LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129551.D

Acqg On : 03 Aug 2022 21:04
Operator : CG\JU

Sample : N3930-12

Misc :

ALS Vvial : 11  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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129551.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.093 474 477 484 rVB 35115 42480 1.99% 0.220%
2 5.499 542 546 560 rBV 2364937 2133163 99.72% 11.057%
3 6.510 714 718 732 rBV 2444027 2039965 95.37% 10.574%
4 6.869 775 779 782 rBV 904895 727303 34.00% 3.770%
5 7.428 870 874 878 rBV 1364652 1307876 61.14% 6.779%

6 8.151 993 997 1000 rBV 1065775 863115 40.35% 4.474%
7 9.222 1175 1179 1182 rBV 2585647 2139107 100.00% 11.087%
8 9.904 1291 1295 1299 rBV 888459 771423 36.06%  3.998%
9 10.698 1426 1430 1439 rBV 1225096 1012442 47.33% 5.248%
10 11.398 1545 1549 1552 rBV 739245 659491 30.83% 3.418%
11 11.910 1629 1636 1641 rBV3 35849 60736 2.84% ©.315%
12 12.610 1752 1755 1759 rVB 79267 65613 3.07% ©0.340%
13 12.839 1789 1794 1797 rBV 82054 81496 3.81% ©.422%
14 12.980 1814 1818 1821 rBV 2163336 1784799 83.44%  9.251%
15 13.198 1851 1855 1859 rVB 35055 35330 1.65% ©.183%
16 13.539 1909 1913 1916 rBvV2 38397 46944  2.19% 243%
17 13.657 1930 1933 1935 rBV2 39151 34231 1.60% 177%

18 13.874 1966 1970 1982 rBV3 230386 494147 23.10%
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19 14.039 1994 1998 2001 rBV 936041 839250 39.23% 350%
20 14.063 2001 2002 2009 rVB 50247 47717 2.23% 247%
21 14.133 2011 2014 2018 rVB2 23324 28998 1.36% ©.150%
22 14.186 2020 2023 2025 rBvV2 39406 38619 1.81% ©.200%
23 14.457 2066 2069 2072 rBV2 67139 60840 2.84% ©0.315%
24 14.486 2072 2074 2076 rBV 120743 100204 4.68% ©.519%
25 14.516 2076 2079 2083 rVV5 45529 73514  3.44% 0.381%
26 14.798 2124 2127 2130 rVB2 34354 35741 1.67% 0.185%
27 14.874 2137 2140 2144 rVB 49668 50302 2.35% 0.261%
28 14.945 2149 2152 2156 rVB2 73337 74869 3.50% ©.388%
29 15.086 2173 2176 2179 rBV 47480 61942 2.90% ©0.321%
30 15.133 2181 2184 2189 rVB 147287 172025 8.04% 0.892%
31 15.398 2226 2229 2235 rVB 38230 56907 2.66% ©.295%
32 15.457 2237 2239 2244 rVB 41165 50806 2.38% 0.263%
33 15.527 2246 2251 2255 rVV 698196 849606 39.72%  4.404%
34 15.727 2282 2285 2290 rVB 71291 86815 4.06% 0.450%
35 15.957 2320 2324 2330 rVB 217029 320399 14.98% 1.661%

36 16.774 2458 2463 2469 rVB2 101398 182909 8.55%  0.948%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129551.D

Acqg On : 03 Aug 2022 21:04
Operator : CG\JU

Sample : N3930-12

Misc

ALS Vvial : 11  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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.174 2524 2531 2543 rBV2 468322 1148913 53.71% 5.955%
38 17.515 2584 2589 2596 rVB9 74048 173110 8.09% ©.897%

39 17.627 2602 2608 2623 rVB9 80814 267070 12.49%  1.384%
40 18.639 2774 2780 2793 rVB4 88605 272804 12.75% 1.414%

Sum of corrected areas: 19293021

8270-BF072522.M Thu Aug 04 16:39:55 2022 Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129551.D

Acq On : 03 Aug 2022 21:04
Operator : CG\JU

Sample : N3930-12

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129551.D\data.ms
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2500000

2000000

1500000

1000000 14.039

15.527
17.174

500000
15.133 15.957

g M98 R0 1oy 1577 | o SARNUNEE.

