LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051625\
Data File : BF142423.D

Acqg On : 16 May 2025 13:19
Operator : RC/JU

Sample : Q2048-01

Misc :

ALS vial : 9 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-BF050525.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142423.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.098 484 494 502 rBV 105272 150053 8.65% 1.155%
2 5.504 557 563 568 rBvV 952076 1216656 70.14% 9.361%
3 6.516 729 735 740 rBV 1075567 1359416 78.37% 10.460%
4 6.898 795 800 805 rBV 369349 451624 26.04% 3.475%
5 7.457 890 895 900 rBV 594483 723098 41.69% 5.564%

6 7.710 934 938 944 rBV 15551 20183 1.16% ©.155%
7 8.181 1013 1018 1024 rBV 470297 584343 33.69% 4.496%
8 9.257 1196 1201 1206 rBV 1173598 1441782 83.12% 11.094%
9 9.939 1311 1317 1323 rBV 496414 641261 36.97% 4.934%
10 10.345 1379 1386 1393 rBV3 11794 25067 1.45%

o
=
o}
w
B

11 10.645 1432 1437 1445 rBV 164516 208981 12.05%
12 10.722 1445 1450 1462 rBV 745162 935304 53.92%
13 11.421 1564 1569 1575 rBV 518267 640699 36.94%
14 11.945 1652 1658 1672 rBV2 178836 322554 18.59%
15 12.092 1673 1683 1697 rVVv4 45286 174360 10.05%

RN ANR
0
w
®
xR

16 12.727 1787 1791 1805 rBV 44990 83982  4.84%
17 13.010 1831 1839 1844 rBV 1321327 1734628 100.00% 13.
18 13.680 1946 1953 1961 rBV 72444 127563  7.35%

APOOWO®
Xe]
00
N
R

19 13.915 1988 1993 2004 rBV2 54227 123788  7.14% 952%
20 14.062 2013 2018 2031 rVB 452176 574502 33.12% 420%
21 14.227 2041 2046 2052 rVB 95940 151960 8.76% 1.169%
22 14.527 2094 2097 2102 rBV 17515 24284 1.40% 0.187%
23 14.704 2122 2127 2135 rBV 79634 129753 7.48%  ©0.998%
24 15.215 2207 2214 2219 rBV 73616 140663 8.11%  1.082%
25 15.274 2220 2224 2232 rVV6 36338 79464  4.58% 0.611%
26 15.551 2265 2271 2289 rVB 352691 591531 34.10% 4.551%
27 15.804 2309 2314 2320 rBV 44087 81154 4.68% 0.624%
28 16.462 2421 2426 2435 rVB 33557 80968 4.67% 0.623%
29 16.880 2490 2497 2514 rBV3 56880 176988 10.20% 1.362%

Sum of corrected areas: 12996609
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51625\
Data File : BF142423.D

Acqg On : 16 May 2025 13:19
Operator : RC/JU

Sample : Q2048-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF142423.D\data.ms

1200000
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Abundance TIC: BF142423.D\data.ms

13.010
1200000 9.257

1000000
800000 10.722
600000

11.421
8.181 9.939
400000

200000 10.6 11.945

L - R P == e e He— 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: BF142423.D\data.ms
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AR N N
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51625\
Data File : BF142423.D

Acqg On : 16 May 2025 13:19
Operator : RC/JU

Sample : Q2048-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.098 6.65 ng 150053 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 494 (5.098 min): BF142423.D\data.ms (-484) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 T e
‘ 83.0 0 4.80 5.00 5.20 5.40
\\\‘\\\\‘\\\\‘\\\\“‘\H\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\.\\‘\\\\“\\\\‘\ m/Z 59.10 52.9700
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R R e e e
59.0 4.80 5.00 5.20 5.40
15.0 101.0 m/z 101.10 16.91%
\\\‘\f‘\.f‘\\f‘:?‘?‘\.(\)\\“H{\\‘\\}!‘\\\\‘\\\\8‘:\3‘\-\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
AR RARAS
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.10 16.28%
29.0
‘ 101.0
‘H"H"Hﬂ‘ﬁ“m11H“M1‘H“_“q“u“u‘mu“_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate A e AR RER
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.08%
5000
58.0
150 270 720 100.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51625\
Data File : BF142423.D

