LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc : P024-SS006-0006-01

ALS Vvial : 21  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: BF128533.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.063 469 472 478 rVB 52081 61408 1.28% ©.155%
2 5.451 533 538 541 rBv 3829974 3993447 83.03% 10.107%
3 6.463 704 710 713 rBV 3617243 4119700 85.65% 10.426%
4 6.575 726 729 733 rBV 79537 61583 1.28% 0.156%
5 6.839 770 774 777 rBV 1573285 1373402 28.55% 3.476%

6 7.398 863 869 872 rBV 2865850 2754964 57.28%
7 7.522 886 890 895 rvB 102154 88001 1.83%
8 8.122 987 992 0995 rBV 1967965 1742650 36.23%
9 9.198 1169 1175 1178 rBV 5408898 4809720 100.00% 12.

9.463 1216 1220 1224 rVB 157569 127846 2.66%
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11 9.875 1285 1290 1294 rBV 2230086 1837266 38.20%
12 10.663 1417 1424 1427 rBV 2993640 2636506 54.82%
13 11.363 1539 1543 1546 rBV 2002980 1651497 34.34%
14 11.763 1608 1611 1614 rVB 202902 171045 3.56%

PO PM~OPS
=
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B

15 11.892 1629 1633 1649 rVB 596318 584711 12.16% 480%
16 12.557 1739 1746 1748 rBV 47481 72242 1.50% 0.183%
17 12.580 1748 1750 1752 rW 79804 86764 1.80% 0.220%
18 12.604 1752 1754 1764 rVV2 121174 231625 4.82% ©.586%
19 12.680 1764 1767 1779 rVB 237668 282497 5.87% 0.715%
20 12.951 1809 1813 1816 rBV 3967065 3637431 75.63%  9.206%
21 13.186 1850 1853 1857 rBV 54271 58071 1.21% ©.147%
22 13.357 1868 1882 1888 rBV 76564 337811 7.02%  0.855%
23 13.533 1907 1912 1914 rBV2 55122 61028 1.27% 0.154%
24 13.863 1964 1968 1969 rBV 98366 93651 1.95% ©.237%
25 13.886 1969 1972 1986 rVB4 129262 358544  7.45% ©.907%

26 13.998 1986 1991 1995 rBV2 1509421 1673848 34.80%
27 14.104 2000 2009 2018 rBV 1044284 1329800 27.65%
28 14.174 2018 2021 2025 rVB 66814 69625 1.45%
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=
N
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29 14.480 2068 2073 2077 rBV2 106652 137426 2.86% 348%
30 14.533 2077 2082 2087 rBV6 46796 110812 2.30% 280%
31 14.580 2087 2090 2093 rVB2 75946 80551 .67% 204%
32 14.792 2123 2126 2130 rVB 69999 69929 .45% 177%

34 15.468 2235 2241 2246 rBV 954319 1145729 23.

1
1

33 15.133 2180 2184 2188 rVB 152450 169855 3.53%
3

35 15.515 2246 2249 2255 rVB 46587 63675 1
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o
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36 15.721 2280 2284 2290 rVB6 36491 53868 1.12% 0.136%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc : P024-SS006-0006-01

ALS Vvial : 21  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

37 15.957 2319 2324 2329 rBV 156255 231978 4.82% ©.587%
38 16.080 2337 2345 2346 rBV2 84705 180753 3.76% ©.457%
39 16.756 2454 2460 2470 rVB2 154345 304050 6.32% 0.769%
40 17.021 2498 2505 2506 rBV7 57306 102969 2.14% 0.261%

41 17.062 2508 2512 2521 rVB2 108220 224475 4.67% ©.568%
42 17.209 2523 2537 2540 rBV1e 150302 624717 12.99%  1.581%
43 17.592 2592 2602 2617 rBV9 195374 993953 20.67%  2.515%
44 18.045 2673 2679 2684 rBV6 62695 140501 2.92% ©.356%
45 18.198 2701 2705 2715 rVB5 74152 178088 3.70% ©.451%

46 18.556 2759 2766 2773 rBV5 106651 266834 5.55% ©0.675%
47 18.739 2791 2797 2806 rVB7 48409 126705 2.63% ©0.321%

Sum of corrected areas: 39513551
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc : P024-SS006-0006-01