O ‘ T T T T ‘ T T T T ‘ T
Time->  13.50 14.00 14.50

18.50

T ‘ T T ‘ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
15.00 15.50 16.00 16.50 17.00 17.50 18.00

8270-BF072522.M Thu Aug 04 16:39:56 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129551.D

Acq On : 03 Aug 2022 21:04
Operator : CG\JU

Sample : N3930-12

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Cyclopentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.874 11.78 ng 494147  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentadecane 210 C15H3e 000295-48-7 95
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 1970 (13.874 min): BF129551.D\data.ms (-1966) (- m/z 57.10 100.00%
57.1
51 — —
13.50 14.00
234.0
oﬁ*m3021 m/z 43.10  89.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #87654: Cyclopentadecane
55.0
5000 — -
13.50 14.00
m/z 55.05 77.55%
IS 220
O\H ‘JHH T\‘\q‘\\\‘\‘”\\‘\\\\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #273800: 1-Hexacosene
57.0
— ——
13.50 14.00
5000 m/z 83.05 72.47%
ol LU ‘1 196.0 292.0364.0
A A L e e R AR aaasassasassaEa e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T T
57.0 13.50 14.00
m/z 97.05 66.62%
5000
5.0 252.0
ol L " 369.0 648,
Lot T e e RRREREEET = —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129551.D

Acq On : 03 Aug 2022 21:04
Operator : CG\JU

Sample : N3930-12

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Bromo dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.486 2.39 ng 100204  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
3 Octadecane 254 (C18H38 000593-45-3 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2074 (14.486 min): BF129551.D\data.ms (-2072) (- m/z 57.10 100.00%
57.1
9.1 A0
14.50
141.1183.2 1
- ‘ “ “h‘w“‘w““ LI A502 2870 809.2395.1897. /0 71,10 64.41%
m/z--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane
57.0
5000 T
14.50
m/z 43.10 63.67%
9.0 169.0
Ol\rs.\d\‘\““\‘h‘\‘h\“‘\“\‘\Y‘\‘\\\‘\\\24?.\0\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
——
14.50
5000 m/z 85.05 49,19%
9.0
141.0
ol \‘ 4 “ | ”‘ | 1117183.0225.0267.0309.0 3650
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane —
57.0 14.50
m/z 41.10 21.71%
5000
‘ 9.0
ol Ll 300 2820 -
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\BF080322\
Data File : BF129551.D

Acq On : 03 Aug 2022 21:04
Operator : CG\JU

Sample : N3930-12

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.133 4.05 ng 172025 Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2184 (15.133 min): BF129551.D\data.ms (-2181) (- m/z 57.05 100.00%

57.0
5000
h u ‘

e
‘ 127 1 0802529 425 15.00 15.50
ol b d Ll Ly 208025292969 3851 425y 7 71.05  65.49%

m/z--> 50 100 150 200 250 300 350 400
Abundance #298426: Octacosane
57.0

5000 = -
15.00 15.50

m/z 43.10 64.89%

T \ ‘ T ‘ T T ’ 1T ‘ \ T T ‘ T 1T ‘ LI ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0

——
15.00 15.50
5000 m/z 85.05 44.01%

13.
oL LT 1690 2250 2050 670
m/z--> 50 100 150 200 250 300 350 400

Abundance #307033: Octacosane, 2-methyl- — —
57.0 15.00 15.50

m/z 55.00 24.60%

- MM\J\/\M«W

ol | 177 1690 2250 gg10 3650
“,““‘

T —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129551.D

Acq On : 03 Aug 2022 21:04
Operator : CG\JU

Sample : N3930-12

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.727 2.04 ng 86815 Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 89
3 Heptadecanal 254 C17H340 1000376-70-0 87
4 Eicosanal- 296 (C20H400 002400-66-0 87
5 Z-11,13-Dimethyl-11-tetradecen-1... 282 C18H3402 1000131-36-6 84

