LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140515.D

Acqg On : 20 Nov 2024 22:13
Operator : RC/JU

Sample : P4822-12

Misc :

ALS Vvial : 16 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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140515.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.152 3 10 21 rVB 892084 1466273 62.34% 6.821%
2 5.098 506 511 521 rVB 37924 57936 2.46% 0.269%
3 5.304 538 546 553 rBV 16511 27850 1.18% 0.130%
4 5.504 574 580 597 rBV 1618613 2173719 92.42% 10.111%
5 6.510 745 751 769 rBV 1581978 2123716 90.29% 9.879%

6 6.875 808 813 818 rBV 510267 627102 26.66%
7 7.434 902 908 917 rBV 1057474 1360425 57.84%
8 7.686 945 0951 962 rBV 26617 42063 1.79%
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.151 1025 1030 1043 rBV 544126 724501 30.80%
.228 1207 1213 1223 rBV 1812456 2340791 99.52% 10.888%

11 9.910 1323 1329 1341 rVB 527303 701959 29.84%
12 10.622 1444 1450 1456 rBV 374853 478134 20.33%
13 10.698 1458 1463 1473 rVV 924495 1205652 51.26%
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14 10.927 1498 1502 1511 rVB 63237 85012 3.61% 395%
15 11.e63 1521 1525 1534 rBV6 21131 34499 1.47% 160%
16 11.398 1576 1582 1592 rBV 544663 812921 34.56% 3.781%
17 11.627 1614 1621 1627 rBV2 14544 39694 1.69% ©0.185%
18 11.921 1663 1671 1683 rVV2 316701 571498 24.30% 2.658%
19 12.016 1683 1687 1695 rVB3 24119 55348 2.35% 0.257%
20 12.086 1695 1699 1705 rBV4 22472 43772 1.86% ©0.204%
21 12.416 1751 1755 1759 rBV 21176 33507 1.42% 156%

22 12.616 1781 1789 18060 rBV 199818 484270 20.59%
23 12.710 1801 1805 1816 rVB3 70261 139840 5.95%
24 12.845 1822 1828 1835 rVB 113812 168358 7.16%
25 12.980 1846 1851 1859 rBV 1738235 2352048 100.00% 10.
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26 13.204 1886 1889 1893 rBV 35937 45902 1.95%
27 13.886 2000 2005 2022 rBV3 103927 238982 10.16%
28 14.045 2024 2032 2040 rBV2 539673 865001 36.78%
29 14.515 2108 2112 2114 rBV 62084 89468 3.80%
30 14.898 2174 2177 2184 rVB 82988 112482 4.78%
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31 15.168 2218 2223 2228 rVB 214146 304191 12.93%
32 15.545 2282 2287 2298 rVB 317671 549810 23.38%
33 15.998 2359 2364 2370 rVB 165134 275960 11.73%
34 18.209 2734 2740 2751 rVB3 179952 465006 19.77%
35 18.686 2815 2821 2838 rVB2 132443 400307 17.02%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140515.D

Acqg On : 20 Nov 2024 22:13
Operator : RC/JU

Sample : P4822-12

Misc

ALS Vvial : 16 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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 21497997
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 20 Nov 2024 22:13
: RC/JU
: P4822-12

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
BF140515.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF140515.D\data.ms
1500000
7.434
1000000.152
500000 6.875
5.0985 304 7.6t
O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\Y—rrﬁ\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ()
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: BF140515.D\data.ms
9.228 12.980
1500000
1000000 10.698
8.151 9.910 11.398
500000
106 11.921
12.61
B4 13.204
L 10.93796 11.627 QIB6 12.416 Lﬂw
0———7T— —T— — —T i e e e e e A e e e e e S e e
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: BF140515.D\data.ms
1500000
1000000
14.045
15.545
500000 15.168 15 068
. 18.209
13.886 14.515 14-8918‘/J\ 18.686
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
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\BF112024\
Data File : BF140515.D