ALS vial : 21 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

Abundance TIC: BF128533.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc P024-SS006-0006-01

ALS vial : 21 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 Hexadecanoic acid, methyl e... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.763 2.07 ng 171045  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 83
Abundance Scan 1611 (11.763 min): BF128533.D\data.ms (-1608) (- m/z 74.00 100.00%
74.0
5000 43.0
431 2272 SR NS
M | ‘ o1 ‘ 17111991 | 270.2 11.50 12.00
0 et bl e e b e b M/ 87.05 0 75.66%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T I f T JL T
43.0 11.50 12.00
143.0 m/z 43.05 37.87%
‘u \“ ‘\ ‘ | \1(\)\1 0 | 17\1 0\199 022\7 0 270c
O\‘HH‘\H\‘H‘H‘\‘H\“HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H‘\\‘
m/z--> 20 40 60 80 100120140160 180 200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
R —=
11.50 12.00
5000 43.0 m/z 41.05 29.46%
Lo 180 g0 220 oo
\‘HH‘\H\‘HH‘HH“HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109337: Tridecanoic acid, methyl ester T T
74.0 11.50 12.00
m/z 55.05 29.15%
50001 43.0
oo PO 1850 g0
R A e A e e A RARRY Py —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc P024-SS006-0006-01

ALS vial : 21 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.892 7.08 ng 584711 Phenanthrene-d10 11.363
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1633 (11.892 min): BF128533.D\data.ms (-1629) (- m/z 43.05 100.00%
43.0 |73.0
5000
129.1
213.2 = =
‘ ‘ “ 157.1185.2 ‘ 2562 | 1150 12.00
P a— “‘m\“ “:muwhm“‘H‘H_‘m‘mwwww‘_ m/z 72.95 97.74%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 — e
129.0 11.50 12.00
213.0 m/z 59.95 95.61%
H (ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ HH\H\M\‘\‘HH\H““HH‘N “\H\‘H‘HH‘H‘H‘\‘\\‘N‘HH‘\‘\H‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— ———
43.0 11.50 12.00
5000 129.0 m/z 57.10 86.53%
171.0
‘ 214.0
e A o L
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid fsy =
43.0 73.0 11.50 12.00
m/z 41.10 79.22%
5000 129.0
199.0
s e
osol WML [0 1L, | e LA
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\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc : P024-SS006-0006-01

ALS vial : 21 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 +trans-13-Octadecenoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.604 2.81 ng 231625 Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 74
2 3-Chloropropionic acid, pentadec... 318 C18H35C102 1000281-77-6 72
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 64
4 n-Heptadecanol-1 256 C17H360 001454-85-9 58
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 53

Abundance Scan 1754 (12.604 min): BF128533.D\data.ms (-1752) (-] ' m/z 55.10 100.00%

55.1
5000 97.1

e
1200 1779 2221 2641 12.50 13.00
0! \H\‘\‘MH‘\HM\‘\H \‘m Tt ‘\ , ‘H‘ Co ‘\ e m/z 41.10 64.35%
miz--> 50 100 150 200 250
Abundance #176229: trans-13-Octadecenoic acid
553.0
5000 T Cr
97.0 12.50 13.00

m/z 69.00 57.40%

264.0

\ T “\ H“ ‘H”“ ‘\‘ml‘-\?)w\ 0‘”‘ T :I\.8\0\0 T \22\2 \o\ T \‘ I —

m/z--> 100 150 200 250

Abundance #222195. 3-Chloropropionic acid, pentadecy! ester
55.0

“
12.50 13.00

O

5000 m/z 57.10 52.33%
109.0
o LU om0 s W
mize> 50 150 200 250
Abundance #1762009: cis-Vaccenic acid - shas
55.0 12.50 13.00

m/z 43.05 50.55%

5000 97.0
37.0 264.0
15.0 \‘ “ 1 L nﬂ-w ull H 180. 0 222 0 |

m/z--> 50 100 150 200 250 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc : P024-SS006-0006-01

ALS vial : 21 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 4 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.680 3.42 ng 282497  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62

Abundance Scan 1767 (12.680 min): BF128533.D\data.ms (-1764) (- m/z 43.10 100.00%

