LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc :

ALS vial : 4 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-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134520.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.116 3 5 12 rVB 623365 689296 34.50% 5.024%
2 5.093 507 511 519 rBV 18257 27114 1.36% 0.198%
3 5.475 572 576 592 rBV 1841636 1997875 100.00% 14.563%
4 6.475 742 746 764 rBV 1273586 1252995 62.72% 9.133%
5 6.828 803 806 817 rBV 397224 332012 16.62%  2.420%

6 7.393 898 902 912 rBV 863685 808808 40.48% 5.896%
7 8.104 1020 1023 1033 rBV 497116 455781 22.81%  3.322%
8 9.187 1201 1207 1210 rBV 1730781 1581724 79.17% 11.529%
9 9

9

.292 1222 1225 1230 rBV 42776 41950 2.10% 0.306%
10 .434 1245 1249 1252 rBV2 52357 52830 2.64% ©.385%
11  9.645 1282 1285 1289 rVB 44693 38140 1.91% ©0.278%
12 9.781 1302 1308 1311 rBV3 40453 35924 1.80% 0.262%
13 9.834 1313 1317 1319 rBV 62978 55675 2.79% 0.406%
14 9.863 1319 1322 1326 rBV 670412 535478 26.80%  3.903%
15 10.657 1453 1457 1461 rBV 1193041 1139703 57.05%  8.308%
16 11.304 1565 1567 1572 rBV4 16991 20309 1.02% 0.148%
17 11.357 1572 1576 1582 rVV 652620 572996 28.68% 4.177%
18 11.816 1651 1654 1657 rBV3 18414 22748 1.14% ©.166%
19 11.851 1657 1660 1663 rVV2 47202 53091 2.66% 0.387%
20 11.886 1663 1666 1679 rVB 340934 390548 19.55%  2.847%

21 12.580 1782 1784 1785 rBV 43146 34611 1
22 12.598 1785 1787 1797 rVB4 71028 103924 5
23 12.675 1797 1800 1810 rBV2 97895 102699 5.14%
24 12.951 1843 1847 1850 rBV 1462450 1258443 62.
25 13.604 1954 1958 1962 rBV5 21684 37775 1

[CRCRCR RN
N
N
0
3R

26 13.822 1992 1995 1998 rBV5 23691 31541 1.58%
27 13.869 1998 2003 2011 rVB3 82307 156604  7.84%
28 14.016 2025 2028 2032 rBV 391859 362404 18.14%

OONRO®
o
A
N
R

29 14.474 2103 2106 2109 rBV 45355 43397 2.17% 316%
30 14.516 2109 2113 2120 rVV9 14376 36261 1.81% 264%
31 14.939 2181 2185 2189 rVB 62370 67760 3.39%  0.494%
32 15.133 2214 2218 2222 rVB 106520 118036 5.91% ©0.860%
33 15.186 2222 2227 2240 rBV5 52218 139939 7.00% 1.020%
34 15.516 2278 2283 2291 rVB 275760 356802 17.86% 2.601%
35 15.733 2315 2320 2326 rBvV 70822 98813 4.95% 0.720%

36 15.974 2356 2361 2369 rVB2 97072 151566 7.59% 1.105%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 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-BF072423.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.080 2371 2379 2380 rBV7 23570 50218 2.51% 0.366%

38 16.810 2497 2503 2510 rVB3 51651 100217 5.02% 0.731%

39 17.180 2560 2566 2573 rVB6 80968 166249 8.32% 1.212%

49 17.351 2591 2595 2607 rVB9 34663 89508 4.48% 0.652%

41 17.657 2640 2647 2649 rBV7 26387 47925 2.40% 0.349%

42 18.709 2818 2826 2830 rBVi1e 22077 59258 2.97% 0.432%
Sum of corrected areas: 13718947
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\

