LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34
Operator : CG\JU

Sample : N3895-14

Misc :

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

Signal : TIC: BF129459.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.516 545 549 552 rBV 3909594 3491906 26.37% 6.342%
2 6.528 716 721 724 rBV 3994202 3571025 26.97% 6.486%
3 6.881 778 781 785 rBV 1289211 1032380 7.80% 1.875%
4 7.445 872 877 880 rBV 2517929 2340164 17.67% 4.250%
5 8.163 995 999 1003 rBV 1552504 1337824 10.10% 2.430%
6 9.239 1178 1182 1185 rBV 4856758 4175116 31.53% 7.583%
7 9.922 1294 1298 1302 rBV 1585434 1406484 10.62%  2.555%
8 10.716 1429 1433 1444 rBV 2438142 2088270 15.77% 3.793%
9 11.416 1548 1552 1555 rBV 1288107 1125112 8.50% 2.043%
10 11.933 1635 1640 1645 rBV2 137589 143228 1.08% 0.260%
11 12.998 1817 1821 1825 rVB 3220712 2845326 21.49% 5.168%
12 13.680 1933 1937 1942 rBV2 154180 160373 1.21% 0.291%
13 13.892 1969 1973 1980 rBV 442507 791925 5.98% 1.438%
14 14.063 1998 2002 2005 rBV 976111 949191 7.17% 1.724%
15 14.510 2075 2078 2080 rBV 318039 273549 2.07% 0.497%
16 14.539 2080 2083 2086 rVV 202583 310226 2.34% 0.563%
17 14.568 2086 2088 2097 rVB 150431 164295 1.24% 0.298%
18 14.821 2127 2131 2134 rVB 140212 144337 1.09% 0.262%
19 14.974 2153 2157 2161 rVB 345517 378184 2.86% 0.687%
20 15.162 2185 2189 2193 rVB 601441 673224 5.08% 1.223%
21 15.215 2194 2198 2201 rBV3 160325 289588 2.19% 0.526%
22 15.251 2201 2204 2208 rVB2 177342 227612 1.72% 0.413%
23 15.557 2251 2256 2265 rVV 877943 1118153 8.44% 2.031%
24 15.762 2287 2291 2296 rBV 393803 550275 4.16% ©.999%
25 16.004 2326 2332 2339 rVB 703125 1130532 8.54% 2.053%
26 16.092 2341 2347 2350 rBV4 127902 285275 2.15% 0.518%
27 16.521 2415 2420 2432 rVB2 124736 269999 2.04% 0.490%
28 16.821 2466 2471 2479 rVB 326224 613781 4.64% 1.115%
29 17.127 2513 2523 2532 rVB 358196 1105278 8.35% 2.007%
30 17.256 2532 2545 2553 rBV2 5110484 13240730 100.00% 24.049%

31 17.351 2557 2561 2567 rVB2 291565 555855  4.20%
32 17.574 2591 2599 2608 rVB2 1055974 2344726 17.71%
33 17.686 2610 2618 2635 rVB7 229425 875486 6.61%
34 18.086 2678 2686 2695 rVB3 868583 2211010 16.70%
35 18.292 2716 2721 2732 rVB2 245228 658321  4.97%
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36 18.445 2739 2747 2763 rVB2 584040 1623694 12.26%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129459.D

Acqg On : 30 Jul 2022 00:34
Operator : CG\JU

Sample : N3895-14

Misc

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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.598 2767 2773 2781 rVB4 218619 555783  4.20% 1.009%

Sum of corrected areas: 55058237
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

. 18

Z:\svoasrv\HPCHEM1\BNA_F\Dat
BF129459.D

: 30 Jul 2022 00:34
: CG\JU
: N3895-14

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\
: ASP BNA STANDARDS FOR 5 P

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

LSC Report - Integrated Chromatogram

a\BF072922\

Methods\8270-BF072522.M
OINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34
Operator : CG\JU