43.1
5000 129.0
3.1

185.2 241.2 —— s
‘ ‘ 284.3 12.50 13.00
oA, s Ll b L mjz 57.05  85.95%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 . T
1290 12.50 13.00
m/z 73.00 83.11%
29. 185.0 541 o 284.0
O' \Hm“\““\‘““‘“‘\“““““““““
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0
= s
12.50 13.00
5000 129.0 m/Z 60.00 79 .80%
29.0
‘\

0 w‘uloo ‘ - -

L
miz--> 50 150 200 250 300 350

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e . pocspe
43.0 12.50 13.00

m/z 55.10 71.12%

5000 284.0
3.0 129 0
1850 2410
H\H uhH M\ il | ‘ L ‘ 372.1

oLl ARSI AN D VM MM L - o
miz--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc P024-SS006-0006-01

ALS vial : 21 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 3-Cyclohexene-1-carboxaldeh... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.357 4.04 ng 337811 Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 040702-26-9 72
2 5-Bromo-4-oxo0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 53
3 3(4H)-Phenanthrenone, 4a,4b,5,6,... 246 C17H260 057684-12-5 49
4 Sesquirosefuran 218 C15H220 039007-93-7 42
5 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 35
Abundance Scan 1882 (13.357 min): BF128533.D\data.ms (-1868) (- m/z 95.10 100.00%
95.1
2000 4t M/k&”
205.2
161.
2731 M 7 1
‘ 3410 497, | 13.00 13.50
DT ‘U‘H‘w‘\ “‘MWH_HWH m/z 69.10  89.46%
miz--> 50 100 150 200 250 300 350 400
Abundance #29340: 3-Cyclohexene-1-carboxaldehyde, 1,3,4-trimethy
67.0
123.0
5000 — ——
13.00 13.50
m/z 55.10 88.91%
015 T
m/z--> 50 100 150 200 250 300 350 400
Abundance #94635: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0
45.0 [N alen
218.0 13.00 13.50
5000 m/z 109.10 84.04%
160.0
AT V1 71 0 P S
m/z--> 50 100 150 200 250 300 350 400
Abundance #131039: 3(4H)-Phenanthrenone, 4a,4b,5,6,7,8,8a,9,10,1 P ——
109.0 13.00 13.50
246.0 m/z 81l.10 70.51%
55.
5000
161.0
0 — —
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50

8270-BF052622.M Tue May 31 02:27:30 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc : P024-SS006-0006-01

ALS vial : 21 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 Cyclohexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.886 4.28 ng 358544  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 59
2 9-Octadecene, (E)- 252 C18H36 007206-25-9 52
3 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 47
4 3-Octadecene, (E)- 252 C18H36 007206-19-1 46
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 46
Abundance Scan 1972 (13.886 min): BF128533.D\data.ms (-1969) (- m/z 55.10 100.00%
55.1
97.1
5000
1350 14.00
L | \‘ 2412 282. ; : .
O el m/z 97.18  78.64%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104594: Cyclohexadecane
55.0
5000 — —
13.50 14.00
L m/z 69.10  77.53%
224.0
O\zﬁL\H‘i‘\H“ [\‘\H‘\‘\\\‘\\H‘IFH\W\\\H\‘\\\\‘\\\}‘HH’HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138524: 9-Octadecene, (E)-
55.0
— ——
13.50 14.00
5000 or.0 m/z 83.10  75.97%
0250l L 11 120 seno 20
e ARRRARSRAY HWHH‘HH_‘H_H‘_HW‘HWHH‘HH_‘H“H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #222190: Acetic acid, chloro-, hexadecyl ester — —
43.0| 83.0 13.50 14.00
m/z 43.10 58.99%
5000
125.0
L L h | | 1550 19602250 269.0
O bl A HWJNMMWHN_HWH‘MHHNHWHHMHWH‘ — e
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00

8270-BF052622.M Tue May 31 02:27:31 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc : P024-SS006-0006-01

ALS vial : 21 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 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.104 15.89 ng 1329800 Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 42
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 33
5 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 25
Abundance Scan 2009 (14.104 min): BF128533.D\data.ms (-2000) (- m/z 277.10 100.00%
2771
5000 L
77.0 199.1
‘ 11501 2.0 ‘ H 1400 1450
o309 1 1180 4 || 2331 | m/z 278.05  31.86%
miz-> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000
14 00 14 50
77.0 199.0 m/z 199.05 19.13%
152.0
O \2\7\.0\ ‘}‘ T \“\ T ‘ T T T T ‘H\ T \ T H T T T ‘ T ‘\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14 00 14 50
5000 m/z 201.05 18.97%
77.0 183.0
oo ol | s |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (trlphenylphosphoranylldene)h
77.0 14 00 14 50
m/z 77.05 18.52%
5000
77.0 183.0
e
ol b o L
m/z--> 50 100 150 200 250 300 14 00 14 50

