LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140522.D

Acqg On : 21 Nov 2024 01:17
Operator : RC/JU

Sample : P4860-03

Misc :

ALS Vvial : 23  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: BF140522.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 19 rVB 703005 1094851 63.61% 8.202%
2 5.099 501 511 523 rBV 22594 37436 2.18% 0.280%
3 5.510 575 581 599 rVB 1077189 1467414 85.26% 10.993%
4 6.510 746 751 768 rBV 1021275 1405551 81.67% 10.530%
5 6.875 808 813 819 rBV 309100 376847 21.90%  2.823%
6 7.434 900 908 918 rBV 682248 875117 50.85% 6.556%
7 7.687 945 951 958 rBV 14052 21680 1.26% 0.162%
8 8.151 1025 1030 1041 rBV 303778 408431 23.73%  3.060%
9 8.869 1149 1152 1164 rVB 13266 18001 1.05% 0.135%
10 9.228 1207 1213 1223 rBV 1215375 1547535 89.92% 11.593%

11  9.910 1324 1329 1337 rBV 323068 409395 23.79%
12 10.622 1445 1450 1458 rBV 244865 311118 18.08%
13 10.698 1458 1463 1478 rVV 682733 939399 54.58%
14 10.822 1479 1484 1496 rVB4 13523 25288
15 10.933 1490 1503 1512 rBV3 44760 111238  6.46%
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16 11.398 1577 1582 1591 rBV 365708 488684 28.39%

3.
17 11.922 1666 1671 1681 rBV 149336 269792 15.68% 2.021%
18 12.339 1738 1742 1746 rBV 38371 51753 3.01% ©.388%
19 12.422 1753 1756 1760 rBV2 14861 18657 1.08% ©0.140%
20 12.539 1773 1776 1781 rBV 15605 24354  1.42% 0.182%
21 12.651 1791 1795 1800 rVB 60599 81767 4.75% 0.613%
22 12.710 1801 1805 1812 rBV3 29906 62293 3.62% 0.467%
23 12.986 1846 1852 1857 rBV 1345385 1721102 100.00% 12.893%
24 13.886 2002 2005 2016 rVB3 62883 1313066 7.63% ©.984%
25 14.016 2024 2027 2028 rBV 49056 52538 3.05% ©.394%
26 14.045 2028 2032 2044 rVB 272813 390748 22.70%  2.927%
27 14.51@ 2108 2111 2114 rBV 33080 40224  2.34% 0.301%
28 14.892 2173 2176 2181 rVB 60581 80127 4.66% 0.600%
29 15.157 2218 2221 2227 rVB 58333 83529 4.85% 0.626%

2.

30 15.539 2281 2286 2296 rVB 193564 338030 19.64%

31 16.262 2403 2409 2423 rVB6 75456 240374 13.97%
32 16.451 2436 2441 2453 rBv4 101626 224065 13.02% 1.679%
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Sum of corrected areas: 13348644
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 21 Nov 2024 01:17
: RC/JU
: P4860-03

. 23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
BF140522.D

Sample Multiplier: 1

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

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140522.D

Acqg On : 21 Nov 2024 01:17
Operator : RC/JU

Sample : P4860-03

Misc

ALS vial : 23  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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.152 58.11 ng 1094850 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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 10 (2.152 min): BF140522.D\data.ms (-3) (-) m/z 73.05 100.00%
3.0
5000
43.1
87.1
R RARAREREEEZE L
91 2.202.302.402.502.60
Ol B3 m/z 43.10  36.90%
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 T T T[T T T[T TT 7T
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10  26.22%
29.0
M‘ \‘\“ LQO ‘ |
0\‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\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 RS ea
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.05 25.59%
27.0
Ot el 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R A RARREEEE T
73.0 2.202.302.402.502.60
m/z 41.05 11.94%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e R —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140522.D

Acqg On : 21 Nov 2024 01:17
Operator : RC/JU

Sample : P4860-03

Misc

ALS vial : 23  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 2
R.T. EstConc Area Relative to ISTD R.T.
10.622 15.20 ng 311118  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 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
4 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 49
Abundance Scan 1450 (10.622 min): BF140522.D\data.ms (-1445) (- m/z 104.95 100.00%
105.0
77.0
182.1
5000
51.1 — —
10.50 11.00
152.1
bbb 220 T miz 77.05 70.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —r— A
10.50 11.00
510 m/z 182.10  53.62%
0 27‘.0‘ | A 126.0 15%.0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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 25.41%
51.0 105.0
ol 270 ‘ 1280 1520 \
A o e R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30104: Benzenecarbothioic acid, S-methyl ester —— Ly
105.0 10.50 11.00
77.0 m/z 181.10  8.94%
5000 51.0
15.0 152.0
Y ST O AR N MR S | VO
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\BF112024\
Data File : BF140522.D

