LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc : P024-SS010-0006-01

ALS vial : 9 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: BF128521.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.075 471 474 480 rVB 84464 99216 1.81% 0.175%
2 5.457 533 539 542 rBV 4560465 4556226 83.15% 8.021%
3 6.457 703 709 712 rBV 3961514 4667280 85.17% 8.217%
4 6.575 726 729 738 rVB 58432 57600 1.05% 0.101%
5 6.834 770 773 777 rVB 1630779 1437633 26.24% 2.531%
6 7.398 862 869 872 rBV 3124043 3226107 58.87% 5.679%
7 8.116 986 991 995 rBV 1979392 1896970 34.62%  3.340%
8 9.198 1169 1175 1178 rBV 5682271 5479823 100.00% 9.647%
9 9.875 1283 1290 1293 rBV 2421556 2080312 37.96% 3.662%
10 9.969 1300 1306 1316 rVB5 44456 67690 1.24% 0.119%
11 10.663 1417 1424 1427 rBV 3415627 3076389 56.14% 5.416%
12 11.310 1530 1534 1538 rBV2 51061 63563 1.16% 0.112%
13 11.363 1538 1543 1546 rVV 2268391 1971024 35.97% 3.470%
14 11.422 1551 1553 1558 rVB3 52081 62842 1.15% 0.111%
15 11.857 1624 1627 1629 rBV 66207 66768 1.22% ©0.118%
16 11.892 1629 1633 1641 rW 674793 652626 11.91% 1.149%
17 12.069 1660 1663 1674 rVB 71039 81656 1.49% 0.144%
18 12.580 1743 1750 1752 rBV5 89285 117721  2.15% 0.207%
19 12.598 1752 1753 1763 rVV3 89161 173824 3.17% 0.306%
20 12.680 1763 1767 1781 rVB 238816 287777 5.25% 0.507%

21 12.951 1809 1813 1816 rBV 4737993 4375922 79.86%
22 13.892 1965 1973 1986 rBV5 184767 651555 11.89%
23 13.998 1986 1991 1995 rBV 1456691 1462616 26.69%
24 14.098 2000 2008 2017 rBV 1016397 1307504 23.86%

ONNRELN
5]
N
S
R

25 14.480 2070 2073 2076 rBV 123387 112666 2.06% 198%
26 14.539 2076 2083 2093 rBV2 95805 275711 5.03% 0.485%
27 14.698 2107 2110 2115 rBV3 40808 56809 1.04% ©.100%
28 14.786 2121 2125 2130 rVB2 59614 84227 1.54% ©.148%
29 15.133 2180 2184 2189 rVB 332165 361413 6.60% 0.636%
30 15.215 2192 2198 2210 rBV3 92642 325980 5.95% ©.574%

31 15.463 2235 2240 2245 rBV 947337 1177993 21.50%
32 15.510 2245 2248 2254 rVB2 70119 109122 1.99%
33 15.721 2279 2284 2292 rVB 300843 410286  7.49%
34 15.957 2319 2324 2332 rVB 457066 713519 13.02%
35 16.068 2334 2343 2361 rBV5 240863 1298428 23.69%

NEFPOON
N
N
N
R

36 16.198 2362 2365 2368 rBV3 39948 60870 1.11% 0.107%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc : P024-SS010-0006-01

ALS vial : 9 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 16.415 2394 2402 2404 rBV9 34975 90452 1.65% ©.159%
38 16.762 2453 2461 2471 rBV 951110 1789225 32.65% 3.150%
39 17.068 2507 2513 2523 rVB2 191683 438872 8.01% 0.773%
40 17.198 2525 2535 2545 rBV3 476584 2237494 40.83% 3.939%
41 17.298 2545 2552 2559 rVB 879413 2026433 36.98% 3.567%
42 17.568 2591 2598 2617 rBV5 317840 1399459 25.54% 2.464%
43 17.927 2654 2659 2664 rVB7 53934 115434 2.11% 0.203%
44 18.039 2671 2678 2681 rBVv8 59951 161206 2.94% 0.284%
45 18.092 2681 2687 2697 rVV5 290660 764649 13.95%  1.346%
46 18.204 2698 2706 2718 rVB2 524835 1380457 25.19% 2.430%
47 18.392 2729 2738 2750 rBV9 119643 573777 10.47% 1.010%
48 18.556 2759 2766 2783 rVB3 256831 727938 13.28%  1.282%
49 18.833 2801 2813 2836 rBv9 284274 2189989 39.96% 3.855%