8270-BF052622.M Tue May 31 02:27:31 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\

Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc P024-SS006-0006-01
ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

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 Hexacosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.133 2.97 ng 169855 Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 2184 (15.133 min): BF128533.D\data.ms (-2180) (- m/z 57.05 100.00%
57.0
—— —
‘ 1] ETO 141.1183.2225.1267.1 15.00 1559
ol b Al L 1 371188.2225.1267.0 3561 o 7105 62.37%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 s axhia
15.00 15.50
m/z 43.05 57.85%
oL ‘L‘ 1 M | 141:9183.0225.0267.0309.0 367.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
—— —
15.00 15.50
5000 m/z 85.10 44 .56%
oLl L \ | % ‘1410183022502670 323.0 380.0
ey L e e e e E
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 15.00 15.50
m/z 55.10 24.65%
- ‘VW
oLl L H | 141 0183.0225.0 281.0 337.0 394.
e “\““\“‘w‘“‘\““\““\““\ P P
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF052622.M Tue May 31 02:27:32 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc : P024-SS006-0006-01

ALS vial : 21 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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.957 4.05 ng 231978  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
Abundance Scan 2324 (15.957 min): BF128533.D\data.ms (-2319) (- m/z 57.10 100.00%
57.1
9.2 LN
16.00
141.1183.3
oLt b ““w‘“‘ L ooy 23032811 8421 m/z 71.10  59.12%
miz--> 50 100 150 200 250 300 350
Abundance #194589: Heneicosane
57.0
5000 1
16.00
m/z 43.10 56.40%
a0 141018302050 2900
OL\4‘-\ \“ “\“U‘ \“h‘\‘h“ \“‘\“\ }‘ “‘\ “\ v \.“ { \‘\.‘\ [T \“| L e
miz--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
——
16.00
5000 m/z 85.05 48.00%
9.0
41.0
o LI 102000 30
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane 7
57.0 16.00
m/z 55.05 21.95%
. MMJ\/\W
9.0
oL Ll | 141018302250 281.0 337.0 394.
e e L LR e S ——
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF052622.M Tue May 31 02:27:32 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc : P024-SS006-0006-01

ALS vial : 21 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 Triacontan-15-ol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.080 3.16 ng 180753  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontan-15-o0l 438 C30H620 031849-26-0 81
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 81
3 17-Pentatriacontene 491 C35H70 006971-40-0 81
4 1-Hexacosanol 382 C26H540 000506-52-5 81
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 74
Abundance Scan 2345 (16.080 min): BF128533.D\data.ms (-2337) (- m/z 43.05 100.00%
97.0
5000
16.00 |
153.2 209.1 :
oL ‘“‘m I‘H J‘\H‘MN m‘\m‘n\ u‘u“\mh o \\2‘7‘?‘]"‘ . “?‘6‘\2"9‘ R AAREREs m/z 57.10 88.16%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #321443: Triacontan-15-ol
57.0
111.0
5000 —— :
16.00
241.0 m/z 55.10 83.71%
0 \‘\ ‘\ \‘\ T ‘!‘\'\“\\ “‘l\‘\ \‘ \" T \\\ \‘ T \3\96\\0\\3‘6\2\(\)\4"%\8\0\‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
T \
16.00
5000 m/z 83.10 68.21%
111.0
169 0
oL L0 20 a0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene — ‘
43.0 16.00
m/z 97.05 60.07%
B ! MWW&wwwwﬂk/WKxﬂwwwfmew
0 ﬂ | | 11530 210.0 267 0321.0 490.(
P A A e e T —
m/z--> 50 100 150 200 250 300 350 400 450 16.00

8270-BF052622.M Tue May 31 02:27:32 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\

Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc P024-SS006-0006-01

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: 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