Sample : N3895-14

Misc

ALS Vial : 18 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 5-Octadecene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.892 16.69 ng 791925  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
Abundance Scan 1973 (13.892 min): BF129459.D\data.ms (-1969) (- m/z 57.10 100.00%
57.1
- $
T T
F5-1 9340 13.50 14.00
ol My 28408072 wjz 43.05 82.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 — ——
13.50 14.00
m/z 55.10 66.92%
5.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— ——
13.50 14.00
5000 m/z 83.10 62.30%
5.0
252.0
0 th',ﬂ‘x,-,fm&'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #318054: Nonadecy! pentafluoropropionate — ——
57.0 13.50 14.00
m/z 69.05 56.02%
5000
5.0
0 J.J‘x%,ﬂ.l%-o%e-",412-0, ] U
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\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34

Operator : CG\JU

Sample : N3895-14

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 2 Octacosane, 2-methyl- Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
14.510 5.76 ng 273549  Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2078 (14.510 min): BF129459.D\data.ms (-2075) (- m/z 57.10 100.00%
57.1

-

5000
14.50
41.0 -
- ‘L“ A H‘ JIAE01831 2582 309238513975 n.. 7110 67.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 =
14.50
m/z 43.10 61.42%
oL i H | $41.9183.0225.0267.0300.0 365.0
\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #246483: Tetracosane
57.0
14.50
5000 ITI/Z 85.05 49.,67%
41.0
DLl ooy o
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl- R
57.0 14.50
m/z 55.05 23.93%
- tNJUA¥ﬁNWMN\M\~JJLWJk
239.0
oLl 10150 900050 -
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34
Operator : CG\JU

Sample : N3895-14

Misc

ALS Vial : 18 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 3 1-Heneicosanol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.539 6.54 ng 310226  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 1-Docosene 308 C22H44 001599-67-3 78
5 Octacosanol 410 C28H580 000557-61-9 76
Abundance Scan2083(14539nﬂm BF129459.D\data.ms (-2080) (- m/z 55.10 100.00%
58.1 97.
*3 1 1450 |
270.1 :
ok “$d‘ J N‘M” “‘uws}} ?26§“‘ ““‘éfgj m/z 97.10 97.70%
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
558.0
97.0
5000 — :
14.50
m/z 83.10 97.31%
O ]\-g\.d; ‘\“ ‘H\ ‘\‘ \‘ H‘ ‘1 \$\ ‘h “\%8\2\0 \22\4\0\ ‘2§6\O\ T ‘ T T T T
miz—-> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1
83.0
43.0 i |
14.50
5000 m/z 69.10 91.60%
25.0
AL L sem0 o
ol e L e e
miz--> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane —— ‘
57.0 14.50
m/z 43.10 81.25%
B WM
39.
olso ||| 1| 190 1960 2690 a0 -
m/z--> 50 100 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34
Operator : CG\JU

Sample : N3895-14

Misc

ALS Vial : 18 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 4 Octadecanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.974 6.76 ng 378184  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 96
2 1,19-Eicosadiene 278 C20H38 014811-95-1 94
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
5 Eicosanal- 296 C20H400 002400-66-0 91
Abundance Scan 2157 (14.974 min): BF129459.D\data.ms (-2153) () ' m/z 57.10 100.00%
57.1
09 1 ‘ | ‘
15.00
520 4.
- M!M | m 11520 2091 2761 3343 402 ./, 43.05 o1.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecanal
43.0
96.0
5000 IR
15.00
m/z 82.10 83.00%
222.0
O hmh “ “““‘\‘\9\0\\\\‘2\6§p\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #171302: 1,19-Eicosadiene
55.0
—
15.00
5000 bt o m/z 55.05 65.44%
0\\“‘\“‘\‘!“““‘ “%52‘9%9‘49‘\2\5‘0\0\\\‘\\\\‘\\\\\\ M/\M
m/z--> 50 100 150 200 250 300 350 400
Abundance #158579: Oxirane, hexadecyl- —
82.0 15.00
m/z 96.10 60.24%
50001 29.¢
24.0
B ‘H‘ | | | | 166.0208.0250.0
(o R LS UM A oo it M ——
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34
Operator : CG\JU

Sample : N3895-14

Misc

ALS Vial : 18 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 5 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.163 12.04 ng 673224  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91

Abundance Scan 2189 (15.162 min): BF129459.D\data.ms (-2185) (- m/z 57.10 100.00%