Acqg On : 21 Nov 2024 01:17
Operator : RC/JU

Sample : P4860-03

Misc

ALS vial : 23  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 9
R.T. EstConc Area Relative to ISTD R.T.
10.933 4.55 ng 111238  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 80
2 22,26-Epoxycholestan-3,16-diol 418 C27H4603 1000252-59-1 45
3 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 45
4 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 42
5 1-(Prop-2-yn-1-yl)cyclohexyl car... 181 C10H15NO2 000358-52-1 42
Abundance Scan 1503 (10.933 min): BF140522.D\data.ms (-1490) (- m/z 99.10 100.00%
99.1
5000 jk
55.1 e
11. 00
49.1
0 "“”mﬂ““w‘“ww“““2‘29‘1_m_m_m‘m 73.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #79909: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
5000 ‘ﬁ
ll 00
55.0 m/z 76.95 34.88%
O"Y_AY_“*_M\W“\‘\ L\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #312666: 22,26-Epoxycholestan-3,16-diol
99.0
e
11. 00
5000 19.35%
43.0
ol hlalht 200 S0 e
m/z--> 50 100 150 200 250 300 350 400
Abundance #14894: Cyclohexanol, 1-(aminomethyl)-
81.0 ll 00
m/z 105.00 17.50%
5000
L
m/z--> 50 100 150 200 250 300 350 400 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140522.D

Acqg On : 21 Nov 2024 01:17
Operator : RC/JU

Sample : P4860-03

Misc

ALS vial : 23  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 5
R.T. EstConc Area Relative to ISTD R.T.
11.922 11.04 ng 269792  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1671 (11.922 min): BF140522.D\data.ms (-1666) (-} | m/z 73.00 100.00%
43.1 73.0
5000
—
12.00
0! m/z 43.10 83.68%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
157.01g5 2130  256.0 m/z 60.00 79.86%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—
12.00
5000 129.0 m/z 41.05 71.38%
199.0
s e
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid T
43.0 73.0 12.00
' m/z 55.10 68.86%
5000
129.0
Lo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140522.D

Acqg On : 21 Nov 2024 01:17
Operator : RC/JU

Sample : P4860-03

Misc

ALS vial : 23  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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.339 2.12 ng 51753  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4b,8-Dimethyl-2-isopropylphenant... 256 C19H28 1000197-14-1 98
2 3,4-Dihydro-3,3-dimethyl-1,9(2H,... 241 C15H15NO2 1010212-95-2 43
3 Methyl 3-amino-2-cyano-3-(3-indo... 241 C13H11N302 018234-27-0 38
4 Bisphenol C 256 C17H2002 000079-97-0 30
5 Naphthalene, 6-ethyl-1,2,3,4-tet... 256 C19H28 301643-35-6 30
Abundance Scan 1742 (12.339 min): BF140522.D\data.ms (-1738) (- m/z 159.05 100.00%
159.1
241.2
5000
117.1
213.2 r U
431 H H ‘ 18 2 ] ‘ 12.00 12.50
0 ‘H_Hu“‘mmHMM“m il WH“M U‘“‘W otk A m/z 241,20 74.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143710: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6
159.0
241.0
5000 — il i “(\\(‘
12.00 12.50
117.0 2130 m/z 185.10  45.53%
55.0 g3 ‘ | 186.0° |
O \H‘H\\‘H\‘\‘\‘\“\ \H“‘\ \‘\M\ ‘ \‘\ \h”‘ \‘H\‘\ MM} \”‘1‘1\‘\“”\ “\ \H‘H\‘\‘\H\“\H\“\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #124860: 3,4-Dihydro-3,3-dimethyl-1,9(2H,10H)-acridinor
241.0 WJ\%
A ‘ T T ‘ T T T
12.00 12.50
5000 185.0 m/z 117.05 22.04%
77.0 129.0 ‘
o 80, T s L 2120 |
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #124577: Methyl 3-amino-2-cyano-3-(3-indolyl)acrylate — ——
241.0 12.00 12.50
210.0 m/z 128.00 18.52%
5000
143.0
183.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140522.D