Abundance Scan 2285 (15.727 min): BF129551.D\data.ms (-2282) (- m/z 57.00 100.00%
57.0

5000

316.2 15.50 16.00

fo T ! ‘\ mm‘\ “hm i \Hu\‘ aal w‘\\“ il ‘hmml \‘m‘h\‘ o ‘\‘H‘H‘ 357 9‘4‘0‘1‘ m/z 43.05 99.55%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecanal
43.0
06.0

5000

09.0 s i
\HH

m/z 55.00 75.73%

222 0
O ‘ “\ h mh “ ““ “‘ \‘\ }‘ \O‘ T \ T ‘2\6\8 \0\ ‘ L ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl-

82.0

41,

——
15.50 16.00
“‘\

——
15.50 16.00
5000 m/z 82.05 73.04%

24.0
. ‘H | 1] 1660 2220264.0
A e
miz-> 50 100 150 200 250 300 350 400

Abundance #141014: Heptadecanal T —
43.0 15.50 16.00
m/z 83.10 62.30%
- WWVUJ\.J\/\M
37.0
0 H\mu‘;??89‘2‘54‘9”_m_m_ S
m/z--> 5 100 150 250 300 350 400 15.50 16.00

8270-BF072522.M Thu Aug 04 16:39:58 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129551.D

Acq On : 03 Aug 2022 21:04

Operator : CG\JU

Sample : N3930-12

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 Tridecane, 1-iodo- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
15.957 7.54 ng 320399  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 1-iodo- 310 C13H271 ©35599-77-0 93
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2324 (15.957 min): BF129551.D\data.ms (-2320) (-} m/z 57.10 100.00%
57.1
e M\L
—
\ ‘ ]T 11691 26293151 16.00
| Mw‘u_ e 202931513654 . m/z 71.10  69.58%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 T
16.00
m/z 43.10 63.83%
183.0
13.0
O\\‘”\H\“ “1\“\“\‘\‘\\‘\\\‘\‘\\\\‘\\\\3‘19\0\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
—
16.00
5000 m/z 85.05 51.23%
ol 4] ‘ W || /890 2250 29503510 449
R o e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane 1
57.0 16.00
m/z 55.05 25.21%
v MJ\J\NW
o Ll a0 a0 20 -
m/z--> 50 100 150 200 250 300 350 400 450 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129551.D

Acq On : 03 Aug 2022 21:04
Operator : CG\JU

Sample : N3930-12

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Triacontanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.774 4.31 ng 182909  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Triacontanal 436 C30H600 022725-63-9 86
3 Henicosanal 310 C21H420 051227-32-8 81
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 74
5 1,19-Eicosadiene 278 C20H38 014811-95-1 72

Abundance Scan2463(16774num BF129551.D\data.ms (-2458) (- m/z 57.10 100.00%
57.

5000

T T
7.0 16.50 17.00
2831 3482 4184
ol ‘\‘\ wh H‘m\h\ H .\‘ \‘\‘H‘w‘\ RS m/z 82.10 80.88%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158566: Octadecanal
43.0