BF134520.D
: 28 Jul 2023 17:41
: CG\JU
: 03719-05
: 4 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance TIC: BF134520.D\data.ms
5.475
1500000
6.475
1000000
7.393
116
500000 6.828
0 5.093
\\‘\\\\‘\\\\’\\\\ \\\\‘\\\\ \\\\‘\\\\‘\\\\ \\\\‘\\\\ \\\\‘\\\\ \\\\‘\\\\‘\\\\ \\\\‘\\\\ \\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF134520.D\data.ms
9.187
1500000 12.951
10.657
1000000
9.863 11.357
500000 8.104
11.886
i 5
2804349 6957834 L 11.304 1111;£I W
0 ———— T ijhr”-v— e L i B e e \‘\\‘%hﬁ‘ﬂ“’f
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF134520.D\data.ms
1500000
1000000
500000 14.016
15.516
1 5.974
136 157335974 16.810 17199 351 17,657 18.709
0\ ‘ T T T T ‘ T T T T T ‘ T T T T ‘ T T T T T T T T T T T ‘ T T T T ‘ T T T T T T T T ‘ T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 1600 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.116 41.52 ng 689296 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
Abundance Scan 5 (2.116 min): BF134520.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1 /\
R
‘ J 88.0 2.202.302.402.50
0l ML 380 L 880 nsz 43.10 41.13%
m/z--> 0 20 40 60 80 100 120
Abundance #5054 Butane, 2-methoxy-2-methyl-
73.0
5000 AR R R R RN EEEEERERRE
430 2.202.302.40 2.50
m/z 55.00 30.15%
27,0 ‘ 8$.0
0\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
m/z--> 0 20 80 100 120
Abundance #15764. 2,2,4—Tr|methy|—3—pentano|
73.0
R ARARREaEEE
2.202.302.402.50
5000 55.0 m/z 87.10 26.48%
39
0 Ll ‘ \ WM 88.0  112.0 129.0
“““““ “““ ““,‘ e
miz--> 0 20 40 80 100 120
Abundance #2245.Snane,tevanuﬁhyh AR RRARA RN
73.0 2.202.302.40 2.50

m/z 41.10 13.52%

5000
43.0

m/z--> 0 20 40 60 80 100 120 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.886 13.63 ng 390548 Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 52
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52
Abundance Scan 1666 (11.886 min): BF134520.D\data.ms (-1663) (- m/z 43.05 100.00%
43.0 73.0
= =
11.50 12.00
0“WH‘“W‘ m/z 73.00 99.01%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
157.01g5,02130  256.0 m/z 59.95 88.81%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
1
43.0 730
— e
11.50 12.00
5000 129.0 m/z 55.10 82.47%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126202: Pentadecanoic acid = 7
43.0 73.0 11.50 12.00
m/z 41.10 81.21%
5000
129.0 242.0
199.0
L | me®
Oyl bl Al W e — S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00

8270-BF072423.M Mon Jul 31 ©1:03:19 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 7-Heptadecene, 1-chloro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.598 3.63 ng 103924  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Heptadecene, 1-chloro- 272 C17H33Cl 056554-78-0 83
2 1-Octadecanol 270 C18H380 000112-92-5 53
3 1-Hexadecanol 242 C16H340 036653-82-4 49
4 n-Pentadecanol 228 C15H320 000629-76-5 49
5 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 49

Abundance Scan 1787 (12.598 min): BF134520.D\data.ms (-1785) (- m/z 55.00 100.00%

58.0
5000
135.9 229.2 2721

s
12.50 13.00
el m/z 41.00  89.94%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #163813: 7-Heptadecene, 1-chloro-
55.0

5000 T
12.50 13.00
m/z 69.05 74.14%

TTT al T “\ T \‘ “ \H“ \‘H\‘h \m‘ ‘\M?i \‘?\6\‘0\ \OH ‘ T %?ﬁ \O\‘ 2%8‘\\0\ \‘2\ \12‘\ ‘0\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161352: 1-Octadecanol
55.0

97.0 s —

o

o

5000 m/z 83.10 69.38%

252.0
ol | L 0 a0gg 220
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126369: 1-Hexadecano