57.1
5000

‘ ‘ 1691 15.00 15.50
Obd ] ﬂ““H‘“‘??93“3993‘?554w4?57 m/z 71.10  65.13%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #123961: Heptadecane
57.0

5000 S =
15.00 15.50

m/z 43.10 60.54%

O‘ T ‘ “\ ‘\‘ \“ \]ﬂ‘l\“s\?\‘ ‘1\619\()\ ‘ T \2\49.‘0\ L ‘ L ‘ L ‘ T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194588: Heneicosane
57.0

15.00 15.50

5000 m/z 85.10 49,96%
0 LZJ Il \“\]J.\‘ u\ 1y 1‘69 0 225.0 296.0
i “ A A T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #340844: Octacosane, 1-iodo- T —
57.0 15.00 15.50

m/z 55.00 21.86%

B WMM
N 30

ob il T e 0 2250 2810 337.0 398

\ T
m/z--> 0 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF072522.M Mon Aug 01 15:13:52 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34
Operator : CG\JU

Sample : N3895-14

Misc

ALS Vial : 18 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 1-Tetracosene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.215 5.18 ng 289588  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 92
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 92
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 2198 (15.215 min): BF129459.D\data.ms (-2194) (- m/z 57.05 100.00%

57.0
5000 111

T
252.1 15.00 15.50

300.1
ol LR LA308E, 173000 385.04004 o) 10 g6 76w
m/z--> 50 100 150 200 250 300 350 400
Abundance #244231: 1-Tetracosene
43.90 970
5000 — ——
15.00 15.50

m/z 83.10 84.29%

O T \“\ ‘ “ \I‘ ‘\ \”“ ““ “‘1“ “‘ T ‘\ \ \2‘1-\0\()\ T ‘ L ‘ \3\3\6\ P\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0

1500 1550
5000 11.0 m/z 55.00 81.76%
0‘ }‘\h “6‘3‘0"““2‘6‘6‘-‘0“””‘””“” NMW
m/z--> 50 100 150 200 250 300 350 400
Abundance #138490: E-15-Heptadecenal e o
43.0 15.00 15.50

m/z 43.10 81.30%

} J\AU\/ML
\\ ” ‘ \154 0200.0 252.0

0l w o R — M
miz--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34
Operator : CG\JU

Sample : N3895-14

Misc

ALS Vial : 18 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 7 Oxirane, hexadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.762 9.84 ng 550275 Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
3 Heptacosanal 394 C27H540 072934-03-3 91
4 Hexadecanal 240 C16H320 000629-80-1 91
5 Octacosanal 408 (C28H560 022725-64-0 90

Abundance Scan 2291 (15.762 min): BF129459.D\data.ms (-2287) (- m/z 57.10 100.00%

57.1
5000

9.1 = s
| ‘ m 55.1 208.1 3061  390.4 1550 16.00
oL AdRAALLISS 2081 26113061 3904 . 4305  81.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0
15.50 16.00

m/z 82.10  79.10%

HH“ ““M \Hhh‘\‘l\‘\u‘h\\ ”‘\‘\:5?\9”‘””‘uu‘uu
m/z--> 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl-
82.0

\
15.50 16.00
55.10  62.49%

m/z
5000 5q, /
N | |15 1040 280
ol lulid wmﬂmwmwm_mwH_m
miz--> 50 100 150 200 250 300 350 400

Abundance #298411: Heptacosanal T —
82.0 15.50 16.00

m/z 96.10  58.24%

5000
376.0
\\ \“h”‘W\ ‘ 2220 3200 | .

m/z--> 50 100 150 200 250 300 350 400 15.50 16.00

5000 T T UL
\‘ﬂ

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34

Operator : CG\JU

Sample : N3895-14

Misc

ALS vial : 18

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

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 8 Pentadecane, 8-hexyl- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
16.004  20.22 ng 1130530  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 2332 (16.004 min): BF129459.D\data.ms (-2326) (- m/z 57.10 100.00%
57.1

5000

%

16.00
160.2 .
0 m‘_u“‘ | _‘lwh piE. 2252 2801 3373 453 n/z 71.10  69.39%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194597: Pentadecane, 8-hexyl-

SN
W
o

5000
16.00

m/z 43.10 58.87%

196.0
O\"\“h‘\‘h\i“\d\\\\“‘\\\\‘“\\2\5‘2\.0\T\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158610: Octadecane, 2-methyl-
43.0
T

