LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140622.D

Acqg On : 25 Nov 2024 23:48
Operator : RC/JU

Sample : P4860-03

Misc :

ALS Vvial : 20 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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140622.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.087 504 509 519 rVB 19352 29324 1.73%  0.251%
2 5.493 573 578 599 rVB 976473 1329504 78.49% 11.371%
3 6.504 744 750 776 rBV 1041773 1375091 81.18% 11.761%
4 6.869 807 812 819 rBV 281826 342388 20.21%  2.928%
5 7.428 902 907 919 rBV 655973 872028 51.48%  7.458%

6 7.687 947 951 962 rVB 8736 18085 1.07% ©.155%
7 8.151 1025 1030 1042 rBV 323550 421907 24.91%  3.608%
8 9.222 1207 1212 1223 rBV 1352350 1693879 100.00% 14.487%
9 9.904 1323 1328 1341 rVB 375068 480581 28.37% 4.110%

10 10.616 1444 1449 1457 rBV 274274 356165 21.03%  3.046%
11 10.698 1457 1463 1477 rVV 758705 1030102 60.81% 810%
12 10.816 1478 1483 1489 rVB4 10598 20021 1.18% 171%
13 10.928 1497 1502 1511 rBV 41160 62004  3.66%

14 11.392 1576 1581 1591 rBV 375832 519828 30.69%
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15 11.916 1666 1670 1678 rBV 80778 139203 8.22% 191%
16 12.333 1738 1741 1745 rBV 31349 38943 2.30% ©.333%
17 12.416 1752 1755 1759 rVB2 13185 17085 1.01% ©.146%
18 12.645 1790 1794 1799 rVB 49341 63743 3.76%  ©.545%
19 12.980 1845 1851 1859 rBV 1128292 1456378 85.98% 12.456%
20 14.010 2023 2026 2028 rBV 32025 42763 2.52% ©0.366%
21 14.045 2028 2032 2042 rVB 253255 361216 21.32% 3.089%
22 14.504 2107 2110 2114 rVB 20732 26063 1.54% 0.223%
23 14.892 2173 2176 2183 rVB 35955 49116 2.90% 0.420%
24 15.157 2217 2221 2229 rVB 39855 62760 3.71% ©.537%
2.

25 15.539 2280 2286 2297 rVB 189494 325156 19.20%

26 15.986 2358 2362 2368 rVB 18049 28718 1.70%
27 16.268 2401 2410 2433 rBV9 49954 249760 14.74%
28 16.445 2434 2440 2453 rVB4 83243 184514 10.89%
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29 17.068 2541 2546 2560 rVB4 13673 46438 2.74% 397%
30 17.657 2640 2646 2650 rBV7 19866 49608 2.93% 424%
Sum of corrected areas: 11692371
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140622.D

Acqg On : 25 Nov 2024 23:48
Operator : RC/JU

Sample : P4860-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF140622.D\data.ms
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Abundance TIC: BF140622.D\data.ms
9.222

1200000 12.980

o

1000000
800000 10.698
600000

9.904 11.392
400000 8.151
10.6

200000 11916
: 2.645
049928 1213314 ,M“A*J
Hﬁ“““”%“

ob—— — SRS L — A : — S —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 1250 13.00
Abundance TIC: BF140622.D\data.ms
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1000000

800000
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400000 14.045

15.539
200000
14.010 14.89215.157 445
o 14504 193 15.986 16:288 17.068 17.657
O 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 16.00 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\BF112524\
Data File : BF140622.D

Acqg On : 25 Nov 2024 23:48
Operator : RC/JU

Sample : P4860-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.616 14.82 ng 356165  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 72
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
4 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 49
Abundance Scan 1449 (10.616 min): BF140622.D\data.ms (-1444) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1 — —
10.50 11.00
152.1
b il e 2289 0T miz 77.10 69.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 ——t A
10.50 11.00
510 m/z 182.10  52.89%
Jeo | 1260 1520 |
‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
71.0
—— —
182.0 10.50 11.00
5000 m/z 51.10 25.96%
51.0 105.0
0270 ‘ 128.0 15%0 \
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester —— At
105.0 10.50 11.00
m/z 181.10 8.68%
77.0
5000
51.0
LT SN S N
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140622.D

