LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc : P015-SS005-0006-01

ALS Vvial : 18 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128662.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.051 467 470 475 rVB 44346 53478 1.64% 0.236%
2 5.475 539 542 550 rBV 2656555 2643769 80.89% 11.662%
3 6.487 710 714 725 rBV 2908832 2705846 82.78% 11.936%
4 6.822 767 771 774 rBV 955312 759680 23.24%  3.351%
5 6.934 787 790 793 rBV 74264 64217 1.96% 0.283%

6 7.387 861 867 870 rBV 1895007 1859903 56.90%  8.204%
7 8.104 984 989 993 rBV 1096565 952363 29.14% 4.201%
8 9.186 1166 1173 1176 rBV 3878876 3268543 100.00% 14.418%
9 9.863 1284 1288 1291 rVB 1310490 987058 30.20%  4.354%

9

10 .981 1304 1308 1311 rBV 53109 41655 1.27% 0.184%
11 10.104 1325 1329 1332 rVB 114297 95543 2.92% 0.421%
12 10.145 1332 1336 1341 rVB2 31384 37205 1.14% 0.164%
13 10.622 1414 1417 1419 rBV 91979 86999 2.66% 0.384%
14 10.657 1419 1423 1426 rVB 2092200 1844463 56.43% 8.136%
15 11.351 1537 1541 1544 rBV 1056770 911671 27.89% 4.022%
16 11.880 1628 1631 1635 rBV 311800 285844 8.75% 1.261%
17 12.592 1750 1752 1759 rVB4 31556 47464  1.45%  0.209%
18 12.669 1761 1765 1775 rVB 146307 142446  4.36% ©.628%

19 12.939 1807 1811 1814 rBV 2668320 2277022 69.66% 10.0447%

20 13.904 1968 1975 1983 rBV6 45144 156506 4.79%  0.690%
21 13.992 1986 1990 1993 rVV 663583 580046 17.75% 2.559%
22 14.086 1997 2006 2012 rBV 168433 215731 6.60% ©0.952%
23 14.468 2068 2071 2075 rVB 48409 40585 1.24% 0.179%
24 15.115 2177 2181 2185 rVB 72419 76462 2.34%  ©.337%
25 15.457 2234 2239 2243 rBV 459264 530615 16.23% 2.341%
26 15.698 2276 2280 2285 rVB4 34214 48117 1.47% 0.212%
27 15.933 2314 2320 2325 rBV 118735 176284 5.39% ©.778%
28 16.080 2336 2345 2351 rBV9 36698 117054 3.58% ©.516%
29 16.733 2449 2456 2464 rVB2 142884 279696  8.56%  1.234%
30 17.033 2500 2507 2514 rBV2 135756 324819 9.94%  1.433%
31 17.592 2596 2602 2605 rBVS8 38591 89764 2.75% 0.396%
32 17.892 2649 2653 2659 rvVB8 24177 49618 1.52% 0.219%
33 18.004 2667 2672 2679 rVB7 53162 121927 3.73% ©.538%
34 18.156 2691 2698 2710 rVB2 145726 387270 11.85% 1.708%

35 18.456 2740 2749 2754 rBV1e 45304 131886 4.04% ©.582%
36 18.521 2755 2760 2775 rVB1O 76569 239867 7.34% 1.058%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc : P015-SS005-0006-01

ALS Vvial : 18 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-BF060222.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 18.815 2802 2810 2812 rBV9 15845 38368 1.17% 0.169%
Sum of corrected areas: 22669784
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc : P015-SS005-0006-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128662.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc P015-SS005-0006-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 7
R.T. EstConc Area Relative to ISTD R.T.
11.880 6.27 ng 285844  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 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1631 (11.880 min): BF128662.D\data.ms (-1628) (- m/z 43.10 100.00%
43.1
73.0
5000
129.1
— =
‘ H “‘1? 157.1185. 221‘3'2 256.1 11.50 12.00
Obrerrree Al Ll o LT L 0T njz 6e.16 85.63%
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 per—
129.0 11.50 12.00
213.0 m/z 41.05 85.25%
‘ H (ﬂ 157.0185.0 ‘
O:I\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘H‘H‘H\\‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
== s
11.50 12.00
5000 129.0 m/z 73.00 82.54%
171.0
214.0
015&?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — =
43.0 73.0 11.50 12.00
m/z 55.05 75.47%
5000 129.0
199.0
s e
osol WA WALI A U0 1L | e sl
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\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc : P015-SS005-0006-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 13
R.T. EstConc Area Relative to ISTD R.T.
12.669 3.12 ng 142446  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 50