Sum of corrected areas: 56803053

8270-BF052622.M Tue May 31 02:25:06 2022 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 9

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052722\

BF128521.D
: 27 May 2022 20:58
: CG\JU
: N2924-06
Sample Multiplier: 1

P024-SS010-0006-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc P024-SS010-0006-01

ALS vial : 9 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 16
R.T. EstConc Area Relative to ISTD R.T.
11.892 6.62 ng 652626  Phenanthrene-di10 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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 49
Abundance Scan 1633 (11.892 min): BF128521.D\data.ms (-1629) (- m/z 43.10 100.00%
43.1 73.0
5000
129.0
213.2 T T
‘ ‘ HH 157.1185.1 ‘ 256.2 | | 11.50 12.00
0“W‘H“Jﬂﬂ‘w ”Hﬂ‘wdpm‘ﬁH‘_ﬂ‘wu‘wu‘wu‘wulw m/z 73.00 98.95%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 — P
129.0 11.50 12.00
213.0 m/z 60.00 91.11%
‘ H (ﬂ 157 0185.0 ‘
O ]\-ﬁl‘o\\‘l\ T \H\H \M\‘\ ‘HH\ T \““\ \H‘”h “\H\‘\ T ‘ T ‘ T \‘\ T ‘ \‘\ \‘H‘ TTTT ‘ \‘\ T ‘ TTT \“ T
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 84.02%
171.0
‘ 214.0
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid = —
73.0 11.50 12.00
43.0 m/z 55.10 79.56%
5000 129.0
185.0
H 228.0
0]"ﬁ'm‘u‘i‘i“J“““‘l“w”“‘ﬂ)“H“M‘MH‘HH‘H‘H‘HH“HW!HWH“ = —r
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 : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc : P024-SS010-0006-01

ALS vial : 9 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 20
R.T. EstConc Area Relative to ISTD R.T.
12.680 2.92 ng 287777  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 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 64

Abundance Scan 1767 (12.680 min): BF128521.D\data.ms (-1763) (- m/z 43.05 100.00%

5000 129.0

185.1 241.2 T
284.% 12.50 13.00

ob—— W“‘ u‘\‘u“\w\“‘w\ b | ‘L‘ \‘ N L m/z 72.95 87.75%
m/z--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0

5000 1
12.50 13.00

m/z 57.10  82.22%

O,
m/z--> 50 100 150 200 250
Abundance #126203: Pentadecanoic acid
430 73.0

T
12.50 13.00

5000 129.0 m/z 60.00 80.69%
1990 242.0
ob— Hd ‘HM H‘\M‘\ sl ‘\ ‘16‘3"‘0; “‘ . RREE
m/z--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid e -
73.0 12.50 13.00

m/z 55.10  71.25%

43.0
5000
129.0
171.0 214.0
| ‘\‘ | “‘ I ‘uh“‘ ‘\““L mL w1l ‘ \ ‘\

I —
miz--> 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 : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc P024-SS010-0006-01

ALS vial : 9 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 1-Tetracosene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.892 8.91 ng 651555  Chrysene-di2 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 91
Abundance Scan 1973 (13.892 min): BF128521.D\data.ms (-1965) (- m/z 57.05 100.00%
57.0
97.0
5000
— ——
| | * 9.1 182.1 222.2 266.9 1350 1400
ol AL LA L 50 1820 2222 2669 hn sses  91.02%
miz-> 50 100 150 200 250 300
Abundance #244231:; 1-Tetracosene
43.0 83.0
5000 — e
13.50 14.00
25.0 m/z 43.10  88.86Y%
oL ‘\“ “\‘\‘\“‘“\ il “H\ \‘ \\L\ \“ %???‘219‘0‘ e ‘3:‘%6"
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
— ——
13.50 14.00
5000 m/z 83.05 85.08%
orsd LLLLLI 1990 a0 smno oo
miz--> 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1 o —
83.0 13.50 14.00
43.0 m/z 97.05 74.78%
5000
25.0
AL a0 zaso
e L — —
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\BF@52722\
Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc : P024-SS010-0006-01

