0 \‘\H“\H\ \‘“ \“\‘\H‘\ “\‘\ = “\.\‘\\"‘\ \‘\ L L B B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #158568: Octadecana
43.0
e =
86.0 16.50 17.00 .
5000 ITI/Z 55.05 57.63%
250.0
0 H‘“ ‘H\h‘]hsﬁ'?l;?ﬁ-f)‘u‘ S —
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl- —— —
82.0 16.50 17.00
m/z 83.05 47.11%
5000 59
UALLLEED, so0zs40
0 ‘U‘MJM‘W‘MMWVMM;‘quuuuf‘M““““““““ —— —
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00

8270-BF052622.M Thu Jun 02 13:30:00 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc : P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Docosane, 11-decyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.033 7.13 ng 179598  Perylene-di2 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-decyl- 451 C32H66 055401-55-3 87
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Hexacosane 366 C26H54 000630-01-3 86
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 83

Abundance Scan 2507 (17.033 min): BF128630.D\data.ms (-2501) (- m/z 57.10 100.00%
57.1

. JUL\
T \
13.1 17.00
ol M ‘1‘” Ladfi120802%82 348 1, 4310 58.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #325756: Docosane, 11-decyl-
57.0
5000 ——
17.00
m/z 71.05 55.85%
13.0 309.0
O T } ‘ ”‘“ \““‘\]H‘ \“\l‘\ \‘ ?‘\6?\9\“2\‘2\5\ \O‘ T \“‘ '\ T ‘ T \ T ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
T \
17.00
5000 m/Z 85.10 42 .80%
ol | h‘ ‘\ | ‘;699 2250  309.0 365.0 436
el A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane T
57.0 17.00
m/z 41.05 24.21%
13.0
0 ‘ \L‘ uh\ \‘\\ h‘ {4 17699 225.0 295.0 367.0
A A A e S e e T ——
m/z--> 50 100 150 200 250 300 350 400 17.00

8270-BF052622.M Thu Jun 02 13:30:01 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc : P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 13 unknownl7.221 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.221 4.02 ng 101386  Perylene-di2 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(1,1-Dimethyl-propyl)-2,6-bis-... 356 C21H240S2 1000300-29-4 15
2 Methyl 12-acetyl-7-desoxycholate 448 C27H4405 055547-48-3 14
3 22-Stigmasten-3-one 412 C29H480 004736-95-2 10
4 Levomethorphan 271 C18H25NO 000125-70-2 10
5 2,4,6,8,9,10-Hexathiatricyclo[3.... 300 C8H12S6 006327-74-8 10

Abundance Scan 2539 (17.221 min): BF128630.D\data.ms (-2532) (-  m/z 55.05 100.00%

55.0
7.0
5000
159.1
2551
. 412.. L T
M ng-l 35‘1 2 | 17.00 1750
oL A} il Lol w2 4310 70.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #265755: 4-(1,1-Dimethyl-propyl)-2,6-bis-thiophen-2-ylme
97.0
43.0
5000 — ——
17.00 17.50
510 2850 3560 m/z 81.10 61.23%
L 200 1 17
oL “ ““‘HM‘“\““}““\“‘“\‘”\‘”h\ ‘\h‘m\‘\ ‘i““‘wmw H\h‘u‘i‘u o \1 : ‘\‘ e ‘L‘ : ‘L‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #325099: Methyl 12-acetyl-7-desoxycholate
43.0
— —
17.00 17.50
5000 m/z 83.00 57.59%
TS'O 154.0 2550
. 370.0
0ﬁmh‘u‘\‘\m\\dwLL\ beklly 2120 ‘L‘ | 360 ST70
miz--> 50 100 150 200 250 300 350 400
Abundance #309451: 22-Stigmasten-3-one 7 T
17.00 17
5000
0 \
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50