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 Hexacosanal Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.756 5.31 ng 304050 Perylene-d12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 94
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
4 Hexadecanal 240 C16H320 000629-80-1 91
5 Octadecanal 268 C18H360 000638-66-4 91

Abundance Scan 2460 (16.756 min): BF128533.D\data.ms (-2454) (- m/z 57.10 100.00%
57.1
101 —— —
16.50 17.00
179.0 236 3 !
ol AL 1790 23632841 3572 4181 43 o5 74,349
miz--> 50 100 150 200 250 300 350 400
Abundance #287971: Hexacosanal
57.0
5000 —r— —
16.50 17.00
10.0 - m/z 82.05  67.35%
L, 1800 2500 3060 %
O\\\““\\‘l‘“\‘\“\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0
— -
16.50 17.00
5000 m/z 96.10 49,22%
29.( 38.0
LT j1es0, as00
oL U A R
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl- —— ——
82.0 16.50 17.00
m/z 55.10 48.74%
50007 59 g W%wmﬁwwﬁm“/kwwvw»f\/fm
o LML) ass0 zos0 T e
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00

8270-BF052622.M Tue May 31 02:27:33 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc P024-SS006-0006-01

ALS vial : 21 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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.062 3.92 ng 224475  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 (C28H58 000630-02-4 87
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Hexacosane 366 C26H54 000630-01-3 80
Abundance Scan 2512 (17.062 min): BF128533.D\data.ms (-2508) (-} | m/z 57.10 100.00%
57.1
5000 m
91 17.00 |
41.0 207.1 281.1 :
— ‘ L “‘ LI S 2058200 401 s 7110 51.04%
miz--> 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane
57.0
5000 ~— :
17.00
m/z 43.10 49.04%
0 L uh\ \\\ “ h 1[41 0183 0225 0267 0 33\8 0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298426: Octacosane
57.0
T \
17.00
5000 m/z 85.10 45.,28%
A ! R e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #59048: Dodecane, 2-methyl- T ‘
57.0 17.00
m/z 55.10 20.40%
5000
9.0 141.0
o0l asee o
m/z--> 50 100 150 200 250 300 350 400 17.00

8270-BF052622.M Tue May 31 02:27:33 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc P024-SS006-0006-01

ALS vial : 21 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 1-Heptacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.209 10.91 ng 624717 Perylene-d12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 74
2 Cyclotetracosane 336 C24H48 000297-03-0 74
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 64
4 1-Hexacosene 364 C26H52 018835-33-1 62
5 Dotriacontyl propyl ether 509 C35H720 1000406-28-7 58

Abundance Scan 2537 (17.209 min): BF128533.D\data.ms (-2523) (- m/z 55.10 100.00%

55.1
5000

ol H“\;Lgs.ozm.o 378.0
L ‘HH‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #244232: Cyclotetracosane

43.0

— —
17.00 17.50

5000 m/z 83.10 85.12%

1.0
o J {}1]1,1820250,0 336.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T —
57.0 17.00 17.50

m/z 97.05 72.35%

5000
5.0 252.0
e 0 3600 648.0

o‘wtww‘HH_m‘m‘MHwH‘wH;‘_m‘wwwwww —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 17.00 17.50

—— —
’ N 1991 2553 4124 17.00 17.50
o‘uu‘uMUWW%WWLM@N%?mMﬁ‘M_VH_‘H_‘H_‘H_‘H_ m/z 57.10 91.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #299848: 1-Heptacosanol
57.0
5000 ‘
17.00 17.50
125.0 9
m/z 43.05 87.84%

8270-BF052622.M Tue May 31 02:27:33 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\

Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc P024-SS006-0006-01
ALS vial : 21 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 .gamma.-Sitosterol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
17.592 17.35 ng 993953  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 70
3 (35,8S5,9S5,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 55
4 5-Cholestene-3-0l, 24-methyl- 400 C28H480 290299-12-6 52
5 Campesterol 400 C28H480 000474-62-4 52

Abundance Scan 2602 (17.592 min): BF128533.D\data.ms (-2592) (- m/z 43.05 100.00%
3.0
95.0
5000
T \
‘ 17.50
0 il m/z 57.10 71.77%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 —— :
145.0 414.( 17.50
\ 2130 3030 m/z 55.10  58.13%
O \“\ } ‘h‘\‘{
miz--> 0 50 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol
43.0
T \
17.50
5000 m/z 95.05 54.76%
LA M\W\ﬁ
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6 — ‘
43.0 17.50
m/z 107.00  49.58%
5000 91.0 145.0 382.0
l 2130 ,g90
ob 3{0 S
m/z--> 0 50 100 150 200 250 300 350 400 17.50

