LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129515.D

Acqg On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc :

ALS vial : 7 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: BF129515.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.510 544 548 557 rBV 3190121 3051861 42.25% 8.081%
2 6.522 715 720 731 rBV 3206458 3159868 43.74% 8.367%
3 6.875 776 780 783 rBV 1158061 940725 13.02%  2.491%
4 7.440 871 876 879 rBV 2414568 2045780 28.32% 5.417%
5 8.157 994 998 1001 rBV 1575893 1269413 17.57% 3.361%

6 9.234 1176 1181 1184 rBV 4185076 3713979 51.41%
7 9.916 1293 1297 1300 rBV 1552501 1382137 19.13%
8 10.704 1427 1431 1435 rBV 2385108 2091445 28.95%
9 11.404 1546 1550 1553 rBV 1439134 1231659 17.05%
10 11.916 1633 1637 1646 rVB3 252069 307256  4.25%
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11 12.616 1753 1756 1765 rBV 121875 201428 2.79%
12 12.845 1790 1795 1798 rBV 112442 122992 1.70%
13 12.986 1815 1819 1822 rBV 2871424 2405854 33.30%
14 13.874 1967 1976 1977 rBV2 201351 290796  4.03%

NOOOO®
w
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=
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15 14.045 1995 1999 2002 rBV 927871 807426 11.18% 138%
16 14.316 2042 2045 2048 rVB 80351 72476  1.00%  0.192%
17 14.492 2072 2075 2078 rBV 142933 139291 1.93% ©0.369%
18 14.951 2149 2153 2158 rBV 527272 514310 7.12% 1.362%
19 15.145 2182 2186 2189 rVV 185853 222144  3.08%  0.588%
20 15.186 2189 2193 2208 rVB4 126975 321952 4.46% 0.853%

21 15.533 2247 2252 2256 rVV 689098 849399 11.76%
22 15.733 2282 2286 2295 rBV 265423 390043 5.40%
23 15.968 2322 2326 2332 rVB 208282 314330  4.35%
24 16.780 2459 2464 2473 rVB3 186767 355842  4.93%
25 17.198 2525 2535 2546 rBV 3279575 7223718 100.00% 19.
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26 17.304 2549 2553 2560 rVB2 139436 265635 3.68% ©.703%
27 17.527 2583 2591 2600 rVB3 593402 1330590 18.42% 3.523%
28 17.627 2603 2608 2617 rVB1le 94739 278967 3.86% ©.739%
29 18.033 2669 2677 2685 rVB3 502462 1214951 16.82% 3.217%
30 18.233 2705 2711 2723 rVB2 177673 507141 7.02% 1.343%

31 18.386 2731 2737 2747 rVB3 173898 442519 6.13% 1.172%
32 18.656 2778 2783 2795 rVB6 105773 299596 4.15% ©.793%

Sum of corrected areas: 37765523
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\

BF129515.D
: 02 Aug 2022 19:25
: CG\JU
: N3927-15
: 7 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129515.D

Acq On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc

ALS VvVial : 7 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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.916 4.99 ng 307256  Phenanthrene-di@ 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Nonanoic acid 158 C9H1802 000112-05-0 46
Abundance Scan 1637 (11.916 min): BF129515.D\data.ms (-1633) (- m/z 73.00 100.00%
430 73.0
5000
—=
12.00
bl m/z 60.00 89.31%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
5000 T
129.0 12.00
213.0 m/z 43.05 86.45%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ HH\H\M\‘\‘H\L \‘\““\\H‘”h “\H\‘\H\\H‘H‘H‘\‘Hw“HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
——
43.0 12.00
5000 129.0 m/z 57.10 75.65%
171.0
‘ 214.0
o AL
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.10 68.03%
5000 129.0
199.0 242.0
1) i
0 m_‘m‘i‘:w“1“"”"HUMu‘:“l_HJH_‘H“H‘H_‘m_m_ww_ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129515.D