16.00
5000 m/z 85.10  50.55%

%\ [, 1550 2250

—

.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194595: Eicosane, 10-methyl-
57.0 16.00
m/z 55.05 21.90%
- /MW\J\VNW/\/\\/\Ava
ol L0200 a0 w0 -
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\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34

Operator : CG\JU

Sample : N3895-14

Misc

ALS Vial : 18 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 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 Nonacos-1-ene Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
16.092 5.10 ng 285275 Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonacos-1l-ene 406 C29H58 018835-35-3 94
2 Octacosanol 410 C28H580 000557-61-9 93
3 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 89
5 1-Docosene 308 C22H44 001599-67-3 86

Abundance Scan 2347 (16.092 min): BF129459.D\data.ms (-2341) (- m/z 57.10 100.00%
57.1
- s J&J
oo
54,1 207.0251.1 27.1 :
0“‘fhj ‘hh““W“‘ oot Hu‘ﬂ;‘wufg‘ul‘u‘???g‘ m/z 69.10 78.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #306022: Nonacos-1-ene
57.0
5000 11.0 T T
16.00
m/z 43.10 76.54%
O\“\"‘\ “H‘ M‘ “L‘lﬁ“\.‘\\\z?g\o\\‘\\\\’\\\\‘\\\4\??9
m/z--> 50 100 150 200 250 300 350 400
Abundance #308225: Octacosano
57.0
T \
16.00
5000 ITI/Z 97.10 75.66%
il e — —
m/z--> 50 100 150 200 250 300 350 400
Abundance #244234: Cyclodocosane, ethyl- T ‘
57.0 16.00
m/z 83.10 74.92%
5000
11.0
307.0
0 »“ LILLL 12580 aovozsn0 0 -
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34
Operator : CG\JU

Sample : N3895-14

Misc

ALS Vial : 18 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 Heneicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.521 4.83 ng 269999  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Nonadecane 268 C19H40 000629-92-5 87
3 Pentacosane 352 (C25H52 000629-99-2 87
4 Tetracosane 338 (C24H50 000646-31-1 87
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86

Abundance Scan 2420 (16.521 min): BF129459.D\data.ms (-2415) (- m/z 57.10 100.00%
57.1

E

5000
16.50
169.1 281.1 !
o_HH 1 ‘M ot oo e e e 0d 3 A28 7 71010 67.99%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194588: Heneicosane
57.0
5000 —— |
16.50
m/z 43.10 55.71%
O‘Lz\.d\ ‘\ [ “‘ f‘“‘\h‘ \I‘\l\ ‘{%‘6‘9‘0‘ ‘2Y2\5\ 9‘ T \2\9\6‘ \()\ T ‘ L ‘ L
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane
57.0
R \
16.50
5000 m/Z 85.05 51.33%

3.0
| ‘ ‘ | 1] .\ | ,169.0 297 0268.0

%

(I A e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane T
57.0 16.50
m/z 55.10  20.93%
5000

¥ \h .\ 1 1690 2250 2810  352.0

O e e e
miz—> 0 50 100 150 200 250 300 350 400 16.50

[
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34
Operator : CG\JU

Sample : N3895-14

Misc

ALS Vial : 18 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 11 1,19-Eicosadiene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.821 10.98 ng 613781 Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 90
2 1-Methoxy-9-octadecene 282 C19H380 1000430-37-3 86
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83
4 Hexacosanal 380 C26H520 026627-85-0 80
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 78
Abundance Scan 2471 (16.821 min): BF129459.D\data.ms (-2466) () ' m/z 57.05 100.00%
57.0
. — ——
| \ N e
obr m‘uuh‘ LhL| 1165021802640 3201 4185 - "us 40 g) o6y
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #171302: 1,19-Eicosadiene
55.0
5000 — ——
16.50 17.00
ﬂ 9.0 m/z 82.10  74.80%
O\\‘\‘\“ h ‘\“H\\“\”\]‘-G\e\p\’f\\z‘?‘o\q\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #176358: 1-Methoxy-9-octadecene
82.0
— T
16.50 17.00
5000 m/z 96.10 54.75%
250.0
0 L]0 asa0
0 HH_ e, e
m/z--> 0 100 150 200 250 300 350 400
Abundance #158579: Oxirane, hexadecyl- — —
82.0 16.50 17.00
m/z 55.05 54.66%
50007 29,
L 59 san 20
oHH‘MM‘*m”u‘m«‘,um;HH_MWH_M _— —
m/z--> 0 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\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34