ALS vial : 9 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 Triphenylphosphine oxide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.098 17.88 ng 1307500  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 93
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 93
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 4-Nitro-4'-methyldiphenylsulfone 277 C13H11NO4S 004094-37-5 43
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 27

Abundance Scan 2008 (14.098 min): BF128521.D\data.ms (-2000) (- m/z 277.05 100.00%

277.1
5000
7.0 199.1 —

. -
394 ‘ 115015f1 ‘ H 14.00 14.50
ol g Ly 2892 L 895 y/; 278,10 32.40%
miz--> 50 100 150 200 250 300 350
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 T —
152.0 14.00 14.50
m/z 77.05 26.68%
oL \‘ \‘ “ “\ ‘M‘\H“ “ “\‘Muh‘\\‘ \H\ “\ \‘ }\ R B B A
m/z--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
‘
14 00 14.50
5000 m/z 199.05  22.23%

77.0 183.0
g | a0 w0 |
m/z--> 50 100 150 200 250 300 350

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h
277.0

™1
14 00 14.50
m/z 183.10 21.56%

5000
77.0 183.0
0 ‘ ‘\ [ 13\1'0\“ h H i L

T
m/z--> 50 100 150 200 250 300 350 l4 00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc : P024-SS010-0006-01

ALS vial : 9 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 Pentafluoropropionic acid, ... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.539 3.77 ng 275711  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 93
3 Cyclopentadecane 210 C15H30 000295-48-7 92
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90
Abundance Scan 2083 (14.539 min): BF128521.D\data.ms (-2076) (- m/z 43.05 100.00%
43.0
2000 WJJ\/W
T T
| H 11300 2081 2821 3410 14.50
oL ‘l Hhh h g N A S m/z 55.05 94.22%
m/z--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
570
5000 —— :
14.50
m/z 57.05 93.92%
39.0 210.
OL\S\Q‘\ \‘ H “ 1 \‘\ “\‘ . ‘\ T \‘ T ‘ 10‘0‘ \ZETE)\.(\)\ T ‘ LI \\?’5‘6\.(
miz--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate
57.0
N T
7.0 14.50
5000 m/z 97.05 78.35%
0 \‘ \‘\ H “ ‘ ‘ wh ? 182.0 238.0 2830 334.0
i At
m/z--> 50 100 150 200 250 300 350
Abundance #87654: Cyclopentadecane T ‘
55.0 14.50
m/z 83.05 74.27%
h M/L\)\/\A,
210.0
0 Jf‘ —
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

P024-SS010-0006-01

: 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 6 Hexacosane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
15.133 6.14 ng 361413  Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2184 (15.133 min): BF128521.D\data.ms (-2180) (- m/z 57.10 100.00%
57.1
- NH/JN\/L
1500 1550
41 1 : :
ol ‘h J W | $4118312251267.0 8231 o/ 71,05 59.53%
m/z--> 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 e e
15.00 15.50
m/z 43.10 58.41%
ol | 1410165022502670 30803670
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #158610: Octadecane, 2-methyl-
43.0
— —
15.00 15.50
5000 m/z 85.05 43.05%
5.0
27 225.0
ol Ll F2T01e00 250560
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane P =
57.0 15.00 15.50
m/z 55.05 20.70%
B M.J\,JU\JM
oL L L F |y 141.0 183.0 225.0 267.0 3230 _ 3804
““‘ T T e —— ——
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\BF@52722\

Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc P024-SS010-0006-01

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: 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 7 Trichloroacetic acid, hexad... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
15.216 5.53 ng 325980  Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 87
4 1-Heptacosanol 396 C27H560 002004-39-9 87
5 Octacosanol 410 C28H580 000557-61-9 87