Acqg On : 25 Nov 2024 23:48
Operator : RC/JU

Sample : P4860-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Methanone, (1-hydroxycycloh... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.928 2.39 ng 62004  Phenanthrene-di0 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 91
2 Cyclohexanol, 1-ethyl- 128 C8H160 001940-18-7 59
3 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 59
4 3-Methylcyclohexyl methylphospho... 194 C8H16F02P 113548-86-0 45
5 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 38
Abundance Scan 1502 (10.928 min): BF140622.D\data.ms (-1497) (- m/z 99.10 100.00%
99.1
5000 J\
51.0 7100
11. 00
133.0
0 m_um“H‘JwJ\Mm}“uuwm‘_ﬁ?‘a“‘l‘_wwz“zg‘l 75.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #79909: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
5000 f
11 00
55.0 m/z 77.88 32.69%
O \\\‘\U‘\\“H\\‘\‘\“\\H\\““\\\\}\“\\\‘]\-?’\3\.‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14398: Cyclohexanol, 1-ethyl-
99.0
A
11.00
5000 43.0 m/Z 104.95 17.19%
72.
0 Hw‘m‘um“ 128.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23873: 1-Hydroxycyclohexanecarboxylic acid o
99.0 11.00
m/z 51.00 14.48%
5000
550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140622.D

Acqg On : 25 Nov 2024 23:48
Operator : RC/JU

Sample : P4860-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.916 5.36 ng 139203  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 1670 (11.916 min): BF140622.D\data.ms (-1666) (- m/z 73.10 100.00%
73.1
43.1
5000
—
‘ 12.00
[ — m/z 60.00  79.75%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T 1
129.0 12.00
m/z 43.10  79.22%
|

o

o

213.0
L] HH 157.0185.0
\H’\EHM‘HH\H {‘\‘H!\H“‘\\‘”‘M\H\‘H‘HH‘H‘H‘\‘H‘\“\H\‘HH‘HH“H
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #92069: Tridecanoic acid
73.0

43.0

T
12.00

5000 129.0 m/Z 41.10 71.98%
171.0
‘ 214.0
R0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid
43.0 73.0 12.00

m/z 57.05 69.54%

5000 129.0
s 0

15'0 ‘ I H‘ I I in
0‘H,AHHLN”WﬁNwHHHW‘HM‘HHMHM‘HH‘HH‘HH‘HH‘H

T
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\BF112524\
Data File : BF140622.D

Acqg On : 25 Nov 2024 23:48
Operator : RC/JU

Sample : P4860-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.645 2.45 ng 63743  Phenanthrene-dio 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 99
2 3,4'-Diisopropylbiphenyl 238 C18H22 061434-46-6 90
3 3-(N,N-Diethylamino)carbazole 238 C16H18N2 054994-31-9 64
4 1,3-Diethyl-5-(1-phenylethyl)ben... 238 C18H22 1000482-32-6 58
5 4,4'-Diisopropylbiphenyl 238 C18H22 018970-30-4 46

Abundance Scan 1794 (12.645 min): BF140622.D\data.ms (-1790) (-] ' m/z 223.20 100.00%
228.2

5000 181.1
S R
12.50 13.00
0! m/z 238.20 55.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121373: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0
181.0 A
5000 A
12.50 13.00
153. m/z 181.18  43.67%
55.0 104.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121355: 3,4'-Diisopropylbiphenyl
2238.0
12.50 13.00
5000 165.10  34.49%
43.0
165.0
104.0
gisol | 70 T o | im0 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121252: 3-(N,N-Diethylamino)carbazole
223.0 12 50 13 00

m/z 195.05  28.06%

5000
167.0 194.0
29.0 139.0
0 h‘ 63.0 110 | DA 4D oy 1y ‘ﬁw/\‘nr\r

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140622.D

Acqg On : 25 Nov 2024 23:48
Operator : RC/JU

Sample : P4860-03

Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Supraene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.892 3.02 ng 49116  Perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 78
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
4 Furan, 3-(4,8-dimethyl-3,7-nonad... 218 C15H220 023262-34-2 64
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 59
Abundance Scan 2176 (14.892 min): BF140622.D\data.ms (-2173) (-} | m/z 69.10 100.00%
69.1
‘ 137.1 14:50 15.00
95.0 261.1 341.2 : :
0 \\HNJ ”Wﬂb”ﬁkﬂ“w‘wpu"wwu“““‘u““““ m/z 81.10 48.57%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — ——
14.50 15.00
m/z 41.10  25.85%
137.0
0270 iyl gl 1910 2730 3410 4104
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,
69.0
— ——
14.50 15.00
5000 m/z 95.10 18.01%
110 WWMMVW
o \ L) 16102050 27303150 3840
: T R R
m/z--> 50 100 150 200 250 300 350 400
Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- — ——
69.0 14.50 15.00
m/z 68.00 12.98%
5000
136.0
D
POyl oo
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140622.D

Acqg On : 25 Nov 2024 23:48
Operator : RC/JU

Sample : P4860-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.157 3.86 ng 62760  Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Eicosane 282 (C20H42 000112-95-8 86
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86

Abundance Scan 2221 (15.157 min): BF140622.D\data.ms (-2217) (- m/z 57.10 100.00%