Acq On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc

ALS VvVial : 7 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 Oxalic acid, isobutyl penta... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.874 7.20 ng 290796  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 91
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
3 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 87
4 E-7-Octadecene 252 C18H36 1000130-92-0 86
5 1-Hexacosene 364 C26H52 018835-33-1 76
Abundance Scan 1970 (13.874 min): BF129515.D\data.ms (-1967) (-} m/z 57.05 100.00%
57.0
- M
11.1 — —
13.50 14.00
168 1 234 1
0 Hu“‘u“ww“ ‘“ b 00 S0 2830 8551 m/z 43.10  80.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #265881: Oxalic acid, isobutyl pentadecyl ester
57.0
5000 — ——
13.50 14.00
m/z 55.00 59.19%
255.0
O 1‘ \“\\\‘\]_\8\2\0‘\\\\“\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
— ——
13.50 14.00
5000 m/z 71.05 55.85%
0 ] Liisa0 220290
m/z--> 50 100 150 200 250 300 350 400
Abundance #320429: Tricosyl trifluoroacetate T —
57.0 13.50 14.00
m/z 83.05 53.87%
5000 11.0 JM\AV
oL b u‘ 1 ﬁ 540 2100 264.0 322.0367.0 418
A gl A e e AR P e
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129515.D

Acq On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc

ALS VvVial : 7 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 5 Heptadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.492 3.45 ng 139291  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
3 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 87
Abundance Scan 2075 (14.492 min): BF129515.D\data.ms (-2072) (- m/z 57.10 100.00%
57.1
- M
‘ 21 14.50
4l 1 .
ob kb “L L3411 1831 2081 2720 3412 L. 7110 66.07%
m/z--> 50 100 150 200 250 300 350
Abundance #123961: Heptadecane
57.0
5000 1
14.50
m/z 43.10 60.51%
. L0 1101650 200
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #59048: Dodecane, 2-methyl-
57.0
——
14.50
5000 m/z 85.10 50.52%
9.0 141.0
oso L Ll gm0
m/z--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo- ——
57.0 14.50
m/z 55.05 24.66%
5000
90 1550 197.0
0"ﬁ‘“huw\‘ﬂhu‘M“‘,“““““““,‘ ——
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\BF080222\
Data File : BF129515.D

Acq On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc

ALS VvVial : 7 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 1,19-Eicosadiene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.951 12.11 ng 514310 Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 99
2 Eicosanal- 296 C20H400 002400-66-0 94
3 Tetracosanal 352 C24H480 057866-08-7 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
Abundance Scan 2153 (14.951 min): BF129515.D\data.ms (-2149) (- m/z 57.10 100.00%
57.1
o /LMN‘
——
\H "
oL A ww\ L1, 18012222 278132033623 .0 43,10 83.81%
m/z--> 50 100 150 200 250 300 350
Abundance #171302: 1,19-Eicosadiene
558.0
06.0
5000 T
15.00
m/z 82.10 80.11%
g LI L1000 a0
miz--> 50 100 150 200 250 300 350
Abundance #194557: Eicosanal-
82.0
=
15.00
5000 41.0 m/z 55.05 61.43%
o LLLLLLTT jaom020s0 0
m/z--> 50 100 150 200 250 300 350
Abundance #262003: Tetracosanal —
82.0 15.00
334.0 m/z 96.05 55.66%
5000 41.0
24.0
L L asso zms0areo
L \H‘i“u“w‘“mH‘MHM‘,M‘H‘,MH“‘HH R
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129515.D

Acq On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc

ALS VvVial : 7 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 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.145 5.23 ng 222144  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Tetracosane 338 (C24H50 000646-31-1 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80

Abundance Scan 2186 (15.145 min): BF129515.D\data.ms (-2182) (- m/z 57.10 100.00%

57.1
5000

-
15.00 15.50
411 197.2
ob— ““ U M‘ LA4E 1972 2581 3091 3670 ., 71 05 67.54%

m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0

5000 7 ——
15.00 15.50
9.0 m/z 43.10 62.01%
Olwswd\ “‘\ ““‘ \h‘\ h“ \“‘ \]‘T\4%‘9\ 1\8\3\? 2\2\5\ (\J [T \29\6‘ \O\ L B
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
— —
15.00 15.50
5000 ITI/Z 85.10 55.11%
9.0
58 [ |1 a0ums0 200
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane 7 —
57.0 15.00 15.50

m/z 55.10  22.90%

5000
9.0
| |1, 141.018302250267.0  338.0

(RS B bt T CICUN . S —— ——
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\BF080222\
Data File : BF129515.D