Abundance Scan 1765 (12.669 min): BF128662.D\data.ms (-1761) (- m/z 43.05 100.00%

43.0
5000
129.1

185 2 2412 UL L
‘ 284.3 12.50 13.00
|

W‘”p‘w‘““““““““““‘ m/z 55.05  83.33%

Om\

miz--> 150 200 250 300 350
Abundance #179093. Octadecanoic acid
73.0
129.0
50001 28, 284.0 S -
1850 241.0 12.50 13.00
m/z 72.95 83.10%
oL ‘\“‘H\ “‘“‘Hm‘““ M “‘\‘ “\‘\‘ “ ‘\“‘ ‘\ ‘\‘ . “‘ e
miz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
e s
12.50 13.00
5000 ITI/Z 59.95 79.66%
129.0
213 0
o] “\‘ ‘H‘M‘h‘hh H\u‘m \\ ‘ “‘ u\ “\‘ I “‘ R B e e
m/z--> 5 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e Pl e
43.0 12.50 13.00
m/z 41.05 79.65%
5000 284.0
3.0 129 0
1850 2410
0l \‘\M uhH M\u‘\‘\‘ ‘\“‘\‘ ‘\‘\‘ ‘\““\“““‘3"7‘2;| A S
m/z--> 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\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc P015-SS005-0006-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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-Docosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.904 5.40 ng 156506  Chrysene-di12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 87
2 1-Tetracosene 336 C24H48 010192-32-2 81
3 1-Heneicosanol 312 C21H440 015594-90-8 81
4 n-Tetracosanol-1 354 C24H500 000506-51-4 72
5 1-Tricosene 322 C23H46 018835-32-0 64
Abundance Scan 1975 (13.904 min): BF128662.D\data.ms (-1968) (- m/z 55.10 100.00%
5!:
97.1
5000
2071 1400
i e =0
ol b e L T m/z 57.85 98.03%
miz-> 50 100 150 200 250 300
Abundance #209741: 1-Docosene
55.0
97.0
5000 T
14.00
m/z 43.05  95.64%
Olﬁ.q‘\‘ ‘\ “‘ ‘H‘ ‘H‘ ‘\}\ \ ‘\1\8\1-\0 T T T ‘ LI \3‘08\.(\)\ T
miz--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene
43.00 83.0
——
14.00
5000 m/z 69.05 70.30%
25.0
ol ‘MHW Ly L 16802100 g6
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosanol —
55.0 14.00
97.0 .
m/z 83.05 67.29%
- WNWWAMMMA/\mWMWMWAMM
o0 | L1120 1020 2200 2000 o
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc : P015-SS005-0006-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 5
R.T. EstConc Area Relative to ISTD R.T.
14.086 7.44 ng 215731  Chrysene-di12 13.992
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 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 38
5 4-Nitro-4'-methyldiphenylsulfone 277 C13H11NO4S 004094-37-5 38

Abundance Scan 2006 (14.086 min): BF128662.D\data.ms (-1997) (- m/z 277.10 100.00%

2771
5000
77.0 1831 —

\
14.00
39# ‘ 128.0
L W SV v M‘ A, w‘2?§? A m/z 278.10 29.72%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 ‘
152.0 14.00

m/z 77.00  27.14%

13 95.0
. ‘ ‘ ‘ ‘\ T \H“ : L. “ | ‘Muh‘\ 1 \H . ”\ ‘\‘ : [H . ?3:3‘0 —
miz-> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