57.1
5000

—
‘ h H ‘ y 183.1 2391 15.00 15.50
Aol gl wwwwmywmuweu"_“““H““‘ m/z 71.10 70.79%

m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0

5000 — e
15.00 15.50

m/z 43.10 59.68%

o

0 H‘\‘\

13.
) “\ Ih\l‘ h‘ 1y 1169 0 2250 295.0 367.0
‘ \\’\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
— —
15.00 15.50
5000 ITI/Z 85.10 47 .72%
0 . ‘\“ = ”\ h\ h H‘ \\ ‘\ 1\6\9 \‘o\ ’2\2\5\ (\)‘ T \2\9\6‘ \0\ LA L I B B m
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane T ——
57.0 15.00 15.50
m/z 55.10 20.85%
0 uh\ \‘h]\.] h‘ L \9 \0 i 2\2'\5 0 309.0 365.0 437.
T e B e B LA A A B R R — —
m/z--> 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\BF112524\
Data File : BF140622.D

Acqg On : 25 Nov 2024 23:48
Operator : RC/JU

Sample : P4860-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Cholestan-3-o0l, (3.alpha.,5... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

16.268 15.36 ng 249760  Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-3-o0l, (3.alpha.,5.beta.)- 388 C27H480 000516-92-7 90
2 Cholestanol 388 C27H480 000080-97-7 70
3 Cholestan-3-ol 388 C27H480 027409-41-2 50
4 5.beta.-Cholestan-3.alpha.-ol, 2... 458 C31H5402 1000514-95-7 46
5 5.beta.-Cholestan-3.alpha.-o0l, a... 430 C29H5002 033157-47-0 46
Abundance Scan 2410 (16.268 min): BF140622.D\data.ms (-2401) (- m/z 215.20 100.00%

431 215.2
5.1 1491
5000
nn M‘ﬂ‘ : ‘f/\"\ﬂ

‘ | “ 16.00 16.50

ol il m/z 43.10  81.85%

miz--> 50 100 150 200 250 300 350 400
Abundance #294355: Cholestan-3-ol, (3.alpha.,5.beta.)-
43.0 215.0
95.0

5000

—
165.0 370.0 16.00 16.50

m/z 81.05 74.39%
| | m‘

UL L fzsas 22

oL ‘\“ ‘ ‘l‘} H“wH‘ 1‘\‘\“\\\‘\‘\‘ }u M‘“L‘ L ‘I‘ ! \!\\‘2\?“2"9‘ [ ‘\l‘ — “\‘ ‘M‘ Lr R
m/z--> 50 100 150 200 250 300 350 400
Abundance #294342: Cholestanol

107.0 215.0
— —
165.0 16.00 16.50
5000 43.0 388.0 ITI/Z 55.00 70.33%
262.0 331.0
ol b
m/z--> 50 100 150 200 250 300 350 400
Abundance #294345: Cholestan-3-ol 7 —
43.0 16.00 16.50
95.0 233.0 m/z 95.18  65.06%
w Mh
oLl — ——
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140622.D

Acqg On : 25 Nov 2024 23:48
Operator : RC/JU

Sample : P4860-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Cholestan-3-one, (5.beta.)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.445 11.35 ng 184514  Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-3-one, (5.beta.)- 386 C27H460 000601-53-6 90
2 Cholestan-3-one 386 C27H460 015600-08-5 90
3 Cholestan-2-one 386 C27H460 1010210-43-4 83
4 Cholestan-3-one, (5.alpha.)- 386 C27H460 000566-88-1 64
5 Cholest-4-en-3-0l 386 C27H460 014597-42-3 43
Abundance Scan 2440 (16.445 min): BF140622.D\data.ms (-2434) (1 ' m/z 55.05 100.00%
55.0 231.2
161.1
07.1 316.3
5000 386.4
——
430.. 16.50
ol m/z 231.15  99.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #292901: Cholestan-3-one, (5.beta.)-
43.0
5000 AN Aaa T ‘A\A/\\\
231.0 386.0 16.50
m/z 43.10 92.43%
il
ok ‘m\ ‘\u “\\\H ‘um‘m‘ \\M‘ 4 p n\ A L - “‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #292887: Cholestan-3-one
231.0
43.0 R
16.50
5000 386.0 m/z 81.05  86.48%
163.0
ok M‘ HHM \l‘\\‘\\\ \\‘u\m il ‘\\‘2‘”7‘?'9‘ {’)‘29-‘0‘ : ‘L : L‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #292880: Cholestan-2-one T
231.0 16.50
m/z 95.10 80.43%
386.0
5000143.0
95.0
1 TP 50
O‘HﬁMHWWHMMWMMWMmuM HM%“Q“J“‘J‘L“‘H S
m/z--> 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\BF112524\
Data File : BF140622.D