58.0 12.50 13.00
m/z 97.05 62.88%

- M

m/z--> 20 40 60 80 100120140160180200220240260 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.675 3.58 ng 102699  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 1800 (12.675 min): BF134520.D\data.ms (-1797) (- m/z 43.10 100.00%

43.1 7&0
5000 129.1
1852 2412 , daiad o
‘ ‘ 284. 12.50 13.00
o] M— H m\;h\‘mu}u ol ‘m‘\“\ us ‘i wtol R “‘ m/z 72.95 95.00%
m/z--> 100 150 200 250
Abundance #179089: Octadecanoic acid
1
43.0 73.0
M/VAW'VW:«%
5000 g oul et
1290 12.50 13.00

m/z 60.00  88.53%

‘ 1850 o410 284
0b— \“ \“\ I \H‘ H”L M b | - . S ‘L — ““
m/z--> 5 100 150 200 250
Abundance #126199: Pentadecanoic acid

43.0 73.0

S ="
B

12.50 13.00
5000 129.0 m/z 55.00 85.84%
‘ 199.0 2420
0L— “ H ’H‘\ h“ Hmw HhH\ \\‘\ il ‘ 1‘670‘ ‘ . “\ P
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T —
60.0 12.50 13.00
m/z 41.00  81.26%
5000 129.0
97.0 171 0 2130 256.0
o) E— ‘M ’H‘\ h!‘ i ‘\ Hh”\ u‘\ ul ‘ ‘ ‘ . \‘ ““ R —— ——
m/z--> 50 O 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 unknownl3.604 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.604 2.08 ng 37775  Chrysene-di12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Hepten-2-0l, 6-methyl- 128 C8H160 001569-60-4 15
2 Benzenemethanol, .alpha.-propyl- 150 C10H140 000614-14-2 11
3 3,5,7-Nonatrien-2-one, 8-methyl-... 192 C13H200 070372-94-0 11
4 2-Isopropylimidazole 110 C6H1ON2 036947-68-9 11
5 3-(1H-Imidazol-2-yl)piperidine 151 C8H13N3 1000444-58-0 11

Abundance Scan 1958 (13.604 min): BF134520.D\data.ms (-1954) (- m/z 189.20 100.00%