Operator : CG\JU

Sample : N3895-14

Misc

ALS vial : 18

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

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

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Tridecane, 1-iodo- Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
17.127 19.77 ng 1105280  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 1-iodo- 310 C13H271 ©35599-77-0 93
2 Heptacosane 380 C27H56 000593-49-7 90
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 87
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87
5 Octacosane 394 (C28H58 000630-02-4 87

Abundance Scan 2523 (17.127 min): BF129459.D\data.ms (-2513) (- m/z 57.10 100.00%
57.1
1700 1750
63.1213.2 289.3 400.3 : :
0 ma‘u “w‘wjﬂm“ﬂ FO3ATPS 20534304003 L 7116 68.20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — =
17.00 17.50
m/z 43.10 62.55%
183.0
13.0
O\\‘”\H\“\“}\h\“\‘\‘\\“\\\‘\‘\\\\‘\\\\3‘19\0\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #287976: Heptacosane
57.0
—— —
17.00 17.50
5000 ITI/Z 85.10 47 .13%
\ ]1 © 160.0 2250 380.0
ol AL ) 35702250 2810 3800
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- — —
57.0 17.00 17.50
m/z 55.00 24.18%
B JLA
0 W J\Mm 02250 29503510 449 e
m/z--> 50 100 150 200 250 300 350 400 450 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34
Operator : CG\JU

Sample : N3895-14

Misc

ALS Vial : 18 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 13 unknownl7.256 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.256 236.83 ng 13240700  Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 49
2 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 49
3 Farnesyl bromide 284 C15H25Br 006874-67-5 49
4 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 46
5 3H-3a,7-Methanoazulene, 2,4,5,6,... 204 C15H24 002387-78-2 45

Abundance Scan 2545 (17.256 min): BF129459.D\data.ms (-2532) (-) | m/z 204.20 100.00%
204.2

135.0

69.1
5000

>

——
393.4 440 ¢ 17.00 17.50
0- m/z 135.00 67.77%

m/z--> 50 100 150 200 250 300 350 400
Abundance #80347: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahyd
204.0
133.0
41.0

5000 1
17.00 17.50
m/z 121.05 56.43%

- \lhw‘“ “L ‘ h\\ ‘H\ L ‘ L ‘ TTTT ‘ TTTT ‘ L ‘
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

T
17.00 17.50

o

5000 ITI/Z 69.10 56.21%
95.0
147.
41.0
ol “\ ‘.\“\I\‘ HJ l}\ r L e e A\J/LL
m/z--> 50 100 150 200 250 300 350 400
Abundance #178371: Farnesyl bromide e =
69.0 17.00 17.50
204.0 m/z 133.00  55.19%
119.0
5000
L
ol H ‘.“d‘\u”\. | ‘\.“th‘ H“‘w‘ ) ‘M‘ P — —N
m/z--> 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\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34
Operator : CG\JU

Sample : N3895-14

Misc

ALS Vial : 18 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 14 .beta.-Amyrone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.351 9.94 ng 555855 Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .beta.-Amyrone 424 (C30H480 000638-97-1 80
2 5,6,7,8-Tetrahydrothieno[2,3-b]q... 218 C12H14N2S 134315-44-9 74
3 .beta.-Amyrin, TMS derivative 498 (C33H580S1 001721-67-1 64
4 Olean-12-en-1-one, 3-hydroxy-, (... 440 C30H4802 066088-17-3 64
5 .alpha.-Amyrin, TMS derivative 498 (C33H580Si 1000374-76-6 58

Abundance Scan 2561 (17.351 min): BF129459.D\data.ms (-2557) (- m/z 218.20 100.00%