8270-BF052622.M Tue May 31 02:27:34 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc : P024-SS006-0006-01

ALS vial : 21 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 Spinasterone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.045 2.45 ng 140501 Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Spinasterone 410 C29H460 023455-44-9 50
2 Olean-12-ene 410 C30H50 000471-68-1 49
3 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 44
4 7b-Phenyl-2a,7b-dihydro-3H-cyclo... 218 C17H14 138089-70-0 42
5 4,22-Stigmastadiene-3-one 410 C29H460 020817-72-5 35
Abundance Scan 2679 (18.045 min): BF128533.D\data.ms (-2673) (- m/z 55.05 100.00%
55.0
218.2
5000
RN T
18.00
ot m/z 218.20  72.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308234: Spinasterone
55.0
5000 ”MH‘_‘M‘
A / 6;8250 58.36
0 298.0 m/z  67. -36%
147.0 245.0 367.0
H | 201.0
0\ T ‘ \‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308264: Olean-12-ene
218.0
RN T
18.00
5000 m/z 81.10 53.62%
‘ ‘ 950
ok | H\‘ \“\H\\n ‘\“‘d i ‘\hh\‘ n AL \‘\ |, 3720 368 Pf“lf) o
m/z--> 5 100 150 200 250 300 350 400
Abundance #96880: Pyrene, hexadecahydro- T ‘
218.0 18.00
m/z 203.20  45.08%
41.0
5000 175.0 MM\A/VM
0\\‘“‘“‘“! MH\\‘\M\“J““‘\HH‘HH‘HH‘HH‘H —
m/z--> 5 100 150 200 250 300 350 400 18.00

8270-BF052622.M Tue May 31 02:27:34 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc P024-SS006-0006-01

ALS vial : 21 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 Oxirane, hexadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.198 3.11 ng 178088  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
2 Tetradecanal 212 C14H280 000124-25-4 90
3 Heptadecanal 254 C17H340 1000376-70-0 87
4 1,19-Eicosadiene 278 C20H38 014811-95-1 86
5 Pentadecanal- 226 C15H300 002765-11-9 80
Abundance Scan 2705 (18.198 min): BF128533.D\data.ms (-2701) (- m/z 57.05 100.00%
57.0
5000 oot mewﬂmﬂﬂm/\kwwww/v\%
—— —
| 138017512131 2811 5 18.00 18.50
ot m/z 43.10  85.81%
miz-> 50 100 150 200 250 300
Abundance #158578: Oxirane, hexadecyl-
430 820
5000 — 1 j '
18.00 18.50
3.0 m/z 82.10 73.55%
ol 4L Ly 2660 2080 2500
LI =TT ‘ T T ‘ L ‘ T T T ‘ LI
miz--> 50 100 150 200 250 300
Abundance #90089: Tetradecanal
57.0
—— —
96.0 18.00 18.50
5000 ' m/z 55.00 57.76%
‘ 168.0
o LA b 20
miz--> 50 100 150 200 250 300
Abundance #141014: Heptadecanal 7 —
43.0 18.00 18.50
82.0 m/z 71.10  47.93%
B W
o LAMLLATES yono 200 g 1 T2 T
m/z--> 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc P024-SS006-0006-01

ALS vial : 21 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 .gamma.-Sitostenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.556 4.66 ng 266834  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitostenone 412 C29H480 084924-96-9 94
2 Stigmast-4-en-3-one 412 C29H480 001058-61-3 93
3 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 52
4 2-Methoxy-3-pyridinylamine 124 C6H8N20 1000484-55-0 41
5 Testosterone 288 C19H2802 000058-22-0 41
Abundance Scan 2766 (18.556 min): BF128533.D\data.ms (-2759) (- m/z 124.10 100.00%
124.1
43.1
5000
A WINEES
18.2018.4018.6018.80
0 m/z 43.10 56.55%
m/z--> 50 100 150 200 250 300 350 400