Acqg On : 16 May 2025 13:19
Operator : RC/JU

Sample : Q2048-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 3
R.T. EstConc Area Relative to ISTD R.T.
10.645 6.52 ng 208981  Acenaphthene-di10 9.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 50
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 50
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 50
5 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 50
Abundance Scan 1437 (10.645 min): BF142423.D\data.ms (-1432) (- m/z 105.10 100.00%
105.1
771
182.1
5000
51.1
—— —
10.50 11.00
152.1
bl L A0 e m/z 77.10 63.12%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — —
10.50 11.00
51.0 m/z 182.10  54.02%
‘2\7‘\.\0\‘\\\\‘\\\H}“\\\\‘\‘\\\1‘2\\7.\0\‘1?\‘2\.‘0\\\\‘H\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90575: 1-Propanone, 2-bromo-1-phenyl-
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.10 28.44%
51.0
2120
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #52288: Benzenebutanoic acid, .gamma.-oxo- T Tt
105.0 10.50 11.00
m/z 50.00 9.19%
5000 77.0
510 178.0
?Zow“‘\ frrrrr ‘13&91590 \. [T .
R L R e B R AR AR e ——
mlz--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51625\
Data File : BF142423.D

Acqg On : 16 May 2025 13:19
Operator : RC/JU

Sample : Q2048-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.945 10.07 ng 322554  Phenanthrene-d10 11.422
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1658 (11.945 min): BF142423.D\data.ms (-1652) (- m/z 43.05 100.00%
43.0 ,73.0
5000
129.1
213.2 ——
‘ ‘ H‘ 171.1 256.1 12.00
— “‘”‘Jhﬁme‘muﬂ_ﬂ‘ﬂu‘_u‘_u‘_Hl_ m/z 59.95 92.36%
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
e 2
43.0 73.0 256.0
5000 T
129.0 12.00
213.0 m/z 73.00 88.67%
‘ H (ﬂ 157.0185.0 ‘
’]\ﬁ.‘o\\‘}\ HH\H\Mi‘\‘HH\H““H“”h“\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘H\‘HH“\
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
——
12.00
5000 129.0 m/z 57.05 78.33%
171.0
214.0
ol LA
m/z--> 20 40 6 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid T
43.0 73.0 12.00
m/z 55.05 74.30%
5000 129.0
199.0
I O
1§RMHMHM‘WMNMWHWMMM‘HJMJHJH‘_HW‘HWH‘W‘ P
miz--> 20 40 60 80 100120 140 160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51625\
Data File : BF142423.D

Acqg On : 16 May 2025 13:19
Operator : RC/JU

Sample : Q2048-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.092 5.44 ng 174360  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 64
2 Hentriacontane 437 C31H64 000630-04-6 58
3 Pentacosane 352 C25H52 000629-99-2 58
4 Heneicosane 296 C21H44 000629-94-7 53
5 Eicosane 282 C20H42 000112-95-8 52
Abundance Scan 1683 (12.092 min): BF142423.D\data.ms (-1673) (- 57.10 100.00%
57.1
5000
208.1
1371 1200

T \h\h\‘h\m \Mu\\u\\hh m‘\H‘HH‘HH‘HH‘HH‘HH 43.10 65.20%

m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0

5000
1200

m/z 71.10 64.92%

111130 1690 2250 281.0 337.0 3040
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0

1200
5000 m/z 85.05 42.83%
A A 4 ‘1‘69‘0 2250 309.0 365.0 436.
) ““ e e L
m/z--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane AR M
57.0 12 00

m/z 208.10  32.93%

5000

LU 0 0 o ssmo YA

m/z--> 50 100 150 200 250 300 350 400 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51625\
Data File : BF142423.D

Acqg On : 16 May 2025 13:19
Operator : RC/JU

Sample : Q2048-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 14
R.T. EstConc Area Relative to ISTD R.T.
12.727 2.62 ng 83982  Phenanthrene-dle 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 59