41.0 107.0 189.2
5000 69.0
161.2
33.0

243.2 13.50 14.00
0! m/z 41.05 90.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14429: 5-Hepten-2-ol, 6-methyl-
95.0
41.0
5000 69.0
1350 1400
m/z 107.00 90.25%
‘12&0
0 ‘\\\\‘ {\““H\‘\\‘l‘\\\\‘\!\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27551: Benzenemethanol, .alpha.-propyl-
107.0 Vﬂ ﬁw
1350 1400
5000 79.0 m/z 95.00 82.38%
27.0 51.0 150.0
) A | P A ———
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66949: 3,5,7-Nonatrien-2-one, 8-methyl-7-(1-methylethy — —
107.0 13.50 14.00
149.0
43.0 m/z 120.10 53.76%
5000 192.0
79.0 ‘ ‘
0 ey ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Tetradecyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.869 8.64 ng 156604  Chrysene-di12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 87
2 n-Heptadecanol-1 256 C17H360 001454-85-9 81
3 1-Hexadecanol 242 C16H340 036653-82-4 81
4 1-Octadecanol 270 C18H380 000112-92-5 81
5 Acetic acid, chloro-, octadecyl ... 346 C20H39C102 005348-82-3 81
Abundance Scan 2003 (13.869 min): BF134520.D\data.ms (-1998) (- m/z 55.00 100.00%
55.0
97.0
5000
— ——
“ ‘ 13.50 14.00
0ty m/z 43.10 94.00%
m/z--> 50 100 150 200 250 300
Abundance #211542: Tetradecy! trifluoroacetate
55.0
97.0
5000 — ——
13.50 14.00
m/z 57.05 82.35%
| g | 1980 2410
0 “‘\ ‘\‘ “‘ I H\‘ ‘\‘ \““ M‘ \‘m\ ‘W .“” T “\ T \“ T \“ T 2\9\2‘0\
m/z--> 50 100 150 200 250 300
Abundance #143654: n-Heptadecanol-1
55.0
97'0 ‘ T T ‘ T
13.50 14.00
5000 m/z 83.10 76.46%
39.0
oiod [ L1190 a0
m/z--> 50 100 150 200 250 300
Abundance #126376: 1-Hexadecanol T T
55.0 13.50 14.00
97.0 m/z 69.05 74.03%
- AN\/N\AJ\‘WM“
VL) oo 1950
ot A - S
mlz--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Heptacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.474 2.39 ng 43397  Chrysene-d12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan2106(14474rnm) BF134520.D\data.ms (-2103) (- m/z 57.05 100.00%
57.0
. \N\_/M
14.50
155.1 :
0 Mk$wmwquH\‘%?§§‘??§9‘“‘“"““ m/z 43.00 71.08%
m/z--> 0 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 LN
14.50
m/z 71.05 62.28%
o154 L‘ |11 101820225 006703090 380
\\\\‘\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
——
14.50
5000 m/z 85.05 46.06%
0 I h\ \h\ h‘ u‘ \\4\1 (\)1\8‘\3 0225 0 2050 352.0
i e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane —
57.0 14.50
m/z 41.00 23.91%
- W
ol ‘L‘ 1 M | 141.0183.0225.0267.0309.0 367.0
A B B e e R T e e ——
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\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 1-Octadecene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.516 2.00 ng 36261 Chrysene-di12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 80
2 Octacosyl acetate 452 (C30H6002 018206-97-8 72
3 E-14-Hexadecenal 238 C16H300 330207-53-9 53
4 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 52
5 17-Pentatriacontene 491 C35H70 006971-40-0 43
Abundance Scan 2113 (14.516 min): BF134520.D\data.ms (-2109) (- m/z 55.05 100.00%
55.0
5000 - M
163.0 219.1 1 T
bty 1
ol AL RLLHRINT I ‘H‘Wm_m_m_m_ m/z 57.00 92.59%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #138519: 1-Octadecene
43.0
5000 —— |
14.50
m/z 97.05 89.99%
H “1540 252.0
0\\\"\\‘\\I“JT‘\“\“[“\“\\l\‘W\\\“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #326466: Octacosyl acetate
43.0 97.0
T 1 \
14.50
5000 m/z 83.00 84.09%
0 | L ‘ ”U AL\ \‘h dl i ‘2090 264.0 320.0 3920 452.1
il “w*“‘ P T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #121278: E-14-Hexadecenal T ‘
43.0 14.50
m/z 43.10 83.54%
- M
oo o
— ,““_"‘“"w“““‘u“‘““H““““ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Oxirane, hexadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.939 3.80 ng 67760  Perylene-di12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Disparlure 282 C19H380 029804-22-6 89
3 Eicosanal- 296 C20H400 002400-66-0 81
4 Tetracosanal 352 C24H480 057866-08-7 74
5 1,19-Eicosadiene 278 C20H38 014811-95-1 74

Abundance Scan 2185 (14.939 min): BF134520.D\data.ms (-2181) (- m/z 43.00 100.00%
43.0, 82.0

Ll

m/z--> 50 100 150 200 250 300
Abundance #158578: Oxirane, hexadecyl-

.0
43

.O 32
5000 T
15.00
23.0 m/z 82.05 .72%
0 “\ ! ‘\ M h‘u l ]660 208.0 250.0
LI T ‘ =TT ‘ T ‘ UL ‘ L ‘ L
50