Abundance Scan 2198 (15.215 min): BF128521.D\data.ms (-2192) (- m/z 57.05 100.00%
57.0
97.0
5000
| 500 1550
39.0 191.0 : :
oLl— }\“‘ H ‘u\\m‘ \H\ Mu\\h mHM | m\\ \“2‘27‘9‘26‘5‘]‘- v “3‘4‘;"' m/Z 43.05 97.51%
miz--> 50 100 150 200 250 300
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
83.0
5000 - e
15.00 15.50
fZSO m/z 55.05 81.49%
OM “ “ ““ ‘H\‘h\ h\ “\ T \1?‘6’(\)\ L e B B
miz--> 50 100 150 200 250 300
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
P o
97.0 15.00 15.50
5000 ITI/Z 83.05 71.92%
1690 238.0
ol b 4 “‘ l1aao. ek 2880
miz--> 50 100 150 200 250 300
Abundance #248981: 1-Heneicosyl formate T —
57.0 15.00 15.50
97.0 m/z 97.85  66.79%
h M\VM
o ‘\‘ \\ L ) %829 2220 . 210 a0
ey At P e
m/z--> 50 100 150 200 250 300 15.00 15.50

8270-BF052622.M Tue May 31 02:25:08 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc P024-SS010-0006-01

ALS vial : 9 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 1,19-Eicosadiene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.721 6.97 ng 410286  Perylene-di12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 95
2 Hexacosanal 380 C26H520 026627-85-0 91
3 Tricosanal 338 C23H460 072934-02-2 91
4 Eicosanal- 296 C20H400 002400-66-0 91
5 Octadecanal 268 C18H360 000638-66-4 91

Abundance Scan 2284 (15.721 min): BF128521.D\data.ms (-2279) (- m/z 57.05 100.00%

57.0
5000

09.1 == T

| 11521 207.1 26433 5204 39%0. 15.50 16.00
‘”‘““”“‘““‘ Frogods 3204 S0 m/z 43.e5  87.85%

mi/z--> 50 100 150 200 250 300 350
Abundance #171302: 1,19-Eicosadiene
553.0

5000 \
15.50 16.00
m/z 82.05 69.42%

1\4’ \d\ ‘\“ h ‘ H“ ?‘“‘:\37\ “0\1\8\0 \0 T \2\5)9.\0\ T ‘ LU ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #287971: Hexacosana
57.0
e

15.50 16.00
5000 m/z 55.10  59.71%

10.0 362.0
oL LA 13520 20802500 080, *20
m/z--> 50 lOO 150 200 250 300 350

Abundance #246458: Tricosanal 7 —
82.0 15.50 16.00

m/z 96.10 51.31%

249 320.0
| | 1660 22202640

o

o

5000

m/z--> 50 100 150 200 250 300 350 15.50 16.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc : P024-SS010-0006-01

ALS vial : 9 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 Octacosane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.957 12.11 ng 713519  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2324 (15.957 min): BF128521.D\data.ms (-2319) (- m/z 57.05 100.00%
57.0
- AJLJ\/&
16.00
141.0 .
ol ‘L “‘ Iy H‘ Li7s188.2225.3267.33093 m/z 71.10  60.04%
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 T
16.00
m/z 43.10 57.46%
olid ‘\\ “\\ H | 141:0183.0225.0267.0309.0 365.0
\\\\‘\ \\\\‘\T\\‘\\\1‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
——
16.00
5000 m/z 85.10 43.50%
0 ‘ \L\ Hh\ \h\ “ h‘ 14% (\)183.0225'0267'0309'0 367.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T
57.0 16.00
m/z 55.05 21.78%
h M
41.0
SELIRN M (W01m0ms0 2060 o
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF052622.M Tue May 31 02:25:09 2022 Page: 12



Data Path : Z:
Data File : BF

Acqg On : 27
Operator : CG
Sample ¢ N2
Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF052722\
128521.D

May 2022 20:58

\Ju

924-06

Sample Multiplier: 1

: C:\Database\NIST20.L

P024-SS010-0006-01

: 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 10 Octacosanol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.068 22.04 ng 1298430  Perylene-di12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Dotriacontanol, acetate 509 C34H6802 023811-94-1 91