Acq On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc

ALS VvVial : 7 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 Cyclotetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.186 7.58 ng 321952  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 99
2 1-Tetracosene 336 C24H48 010192-32-2 97
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Behenic alcohol 326 C22H460 000661-19-8 95
Abundance Scan2193(15186nﬂm BF129515.D\data.ms (-2189) (- m/z 57.05 100.00%
57.
97.1
5000
150 1550
ol w\“““‘;“ Ly ““ A ﬁ 181122102611 3200 376! . 83.65 o4.35%
m/z--> 50 100 150 200 250 300 350
Abundance #244233: Cyclotetracosane
83.0
43.0
5000 336.0 LN 1
15.00 15.50
25.0 m/z 55.05 91.80%
L ero 00 armo |
ol \‘\‘u‘ AL \ A “‘m‘ ‘u ‘u‘ i b had ‘\‘ R
miz--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene
43.0 83.0
—— —
15.00 15.50
5000 m/z 43.10 87.56%
25.0
S LU L 000 o0
m/z--> 50 100 150 200 250 300 350
Abundance #248981: 1-Heneicosyl formate T ——
57.0 15.00 15.50
7.0 m/z 97.10 84.53%
294.0
oLk “\ Y Vuﬁf‘%oﬁz?? 2400 S
m/z--> 50 100 150 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129515.D

Acq On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc

ALS VvVial : 7 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 Oxirane, heptadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.733 9.18 ng 390043 Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
2 Octacosanal 408 C28H560 022725-64-0 90
3 1,19-Eicosadiene 278 C20H38 014811-95-1 90
4 Hexacosanal 380 C26H520 026627-85-0 87
5 Octadecanal 268 C18H360 000638-66-4 87

Abundance Scan 2286 (15.733 min): BF129515.D\data.ms (-2282) (- m/z 57.05 100.00%

57.0
5000

9.1 - Y

m 165.1 222.0 284.3 334.3 390.4 15.50 16.00
0“\‘\w“\\“hmu\h}‘“‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ITI/Z 43.10 97.19%

m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl-
82.0

5000 — ——
29. 15.50 16.00

m/z 82.05 85.45%

[y \\“ ]ﬁ'o 1940 263.0
O T T “\\“ l“\“\‘\ “‘\‘\}\“‘\ \h\l\i\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #307026: Octacosanal

57.0

15.50 16.00
5000 m/z 55.05 67.87%

390.0
oL Lk \Hu 2800 2500 3300 0 WjUb\M
m/z--> 50 100 150 200 250 300 350 400

Abundance #171302: 1,19-Eicosadiene —— —
55.0 15.50 16.00

m/z 96.05 60.47%

\M \Wﬂllﬁso 250.0

0l e — —
miz--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129515.D

Acq On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc

ALS VvVial : 7 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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.968 7.40 ng 314330  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2326 (15.968 min): BF129515.D\data.ms (-2322) (- m/z 57.05 100.00%
57.0

-

5000
|11/t 197.2266.1 16.00
Ob bl [T 97,2260 3511 n/z 7110 67.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246482: Tetracosane
57.0
5000 T
16.00
m/z 43.10 58.10%
L Sas7 02670380
‘HH’HH‘H\T‘\\H‘\\H‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
——
16.00
5000 ITI/Z 85.10 47 .53%

o LAl 0197.0267.0357.04070 49105620

3

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0 16.00
m/z 55.05 23.20%
5000

3

UL 1010700670 3650
o""‘,‘H"""""u"""‘H"""""“w_ww_wm

T
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\BF080222\
Data File : BF129515.D