=

-
283.0 341, 15.00
m/z 57.05

221.0

66.2

O
~
N
ul
OO

Vo)
(W]
~
N

°

m/z--> 100 150 200 250 300
Abundance #176348: Disparlure
69.0
A\ } I Y
15.00
5000 m/z 55.00 76.27%
11.0
29.% ‘ ‘ 183.0
ok ‘\“ \“\‘H\‘\M‘\“h‘ HH ‘hu‘ “\ ‘m‘ by | ‘22‘5‘9 %6‘4‘0‘ Cp
m/z--> 50 100 150 200 250 300
Abundance #194557: Eicosanal- —
82.0 15.00
43.0 m/z 96.05 60.30%
5000
24.0
o LT 0 ag 7m0 L
m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.133 6.62 ng 118036  Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
Abundance Scan 2218 (15.133 min): BF134520.D\data.ms (-2214) (- m/z 57.05 100.00%
57.0
1500 1550
197.2 : :
ol ““ Al ““ L J L 023912820 | 3580 u/7 43.05  65.84%
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 —— —
15.00 15.50
m/z 71.05 63.59%
9.0
oL 20 11018302250 2820
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— =
15.00 15.50
5000 m/z 85.10 48.69%
‘ 9.0
41.0
o150 |11 1030250 200
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane e T
57.0 15.00 15.50
m/z 55.00 29.38%
- M\/m
ol I H “ 141.0183.0225.0 281.0 337.0 394.
‘H“““‘H““““H“““‘_““““‘ —— ——
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\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.186 7.84 ng 139939  Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 1-Tricosene 322 C23H46 018835-32-0 91
3 1-Octadecanol 270 C18H380 000112-92-5 91
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
5 Triacontan-15-o0l 438 C30H620 031849-26-0 90
Abundance Scan 2227 (15.186 min): BF134520.D\data.ms (-2222) (- m/z 43.05 100.00%
43.0 83.1
5000
25-1 T ‘ T T ‘ T
H ‘ ‘ 17819149200 15.00 15.50
0L— h\‘h ‘ “m ‘u" \U\ w\ﬂ‘u‘} "\M“\\H} Iy “\ﬁh‘\‘\' ! M SR m/z 55.05 98.34%
m/z--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 —— —
15.00 15.50
m/z 57.05 90.54%
‘ ?390
0 ’I\g\.q H“ ‘\ \‘ \‘ \H’ ‘H‘ \‘H‘\ ‘h‘ "h \]\8\‘1 .\0‘2\2\2.\0\ ‘26\4\.0\ \3?8\-9\ T
m/z--> 50 100 150 200 250 300
Abundance #227234: 1-Tricosene
43.0 83.0
— =
15.00 15.50
5000 m/z 83.10 89.26%
25.0
ol L hu J w‘h, Ll i S )
m/z--> 50 100 150 200 250 300
Abundance #161349: 1-Octadecanol T ——
43.0 83.0 15.00 15.50
m/z 69.10 77 .34%
5000
25.0
252.0
168.
oAU L Lo | —
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Hexacosanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.733 5.54 ng 98813  Perylene-di12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 91
2 Tetracosanal 352 (C24H480 057866-08-7 90
3 Octacosanal 408 C28H560 022725-64-0 90
4 Octadecanal 268 C18H360 000638-66-4 83
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 72
Abundance Scan 2320 (15.733 min): BF134520.D\data.ms (-2315) (- m/z 57.10 100.00%
57.1
5000
10.1 T U
‘ m 1521 2070 2811 3623 15.50 16.00
oL Rl “‘ww Mo b e e M/Z 43,08 75.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #287971: Hexacosana