8270-BF052622.M Thu Jun 02 13:30:02 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc : P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 14 1,2,4,8-Tetramethylbicyclo[... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.268 9.26 ng 233398 Perylene-di2 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 59
2 1,3a-Ethano-3aH-indene, 1,2,3,6,... 204 C15H24 004545-68-0 45
3 Benzenepropanal, 3-(1,1-dimethyl... 204 C14H200 062518-65-4 30
4 Pyridine-3-carbonitrile, 1,2-dih... 190 C1@H1@N2S 202270-50-6 30
5 2-Naphthalenemethanol, 1,2,3,4,4... 222 C15H260 001209-71-8 30
Abundance Scan 2547 (17.268 min): BF128630.D\data.ms (-2544) (1 m/z 189.15 100.00%
189.2
50001 411 109.1 »AMANA
281.1 et il
393.4440.. 17.00 17.50
0! iin U”lhw SALL I m/z 204,15 50.48%
mlz--> 50 100 150 200 250 300 350 400
Abundance #80265: 1,2,4,8-Tetramethylbicyclo[6.3.0Jundeca-2,4-dier
204.0
108.0
5000 A ‘ WW
17.00 17.50
410 m/z 177.15  47.79%
O\ ’1“'1'T
m/z--> 50 100 150 200 250 300 350 400
Abundance #80498: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydr
189.0
105.0 1 T
17.00 17.50
5000 m/z 109.10 40.08%
o \' *
miz--> 50 100 150 200 250 300 350 400
Abundance #80046: Benzenepropanal, 3-(1,1-dimethylethyl)-.alpha.-r —— —
189.0 17.00 17.50
m/z 190.10 39.50%
5000 131.0
AN TV T A
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50

8270-BF052622.M Thu Jun 02 13:30:03 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc : P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 15 .gamma.-Sitosterol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.639 7.71 ng 194413  Perylene-di2 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 93
2 .beta.-Sitosterol 414 C29H500 000083-46-5 52
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 30
4 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 25
5 Campesterol 400 C28H480 000474-62-4 12

Abundance Scan 2610 (17.639 min): BF128630.D\data.ms (-2600) (- m/z 43.10 100.00%

43.1
145.0
5000
—— —
‘ 17.50 18.00
0Ll m/z 145.00  60.76%
mlz--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 i ——
145.0 414.( 17.50 18.00
213.0 303.0 m/z 55.10  59.37%
0 A ,“‘\“1 .
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
—— —
17.50 18.00
5000 m/z 105.00 52.92%
107.0 414.(
161.0 213.0 303.0
‘H 257. 354.0
oLy
mfz--> 50 100 150 200 250 300 350 400
Abundance #310626: (3S,85,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6- — —T—
43.0 17.50 18.00
m/z 57.00 48.39%
5000 91.0 145.0 382.0 MM
olHi —— ——
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00

8270-BF052622.M Thu Jun 02 13:30:04 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 16 Spinasterone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.021 5.21 ng 131223  Perylene-di2 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Spinasterone 410 C29H460 023455-44-9 87
2 Stigmasterone 410 C29H460 1000430-63-2 27
3 24S--Ethyl-5.alpha.-cholesta-2,2... 410 C29H460 101046-86-0 18
4 4,22-Stigmastadiene-3-one 410 C29H460 020817-72-5 18
5 4,22-Cholestadien-3-one 382 C27H420 055688-43-2 12
Abundance Scan 2675 (18.021 min): BF128630.D\data.ms (-2667) (- m/z 55.10 100.00%
55.1
5000 189.1
107.0 271.3
RN T
‘ ‘ %13_1 367.2410.1 18.00
ol \M“JM_MH\u‘”n_‘u m/z 81.05 45.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308234: Spinasterone
55.0
5000 —— :
A / 18918i%0 45.66%
0 298.0 m/z . .66%
147.0 245.0 367.0
H | 201.0
O\\ ‘\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308235: Stigmasterone
55.0
\ RN T
124.0 18.00
5000 m/z 69.10 32.75%
ol L
miz--> 50 100 150 200 250 300 350 400
Abundance #308249: 24S--Ethyl-5.alpha.-cholesta-2,22E-dien-6-one —— ‘
55.0 18.00
m/z 43.10 30.17%
2710 410.(
2000 123.0 367.0
229.
o Y | |
bl L L —
m/z--> 50 100 150 200 250 300 350 400 18.00