Acqg On : 20 Nov 2024 22:13

Operator : RC/JU

Sample : P4822-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.152 46.76 ng 1466270  1,4-Dichlorobenzene-d4 6.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance  Scan 10 (2.152 min): BF140515.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
R RRARRaANEA
‘ 01 2.202.302.402.502.60
Obr et 22 e m/z 43.05  37.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T [T [T T [TTTT 7T
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10  26.32%
29.0
M‘ \‘\“ LQO ‘\
O\‘H\\‘HH‘f\f\‘\f\‘f“\\\\‘\\\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 o
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.05 25.62%
27.0
Ol e 1229, 3290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- AR EARARREE
73.0 2.202.302.402.502.60
m/z 41.05 12.11%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e e —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60

8270-BF111324.M Thu Nov 21 ©5:22:39 2024

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140515.D

Acqg On : 20 Nov 2024 22:13
Operator : RC/JU

Sample : P4822-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.622 13.62 ng 478134  Acenaphthene-d10 9.910
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 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 64
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 49
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
Abundance Scan 1450 (10.622 min): BF140515.D\data.ms (-1444) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
—— .
5#,1 1501 10.50 11.00
N i M S ———————N VA A AL
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —r— A
10.50 11.00
m/z 182.10  53.53%
0‘\‘\H“E\)\‘\.(\)‘H\”1“\\H‘\‘\H‘\\\\‘]-\5\}2‘\.‘(?\\\“HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #56777: Azobenzene
77.0
—— —
182.0 10.50 11.00
5000 m/z 51.10 23.79%
105.0
5d'° ‘ 152.0
NSk i AR A )
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl- — R
105.0 10.50 11.00
77.0 m/z 181.10 8.92%
5000 182.0
28.0
ol L 20 272.C
e e e e e e e e —— —4
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140515.D

Acqg On : 20 Nov 2024 22:13
Operator : RC/JU

Sample : P4822-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Methanone, (1-hydroxycycloh... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.927 2.09 ng 85012  Phenanthrene-dle 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 91
2 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 59
3 1,1'-Bicyclohexyl-1,1"-diol 198 C12H2202 002888-11-1 36
4 Isothiazole, 3-methyl- 99 C4H5NS 000693-92-5 16
5 3,5-Diamino-1,2,4-triazole 99 C2H5N5 001455-77-2 12
Abundance Scan 1502 (10.927 min): BF140515.D\data.ms (-1498) (- m/z 99.10 100.00%
99.1
5000
77.
55.0 ‘11\00‘
133.0
o"wH‘Wu‘w‘:“‘whmHMH‘,‘Mwwwﬁ("?q m/z 77.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #79909: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
5000 r
77. 1100
55.0 m/z 77.85 30.45%
O\\\‘\U‘\\“H\\‘\‘\“\\H\\““\\\\}\“\\\’?‘\3\3\.?\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23873: 1-Hydroxycyclohexanecarboxylic acid
99.0
At
1100
5000 17.87%
55.0
Ol TEO | 1440
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73597: 1,1'-Bicyclohexyl-1,1'-diol
99.0 1100
m/z 105.00 14.88%
5000
41.0
0 1l HM ‘ 67\\\0 Ll | 137.0 180.0
B R b e s e A aa s e P
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140515.D

Acqg On : 20 Nov 2024 22:13
Operator : RC/JU

Sample : P4822-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.922 14.06 ng 571498  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1671 (11.921 min): BF140515.D\data.ms (-1663) (- m/z 73.05 100.00%
73.0
43.0
5000
129.0
213.2 —
H 1 1.1 157.1185.1 ‘ 256.2 12.00
oHwHH‘WN‘U ”m‘M‘wmm‘H‘m_‘Mmwmw‘_ m/z 43.05 84.25%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 1 7
129.0 12.00
213.0 m/z 59.95 81.86%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ HH\H\M\‘\‘HH\H““HH‘”‘M‘\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0
—=
43.0 12.00
5000 m/z 57.05 69.00%
129.0
185.0 228.0
A N
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid ——
43.0 ,73.0 12.00
m/z 55.10 67.70%
5000 129.0
99.0
s e L
0%§Rk“JWNWwNmmWﬂMMMWHHMJHJHW‘HWHHM‘H_ —r—
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\BF112024\
Data File : BF140515.D