57.0
5000 —— —
15.50 16.00
10.0 2620 m/z 82.10 73.87%
Ll | 11520 20802500 3080 ]
\\‘\\\ \\\\\\\\\\\‘\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #262002: Tetracosana
P1° Wi,
e -
15.50 16.00
5000 m/z 55.00 61.23%
10.0
L \ | 115202220 zrap 0
iy 8 R
m/z--> 50 100 150 200 250 300 350 400
Abundance #307026: Octacosanal — —
57.0 15.50 16.00
m/z 41.05 48.13%
5000
09.0
ol u““ : ‘““ ﬂ‘“ mm“h g ‘2‘2‘1;0‘ - ‘2‘9‘2"93‘34"9 e —r— —r—
m/z--> 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\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.974 8.50 ng 151566  Perylene-di12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 (C28H58 000630-02-4 90
Abundance Scan2361(15974rnm) BF134520.D\data.ms (-2356) (- m/z 57.05 100.00%
57.0
' 16.00
ol ““p‘h J w“wm‘l | 141118312251 2809 3850 .. 7165  73.e4%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 T T
16.00
9.0 m/z 43.05 67.33%
ool LLiL ) 140 ms02050 2020
m/z--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
——
16.00
5000 m/z 85.05 50.73%
0 w“\ \‘\ ‘\‘ h‘ \41 (\) 1\8? 0225.0 267.0 338 0
\\\‘\\\\‘\\‘\“‘ \\“\‘\‘\\’\\\\’\\\\’\\
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T
57.0 16.00
m/z 55.00 20.28%
- M\,
ol ‘L‘ [l M | 1410.183.0 225.0 267.0 309.0 __367.
el — T T T T —
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 1-Tricosene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.080 2.81 ng 50218 Perylene-d12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 83
2 1-Tricosene 322 C23H46 018835-32-0 74
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 72
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 72
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 72
Abundance Scan 2379 (16.080 min): BF134520.D\data.ms (-2371) (- m/z 55.00 100.00%
55.0
97.0
5000
T T \
391 2150  ,510 365 16.00
ol A e m/z 83.05  99.66%
m/z--> 50 100 150 200 250 300 350
Abundance #138519: 1-Octadecene
43.0
83.0
5000 —
16.00
YZSO m/z 57.00 93.60%
252.0
0 \\“\ L [“\\‘H ‘ 1 h “ 1\6§\‘0\2‘1\0\0\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #227233: 1-Tricosene
57.0
T T \
16.00
5000 m/z 97.05 84.17%
L \‘ |1 150 18202240 2099220
— R B e e
m/z--> 50 100 150 2 250 300 350
Abundance #173729: 5-Eicosene, (E)- —
55.0 16.00
m/z 43.00  74.95%
- J\J\M
L i || 1390 18202230 2800
“““ S ‘ S —
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Octadecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.810 5.62 ng 100217  Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
2 Octadecanal 268 C18H360 000638-66-4 87
3 E-11(13-Methyl)tetradecen-1-0l a... 268 C17H3202 1000130-80-4 52
4 Dodecane, 6-cyclohexyl- 252 C18H36 013151-86-5 45
5 17-Pentatriacontene 491 C35H70 006971-40-0 43