Abundance Scan 2343 (16.068 min): BF128521.D\data.ms (-2334) (- m/z 57.10 100.00%
57.1
T [
oAbl ‘ Lidels, 23132781 3410 0 nyz 43.e5  83.37%
miz--> 50 100 150 200 250 300 350 400
Abundance #308225: Octacosanol
57.0
5000 e :
16.00
m/z 55.05 79.55%
0 T ‘\‘ ‘\“‘ \“\ T‘\ h‘ M h “‘ “‘\7\ \()\ 2T2\2\01[ T \2\9\2‘0 ‘ T \3\9\2‘0\\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0
T \
16.00
m/z 97.10 69.10%
5000 11.0
9.0
224.0
oL LA ‘ ‘L H ‘\ ‘u uHu_m???‘o‘_wm“4?9:9
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate — :
57.0 16.00
m/z 83.05 68.53%
5000
11.0
169.0
m/z--> 50 100 150 200 250 300 350 400 16.00

8270-BF052622.M Tue May 31 02:25:09 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc P024-SS010-0006-01

ALS vial : 9 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 Oxirane, hexadecyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.762 30.38 ng 1789230  Perylene-di12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 1,22-Docosanediol 342 C22H4602 022513-81-1 93
3 Heptacosanal 394 C27H540 072934-03-3 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Triacontanal 436 C30H600 022725-63-9 91
Abundance Scan 2461 (16.762 min): BF128521.D\data.ms (-2453) (-} ' m/z 57.05 100.00%
57.0
= —
‘ 1\“1 i 166.1 222.2 278.3 418.5 1650 17.00
ol ddiAh1), 1661 2222 2783 3622 4185 ., 43 05  79.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0
5000 = =
16.50 17.00
‘ m/z 82.05 70.72%
fo - \‘u‘\‘\‘\‘ “ ‘H \\ ”\n ’\\m‘h‘ u ‘\‘1\\‘\1‘\(‘) ., %??9 .
m/z--> 50 100 150 200 250 300 350 400
Abundance #251507: 1,22-Docosanediol
82.0
16.50 17.00
5000 m/z 55.10 58.46%
306.0
31. 1138 .0
oL ‘\H \‘H‘\“\“H ‘ L ”‘\ \‘h A }l \ x ‘\‘1‘ 1’ ‘\“‘\ ‘\‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #298411: Heptacosanal T .
82.0 16.50 17.00
m/z 96.10 51.67%
5000
376.0
” | 222.0 320.0
owkw“w‘“wu,‘mwHH,mww”,mu_m — e
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00

8270-BF052622.M Tue May 31 02:25:09 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc : P024-SS010-0006-01

ALS vial : 9 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 Octacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.068 7.45 ng 438872  Perylene-di12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2513 (17.068 min): BF128521.D\data.ms (-2507) (-} | m/z 57.05 100.00%
57.0
- M
17.00 |
141. 1183.2 .
ol ," L H LI A00225.3267.0309.83 356.1400. iy 71 10 61.12%
miz--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 — :
17.00
m/z 43.10 55.76%
ol ‘L‘ 9 M | 141-0183.0225.0267.0300.0 367.0
\\\\’\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
T T
17.00
5000 m/z 85.05 44 .82%
ol 1l H | 141 0183.0225.0 281.0 337.0 394.0
A e S e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane = ‘
57.0 17.00
m/z 55.10 19.81%
olso L1 h\‘ WMOwmsoms0 20 A
m/z--> 50 100 150 200 250 300 350 400 17.00

8270-BF052622.M Tue May 31 02:25:09 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc P024-SS010-0006-01

ALS vial : 9 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 Nonacos-1-ene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.198 37.99 ng 2237490  Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacos-1-ene 406 C29H58 018835-35-3 95
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 Octacosyl acetate 452 C30H6002 018206-97-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Behenic alcohol 326 C22H460 000661-19-8 93

Abundance Scan 2535 (17.198 min): BF128521.D\data.ms (-2525) (- m/z 57.10 100.00%

57.1
5000
11.1

—J
1700 1750
592  255.2
R l“'l]ﬂl e e 2018 24, 55,05 80.35%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #306022: Nonacos-1-ene
57.0