1400
5000 m/z 51.00 24.80%

77.0 183.0
oL 309 | 1200 L Lm0 |
miz—-> 50 100 150 200 250 300

Abundance #204686: Formaldehyde, anhenwphosphoranyhdene)h ; |
77.0 1400

m/z 183.10  23.08%

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

m/z--> 50 100 150 200 250 300 1400

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc P015-SS005-0006-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.116 2.88 ng 76462  Perylene-di12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Octacosane 394 (C28H58 000630-02-4 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Hexatriacontane 507 C36H74 000630-06-8 83
5 Tetratetracontane 619 C44H99 007098-22-8 83
Abundance Scan 2181 (15.115 min): BF128662.D\data.ms (-2177) (-} ' m/z 57.10 100.00%
57.1
o J.AL
%go o e
' 169.1 : :
ol “M A bl 2601 22532670 m/z 43.10 58.96%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 —r ——
15.00 15.50
m/z 71.10 51.53%
.0
0 \‘ “ ‘H\ I M‘ | ]‘\'4;(\) 1‘8302250 282.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— —
15.00 15.50
5000 m/z 85.05 35.88%
9.0
oLl L1 ;141.0183.0225.0 281.0 337.0 394.
B o o R EL e e S
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane : ‘ 7
57.0 15.00 15.50
m/z 55.10 26.28%
o W\NMM
9.0
ol L1 1410183.02250267.0300.0 3670
e 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\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc : P015-SS005-0006-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.933 6.64 ng 176284  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2320 (15.933 min): BF128662.D\data.ms (-2314) (- m/z 57.10 100.00%
57.1
- MJL\J
16.00
7.1 :
0lrr "J‘eﬁmﬁﬁ'?"2“9‘“‘:9‘WHwHw‘_m_wm m/z 43.10  67.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 1
16.00
m/z 71.10 55.09%
239.0
O‘H\ ‘\J\J\f‘\\z%?\l\HTW\\L[H?\O‘TSHO\‘\H\‘\\H‘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 40.52%
ol [ 1 || £27:0197.0267.0337.0407.0 491.0562.0
et - A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane —
57.0 16.00
m/z 55.05 24.62%
5000
ol 1l 1122701970 281.0  394.0
_‘H‘H‘W‘H‘_“"H‘_‘H‘H‘W‘H‘_“W‘H‘_‘H‘H‘W‘H ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc : P015-SS005-0006-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 7-Ethyl-2-undecen-6-one Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.080 4.41 ng 117054  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Ethyl-2-undecen-6-one 196 C13H240 1000374-14-9 55
2 5-Methylisoxazol-3-trifluoroacet... 194 C6H5F3N202 211429-86-6 49
3 Cyclotetradecane 196 C14H28 000295-17-0 49
4 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 49
5 Pentafluoropropionic acid, undec... 318 C14H23F502 959014-11-0 46
Abundance Scan 2345 (16.080 min): BF128662.D\data.ms (-2336) (- m/z 57.10 100.00%
57.
5000
143.1
; 208.1 253.1 304, ‘16de ‘
0 Hwh\u wh‘ ““‘H“‘““ b myz 5.0 92.58%
miz--> 50 100 150 200 250 300 350
Abundance #71624: 7-Ethyl-2-undecen-6-one
69.0
5000 —— :
16.00
m/z 69.10 91.58%
[l 2200 1m0
[ “‘\“‘\”H“‘\ \H‘\“\“\\‘\\“\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #69569: 5-Methylisoxazol-3-trifluoroacetylamine
2
43.0 194.0
T 7 \
97.0 16.00
5000 m/z 41.05 86.43%
151.0
AL T T T
m/z--> 50 100 150 200 250 300 350
Abundance #71733: Cyclotetradecane T
55.0 16.00
m/z 43.00 75.96%
- | /\//\JM
196.0
ol HLLLLE LI gl ‘
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc : P015-SS005-0006-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 3
R.T. EstConc Area Relative to ISTD R.T.
16.733 10.54 ng 279696  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 92
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Octacosanal 408 C28H560 022725-64-0 90
4 Tetracosanal 352 C24H480 057866-08-7 87
5 Hexacosanal 380 C26H520 026627-85-0 87
Abundance Scan 2456 (16.733 min): BF128662.D\data.ms (-2449) (-} | m/z 57.05 100.00%
51.0
o M
— —
‘ H\ Jw 2.1 2081 2811 390.4 1659 17,90
o—h ““‘WM\ o R e S m/z 43.10 94.00%
miz--> 50 100 150 200 250 300 350 400
Abundance #171302: 1,19-Eicosadiene
55.0
5000 e ——
16.50 17.00
9.0 m/z 82.05 60.89%
O T ‘\ ‘\“ \‘h‘ ““ \“\]'[\52\(\)\\20‘7\ \()\2?9\q T ‘ T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0
= =y
16.50 17.00
5000 m/z 55.10 60.42%
29. 25.0
AL as00, 2s00
0 H‘\‘\MH“ ‘ ‘H‘\M T b e
m/z--> 50 100 150 200 250 300 350 400
Abundance #307026: Octacosanal T ——
57.0 16.50 17.00
m/z 96.05 42.73%
) M\JL
390.0
oL LA “L L0230, 2210 2180 3340 T b, e
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc P015-SS005-0006-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Tetratetracontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.033 12.24 ng 324819  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2507 (17.033 min): BF128662.D\data.ms (-2500) (- m/z 57.10 100.00%
57.1