5000 6.0 T T T
16.50 17.00

m/z 43.10 77.73%

O \‘\‘\ ‘ “ ‘ f“\ h] m‘ f“‘\lﬂfs‘z\(\)W \ ‘ T \‘ \2\5?\()\ T ‘ T TT ’ L ‘ T TT
m/z--> 50 100 150 200 250 300 350 400
Abundance #320587: Triacontana
57.0

e o
16.50 17.00
5000 m/z 55.00 57.09%
‘ 10.0 418.0
bbb lhy som0 7000 ssao | |
m/z--> 50 100 150 200 250 300 350 400
Abundance #212262: Henicosanal T ——
82.0 16.50 17.00

m/z 96.05 54.98%

5000
37.0 292.0
29 i | I H‘\ ‘ 236.0

T it}

T T
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129551.D

Acq On : 03 Aug 2022 21:04
Operator : CG\JU

Sample : N3930-12

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 1,4-Dimethyl-8-isopropylide... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.174  27.05 ng 1148910  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 76
2 (-)-Tricyclo[6.2.1.0(4,11)]undec... 204 C15H24 1000154-06-7 72
3 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 59
4 (S,E)-8,12,15,15-Tetramethyl-4-m... 272 C20H32 386223-19-4 55
5 Farnesyl bromide 284 C15H25Br 006874-67-5 53

Abundance Scan 2531 (17.174 min): BF129551.D\data.ms (-2524) (-} | m/z 204.15 100.00%

204.2
135.0
69.1
5000
301.3
e

e
17.00 17.50
IM“.‘ ‘\\N\L‘ h‘\ \‘\ IM‘H M“\ L, \\ F \L ‘ L 393 3440 ‘ m / Z 135.00 61.94%

m/z--> 50 100 150 200 250 300 350 400
Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1
204.0

o

o

5000 T —
95.0 147, 17.00 17.50
41.0 r m/z 133.00 53.09%
O “ “‘\Jl‘\ m ’ “hM h\ ‘ \“ \“\ T L ‘ TTTT ‘ TTTT ‘ L ‘ L ‘
m/z--> 100 150 200 250 300 350 400
Abundance #80429. (-)-Tricyclo[6.2.1.0(4,11)Jundec-5-ene, 1,5,9,9-te
133.0
41.0
— —
189.0 17.00 17.50
5000 m/z 121.05 52.68%
‘ ‘\ Loll “‘h‘ -
m/z--> 5 100 150 200 250 300 350 400

Abundance #80273: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaph T

204.0 17.00 17.50
91.0 m/z 69.10 52.16%
41.0
5000
7.
0 } —
miz--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129551.D

Acq On : 03 Aug 2022 21:04
Operator : CG\JU

Sample : N3930-12

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 (-)-Isolongifolol, methyl e... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.515 4.08 ng 173110  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 56
2 (1R,4aR,5S)-5-((E)-5-Methoxy-3-m... 318 C21H3402 1000495-78-7 38
3 (R)-2-((4aS,8aR)-4a-Methyl-8-met... 220 C15H240 028102-68-3 30
4 (laR,4aS,8aS)-4a,8,8-Trimethyl-1... 218 C15H220 000470-41-7 25
5 4-(6,6-Dimethyl-2-methylenecyclo... 206 C14H220 1000195-14-3 25

Abundance Scan 2589 (17.515 min): BF129551.D\data.ms (-2584) (- m/z 55.05 100.00%

55.0 109.1 241.2
191.0
5000
301.3
. T
369.3, 42> 17.50
0 m/z 109.10 94.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #118842: (-)-Isolongifolol, methyl ether
109.0
41.0
5000 — :
189.0 17.50
m/z 241.15 93.53%
236.0
O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #222647: (1R,4aR,5S)-5-((E)-5-Methoxy-3-methylpent-3-
o h o

IR L
17.50
m/z 95.05 86.83%

5000

3

0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #99362: (R)-2-((4aS,8aR)-4a-Methyl-8-methylene-1,4,4a, P ‘
105.0 205.0 17.50
m/z 69.05 84.04%
5000
41.0

g

i ﬂ% L

T
m/z--> 50 100 150 200 250 300 350 400 17.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129551.D