Acqg On : 20 Nov 2024 22:13
Operator : RC/JU

Sample : P4822-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.710 3.44 ng 139840  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62

Abundance Scan1805(12710num BF140515.D\data.ms (-1801) (- m/z 73.00 100.00%

5000 129.0 N/\JLA/

1852 2413 = —
‘ ‘ 284.3 12.50 13.00
oLl— \ i \h\ I \‘H}H‘HM \‘m‘u‘u‘ i ‘\‘\‘ ‘\L‘ e ITI/Z 43.10 99.38%
mi/z--> 150 200 250 300 350
Abundance #179093: Octadecanoic acid
1
1290 284.0
5000 28.0 L — L —
1850 241.0 12.50 13.00
m/z 60.00 80.72%

0 ‘\‘!‘\ HM\ i “‘\‘ ‘L AL “ ‘\“‘ - “‘ .
m/z--> 5 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0

— T
12.50 13.00

m/z 55.10  73.52%
5000 284.0 /
3.0 129 0
Il 1850 2410
fo) \‘\M u‘H M\u \‘\‘ ‘\“‘\‘ ‘\‘\‘ “““““““3:7‘2"

m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid —— —

73.0 12.50 13.00

m/z 57.10 71.84%

5000 129.0 M
29.
199.0 242.0
“ Hd u‘ \\‘M \N‘\ al ‘ ‘ ‘ ‘ ‘ ‘

Ot o T B B 7 7
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140515.D

Acqg On : 20 Nov 2024 22:13
Operator : RC/JU

Sample : P4822-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 1-Octadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.886 5.53 ng 238982  Chrysene-di2 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 95
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 94
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 89
5 Oxalic acid, octadecyl propyl ester 384 C23H4404 1000309-27-0 87

Abundance Scan 2005 (13.886 min): BF140515.D\data.ms (-2000) (- m/z 57.10 100.00%
57.1

97.1
5000
230.1
— —
‘ 411 13.50 14.00
oLt H iR \‘HMH w R ‘1%\2 ‘ ‘M‘m ‘2‘8‘1‘1 ‘3‘29 m/z 43.05 81.99%
mi/z--> 50 100 150 200 250 300
Abundance #138521: 1-Octadecene
57.0
97.0
5000 — —
13.50 14.00
m/z 55.10  65.18%
39.0
0 \‘\ ‘ “‘ H‘ “ ‘ “‘ % “\]\_8!2\0 T T \2\5“2.\0\ T T ‘ T T 1
m/z--> 50 100 150 200 250 300
Abundance #173731: 3-Eicosene, (E)-
57.0
— —
97.0 13.50 14.00
5000 m/Z 71.10 63.30%

0234L

| ‘ M 13 “9 1820 2240 2800

!

m/z--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0 13.50 14.00
m/z 83.10 59.30%
97.0

%

5000
1

o1 ‘ \\H | ‘ 1390 1820 2230 2800

‘\ 7
m/z--> 100 150 200 250 300 13.50 14.00

8270-BF111324.M Thu Nov 21 ©5:22:42 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140515.D

Acqg On : 20 Nov 2024 22:13
Operator : RC/JU

Sample : P4822-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Docosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.515 2.07 ng 89468  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 96
2 Tetracosane 338 (C24H50 000646-31-1 93
3 Hexadecane 226 C1l6H34 000544-76-3 87
4 Docosane, 1-iodo- 436 C22H45I 1000406-31-9 83
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 2112 (14.515 min): BF140515.D\data.ms (-2108) (-} ' m/z 57.10 100.00%
57.1
5000 \/AAxe\AﬂKVWV/]\AJ\
‘ 397 ‘14‘50‘ |
254.1 o .
ob—LA ‘”w‘h “H‘ L ‘]ﬁf}«l“l‘lﬁgﬁ ot 29T 332 L w2 71010 73.78%
miz--> 50 100 150 200 250 300 350 400
Abundance #212281: Docosane
57.0
5000 —— :
14.50
m/z 43.10 57.89%
ol ‘ 11 1 141:0183.0225.0267.0310.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane
57.0
T \
14.50
5000 m/z 85.10 49,57%
9.0
0 L1 1)1 141.0183.0225.0267.0  338.0
= A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #107220: Hexadecane T ‘
57.0 14.50
m/z 55.10 29.77%
5000 M
Ol'4d [l n“ I H‘ 1 ]W4J' 0183. 0226 0
e ——
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140515.D