Acqg On : 25 Nov 2024 23:48

Operator : RC/JU

Sample : P4860-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 unknownl7.068 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.068 2.86 ng 46438  Perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,11-Diazapentacyclo[9.6.2.0(2,.... 250 C17H18N2 1000436-58-8 11
2 Bicyclo[10.4.0]hexadecane, 14,15... 278 C20H38 1000155-81-5 10
3 2-Pyrrolidinethione, 4,4,5-trime... 282 C14H22N2S2 1000186-15-6 10
4 [3-(Difluoromethyl)-5-methyl-4-n... 249 C8H9F2N304 1000512-13-1 9
5 1,2,5-Thiadiazolo[3,4-c]coumarin... 249 C9H3N304S 119458-69-4 9

Abundance Scan 2546 (17.068 min): BF140622.D\data.ms (-2541) (- m/z 55.10 100.00%
55.1 249.2
95.0
161.0
5000 2131
349..
‘ 17.00
A m/z 249.20  88.24%
miz--> 50 150 200 250 300 350
Abundance #136100: 1,11-Diazapentacyclo[9.6.2.0(2,.7)0(8,18).0(15
249.0
5000 i :
180.0 17.00
m/z 95.05 73.80%
39.0 “
0L ‘\‘M‘H‘h\‘ Hh i p ‘ i ﬂ“\ \H\ i ol
miz--> 50 100 150 200 250 300 350
Abundance  #171309: Bicyclo[10.4.0]hexadecane, 14,15-diethyl-
249.0
55.0
123.0 T \
17.00
5000 m/z 81.00 70.23%
‘\ | 1650 207.0
0 SURH AP R S e v S SN
m/z--> 50 100 150 200 250 300 350
Abundance #175476: 2-Pyrrolidinethione, 4,4,5-trimethyl-5-(4,4-dime —— ‘
249.0 17.00
m/z 108.00 58.47%
5000
410 168.0 A
99.0 ‘
oLt m”m‘\wmm h‘\%\w‘y\ \‘Lﬂy‘ — HEL
m/z--> 50 100 150 200 250 300 350 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140622.D

Acqg On : 25 Nov 2024 23:48
Operator : RC/JU

Sample : P4860-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 unknownl7.657 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.657 3.05 ng 49608  Perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphinic acid, (2-methylphenyl... 232 C13H1302P 018593-18-5 35
2 naphtho[1,2-d]thiazole, 2-(methy... 231 C12HONS2 1000401-03-0 25
3 Phosphinic acid, diphenyl-, meth... 232 C13H1302P 001706-90-7 18
4 Isobutyl 1-pentyl-1H-indazole-3-... 288 C17H24N202 1000457-73-6 12
5 2-Propenoic acid, 2-cyano-3-(4-m... 231 C13H13NO3 002286-29-5 11
Abundance Scan 2646 (17.657 min): BF140622.D\data.ms (-2640) (- m/z 231.15 100.00%
231.2
431
107.1
161.1
5000 344.3
414. ﬂ
b e
‘ 28‘1'0 17.50 18.00
0 Al m/z 43.10 78.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #113666: Phosphinic acid, (2-methylphenyl)phenyl-
231.0
5000 165.0 — —
17.50 18.00
65.0 m/z 55.18  73.87%
115.0 ‘
O T ‘\“J \“\“\ “‘ ‘H\‘\ \m "‘\‘\ T \M \‘“‘\ T ‘ 1T \’ L ‘ L ’ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #112539: naphtho[1,2-d]thiazole, 2-(methylthio)-
231.0
P e
17.50 18.00
5000{ 45.0 172.0 m/z 107.10  69.21%
el
LU TP Pl V0 D N —
m/z--> 50 100 150 200 250 300 350 400
Abundance  #113665: Phosphinic acid, diphenyl-, methyl ester P ——
231.0 17.50 18.00
m/z 95.00 66.11%
77.0
5000
155.0
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140622.D

Acqg On : 25 Nov 2024 23:48
Operator : RC/JU

Sample : P4860-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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|
Benzophenone 10.616 14.8 ng 356165 3 9.904 480581 20.0
Methanone, (1-h... 10.928 2.4 ng 62004 4 11.392 519828 20.0
n-Hexadecanoic ... 11.916 5.4 ng 139203 4 11.392 519828 20.0
10,18-Bisnorabi... 12.645 2.5 ng 63743 4 11.392 519828 20.0
Supraene 14.892 3.0 ng 49116 6 15.539 325156 20.0
Hexacosane 15.157 3.9 ng 62760 6 15.539 325156 20.0
Cholestan-3-o0l,... 16.268 15.4 ng 249760 6 15.539 325156 20.0
Cholestan-3-one... 16.445 11.4 ng 184514 6 15.539 325156 20.0
unknownl7.068 17.068 2.9 ng 46438 6 15.539 325156 20.0
unknownl7.657 17.657 3.0 ng 49608 6 15.539 325156 20.0
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