5000 11.0 =T
17.00 17.50
‘ m/z 43.05 80.21%

O T \“\ | ‘ \‘\‘“‘ ‘“ \‘J‘\ ‘\\]’-“6\?.\()\ ‘ TTTT ‘ TTTT ‘ T ’ T \4\(‘)?'\0\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57.0

—
10 17.00 17.50
5000 ' m/z 83.05 72.48%

0 L \H \J\ \\‘]]6‘17'.0 222.0 278.0 378.0

e A e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #326466: Octacosyl acetate

=T
43.0 97.0 17.00 17.50
m/z 97.05 68.26%

| MM??'P 209.0 264.0 320.0 392.0 452, M
L

ol A by 2090 264.0 3200 SP5~ 452 =\ e
m/z--> 50 100 150 200 250 300 350 400 450 17.00 17.50

5000

8270-BF052622.M Tue May 31 02:25:10 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc : P024-SS010-0006-01

ALS vial : 9 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 Germanicol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.298 34.40 ng 2026430  Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Germanicol 426 C30H500 000465-02-1 58
2 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 005951-61-1 50
3 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C1l5H24 103827-22-1 49
4 2,3-Dimethoxy-5-aminocinnamonitrile 204 C11H12N202 1000214-46-5 38
5 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 207297-57-2 38
Abundance Scan 2552 (17.298 min): BF128521.D\data.ms (-2545) (- m/z 189.20 100.00%
189.2
5000 95.1 J
‘ H ‘ H L} 1 5.4 17 00 17 50
o ¥ ‘MHMw"h‘m‘“‘eu‘um_?’f“l‘q”wHM m/z 204.20  69.59%
mlz--> 100 150 200 250 300 350 400
Abundance #316490: Germanicol
189.0
95.0
5000
17 00 17 50
426.0 m/z 177.15 5.65%
O H H “\“‘\‘“‘ }‘ i 1“\ ‘ T ‘\‘ “\”“\ JH\ ‘ \ T \3‘1\1\0\3\5‘7\ \()\ T ‘ \‘ \“\ T ‘
m/z--> 100 150 200 250 300 350 400
Abundance #80508. Naphthalene, 1,2,4a,5,8,8a-hexahydro-4,7-dime
189.0
17 00 17 50
5000 ITI z 95.10 %
41.0 91.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #80366: 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7
133.0 189.0 17 00 17 50
m/z 175.20 %
5000
81.
|
0l N
m/z--> 50 100 150 200 250 300 350 400 17 OO 17 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc : P024-SS010-0006-01

ALS vial : 9 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 5
R.T. EstConc Area Relative to ISTD R.T.
17.568 23.76 ng 1399460  Perylene-di12 15.463
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 90
3 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 45
4 Campesterol 400 C28H480 000474-62-4 43
5 (3s,85,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 38

Abundance Scan 2598 (17.568 min): BF128521.D\data.ms (-2591) (- m/z 43.10 100.00%
43.1

-

5000
- ‘
H 17.50
N — m/z 55.10  63.23%
miz—> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 — |
145.0 414.C 17.50
\ 2130 3030 m/z 57.106 54.01%
0 u“\““‘\‘i
miz—> 0 50 100 150 200 250 300 350 400

Abundance #310595: .beta.-Sitosterol

N
w
o

T \
17.50

5000 m/z 41.10  49.48%

3

LU

m/z--> 0 5 100 150 200 250 300 350 400
Abundance #302704: Ergost-5-en-3-ol, (3.beta.)- —— ‘
43.0 17.50
m/z 107.10 48.55%
5000 5.0
145.0 400.0

-

L \

m/z--> 0 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\BF@52722\
Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc P024-SS010-0006-01