Acqg On : 21 Nov 2024 01:17
Operator : RC/JU

Sample : P4860-03

Misc

ALS vial : 23  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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.651 3.35 ng 81767  Phenanthrene-d1e 11.398
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 1,3-Diethyl-5-(1-phenylethyl)ben... 238 C18H22 1000482-32-6 90
3 3-(N,N-Diethylamino)carbazole 238 C16H18N2 054994-31-9 64
4 Phenol, 2,6-bis(1,1-dimethylethy... 238 C14H220S 000950-59-4 49
5 Benzene, 1,1'-ethylidenebis[3,4-... 238 C18H22 001742-14-9 49
Abundance Scan 1795 (12.651 min): BF140522.D\data.ms (-1791) (- m/z 223.15 100.00%
228.2
5000 181.1
D A
12.50 13.00
0! b m/z 238.20 58.87%
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 /\
5000
12.50 13.00
153 m/z 181.10  51.61%
55.0 104.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121364: 1,3-Diethyl-5-(1-phenylethyl)benzene
223.0
'\/\/\/\ /_'\ ‘
12. 50 13 00
5000 m/z 165.10 36.47%
165.0
105.0
77.0
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 195.10 31.14%
5000
167.0 194.0
63.0 111.0
oH_mw‘HwH‘w_WH‘wH‘U‘H_‘\wumw“_‘ L
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\BF112024\
Data File : BF140522.D

Acqg On : 21 Nov 2024 01:17
Operator : RC/JU

Sample : P4860-03

Misc

ALS vial : 23  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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.710 2.55 ng 62293  Phenanthrene-di0 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 1805 (12.710 min): BF140522.D\data.ms (-1801) (- m/z 73.00 100.00%
43.1 73.0

5000
—— —
12.50 13.00
0 m/z 57.10 99.04%
mi/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 129.0 [

‘ T
12.50 13.00
m/z 43.10 85.57%

1850 5410 284(

|
m/z--> 50 100 150 200 250

O+t \“\\\‘\‘\\\\“\\\\
Abundance #109279: Tetradecanoic acid
73.0
43.0 —— ——
12.50 13.00
5000 129.0 m/z 55.10 81.53%
185.0
H 228.0
oL ‘thﬂH““MLWWWM“lw“‘w“‘\ “k e
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T ——
60.0 12.50 13.00

m/z 60.00 81.48%

5000 129.0
97.0 1710 2130 2560
M ’H‘\ \H “H“‘\‘ Hhu\ ;\u‘\ oyl ‘ ‘ ‘ ‘ | “ I ‘ Tﬂ{\'ﬂﬂ‘!\ [ : T

I
miz--> 50 100 150 200 250 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140522.D

Acqg On : 21 Nov 2024 01:17
Operator : RC/JU

Sample : P4860-03

Misc

ALS vial : 23  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 Cyclohexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.886 6.72 ng 131306  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 95
2 1-Docosene 308 C22H44 001599-67-3 91
3 Dichloroacetic acid, tetradecyl ... 324 C16H30C1202 083005-02-1 91
4 1-Hexacosene 364 C26H52 018835-33-1 90

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87

Abundance Scan 2005 (13.886 min): BF140522.D\data.ms (-2002) (- m/z 57.10 100.00%
57.1
5000
P e
o | N— \‘H’M ‘\ \HM\ L \‘HH\“M‘W ‘\‘ I e \‘\‘\ ‘ m/z 83.10 97.77%
miz--> 50 100 150 200 250 300
Abundance #104594: Cyclohexadecane
558.0
5000 — —
13.50 14.00
L m/z 43.10  97.35%
224.0
O T \l\ ‘{‘ "‘ ‘ ‘ H “ \ \ “\]\-8\1-\0“ T \‘\ T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #209741: 1-Docosene
55.0
P e
13.50 14.00
5000 ITI/Z 55.10 84.64%
ool L1 \H\ A LIRS gm0 s M
miz--> 50 100 150 200 250 300
Abundance #228811: Dichloroacetic acid, tetradecyl ester — —
43.0 13.50 14.00
83.0 m/z 97.18  75.04%
5000 ﬁdww“Aﬁjwvﬂ\J\Aﬂkvﬂﬂ
1
0L— \LHH “‘ \M‘ } h\ e ‘ ‘6?‘0 ; \‘ R — —
m/z--> 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\BF112024\
Data File : BF140522.D