2182 ‘
5000
95.1 ‘ —
41. 61.1 17.00 17.50
ol Jﬁ I M Mmﬂk‘4 L 27t 8672 4403 n/z 203.15  71.12%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #315395: .beta.-Amyrone
218.0
5000 = =
17.00 17.50
55.0 m/z 189.10  23.79%
61.0 424.0
O T \ J ‘\“\ JJ \M“““\"u“‘\mﬂ-h \N\‘\ ‘\ ‘“\ \ T \‘2\7\2\(\)‘ TTTT ‘ TTTT “\ \“\ T ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #96377: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine,
218.0
— A
17.00 17.50
5000 m/z 95.10 20.98%
1010
i Nwivvteors ¢ | ) SN
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #337785: .beta.-Amyrin, TMS derivative = =
218.0 17.00 17.50
m/z 107.05 20.24%
5000
73.0
oL g L | 90 sroseso a1
m/z--> 50 100 150 200 250 300 350 400 450 500 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34
Operator : CG\JU

Sample : N3895-14

Misc

ALS Vial : 18 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 15 wunknownl7.574 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.574 41.94 ng 2344730  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (1R,4aR,55)-5-((E)-5-Methoxy-3-m... 318 C21H3402 1000495-78-7 48
2 1H-Cycloprop[e]azulen-4-0l, deca... 222 C15H260 000552-02-3 43
3 1,6-Dihydropyridazine-3-carboxyl... 273 C13H8FN303 1000304-05-0 27
4 1-Oxaspiro[2.5]octane, 5,5-dimet... 206 C14H220 1000195-92-1 27
5 2-Cyclohexene-1-carboxaldehyde, ... 220 C15H240 056772-07-7 25
Abundance Scan 2599 (17.574 min): BF129459.D\data.ms (-2591) (-] | m/z 95.10 100.00%
95.1 241.2
4l 147.0
5000
T T
301.3 4254 17.50
0! iy " ,H LS Ll miz 241,20 90.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222647: (1R,4aR,5S)-5-((E)-5-Methoxy-3-methylpent-3-
81.0
5000 JL - ‘ J
3.0 17.50
187.0 %
00, ‘ ‘ 2570 m/z 229.20 89.55
0! JM ‘\‘H\L‘ H‘}l \i‘n‘m‘ " ‘J\‘L‘h‘ \‘\ ‘3?‘0"4;9‘ R
m/z--> 50 100 150 200 250 300 350 400
Abundance #102131: 1H-Cycloprop[e]azulen-4-ol, decahydro-1,1,4,7
109.0
43.0 — ‘
161.0 17.50
5000 m/z 69.10 87.44%
ok, ‘\\‘ Ld ‘ML ‘w“ \u M M ‘h\‘hl‘ | #22'0 -
m/z--> 50 100 150 200 250 300 350 400
Abundance #164479: 1,6-Dihydropyridazine-3-carboxylic acid, 5-cyar| = ‘
95.0 17.50
m/z 109.05 85.33%
273.0
5000
44.0 145.0
0 199.0
.
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\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34
Operator : CG\JU

Sample : N3895-14

Misc

ALS Vial : 18 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 16 .beta.-Sitosterol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.686 15.66 ng 875486  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 96
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 62
3 (3S,85,9S,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 60
4 (3S,8S,95,10R,13R,14S,17R)-17-((... 428 C30H520 020194-50-7 53
5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 43
Abundance Scan 2618 (17.686 min): BF129459.D\data.ms (-2610) (- m/z 43.05 100.00%
43.0
107.0 218.2
5000 61.1
303.3
414.4 —— ——
354.4 17.50 18.00
- m/z 55.85 76.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
5000 1750  18.00
107.0 : :
1610 414.0 m/z 107.00  75.74%
H ‘ 213.0 303.0 ‘
ok “\ L“‘ \\w‘;“\\\uu‘ ly b “‘m‘ o ‘\H‘ i ‘\L‘m‘ ‘;3‘5‘4‘9‘\ ‘M‘ A
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
— =
17.50 18.00
5000 5.0 m/z 218.15  70.64%
145.0 414.0
1 213.0 303.0
0 ‘\“ | : .
m/z--> 50 100 150 200 250 300 350 400
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6-
43.0 17.50 18.00

m/z 95.05 70.29%

5000 910 145.0 382.0
2130 ,g90
| “\m\ ‘
0

o

‘ T
100 150 200 250 300 350 400 17.50 18.00

m/z--> 5
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

. 30

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
BF129459.D

Jul 2022 ©00:34

: CG\JU
: N3895-14

. 18

Quant Method :