Acqg On : 20 Nov 2024 22:13
Operator : RC/JU

Sample : P4822-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Supraene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.898 4.09 ng 112482  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
3 Farnesol isomer a 222 C15H260 1000108-92-4 64
4 Trideca-1,3,7,11-tetraene-1,1-di... 268 C18H24N2 1000159-88-9 59
5 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 59

Abundance Scan 2177 (14.898 min): BF140515.D\data.ms (-2174) (-] ' m/z 69.10 100.00%

69.1
5000
— —
‘ 14.50 15.00
. ““ iy W [ A9H1 2432 3072 3672 h, 8110 52.89%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 —

T
14.50 15.00
m/z 41.10 21.96%

137.0
oPT9 Ll y [, 191.0 273.0 3410  410.
L ‘ T \ T ‘ I TT ‘ L ‘ T T 1T ‘ L ‘ T T T ‘ T T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol

69.0
— 7
14.50 15.00
5000 ITI/Z 95.10 14.92%
137.0 W“/J\/W
D
0'7'4 T NN
m/z--> 50 100 150 200 250 300 350 400
Abundance #101957: Farnesol isomer a “ T
69.0 14.50 15.00
m/z 68.10 12.80%
- NWJ\V\\N¢VAJ\MﬁJb\““f
121.0
ARETR Y v O N
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\BF112024\
Data File : BF140515.D

Acqg On : 20 Nov 2024 22:13
Operator : RC/JU

Sample : P4822-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Dotriacontane, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.168 11.07 ng 304191  Perylene-d12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2223 (15.168 min): BF140515.D\data.ms (-2218) (- m/z 57.10 100.00%

57.1
5000

——
‘ ‘ 169.2 268.1 15.00 15.50
ol “‘H_mz‘l??‘ 08182218711 . m/z 71.18  72.18%
mi/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 — ——
15.00 15.50

m/z 43.10 58.91%

L J‘ ‘ \\ J 1699 2250 2950 3510 449
\\\\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl-
57.0

—
15.00 15.50

o

5000 m/z 85.10 54.25%
obiLLL T 1000 2250 210 350
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #330025: Tetracosane, 1-iodo- — —
57.0 15.00 15.50

m/z 55.10  23.23%

- »,vaJ\,wA/\byﬂvvva
[

337.0
oLl Ll 3690 50 gm0

T 7
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140515.D

Acqg On : 20 Nov 2024 22:13
Operator : RC/JU

Sample : P4822-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.998 10.04 ng 275960  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 87
Abundance Scan 2364 (15.998 min): BF140515.D\data.ms (-2359) (- m/z 57.10 100.00%
57.1
5000 J\,J\‘“/\/\\VvR,
——
\ ‘ | | ‘ 1183.2225.1266.1  337.3 16.00
(— N“ LA L Laonc228200 0 38733792 nyz 71.10 72.34%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 R
16.00
m/z 43.10 58.90%
0 I “\ I H‘ I 141 0183 0 268.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
——
16.00
5000 m/z 85.10 55.37%
9.0
50|11 030250 2060
m/z--> 0 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- ——
57.0 16.00
m/z 55.10 21.30%
ol ‘L “\\ H | 141:0183.0225.0267.0309.0 365.0
i ““““ T e ——
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\BF112024\
Data File : BF140515.D