Abundance Scan 2503 16 810 min): BF134520.D\data.ms (-2497) (- m/z 57.05 100.00%

5000 M
— ——
1511 192.8 266.9 16.50 17.00
0! M m/z 43.05  87.41%
m/z--> 100 150 200 250
Abundance #158578: Oxirane, hexadecyl-
430/ 820
5000 — ——
16.50 17.00
82.10 84.08%
‘ Tzao n/z
oL “‘\ HH‘ \u‘\ ‘ h‘u H “\1660‘ 2080 25‘0(‘)‘ —
m/z--> 50 100 150 200 250
Abundance #158567: Octadecana
430 820
16.50 17.00
5000 m/z 55.05 69.08%
124.0 250.0
L H‘ | (1540 1940 |
ok ‘M —
m/z--> 100 150 200 250
Abundance #158434 E-11(13-Methyl)tetradecen-1-ol acetate — T
82.0 16.50 17.00
m/z 83.05 57.01%
5000
123.0 208.0
by . uww“‘ Hw Lo 1680 | 23902680 R
m/z--> 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 D-Friedoolean-14-en-3-o0l Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.180 9.32 ng 166249  Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Friedoolean-14-en-3-o0l 426 C30H500 081654-73-1 89
2 Guaia-3,9-diene 204 C15H24 000489-83-8 53
3 1-Naphthalenecarboxylic acid, de... 316 C21H3202 001235-39-8 45
4 Friedelan-3-one 426 C30H500 000559-74-0 44
5 1H-Cycloprop[e]azulene, 1la,2,3,5... 204 C15H24 021747-46-6 38
Abundance Scan 2566 (17.180 min): BF134520.D\data.ms (-2560) (- m/z 204.15 100.00%
204.2
135.1
69.0
5000 269.1316.3 /\
A 1
411.4 — ——
‘ 17.00 17.50
0! i, bl myz 135.05  72.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #316518: D-Friedoolean-14-en-3-ol
204.0
135.0
5000 302.0 A —
69.0 17.00 17.50
2570 426.0 ITI/Z 121.05 71.02%
0! \‘“\‘\m}mw ‘M‘L\‘w“l‘\ “\“M‘H‘ M‘L\ ‘n‘“\‘\‘ Lu\‘\“ i ‘:‘36‘7‘-‘0‘\‘ “\ “\‘ —
m/z--> 50 100 150 200 250 300 350 400
Abundance #80150: Guaia-3,9-diene
1350 2040 (W'/\
— 5
17.00 17.50
41.0 9
5000 m/z 69.00 54.84%
0|l‘3i‘q 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #220118: 1-Naphthalenecarboxylic acid, decahydro-1,4a- —— —
121.0 316.0 17.00 17.50
m/z 107.10 52.85%
5000
81.0 257.0
] b A =
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\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 unknownl7.351 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.351 5.02 ng 89508  Perylene-di12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-4a-methyl... 204 C15H24 000515-17-3 30
2 3H-1,2-Dithiole-3-thione, 5-tert... 204 C8H12S3 013120-76-8 30
3 3,4-Dihydrocoumarin, 4,4,7,8-tet... 204 C13H1602 040614-36-6 30
4 3,5-Dichloro-2-hydroxyacetophenone 204 C8H6C1202 003321-92-4 30
5 65-2,3,8,8-Tetramethyltricyclo[5... 204 C15H24 137235-48-4 27

Abundance Scan 2595 (17.351 min): BF134520.D\data.ms (-2591) (- m/z 189.10 100.00%
189.1

109.1
5000 /\
41.0 Wmﬂm

‘HH 278.9 42?- 17.00 17.50
WN““““““_“““‘ m/z 177.10  60.22%

m/z--> 50 100 150 200 250 300 350 400
Abundance #80431: Naphthalene, decahydro-4a-methyl-1-methylene
189.0
133.0
5000

17.00 17.50
m/z 109.05 53.51%

\H\ \ “‘\‘h\ H “ Lm\h‘\ “ ‘\ \h\ ‘\\ L ‘ LI ‘ T T ‘ T T ‘ L
miz—-> 50 100 150 200 250 300 350 400
Abundance #80768: 3H-1,2-Dithiole-3-thione, 5-tert-butyl-4-methyl-
189.0

“ T
17.00 17.50

o

O

5000 m/z 204.15 48.96%
41.0 1150
ok \‘\‘u\\“\\‘\‘\\m\u\m‘ \\ i huJ " “H‘ .
m/z--> 50 100 150 200 250 300 350 400 /K
Abundance #79924: 3,4-Dihydrocoumarin, 4,4,7,8-tetramethyl- — A i
189.0 17.00 17.50

m/z 121.05 39.41%

a0 10 1s0 | g W gty

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\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 .gamma.-Sitosterol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.657 2.69 ng 47925  Perylene-d12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 53
2 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 42
3 .beta.-Sitosterol 414 C29H500 000083-46-5 42
4 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 25
5 Stigmastan-3-en-6-o0l 414 C29H500 1000214-19-7 17

Abundance Scan 2647 (17.657 min): BF134520.D\data.ms (-2640) (- m/z 80.95 100.00%

81.0
161.1
213.1
5000 2714 329.2

399.3

——
“ ‘ | 17.50 18.00
- \\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0

m/z 55.05 98.97%
5000 5.0

T
145.0 414.( 17.50 18.00
213.0 303.0 m/z 95.00 89.70%

oL ’ . :
m/z--> 50 100 150 200 250 300 350 400
Abundance #310625: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylh
43.0