Abundance #309453: .gamma.-Sitostenone

5000

18.2018.4018.6018.80
m/z 229.15  43.45%

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

18.2018.4018.6018.80
m/z 55.10 36.19%

5000

0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #184240: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17 e EARARmaS T
124.0 18.2018.4018.6018.80
m/z 57.05 35.87%
5000
288.0
20302460
m/z--> 50 100 150 200 250 300 350 400 18.2018.4018.6018.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc : P024-SS006-0006-01

ALS vial : 21 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 unknown18.739 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.739 2.21 ng 126705 Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-1,1,4a-tr... 272 C20H32 000511-02-4 38
2 5,11-Dihydro-8-methylthio-6H-pyr... 257 C13H11N30S 133727-45-4 38
3 5,6-Dihydro-5-methyluracil, 2TMS... 272 C11H24N202Si2 1000332-00-7 38
4 Benz[c]acridine, 7,8-dimethyl- 257 C19H15N 003518-01-2 35
5 Silane, dimethyl(3-methylbut-2-e... 272 C15H3202Si 1000347-96-8 30
Abundance Scan 2797 (18.739 min): BF128533.D\data.ms (-2791) (- m/z 257.10 100.00%
257.1
95.1
5000
43.
207.1 409.3
145.0
312.0 18.40 18.60 18.80
0! m/z 95.10 55.00%
miz--> 50 100 150 200 250 300 350 400
Abundance #164002: Naphthalene, decahydro-1,1,4a-trimethyl-6-me
2577.0
5000 L L L B B
410 18.40 18.60 18.80
' 105.0 m/z 55.00 44.82%
ok, ‘\\‘ ““\‘H\ ‘h‘ H\“ H‘ MH‘ “‘\H\‘UL \‘h ‘H\‘Hh ‘u‘ﬂ‘ ' “\ | -
m/z--> 50 100 150 200 250 300 350 400
Abundance #144240: 5,11-Dihydro-8-methylthio-6H-pyrido[2,3-b][1,4
257.0
B e
18.40 18.60 18.80
5000 m/z 81.05 40.71%
450 1970 1700
‘hmhh T .H I “ [ ‘\ |
]
m/z--> 50 100 150 200 250 300 350 400
Abundance #162651: 5,6-Dihydro-5-methyluracil, 2TMS derivative B e
147.0 257.0 18.40 18.60 18.80
m/z 69.05 35.59%
73.0
5000
201.0
REL WY 11 S A
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128533.D

Acqg On : 28 May 2022 03:01

Operator : CG\JU

Sample : N2923-08 :
Misc : P024-SS006-0006-01

ALS Vvial : 21  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|
Hexadecanoic ac... 11.763 2.1 ng 171045 4 11.363 1651500 20.0
n-Hexadecanoic ... 11.892 7.1 ng 584711 4 11.363 1651500 20.0
trans-13-Octade... 12.604 2.8 ng 231625 4 11.363 1651500 20.0
Octadecanoic acid 12.680 3.4 ng 282497 4 11.363 1651500 20.0
3-Cyclohexene-1... 13.357 4.0 ng 337811 5 14.004 1673850 20.0
Cyclohexadecane 13.886 4.3 ng 358544 5 14.004 1673850 20.0
Triphenylphosph... 14.104 15.9 ng 1329800 5 14.004 1673850 20.0
Hexacosane 15.133 3.0 ng 169855 6 15.468 1145730 20.0
Heneicosane 15.957 4.0 ng 231978 6 15.468 1145730 20.0
Triacontan-15-o0l 16.080 3.2 ng 180753 6 15.468 1145730 20.0
Hexacosanal 16.756 5.3 ng 304050 6 15.468 1145730 20.0
Tetracosane 17.062 3.9 ng 224475 6 15.468 1145730 20.0
1-Heptacosanol 17.209 10.9 ng 624717 6 15.468 1145730 20.0
.gamma.-Sitosterol 17.592 17.4 ng 993953 6 15.468 1145730 20.0
Spinasterone 18.045 2.5 ng 140501 6 15.468 1145730 20.0
Oxirane, hexade... 18.198 3.1 ng 178088 6 15.468 1145730 20.0
.gamma.-Sitoste... 18.556 4.7 ng 266834 6 15.468 1145730 20.0
unknown18.739 18.739 2.2 ng 126705 6 15.468 1145730 20.0
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