ALS vial : 9 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 Lup-20(29)-en-3-one Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.092 12.98 ng 764649  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 99
2 Longifolenaldehyde 220 C15H240 019890-84-7 58
3 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 56
4 1H-Cycloprop[e]azulene, 1a,2,3,5... 204 C15H24 021747-46-6 53
5 Guaia-9,11-diene 204 C15H24 1000374-19-8 51
Abundance Scan 2687 (18.092 min): BF128521.D\data.ms (-2681) (- m/z 95.10 100.00%
95.1 205.2
41.
5000 49.1
313.2 Co e ‘
409.
65.0 09.3 18.00
0! m/z 205.15  98.42%
miz--> 50 100 150 200 250 300 350 400
Abundance #315404: Lup-20(29)-en-3-one
109.0 205.0
55.0
5000 \ \
18.00
1.0 313.0 4240 n/z 109.10  89.20%
‘ ‘ ‘ 257.0 368.0
0 ‘\‘ \‘\‘\Uh 1 b L
m/z--> 50 100 150 200 250 300 350 400
Abundance #99184: Longifolenaldehyde
95.0
R \
41.0 18.00
5000 205.0 m/z 107.05  78.40%
oL LU m
m/z--> 50 100 150 200 250 300 350 400
Abundance #80473: Naphthalene, decahydro-4a-methyl-1-methylene P ‘
41.0 105.0 204.0 18.00
m/z 93.05 76.09%
5000 M\“MAMWW)/\Wwa/KMJ\
o \ “‘ } S
m/z--> 5 100 150 200 250 300 350 400 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

P024-SS010-0006-01

: 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 17 Dotriacontanal Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.203  23.44 ng 1380460  Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Dotriacontanal 464 C32H640 057878-00-9 91
3 Triacontanal 436 C30H600 022725-63-9 90
4 Tetracosanal 352 C24H480 057866-08-7 90
5 Octadecanal 268 C18H360 000638-66-4 89

Abundance Scan 2706 (18.204 min): BF128521.D\data.ms (-2698) (- m/z 57.10 100.00%
57.1
- w«w»www\/\wwhk~/\\\
= —
| ‘ JWyllem 2222 292.1 446.6 18.99 18.50
o dlAAL)\1661 2222 2921 3561 4466 4319 78.22%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158580: Oxirane, hexadecyl-
82.0
5000 et —
18.00 18.50
29, ’ m/z 82.10 68.81%
0 T \’\‘\"“l\ !“‘ \“‘ !‘JI ‘M\h\ }‘\“‘!]-\‘0\‘\2‘§18\0\‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #330170: Dotriacontanal
57.0
= =
18.00 18.50
5000 m/z 55.10 56.93%
110 446.0
0 \‘ | \M \“ “H l“\ ”\166 O 250 0 320 0 390 O
ik A e e AR
m/z--> 0 50 lOO 150 200 250 300 350 400 450
Abundance #320587: Triacontanal T —
57.0 18.00 18.50
m/z 83.10 50.05%
5000
10.0 418.0
‘ Ll w ||| 1940 2640 3340 ‘
Ot L S e e e L =
m/z--> 0 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\BF@52722\
Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc : P024-SS010-0006-01

ALS vial : 9 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 2-Isopropenyl-4a,8-dimethyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

18.392 9.74 ng 573777  Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 207297-57-2 83
2 (2Z2,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 70
3 Longifolenaldehyde 220 C15H240 019890-84-7 60
4 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 58
5 (-)-Neoclovene-(II), dihydro- 206 C15H26 1000152-83-6 53

Abundance Scan 2738 (18.392 min): BF128521.D\data.ms (-2729) (- m/z 95.10 100.00%
1

95
189.2
43.
5000
! 250.1 00 1850
13153 400 426, 18.00 18.50
ol m/z 93.10  89.56%
miz--> 50 100 150 200 250 300 350 400
Abundance #80338: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-0
189.0
107.0
5000 — —
41.0 18.00 18.50
m/z 109.10  82.07%
O ““ L\‘ ‘ LU\ \ ‘\H‘\h‘ ‘\ ‘H“ “‘ L L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #82901: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene
69.0
121.0 T T
18.00 18.50
5000 ITI/Z 189.15 79.55%
‘ ‘ 191.0
ol ‘\“““““‘\‘ “MMMHH_m_m_m‘m
m/z--> 50 100 150 200 250 300 350 400
Abundance #99184: Longifolenaldehyde — —
95.0 18.00 18.50
m/z 121.10 77.18%
41.0
9.0
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\BF@52722\
Data File : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc P024-SS010-0006-01