Quant Title

TIC Libra

ry

Sample Multiplier: 1

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

: C:\Database\NIST20.L

BFO72522.M

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 17 unknownl8.086 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.086  39.55 ng 2211010  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isolongifolol 222 C15H260 001139-17-9 49
2 (1R,4aR,55)-5-[(E)-5-Hydroxy-3-m... 304 C20H3202 1214984-94-7 43
3 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 30
4 Bis(Methylseleno)methane 204 C3H8Se2 056051-03-7 25
5 Furan-2-carboxamide, N-ethyl-N-(... 229 C14H15NO2 1000308-20-3 25
Abundance Scan 2686 (18.086 min): BF129459.D\data.ms (-2678) (- m/z 95.10 100.00%
95.1
229.2
41.0
5000
A7.1
T \
393.4 18.00
P83, 440.!
0 p3.1 337.2 m/z 109.10  97.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #101934: Isolongifolol
109.0
5000 41.0 - ‘
18.00
m/z 69.10 81.45%
‘ H 189.0
O' \H\“‘ \Hd\hh\ \M‘\“ \‘\ T ‘ L ‘ T TT ‘ L ‘ L \‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #204912: (1R,4aR,5S)-5-[(E)-5-Hydroxy-3-methylpent-3-¢
81.0
T \
18.00
5000 3.0 m/z 55.10 78.18%
T
ol L L.‘.H I | i Jh ‘h bt M\M a0
m/z--> 100 150 200 250 300 350 400
Abundance #118842: (-)-Isolongifolol, methyl ether T
109.0 18.00
m/z 81.05 73.84%
41.0
5000
189.0
236.0
0, T T T
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\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34

Operator : CG\JU

Sample : N3895-14

Misc

ALS Vial : 18 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 18 Triacontanal Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.292 11.78 ng 658321 Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Triacontanal 436 C30H600 022725-63-9 91
3 Tetradecanal 212 C14H280 000124-25-4 83
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 76
5 Octacosanal 408 C28H560 022725-64-0 72

Abundance Scan 2721 (18.292 min): BF129459.D\data.ms (-2716) (-) ' m/z 57.10 100.00%
57.1
18.00 18.50
179.9 282.0 1 |
0 \\thm “y”w*uw‘q???%“‘«“ugﬁ§““u44?‘ m/z 82.10  83.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0
5000 i —
18.00 18.50
20. ‘ m/z 43.10 74.55%
O T \"\‘ l\‘““ H\ H “ “h “h‘\‘“\ }“ \‘ ‘e-\‘c\] ‘\ %\6\8 \()\ ‘ T 1T ‘ T 1T ‘ T 1T 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #320587: Triacontanal
57.0
— —
18.00 18.50
5000 m/z 96.10 59.97%
10.0 418.0
| I mm | 1940 264.0 334.0 |
(RREE YT 0t S
m/z--> 50 100 150 200 250 300 350 400
Abundance #90089: Tetradecanal 7 —
57.0 18.00 18.50
m/z 83.10 58.03%
5000
9.0
‘ 168.0
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\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34
Operator : CG\JU