Acq On : 03 Aug 2022 21:04
Operator : CG\JU

Sample : N3930-12

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 .gamma.-Sitosterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.627 6.29 ng 267070  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 94
2 .beta.-Sitosterol 414 C29H500 000083-46-5 89
3 (35,85,95,10R,13R,14S5,17R)-17-((... 414 C29H500 029365-29-5 32
4 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 17
5 Cholest-7-en-3-0l1, 4,4-dimethyl-... 414 C29H500 006384-28-7 15
Abundance Scan 2608 (17.627 min): BF129551.D\data.ms (-2602) (- m/z 43.10 100.00%
43.1
107.1 /\//\”\M
5000 161.1 213.2
303.3 414. — S
57, 355.0 17.50 18.00
ol —dylull m/z 55.16  62.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 — ——
145.0 414.( 17.50 18.00
2130 3030 m/z 41.10 58.84%
0 Ay ,“‘\“1 .
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
— —
17.50 18.00
5000 m/z 107.05 52.18%
107.0 414.(
161.0 213.0 303.0
‘H 257. 354.0
oLl
m/z--> 50 100 150 200 250 300 350 400
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6- — —T—
43.0 17.50 18.00
m/z 93.10 47.20%
5000 91.0 145.0 382.0 h\w
0Ly —— ——
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129551.D

Acq On : 03 Aug 2022 21:04
Operator : CG\JU

Sample : N3930-12

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Androst-4-en-3-one, 17-hydr... Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
18.639  6.42ng 272804  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 83

2 Stigmast-4-en-3-one 412 C29H480 001058-61-3 80
3 Testosterone cypionate 412 C27H4003 000058-20-8 62
4 17beta-Acetoxy-10-isoandrost-4-e... 330 C21H3003 002681-55-2 53
5 .gamma.-Sitostenone 412 C29H480 084924-96-9 49

Abundance Scan 2780 (18.639 min): BF129551.D\data.ms (-2774) (- m/z 124.10 100.00%
124.1

43.1
5000

-

18.4018.6018.80

288.1 370.2412.¢

0! m/z 43.10 58.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #184240: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17

124.0
5000 \\\\‘\\\\‘\\\\‘\\\\
288.0 18.4018.6018.80
m/z 57.10 39.46%
203.0246.0

0! \hh\“ ‘\Hm‘Mu‘ \‘h‘\ i \“‘\ ‘\‘\‘ Nl “ e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #309452: Stigmast-4-en-3-one

18.4018.6018.80
m/z 229.15 32.20%

5000

-

0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #309416: Testosterone cypionate R e ae o
124.0 18.4018.6018.80
550 m/z 41.60  30.79%
- A/\Mwwmmﬁwaxwwww/MW
230.0
h 185.0 | ‘288'0 3700412
0! “‘M “‘1‘“‘“““““‘\ e Ik ““ e L ‘ ““ T
m/z--> 50 100 150 200 250 300 350 400 18.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129551.D

Acqg On : 03 Aug 2022 21:04
Operator : CG\JU

Sample : N3930-12

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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|
Cyclopentadecane 13.874 11.8 ng 494147 5 14.039 839250 20.0
2-Bromo dodecane 14.486 2.4 ng 100204 5 14.039 839250 20.0
Octacosane 15.133 4.0 ng 172025 6 15.527 849606 20.0
Octadecanal 15.727 2.0 ng 86815 6 15.527 849606 20.0
Tridecane, 1-iodo- 15.957 7.5 ng 320399 6 15.527 849606 20.0
Triacontanal 16.774 4.3 ng 182909 6 15.527 849606 20.0
1,4-Dimethyl-8-... 17.174 27.1 ng 1148910 6 15.527 849606 20.0
(-)-Isolongifol... 17.515 4.1 ng 173110 6 15.527 849606 20.0
.gamma.-Sitosterol 17.627 6.3 ng 267070 6 15.527 849606 20.0
Androst-4-en-3-... 18.639 6.4 ng 272804 6 15.527 849606 20.0
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