Acqg On : 21 Nov 2024 01:17
Operator : RC/JU

Sample : P4860-03

Misc

ALS vial : 23  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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.510 2.06 ng 40224  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Nonadecane 268 C19H40 000629-92-5 78
3 Heptadecane 240 C17H36 000629-78-7 78
4 Tetracosane 338 C24H50 000646-31-1 53
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 49
Abundance Scan 2111 (14.510 min): BF140522.D\data.ms (-2108) (-} ' m/z 57.10 100.00%
57.1
5000
397.. T
‘ h H ‘ 1851 2482 301.1 353.2 14.50
ol ‘\\“H‘“M‘\ \H\Hh‘m\‘u “um‘\h‘\‘u‘ | Mgl \‘u‘ -t H‘\ e \u‘\‘ [ - m/z 71.10 67.95%
miz--> 50 100 150 200 250 300 350 400
Abundance #141056: Octadecane
57.0
5000 ——
14.50
m/z 43.10 60.52%
O T \“\ ‘\ “\ U‘ \“‘\““ \“‘ \]‘T\4.\1‘()\]_\8\3\(‘)\ T \2\5‘4\(\)\ T ‘ T T 1T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane
57.0
T \
14.50
5000 m/z 85.10 55.55%
0 J‘\‘WM‘JJ1410183022502680
L B A A o o O
m/z--> 50 100 150 200 250 300 350 400
Abundance #123958: Heptadecane T ‘
57.0 14.50
m/z 55.10 35.78%
5000
oo 1) [ Tmomms0 200 -
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 : BF140522.D

Acqg On : 21 Nov 2024 01:17
Operator : RC/JU

Sample : P4860-03

Misc

ALS vial : 23  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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.892 4.74 ng 80127 Perylene-di12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 83
2 3,7-Dimethyl-1-phenylsulfonyl-2,... 278 C16H2202S 1000432-27-5 64
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
4 Farnesol (E), methyl ether 236 C16H280 1000352-67-3 64
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 59
Abundance Scan 2176 (14.892 min): BF140522.D\data.ms (-2173) (-} ' m/z 69.10 100.00%
69.1
5000 NLJ\Qb
‘ 14:50 15.00
191.1
ot ”m‘M 2l w/z 8l.1e  51.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 — ——
14.50 15.00
m/z 41.10 22.18%
121.0
0270 |yl 1] ,1750 23102730 3410 410
\\\‘\ \‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #170751: 3,7-Dimethyl-1-phenylsulfonyl-2,6-octadiene
69.0
— ——
14.50 15.00
5000 ITI/Z 95.10 12.87%
137.0
ofQu Ml ] o0
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol — ——
69.0 14.50 15.00
m/z 68.05 11.61%
5000
137.0
D
0‘7‘41930 EE—
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 : BF140522.D

Acqg On : 21 Nov 2024 01:17
Operator : RC/JU

Sample : P4860-03

Misc

ALS vial : 23  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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.157 4.94 ng 83529  Perylene-di12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Nonadecane 268 C19H40 000629-92-5 93
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2221 (15.157 min): BF140522.D\data.ms (-2218) (- m/z 57.10 100.00%
57.1
5000
1 1500 1550
141.1 - -
0 bl L 282 ??9}‘??{9“‘3431‘ m/z 71.10  74.81%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 —r ——
15.00 15.50
9.0 m/z 43.10 71.89%
oisg || L1140 m0am0 200
miz--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0
—— —
15.00 15.50
5000 85.10 54.56%
0\\“\ ‘\\\HH “\ h‘ ”‘ :!_‘4“%[0‘]\-8\3\0‘\\\\‘2\68\9\‘\\\\‘\ m
m/z--> 0 100 150 200 250 300 350
Abundance #123971: Tetradecane, 2,6,10-trimethyl- —— ——
57.0 15.00 15.50
m/z 55.10 28.78%
5000 MWM
113.0 155.0
SIS O T E S
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\

BF140522.D

: 21 Nov 2024 01:17
: RC/JU
. P4860-03

: 23 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

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 12 Cholestan-3-o0l, (3.alpha.,5 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.262 14.22 ng 240374  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 53
2 Methyl isolithocholate 390 C25H4203 005405-42-5 46
3 5.beta.-Cholestan-3.alpha.-o0l, 2... 458 C31H5402 1000514-95-7 38
4 5.beta.-Cholestan-3.alpha.-ol, a... 430 C29H5002 033157-47-0 38
5 cis-3-[2-Hydroxy-4-(2-methyl-2-n... 332 C22H3602 1000370-41-9 35