B

5000
17.00
7.2
o‘HH‘_wﬁwHH%%‘r?}???”l‘?’ﬁ??wHw‘_m_wm m/z 43.10  65.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 —— ‘
17.00
m/z 71.05 53.45%
ok [ 1 || £27:0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\H‘\\\\‘\\\!]W\\T[HT\‘TFH}HH‘HH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
— 1 \
17.00
5000 m/z 85.10 39.03%

ol L || 127.0197.0 281.0 394.0
e

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246481: Tetracosane
57.0 17.00
m/z 55.05 30.18%
5000

0 “ (127.0197.0267.0338.0
_m‘wwwH,‘m‘wwwH_m‘wwww”

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.00

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc : P015-SS005-0006-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 unknownl7.592 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.592 3.38 ng 89764  Perylene-di12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 42
2 .alpha.-Guaiene 204 C15H24 003691-12-1 38
3 1,3-Dimethyl-5-(propen-1-yl)adam... 204 C15H24 057040-48-9 22
4 .beta.-Humulene 204 C15H24 000116-04-1 22
5 Valerena-4,7(11)-diene 204 C15H24 351222-66-7 15
Abundance Scan 2602 (17.592 min): BF128662.D\data.ms (-2596) (| m/z 55.00 100.00%
55.0
5000 285.1
159.1 213.0
T I
b L% i
ob-4] i I ul M‘ Ll wz 4310 s0.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #80481: Naphthalene, decahydro-4a-methyl-1-methylene
105.0
5000{ | 161.0204.0 — :
17.50
‘ m/z 107.05 64.49%
0 ‘\\‘ ‘N ‘h\““‘\“‘ “\\’\ ‘H\‘ | ‘\‘ .
m/z--> 50 100 150 200 250 300 350 400
Abundance #80155: .alpha.-Guaiene
41.0 105.0147.0
T I
204.0 17.50
5000 m/z 105.85 51.91%
0 ’ \\\““\‘\\L “L A L — MW
m/z--> 100 150 200 250 300 350 400
Abundance  #80252: 1,3-Dimethyl-5-(propen-1-yl)adamantane —— ‘
107.0 204.0 17.50
m/z 91.00 47.70%
5000{ 55.0 W
NIV 1 e 0 -
m/z--> 50 100 150 200 250 300 350 400 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc P015-SS005-0006-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 4,22-Stigmastadiene-3-one Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.003 4.60 ng 121927  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,22-Stigmastadiene-3-one 410 C29H460 020817-72-5 95
2 24S--Ethyl-5.alpha.-cholesta-2,2... 410 C29H460 101046-86-0 78
3 Stigmasterone 410 C29H460 1000430-63-2 78
4 Spinasterone 410 C29H460 023455-44-9 70
5 4,22-Cholestadien-3-one 382 C27H420 055688-43-2 9

Abundance Scan 2672 (18.003 min): BF128662.D\data.ms (-2667) (- m/z 55.10 100.00%

55.1
5000
T
18.00
0 m/z 67.05 50.58%
miz--> 50 100 150 200 250 300 350 400
Abundance #308240: 4,22-Stigmastadiene-3-one
55.0
5000 —
18.00
147.0 271.0 m/z 81.10 44.46%
410.(
o) ‘H \\ meH‘\ \U\ ‘\M\‘u‘ ‘n ‘\‘ H‘\ ‘\ L, \H\ 4 ‘%1‘3‘9 . ??Z ‘o‘ . ‘\ .
m/z--> 50 150 200 250 300 350 400
Abundance #308249: 24S——Ethyl—5.a|pha.—cholesta—z,22E—d|en—6—one
55.0
T T
271.0 18.00
' 4100 m/z 95.85 36.19%
5000 123.0 367.0
229.
175 0 | ‘
Oyl “‘ L L A
m/z--> 50 100 150 200 250 300 350 400
Abundance #308235: Stigmasterone 7
55.0 18.00
m/z 43.10 35.76%
124.0
5000
0 e
m/z--> 50 100 150 200 250 300 350 400 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc P015-SS005-0006-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Oxirane, hexadecyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.156 14.60 ng 387270  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Hexacosanal 380 C26H520 026627-85-0 91
3 Octadecanal 268 C18H360 000638-66-4 80
4 1,19-Eicosadiene 278 C20H38 014811-95-1 76
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 72

Abundance Scan 2698 (18.156 min): BF128662.D\data.ms (-2691) (- m/z 57.10 100.00%

57.1
5000

i
1800 1850

1932 2831
o “wl“u"uw‘mu_m_HWW?TS‘E?PHW‘?“‘?‘ m/z 43.05 76.42%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0