ALS vial : 9 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 19 Stigmast-4-en-3-one Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.557 12.36 ng 727938  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 98
2 .gamma.-Sitostenone 412 C29H480 084924-96-9 91
3 Testosterone 288 C19H2802 000058-22-0 64
4 Pregn-4-en-3-one, 20-hydroxy-, (... 316 C21H3202 000145-14-2 43
5 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 41

Abundance Scan 2766 (18.556 min): BF128521.D\data.ms (-2759) (- m/z 124.10 100.00%
124.1

43.1

5000

IS

18.2018.4018.6018.80

0° m/z 43.10 62.64%
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  48.84%

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

L

18.2018.4018.6018.80
m/z 55.10  40.82%

5000

-

0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #184187: Testosterone R AR AR
124.0 18.2018.4018.6018.80
m/z 41.00 32.94%
5000
79.
288.0
203.0
)
] bl by R e i e W AR
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 : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc P024-SS010-0006-01

ALS vial : 9 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 20 1-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.833 37.18 ng 2189990  Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 1-Hexacosene 364 C26H52 018835-33-1 93
3 Octacosanol 410 C28H580 000557-61-9 93
4 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 93
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 93
Abundance Scan 2813 (18.833 min): BF128521.D\data.ms (-2801) (- m/z 57.10 100.00%
57.1
5000
1111
R B e
M ‘ % 2081 2811 3552 410. 18.40 18.60 18.80
ol AdRLL4a3530 2081 2811 | 3552 410 . 4315 79.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol
57.0
111.0
5000 | L L B
18.40 18.60 18.80
m/z 97.10 67.67%
0 \‘\ \‘\ Al ‘\ ‘H‘ \H\ ]WM \‘\ A ]\_95 0237 0280 0322 0 378 0
\\\\\\\‘ ‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
e
18.40 18.60 18.80
5000 111.0 m/z 55.10  66.76%
o LLALLLL ‘H [,19602080 2020 3640
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #308226: Octacosanol R e
83.0 18.40 18.60 18.80
m/z 83.10 66.28%
5000
41, 25.0
392.0
ol UL 72000 264.0307.03490°°F
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 : BF128521.D

Acqg On : 27 May 2022 20:58

Operator : CG\JU

Sample : N2924-06 :
Misc : P024-SS010-0006-01

ALS vial : 9 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 ... 11.892 6.6 ng 652626 4 11.363 1971020 20.0
Octadecanoic acid 12.680 2.9 ng 287777 4 11.363 1971020 20.0
1-Tetracosene 13.892 8.9 ng 651555 5 14.004 1462620 20.0
Triphenylphosph... 14.098 17.9 ng 1307500 5 14.004 1462620 20.0
Pentafluoroprop... 14.539 3.8 ng 275711 5 14.004 1462620 20.0
Hexacosane 15.133 6.1 ng 361413 6 15.463 1177990 20.0
Trichloroacetic... 15.216 5.5 ng 325980 6 15.463 1177990 20.0
1,19-Eicosadiene 15.721 7.0 ng 410286 6 15.463 1177990 20.0
Octacosane, 2-m... 15.957 12.1 ng 713519 6 15.463 1177990 20.0
Octacosanol 16.068 22.0 ng 1298430 6 15.463 1177990 20.0
Oxirane, hexade... 16.762 30.4 ng 1789230 6 15.463 1177990 20.0
Octacosane 17.068 7.5 ng 438872 6 15.463 1177990 20.0
Nonacos-1-ene 17.198 38.0 ng 2237490 6 15.463 1177990 20.0
Germanicol 17.298 34.4 ng 2026430 6 15.463 1177990 20.0
.gamma.-Sitosterol 17.568 23.8 ng 1399460 6 15.463 1177990 20.0
Lup-20(29)-en-3... 18.092 13.0 ng 764649 6 15.463 1177990 20.0
Dotriacontanal 18.203 23.4 ng 1380460 6 15.463 1177990 20.0
2-Isopropenyl-4... 18.392 9.7 ng 573777 6 15.463 1177990 20.0
Stigmast-4-en-3... 18.557 12.4 ng 727938 6 15.463 1177990 20.0
1-Heptacosanol 18.833 37.2 ng 2189999 6 15.463 1177990 20.0
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