Acq On : 02 Aug 2022 19:25

Operator : CG\JU

Sample : N3927-15

Misc

ALS VvVial : 7 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 11 Octadecanal Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.780 8.38 ng 355842  Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 93
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 93
3 Octacosanal 408 C28H560 022725-64-0 90
4 Eicosanal- 296 C20H400 002400-66-0 87
5 Triacontanal 436 C30H600 022725-63-9 83

Abundance Scan 2464 (16.780 min): BF129515.D\data.ms (-2459) (-) ' m/z 57.10 100.00%
57.1
5000 m
16.50 17.00
2111 418.5
0 m‘_‘!w | m h‘wﬁf’l 200 3861 455 0 w/z 43.10 80.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158568: Octadecanal
43.0
D6.0
5000 —r ——
16.50 17.00
m/z 82.10 78.32%
I
O\‘\“\H‘\Hh h“‘h ““‘\‘\\20 \()\H\\l \\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158579: Oxirane, hexadecyl-
82.0
— —
16.50 17.00
500029 ITI/Z 96.00 56.32%
38.0
oLl BP0 1000 2500
m/z--> 50 100 150 200 250 300 350 400
Abundance #307026: Octacosanal T ——
57.0 16.50 17.00
m/z 83.10 55.67%
B M
390.0
Ll ”wm 1800 2500 a0 U0 el e
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00

11
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129515.D

Acq On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc

ALS VvVial : 7 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 12 1,4-Dimethyl-8-isopropylide... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.198 170.09 ng 7223720  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 64
2 (-)-Tricyclo[6.2.1.0(4,11)]undec... 204 C15H24 1000154-06-7 52
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 2535 (17.198 min): BF129515.D\data.ms (-2525) (- m/z 204.20 100.00%
204.2
135.1
69.1
5000
16.3
—— —
393.4.440.. 17.00 17.50
0! : m/z 135.85 69.89%
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
5000 — s
95.0 147 17.00 17.50
41.0 ‘ 'f m/z 69.18  57.36%
O ‘\T\TWT\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 100 150 200 250 300 350 400
Abundance #80429. (-)-Tricyclo[6.2.1.0(4,11)]undec-5-ene, 1,5,9,9-te
133.0
41.0
- —
189.0 17.00 17.50
5000 ITI/Z 121.05 56.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #178371: Farnesyl bromide — —
69.0 17.00 17.50
204.0 m/z 133.00  54.46%
119.0
5000
Ll =
O‘H“W“‘L“‘M‘ L “”‘““'w“MHw"“‘“mew”” — —
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\BF080222\
Data File : BF129515.D

Acq On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc

ALS VvVial : 7 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 24-Noroleana-3,12-diene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.304 6.25 ng 265635 Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 24-Noroleana-3,12-diene 394 C29H46 201358-24-9 90
2 9-Phenyl-5H-benzocycloheptene 218 C17H14 138089-71-1 80
3 (Z)-2-((8R,8aS)-8,8a-Dimethyl-3,... 218 C15H220 137695-20-6 74
4 Olean-12-en-3-o0l, acetate, (3.be... 468 C32H5202 001616-93-9 74
5 .beta.-Amyrin, TMS derivative 498 (C33H580Si 001721-67-1 72
Abundance Scan 2553 (17.304 min): BF129515.D\data.ms (-2549) (- m/z 218.20 100.00%
218.2
- AM
95'0 ‘ T T ‘ T
41.0‘ H 147.0 ‘ 17.00 17.50
0 ‘ | i \h‘m“hu‘ \H‘\ JM\L “HW\‘A‘M\\ ‘.‘d; \!\ i““\“ : ‘\‘2‘8‘\1"0“ : ‘?75‘5‘9‘49?‘9 - m/z 203.15 56.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #298438: 24-Noroleana-3,12-diene
218.0
5000 = —
17.00 17.50
107.0 %
55.0 161.0 m/z 95.00 23.73%
0 \‘L‘I‘ ‘\‘h \“L\ 'L‘ “\ T \‘2‘\6\9\0\ ‘3\2\3\.(\)‘ T \3\9\‘4‘(\)\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #96907: 9-Phenyl-5H-benzocycloheptene
218.0
— =
17.00 17.50
5000 m/z 219.20 22.84%
108.0
63.0 H“ 165.0
W RioTi{| | N i ¥ U
m/z--> 50 100 150 200 250 300 350 400
Abundance #96846: (2)-2-((8R,8aS)-8,8a-Dimethyl-3,4,6,7,8,8a-hexa P Pl
218.0 17.00 17.50
m/z 189.10 22.38%
105.0 161.0
5000 41.0
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\BF080222\
Data File : BF129515.D