Abundance Scan 2409 (16.262 min): BF140522.D\data.ms (-2403) (- m/z 215.15 100.00%
215.2
81.1
5000 149.1
373.3
— ;
9 316. }“ 430.3 16.00 16.50
0 | Mm Al m/z s1.18 73.75%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #294358: Cholestan-3-ol, (3.alpha.,5.beta.)-
550 215.0
5000 — e
165.0 3700 16.00 16.50
m/z 43.10 73.30%
h i
O T \“\ l\‘ “\‘1“\ \H“ i \»\”\ ‘ ‘\ \”‘l\m\ L\ l\ ‘!\“\2‘6\ \ T ‘ T \ \ T “\ \h\‘\ ‘ TT 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #295842: Methyl isolithocholate
55.0
—r —
16.00 16.50
5000 ITI/Z 55.10 66.26%
7.0
215.0
ob ALY | j2es0 3200 0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #328510: 5.beta.-Cholestan-3.alpha.-ol, 2-methylpropion P ——
43.0 16.00 16.50
215.0 m/z 107.10 63.94%
5000
oL+t P ——
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140522.D

Acqg On : 21 Nov 2024 01:17
Operator : RC/JU

Sample : P4860-03

Misc

ALS vial : 23  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 13 Cholestan-2-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.451 13.26 ng 224065 Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-2-one 386 C27H460 1010210-43-4 80
2 Cholestan-3-one, (5.beta.)- 386 C27H460 000601-53-6 70
3 Cholestan-3-one 386 C27H460 015600-08-5 62
4 Cholestane, 4,5-epoxy-, (4.alpha... 386 C27H460 006079-19-2 44
5 Cholestan-3-one, (5.alpha.)- 386 C27H460 000566-88-1 42
Abundance Scan 2441 (16.451 min): BF140522.D\data.ms (-2436) (- m/z 55.10 100.00%
55.1 231.2
161.1
5000 09.1 316.3
386.4
. T
| 430. 16.50
ol m/z 231.20  94.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #292880: Cholestan-2-one
231.0
386.0
5000 {43.0 —
95.0 16.50
‘H “‘ 163.0 _ ‘ m/z 81.10 79.15%
ob m‘LW\dHhmemijwulﬂjw ‘wuﬁfﬁ 9“ T J‘L‘ o
m/z--> 50 100 150 200 250 300 350 400
Abundance #292901: Cholestan-3-one, (5.beta.)-
43.0
——
16.50
m/z 43.10 78.82%
5000 231.0 386.0 /
316.0
ol Tl
m/z--> 50 100 150 200 250 300 350 400
Abundance #292887: Cholestan-3-one T
231.0 16.50
43.0 m/z 95.10 74.81%
5000 386.0
163.0
0 ‘u u‘hw L1250 3290 -
m/z--> 50 100 150 200 250 300 350 400 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140522.D

Acqg On : 21 Nov 2024 01:17
Operator : RC/JU

Sample : P4860-03

Misc

ALS Vvial : 23  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 58.1 ng 1094850 1 6.875 376847 20.0
Benzophenone 10.622 15.2 ng 311118 3 9.910 409395 20.0
Methanone, (1-h... 10.933 4.5 ng 111238 4 11.398 488684 20.0
n-Hexadecanoic ... 11.922 11.0 ng 269792 4 11.398 488684 20.0
4b,8-Dimethyl-2... 12.339 2.1 ng 51753 4 11.398 488684 20.0
10,18-Bisnorabi... 12.651 3.4 ng 81767 4 11.398 488684 20.0
Octadecanoic acid 12.710 2.5 ng 62293 4 11.398 488684 20.0
Cyclohexadecane 13.886 6.7 ng 131366 5 14.045 390748 20.0
Octadecane 14.510 2.1 ng 40224 5 14.045 390748 20.0
Squalene 14.892 4.7 ng 80127 6 15.539 338030 20.0
Heneicosane 15.157 4.9 ng 83529 6 15.539 338030 20.0
Cholestan-3-o0l,... 16.262 14.2 ng 240374 6 15.539 338030 20.0
Cholestan-2-one 16.451 13.3 ng 224065 6 15.539 338030 20.0
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