8270-BF052622.M Thu Jun 02 13:30:05 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc : P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 17 Octadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.162 4.60 ng 115933  Perylene-di2 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 52
2 Hexadecanal 240 C16H320 000629-80-1 50
3 Pentadecanal- 226 C15H300 002765-11-9 49
4 1-Hentetracontanol 593 C41H840 040710-42-7 43
5 Cyclododecanol 184 C12H240 001724-39-6 43
Abundance Scan 2699 (18.162 min): BF128630.D\data.ms (-2695) (-] 57.05 100.00%
57.0
2000 o7.1 W
‘ “ ‘ ﬂ ‘ 355.2 18.00 18.50
oL “u‘\“‘ I Mh ‘HMMM i H\\ ‘\H‘W ‘M‘ SN “\‘ —h 43.10 69.28%
mlz--> 50 100 150 200 250 300 350
Abundance #158567: Octadecanal
43.0
06.0
5000 —r ——
18.00 18.50
82.10 52.83%

8.0 250.0
Lial) H\ 1, 1000, |
0 “\\“ h ““‘\‘\}‘\“‘\\H\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #123917: Hexadecanal
82.0

41.0 18 00 18 50
5000 96.05 42.46%

157 190
ol L ARRAMNL P00
miz--> 50 100 150 200 250 300 350

Abundance #107139: Pentadecanal-
82.0 1800 1850
41.0 69.10 40.50%
h WM
24.0
oL
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc : P028-SS002-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 18 Stigmast-4-en-3-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.533 10.18 ng 256440  Perylene-di2 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 68
2 .gamma.-Sitostenone 412 C29H480 084924-96-9 58
3 Testosterone cypionate 412 C27H4003 000058-20-8 46
4 4H-Pyran-4-one, 3,5-dimethyl- 124 C7H802 019083-61-5 43
5 Orcinol 124 C7H802 000504-15-4 43

Abundance Scan 2762 (18.533 min): BF128630.D\data.ms (-2758) (1  m/z 124.10 100.00%

43.0 124.1
229.2
5000
412.¢
2881 3704 18.2018.4018.6018.80
0° m/z 43.05 83.75%

m/z--> 50 100 150 200 250 300 350 400
Abundance #309452: Stigmast-4-en-3-one

124.0

-

5000

18.2018.4018.6018.80
m/z 229.20 64.29%

O,
miz--> 50 100 150 200 250 300 350 400
Abundance #309453: .gamma.-Sitostenone

-

18.2018.4018.6018.80

5000 m/z 71.00 47.29%

3

0,
miz--> 50 100 150 200 250 300 350 400
Abundance #309416: Testosterone cypionate R A Eaa T
550 124.0 18.2018.4018.6018.80

m/z 55.10  46.90%

5000

-

230.0 288.0 370,042

185.0

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\BF060122\
Data File : BF128630.D

Acqg On : 01 Jun 2022 18:54

Operator : CG\JU

Sample : N2990-09 :
Misc : P028-SS002-0006-01

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 ... 11.886 7.2 ng 189688 4 11.351 525743 20.0
Octadecanoic acid 12.669 2.2 ng 56923 4 11.351 525743 20.0
Octacosanol 13.910 9.4 ng 275737 5 13.992 586859 20.0
Triphenylphosph... 14.092 6.1 ng 179297 5 13.992 586859 20.0
Squalene 14.851 2.2 ng 54762 6 15.462 504004 20.0
Hentriacontane 15.115 2.9 ng 74126 6 15.462 504004 20.0
Cyclohexane, 3,... 15.721 13.1 ng 331154 6 15.462 504004 20.0
Octacosane 15.933 5.5 ng 139957 6 15.462 504004 20.0
Trifluoroacetic... 16.092 10.0 ng 252744 6 15.462 504004 20.0
Hexadecane, 2,6... 16.439 4.4 ng 110092 6 15.462 1504004 20.0
Eicosanal- 16.733 12.3 ng 311051 6 15.462 504004 20.0
Docosane, 11-de... 17.033 7.1 ng 179598 6 15.462 504004 20.0
unknownl17.221 17.221 4.0 ng 101386 6 15.462 504004 20.0
1,2,4,8-Tetrame... 17.268 9.3 ng 233398 6 15.462 504004 20.0
.gamma.-Sitosterol 17.639 7.7 ng 194413 6 15.462 504004 20.0
Spinasterone 18.021 5.2 ng 131223 6 15.462 504004 20.0
Octadecanal 18.162 4.6 ng 115933 6 15.462 504004 20.0
Stigmast-4-en-3... 18.533 10.2 ng 256440 6 15.462 504004 20.0
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