Acq On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc

ALS VvVial : 7 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 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.527 31.33 ng 1330590  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 90
2 1H-Cycloprop[e]azulen-4-0l, deca... 222 C15H260 000552-02-3 46
31,1,1-Trifluoro-4-(2-furyl)-4-hy... 206 C8H5F303 015788-03-1 25
4 Bis(Methylseleno)methane 204 C3H8Se2 056051-03-7 25
5 Cyclohexane-1-methanol, 3,3-dime... 208 C14H240 1000196-01-5 25

Abundance Scan 2591 (17.527 min): BF129515.D\data.ms (-2583) (- m/z 95.10 100.00%
95.1 241.2

5000

316.3 P
393440, 17.50

ol “ﬂMhW%N\\ww\\j‘\MP‘ m/z 69.10 94.57%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #94635: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0
45.0
218.0

5000

T
160.0 17.50
m/z 109.05  94.40%

Rma |}|‘\ " ‘\\‘\l‘n‘ ) !H\“\“ “‘ e
miz--> 0 50 100 150 200 250 300 350 400
Abundance #102131: 1H-Cycloprop[e]azulen-4-ol, decahydro-1,1,4,7
109.0
43
I ‘

o

=
161.0 17.50

5000 m/z 241.15 90.54%

.0
el b ‘n M \ ‘MI‘M | %22'0 e e
m/z--> 0 50 100 150 200 250 300 350 400 J
Abundance #83212: 1,1,1-Trifluoro-4-(2-furyl)-4-hydroxy-3-buten-2-o ‘

o

== ‘
95.0 17.50
m/z 229.15 88.63%

5000 206.0
39.0
0 I dy i\‘l\‘\m‘ | 149.0

e
m/z--> 0 50 100 150 200 250 300 350 400 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129515.D

Acq On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc

ALS VvVial : 7 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 Acetic acid, 3-hydroxy-6-is... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.627 6.57 ng 278967  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetic acid, 3-hydroxy-6-isoprop... 278 C17H2603 1000185-44-8 64
2 (3S,5R,85)-3,8-Dimethyl-5-(prop-... 218 C15H220 018374-76-0 60
3 .gamma.-Sitosterol 414 C29H500 000083-47-6 53
4 Cyclopentanol, 3,3,4-trimethyl-4... 218 C15H220 019902-38-6 44
5 .beta.-Sitosterol 414 C29H500 000083-46-5 42

Abundance Scan 2608 (17.627 min): BF129515.D\data.ms (-2603) (- m/z 218.20 100.00%
55.0 218.2

107.1
5000 159.1
303.1 381.4
0 ‘J\Mﬁn m/z 55.05 88.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171102: Acetic acid, 3-hydroxy-6-isopropenyl-4,8a-dime
43.0
5000 950 147.0 2180 s ———
17.50 18.00
m/z 43.10 84.82%
ok ”‘\ | i‘\‘\‘hl\‘\“ﬂ ’ 263.0
m/z--> 50 100 150 200 250 300 350 400

Abundance #96837: (3S,5R,8S)-3,8-Dimethyl-5-(prop-1-en-2-yl)-2,3,5
218.0

3

91.0 137.0 T j '
41.0 17.50 18.00
5000 m/z 95.05 83.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol = —
43.0 17.50 18.00
m/z 107.05 71.59%
5000 5.0
145.0 414.0
2130 3030
0 ‘J“ \ ‘\ L \““h%?h'% - - ‘;3‘5‘\4‘9“\ “\h “‘ - — =
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\BF080222\
Data File : BF129515.D