Acqg On : 20 Nov 2024 22:13
Operator : RC/JU

Sample : P4822-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Lup-20(29)-en-3-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.209 16.92 ng 465006  Perylene-di12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 99
2 5-Bromo-4-oxo0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 91
3 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 74
4 2,6,6,9,2',6',6',9'-Octamethyl-[... 410 C30H50 1000189-48-2 53
5 1-Isopropenyl-4,5-dimethylbicycl... 330 C21H300S 1000195-85-4 50
Abundance Scan 2740 (18.209 min): BF140515.D\data.ms (-2734) (- m/z 205.20 100.00%
205.2
109.1
55.
5000
161.1
313.3 — i
21 357.1 409.4 18.00 18.50
0! m/z 109.10 83.83%
miz--> 50 100 150 200 250 300 350 400
Abundance #315403: Lup-20(29)-en-3-one
109.0 205.0
5000 —r— —
18.00 18.50
‘}r ‘ 313.0 m/z 95.10  83.20%
oL ‘\U‘ “ “‘\ | h Hu ‘“ ‘h ‘ “‘ \‘\‘\‘ P ‘\ o ‘hh“ : ‘“?‘6? ‘\0‘ ‘ }
m/z--> 100 150 200 250 300 350 400
Abundance #94635. 5-Bromo-4-ox0-4,5,6,7-tetrahydrobenzofurazan
109.0
45.0 Tl L,
218.0 18.00 18.50
5000 m/z 81.10 77 .85%
160.0
bl b
m/z--> 50 100 150 200 250 300 350 400
Abundance #315416: D:C-Friedoolean-8-en-3-one T —
205.0 18.00 18.50
m/z 93.10 67.07%
257.0
5000
121.0 424
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\BF112024\
Data File : BF140515.D

Acqg On : 20 Nov 2024 22:13
Operator : RC/JU

Sample : P4822-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Stigmast-4-en-3-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.686 14.56 ng 400307  Perylene-di12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 93
2 .gamma.-Sitostenone 412 C29H480 084924-96-9 91
3 Testosterone 288 C19H2802 000058-22-0 87
4 Testosterone cypionate 412 C27H4003 000058-20-8 50
5 Cardoltriene 314 C21H3002 079473-24-8 47

Abundance Scan 2821 (18.686 min): BF140515.D\data.ms (-2815) (- m/z 124.10 100.00%
124.1

5000

-

18.40 18.60 18.80

0° m/z 43.10 67.43%
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 229.20  48.37%

O,
miz--> 50 100 150 200 250 300 350 400
Abundance #309453: .gamma.-Sitostenone

—

18.40 18.60 18.80
m/z 55.10 36.34%

5000

-

0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #184187: Testosterone e  AEmEE
124.0 18.40 18.60 18.80
m/z 57.10 36.12%
5000
79.
288.0
203.0
)
] bl by e
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\BF112024\
Data File : BF140515.D

Acqg On : 20 Nov 2024 22:13
Operator : RC/JU

Sample : P4822-12

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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... 2.152 46.8 ng 1466270 1 6.875 627102 20.0
Benzophenone 10.622 13.6 ng 478134 3 9.910 701959 20.0
Methanone, (1-h... 10.927 2.1 ng 85012 4 11.398 812921 20.0
n-Hexadecanoic ... 11.922 14.1 ng 571498 4 11.398 812921 20.0
Octadecanoic acid 12.710 3.4 ng 139840 4 11.398 812921 20.0
1-Octadecene 13.886 5.5 ng 238982 5 14.045 865001 20.0
Docosane 14.515 2.1 ng 89468 5 14.045 865001 20.0
Supraene 14.898 4.1 ng 112482 6 15.545 549810 20.0
Dotriacontane, ... 15.168 11.1 ng 304191 6 15.545 549810 20.0
Nonadecane 15.998 10.0 ng 275960 6 15.545 549810 20.0
Lup-20(29)-en-3... 18.209 16.9 ng 465006 6 15.545 549810 20.90
Stigmast-4-en-3... 18.686 14.6 ng 400307 6 15.545 549810 20.0
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