Sample : N3895-14

Misc

ALS vial : 18

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

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

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 Tricyclo[4.3.0.0(7,9)]nonan... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.445 29.04 ng 1623690  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tricyclo[4.3.0.0(7,9)]nonane, 2,... 206 C15H26 054832-82-5 50
2 Epilupeol; 20(29)-Lupen-3alpha-o... 468 C32H5202 1010513-01-8 49
3 3-Cyclohexene-1-methanol, .alpha... 222 C15H260 023178-88-3 43
4 (3S,6aR,6bR,8aS,125,14bR)-4,4,6a... 468 C32H5202 1000441-99-9 38
5 Formic acid, 3,7,11-trimethyl-1,... 250 C16H2602 1000132-11-0 35
Abundance Scan 2747 (18.445 min): BF129459.D\data.ms (-2739) (- m/z 189.15 100.00%
69.1 189.2
5000 1351
i s
249.1 .
ol *”' w” ““‘ J‘ JL‘ ﬂm Lo 29?3 35714008 4684 Ge.10  97.17%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82915: Tricyclo[4.3.0.0(7,9)Jnonane, 2,2,5,5,8,8-hexame
69.0 135.0
5000 191.0 —
18.50
\l m/z 109.10 91.20%
O \ \lllHWl\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #331419: Epilupeol; 20(29)-Lupen-3alpha-ol, acetate (isol
189.0
43.0 109.0 i&sd
5000 m/z 43.10 80.25%
‘ I H\ “ h h \‘“ J‘l\ J\‘I [ 24902080 3030 468
YRR EIRL W EH Y W W YW i i
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #102077: 3-Cyclohexene-1-methanol, .alpha.,4-dimethyl- T
69.0 18.50
m/z 95.10 66.94%
5000
119.0
‘ H \ 204.0
bl L i
m/z--> 50 100 150 200 250 300 350 400 450 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34
Operator : CG\JU

Sample : N3895-14

Misc

ALS Vial : 18 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 20 unknownl8.598 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.598 9.94 ng 555783 Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24 004630-07-3 49
2 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 49
3 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 46
4 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 46
5 Farnesyl bromide 284 C15H25Br 006874-67-5 38
Abundance Scan 2773 (18.598 min): BF129459.D\data.ms (-2767) (- m/z 204.20 100.00%
43.1 204.2
135.1
5000
260.1 3443 el e
} ‘ } 3934 4gg. | 18:2018.4018.6018.80
ol w“ML‘HWH‘ © m/z 43.10  90.37%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80513: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di
204.0
41.0
5000 3.0 T T
18.2018.4018.6018.80
W 7. m/z 135.05 58.08%
O[l}lll\}
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80273: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaph
204.0
910 | LA L LA B A
41.0 18.2018.4018.6018.80
5000 ITI/Z 133.00 56.96%
7.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80347: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahyd R R
204.0 18.2018.4018.6018.80
133.0 %
m/z 69.10 55.21%
41.0
5000
0! e R A
m/z--> 50 100 150 200 250 300 350 400 450 18.2018.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129459.D

Acq On : 30 Jul 2022 00:34
Operator : CG\JU

Sample : N3895-14

Misc :

ALS vial : 18 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|
5-Octadecene, (E)- 13.892 16.7 ng 791925 5 14.063 949191 20.0
Octacosane, 2-m... 14.510 5.8 ng 273549 5 14.063 949191 20.0
1-Heneicosanol 14.539 6.5 ng 310226 5 14.063 949191 20.0
Octadecanal 14.974 6.8 ng 378184 6 15.557 1118150 20.0
Heptadecane 15.163 12.0 ng 673224 6 15.557 1118150 20.0
1-Tetracosene 15.215 5.2 ng 289588 6 15.557 1118150 20.0
Oxirane, hexade... 15.762 9.8 ng 550275 6 15.557 1118150 20.0
Pentadecane, 8-... 16.004 20.2 ng 1130536 6 15.557 1118150 20.0
Nonacos-1-ene 16.092 5.1 ng 285275 6 15.557 1118150 20.0
Heneicosane 16.521 4.8 ng 269999 6 15.557 1118150 20.0
1,19-Eicosadiene 16.821 11.0 ng 613781 6 15.557 1118150 20.0
Tridecane, 1-iodo- 17.127 19.8 ng 1105280 6 15.557 1118150 20.0
unknownl7.256 17.256 236.8 ng 13240700 6 15.557 1118150 20.0
.beta.-Amyrone 17.351 9.9 ng 555855 6 15.557 1118150 20.0
unknownl17.574 17.574 41.9 ng 2344730 6 15.557 1118150 20.0
.beta.-Sitosterol 17.686 15.7 ng 875486 6 15.557 1118150 20.0
unknown18.086 18.086 39.5 ng 2211016 6 15.557 1118150 20.0
Triacontanal 18.292 11.8 ng 658321 6 15.557 1118150 20.0
Tricyclo[4.3.0.... 18.445 29.0 ng 1623690 6 15.557 1118150 20.0
unknown18.598 18.598 9.9 ng 555783 6 15.557 1118150 20.0
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