Acq On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc

ALS VvVial : 7 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 unknownl8.033 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.033  28.61 ng 1214950  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Imidazole, 4-methyl-5-[3,3,3-tri... 234 C10OH13F3N20 1000129-15-8 38
2 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 20
3 Isolongifolol 222 C15H260 001139-17-9 18
4 Aziridine-1,2-dicarbothioic acid... 315 C16H13NO2S2 1000194-86-5 18
5 3-Buten-2-0l, 3-methyl-4-(2,6,6-... 208 C14H240 070172-00-8 15
Abundance Scan 2677 (18.033 min): BF129515.D\data.ms (-2669) (- m/z 95.10 100.00%
95.1
229.2
5000 4L.
A7.1
1 \
393.3 18.00
289.1 440..
0 10 3444 m/z 109.10  89.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115328: Imidazole, 4-methyl-5-[3,3,3-trifluoropropionylp
95.0
5000 — ‘
18.00
42.0 m/z 69.05 77.46%
“‘ 165.0 2340
O \\\\“m‘\"\‘“‘\“ \h\“\”\\\\’\\\“\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #82825: 4-(1,3,3-Trimethyl-bicyclo[4.1.0]hept-2-yl)-but-3-
109.0
1 \
43.0 18.00
5000 ITI/Z 81.00 69.30%
163.0
oL HMH\M H‘x‘ L “ ’J‘ -
m/z--> 0 150 200 250 300 350 400
Abundance #101934: Isolongifolol T
109.0 18.00
m/z 55.05 66.96%
T M/\J\A/L
189.0
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\BF080222\
Data File : BF129515.D

Acq On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc

ALS VvVial : 7 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 17 Oxirane, hexadecyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.233 11.94 ng 507141  Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
2 Octadecanal 268 C18H360 000638-66-4 94
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Tetradecanal 212 C14H280 000124-25-4 83
5 Tetracosanal 352 (C24H480 057866-08-7 74

Abundance Scan 2711 (18.233 min): BF129515.D\data.ms (-2705) (- m/z 57.10 100.00%

57.1
5000

o1 _—
1800 1850
2090 261.1 !
- ]* LLy 13622090 200.1307.83%6.2 446 /2 82.10  72.92%

m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl-
82.0

5000 R e
29. 18.00 18.50
|

m/z 43.10 70.87%

38.0
O T \‘\‘ ““\ ! “ m ]\‘“‘“\ “\ “‘ \‘\1%9\‘4;.9\“\‘\%6\‘4\’.(\)\ ‘ T 1T ‘ T 1T ‘ T 1T 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecana

43.0
— —
6.0 18.00 18.50
5000 ITI/Z 55.00 48.09%
2220
m/z--> 50 100 150 200 250 300 350 400
Abundance #158578: Oxirane, hexadecyl- —— —
82.0 18.00 18.50
m/z 96.10  47.82%
5000
29.
0 H‘\u“_ H\194'0250'0 ‘ — —
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\BF080222\
Data File : BF129515.D

Acq On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc

ALS VvVial : 7 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 18 Epilupeol; 20(29)-Lupen-3al... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.386 10.42 ng 442519  Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Epilupeol; 20(29)-Lupen-3alpha-o... 468 C32H5202 1010513-01-8 62
2 9,19-Cyclolanost-24-en-3-0l, ace... 468 C32H5202 001259-10-5 49
3 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 48
4 2,6,10,10-Tetramethylbicyclo[7.2... 204 C15H24 136296-37-2 46
5 Tricyclo[4.3.0.0(7,9)]nonane, 2,... 206 C15H26 054832-82-5 46
Abundance Scan 2737 (18.386 min): BF129515.D\data.ms (-2731) (- m/z 109.10 100.00%
43.1 109.1 189.2
5000
— —
‘ ” h “ ‘ ” 24992993 5935 e, | 18.00 1850
| n‘d L \“ H \‘M m\m\l“ i \‘um |H ‘m TR . %
oH_H oo g S m/z 189,15 99.70%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #331419: Epilupeol; 20(29)-Lupen-3alpha-ol, acetate (iso
189.0
43.0 109.0
5000 — -
18.00 18.50
m/z 43.10 91.94%
| \ 1 “ h | \1\\ ‘n || P4902970 3930 aa
O\\‘\“‘HH H‘\\\\ “ ‘I‘\h\\‘\‘\\\\m‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #331415: 9,19-Cyclolanost-24-en-3-ol, acetate, (3.beta.)-
69.0
— —
18.00 18.50
5000 m/z 69.10 81.44%
121.0 175.0
4
286.0 08.0
Wby o || s
ol ‘U\“ h ‘\H b \ \‘\‘ Ay ‘“‘dwhﬂl ‘du‘m‘ et u ‘H; HH‘HH‘\‘\H
m/z--> 50 lOO 150 200 250 300 350 400 450
Abundance #80473: Naphthalene, decahydro-4a-methyl-1-methylene — —
41.0 105.0 204.0 18.00 18.50
m/z 93.00 70.68%
B M
o-\l“ — ——
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129515.D