5.0 — —
17.50 18.00
5000 m/z 43.00 78.06%
0 | WN\/M%W
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol

—
43.0 17.50 18.00
m/z 105.10  75.70%

5000
107.0 510 414.(
~ 213.0 303.0
ol | 257. 354.0

|
R —— e
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\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 unknownl8.709 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.709 3.32 ng 59258 Perylene-d12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Testosterone 288 C19H2802 000058-22-0 30
2 2H-1,3-Benzoxazine, octahydro-2-... 230 C14H18N20 1010138-91-9 18
3 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000481-30-1 14
4 2H-1,3-Benzoxazine, octahydro-2-... 230 C14H18N20 1000138-91-8 14
5 1,4-Benzenediol, 2-[8-hydroxy-3-... 278 C16H2204 077828-64-9 10
Abundance Scan 2826 (18.709 min): BF134520.D\data.ms (-2818) (- m/z 123.95 100.00%
124.0
43.0
229.1
5000 289.1
' 412. W
174, 355 A S 1S S
H | H H ‘ H | | T 18.40 18.60 18.80
0 H‘Mk‘m"H““MW‘H_HWH m/z 43.00 81.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #184187: Testosterone
124.0
5000 L s
79. 18.40 18.60 18.80
288.0 %
203.0 m/z 229.05 71.12
2 ol
0 h‘}h“‘\”h\”“\ ““‘ \“ T ‘l\‘ \“ T ‘\ [N
m/z--> 50 100 150 200 250 300 350 400
Abundance #111656: 2H-1,3-Benzoxazine, octahydro-2-(phenyliming
229.0
1190 (B | N |
18.40 18.60 18.80
50001 30.0 m/z 55.10 68.81%
0‘ L L B B B B B B B MMWM
m/z--> 50 100 150 200 250 300 350 400
Abundance #184226: Androst-4-en-3-one, 17-hydroxy-, (17.alpha.)- I
124.0 18.40 18.60 18.80
m/z 121.00 60.07%
5000 79.
228.0 288.0
29. 85.? ‘
0! u““‘u‘“‘wWu‘u‘k‘L‘wu\‘uu‘u”‘u I A
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\BF072823\
Data File : BF134520.D

Acqg On : 28 Jul 2023 17:41
Operator : CG\JU

Sample : 03719-05

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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|
Butane, 2-metho... 2.116 41.5 ng 689296 1 6.828 332012 20.0
n-Hexadecanoic ... 11.886 13.6 ng 390548 4 11.357 572996 20.0
7-Heptadecene, ... 12.598 3.6 ng 103924 4 11.357 572996 20.0
Octadecanoic acid 12.675 3.6 ng 102699 4 11.357 572996 20.0
unknownl3.604 13.604 2.1 ng 37775 5 14.016 362404 20.0
Tetradecyl trif... 13.869 8.6 ng 156604 5 14.016 362404 20.0
Heptacosane 14.474 2.4 ng 43397 5 14.016 362404 20.0
1-Octadecene 14.516 2.0 ng 36261 5 14.016 362404 20.0
Oxirane, hexade... 14.939 3.8 ng 67760 6 15.515 356802 20.0
Eicosane 15.133 6.6 ng 118036 6 15.515 356802 20.0
n-Tetracosanol-1 15.186 7.8 ng 139939 6 15.515 356802 20.0
Hexacosanal 15.733 5.5 ng 98813 6 15.515 356802 20.0
Tetracosane 15.974 8.5 ng 151566 6 15.515 356802 20.0
1-Tricosene 16.080 2.8 ng 50218 6 15.515 356802 20.0
Octadecanal 16.810 5.6 ng 100217 6 15.515 356802 20.0
D-Friedoolean-1... 17.180 9.3 ng 166249 6 15.515 356802 20.0
unknown17.351 17.351 5.0 ng 89508 6 15.515 356802 20.0
.gamma.-Sitosterol 17.657 2.7 ng 47925 6 15.515 356802 20.0
unknown18.709 18.709 3.3 ng 59258 6 15.515 356802 20.0
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