5000 T T R

o

18.00 18.50
m/z 82.10 55.66%

il 1o
: ‘\L \“u‘\‘ L4 \\ \\ “I\ ‘\\m‘h‘ i “ml‘\(‘),‘?f?‘q .
m/z--> 50 100 150 200 250 300 350 400
Abundance #287971: Hexacosana
57.0
T

o

18.00 18.50
5000 m/z 55.10 52.72%
‘ 100 362.0
ol LU g0 2500 050 %20
m/z--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecanal T —
43.0 18.00 18.50

m/z 96.05 40.93%

96.0
h NJ\_A
222.0
m\“h“ 520 4 it ey

ol - ‘
miz--> 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\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc : P015-SS005-0006-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 unknownl8.456 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.456 4.97 ng 131886  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 46
2 7-Isopropenyl-1,4a-dimethyl-4,4a... 218 C15H220 000473-08-5 42
3 2H-Cyclopropa[a]naphthalen-2-one... 218 C15H220 006831-17-0 42
4 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 30
5 Eudesma-4(14),7(11)-dien-8-one 218 C15H220 1000424-42-8 30

Abundance Scan 2749 (18.456 min): BF128662.D\data.ms (-2740) (- m/z 218.20 100.00%

55.1 109.1 218.2
5000
61.1

‘ ‘ 71.1 356.1 409. 18 50
m“‘“ m/z 55.10 92.94%

miz--> 100 150 200 250 300 350 400
Abundance #96833. 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,
218.0
41.0 91.0133.0

5000 175.0

=

o

18.50
m/z 109.10  92.43%

0! i‘““‘”\”\‘““\i\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #96818: 7-Isopropenyl-1,4a-dimethyl-4,4a,5,6,7,8-hexahy
218.0

91.0 147.0

—
18.50
5000 m/z 95.05 91.16%

41.0
|
miz--> 50 100 150 200 250 300 350 400

Abundance #96863: 2H-Cyclopropa[a]naphthalen-2-one, 1,1a,4,5,6,7
2

o

03.0 18.50
119.0 m/z 205.20 66.05%
61.0
50007 41.0
) i et
m/z--> 50 100 150 200 250 300 350 400 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc P015-SS005-0006-01

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Stigmast-4-en-3-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.521 9.04 ng 239867 Perylene-di2 15.457
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 46
3 Testosterone 288 C19H2802 000058-22-0 46
4 Testosterone cypionate 412 C27H4003 000058-20-8 30
5 Nickel, [(1,2,3-.eta.)-2-butenyl... 178 C9H12Ni 051733-18-7 30

Abundance Scan 2760 (18.521 min): BF128662.D\data.ms (-2755) (- m/z 43.10 100.00%
43.1 124.1

229.2

.

5000
SIS NASNRABNRA
18.2018.4018.6018.80
0 ] m/Z 124.10 93.12%
miz--> 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  53.64%

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

-

18.2018.4018.6018.80
m/z 55.00 53.56%

5000

3

0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #184187: Testosterone R maa o e
124.0 18.2018.4018.6018.80
m/z 57.00 46.10%
5000
79.
288.0
203.0
)
] bl by o
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\BF060222\
Data File : BF128662.D

Acqg On : 03 Jun 2022 03:08

Operator : CG\JU

Sample : N2988-19 :
Misc : P015-SS005-0006-01

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 ... 11.880 6.3 ng 285844 4 11.351 911671 20.0
Octadecanoic acid 12.669 3.1 ng 142446 4 11.351 911671 20.0
1-Docosene 13.904 5.4 ng 156506 5 13.992 580046 20.0
Triphenylphosph... 14.086 7.4 ng 215731 5 13.992 580046 20.0
Eicosane 15.116 2.9 ng 76462 6 15.457 530615 20.0
Heptadecane, 9-... 15.933 6.6 ng 176284 6 15.457 530615 20.0
7-Ethyl-2-undec... 16.080 4.4 ng 1170654 6 15.457 530615 20.0
1,19-Eicosadiene 16.733 10.5 ng 279696 6 15.457 530615 20.0
Tetratetracontane 17.033 12.2 ng 324819 6 15.457 530615 20.0
unknownl17.592 17.592 3.4 ng 89764 6 15.457 530615 20.0
4,22-Stigmastad... 18.003 4.6 ng 121927 6 15.457 530615 20.0
Oxirane, hexade... 18.156 14.6 ng 387270 6 15.457 530615 20.0
unknown18.456 18.456 5.0 ng 131886 6 15.457 530615 20.0
Stigmast-4-en-3... 18.521 9.0 ng 239867 6 15.457 530615 20.0
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