Acq On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc

ALS VvVial : 7 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 19 Stigmast-4-en-3-one Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.656 7.05 ng 299596  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 93
2 Thiophene-2-sulfonic acid, (3-fl... 271 C11H1@FNO2S2 1000311-21-1 43
3 2-(1-Methylvinyl)thiophene 124 C7H8S 030616-73-0 43
4 1-Methyl-16-methoxyaspidospermid... 340 C21H28N202 104112-78-9 42
5 5-(8Z-Heptadecenyl)resorcinol 346 C23H3802 052483-19-9 38

Abundance Scan 2783 (18.656 min): BF129515.D\data.ms (-2778) (- m/z 124.10 100.00%
1

5000

289.3 355.2 4123 18.40 18.60 18.80

0° m/z 43.10 42.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #309452: Stigmast-4-en-3-one
124.0

5000

18.40 18.60 18.80
m/z 95.00 34.92%

O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #161627: Thiophene-2-sulfonic acid, (3-fluoro-2-methylph
124.0
39.0 R
18.40 18.60 18.80
5000 m/z 55.10  34.50%
207.0
‘ 271.0
0! u“‘\m“‘m‘Hw‘m‘W‘H_MWHWH
m/z--> 50 100 150 200 250 300 350 400
Abundance #11979: 2-(1-Methylvinyl)thiophene R R
124.0 18.40 18.60 18.80
m/z 229.20 32.08%
5000
45.0
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129515.D

Acqg On : 02 Aug 2022 19:25
Operator : CG\JU

Sample : N3927-15

Misc :

ALS vial : 7 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|
n-Hexadecanoic ... 11.916 5.0 ng 307256 4 11.404 1231660 20.0
Oxalic acid, is... 13.874 7.2 ng 290796 5 14.045 807426 20.0
Heptadecane 14.492 3.5 ng 139291 5 14.045 807426 20.0
1,19-Eicosadiene 14.951 12.1 ng 514310 6 15.533 849399 20.0
Heneicosane 15.145 5.2 ng 222144 6 15.533 849399 20.0
Cyclotetracosane 15.186 7.6 ng 321952 6 15.533 849399 20.0
Oxirane, heptad... 15.733 9.2 ng 390043 6 15.533 849399 20.0
Tetracosane 15.968 7.4 ng 314330 6 15.533 849399 20.0
Octadecanal 16.780 8.4 ng 355842 6 15.533 849399 20.0
1,4-Dimethyl-8-... 17.198 170.1 ng 7223720 6 15.533 849399 20.0
24-Noroleana-3,... 17.304 6.3 ng 265635 6 15.533 849399 20.0
5-Bromo-4-oxo-4... 17.527 31.3 ng 1330590 6 15.533 849399 20.0
Acetic acid, 3-... 17.627 6.6 ng 278967 6 15.533 849399 20.0
unknown18.033 18.033 28.6 ng 1214950 6 15.533 849399 20.0
Oxirane, hexade... 18.233 11.9 ng 507141 6 15.533 849399 20.0
Epilupeol; 20(2... 18.386 10.4 ng 442519 6 15.533 849399 20.0
Stigmast-4-en-3... 18.656 7.0 ng 299596 6 15.533 849399 20.0
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