Abundance Scan 1791 (12.727 min): BF142423.D\data.ms (-1787) (- m/z 43.10 100.00%

431 240
5000 MLM 129.0

185.2 241.2 — —
284.: 12.50 13.00

— “, ”Muw‘ﬂ‘u A‘M ‘u“MJ b m/z 60.00  85.98%

m/z--> 100 150 200 250
Abundance #179089: Octadecanoic acid
1
43.0 73.0
0

5000 1250 1250 1300

m/z 73.00 83.69%

‘ 1850 o410 284
— \“ \“\ !‘ ‘H‘ H”\ HM\ by 1 - ‘ " “‘ R ““
m/z--> 5 100 150 200 250
Abundance #143510: n-Hexadecanoic acid

60.0

T
12.50 13.00

5000 129.0 m/Z 57.05 82.46%
H 1710 213.0 256.0
- ‘M ’H‘\ h!‘ A ‘\ Hh”\ u‘\ ul ‘ ‘ ‘ .- \‘ “‘ ] ‘\‘ -
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid T T
43.0 73.0 12.50 13.00

m/z 55.05 80.66%

5000 129.0
| \‘ | i

\‘ ] ‘HH‘\ Hh” ‘\H i ‘ 1‘670‘

— —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51625\
Data File : BF142423.D

Acqg On : 16 May 2025 13:19
Operator : RC/JU

Sample : Q2048-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.680 4.44 ng 127563  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 1953 (13.680 min): BF142423.D\data.ms (-1946) (- m/z 57.05 100.00%

57.0
5000

= 0
‘ 9‘1 1411 183,225 1 13.50 14.00
iy i es2ees m/z 43.05  62.77%

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

5000 — —
13.50 14.00
9.0 m/z 71.10 57.79%
T \d\ ‘ \““‘ \h‘\ h“ \H‘ \1\4.“1‘(‘)\1‘\8\3\0‘2\2\5\\0‘ T \2\9\6‘\0\ T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
. —
13.50 14.00
5000 m/z 85.10 44.25%
9.0
i messo o
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane e —
57.0 13.50 14.00

m/z 55.05 22.52%

h /\M

LLLE H J‘43018302250 281.0 337.0 394.

— —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51625\
Data File : BF142423.D

Acqg On : 16 May 2025 13:19
Operator : RC/JU

Sample : Q2048-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 Heptadecyl heptafluorobutyrate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.915 4.31 ng 123788  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 95
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 95
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94

Abundance Scan 1993 (13.915 min): BF142423.D\data.ms (-1988) (- m/z 57.10 100.00%

57.1
5000
—r
‘ 1 1151 2081 14.00
ol 2081 28T e M/Z 43.10 89.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326113: Heptadecyl heptafluorobutyrate
57.0
5000 T T
14.00
5.0 m/z 55.05 70.38%
‘ \' 238.0
\\I‘T¥'[\TT\1‘\“\‘\j\“\“\\\‘\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
—r
14.00
5000 m/z 83.05 59.68%
5.0
i ﬁ o 2220 3690 648.
———
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #261457: Heptadecyl trifluoroacetate T
57.0 14.00
m/z 69.05 57.30%
5000
5.0
\‘\ l “ \J i 21QQ 28;30
e e e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51625\
Data File : BF142423.D

Acqg On : 16 May 2025 13:19
Operator : RC/JU

Sample : Q2048-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.227 5.29 ng 151960  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Hentriacontane 437 C31He64 000630-04-6 91

Abundance Scan 2046 (14.227 min): BF142423.D\data.ms (-2041) (- m/z 57.10 100.00%

57.1
5000

=
1400  14.50
“‘LJ LW“M*ﬁﬁ11§%1??§??§77“‘“‘,““ m/z 43.10 60.36%

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

5000 —— —
14.00 14.50

m/z 71.10 57.87%
J

UL 141.0183.0225.0267.0309.0 367.0
LI ‘ =T ‘ T ‘ LI ‘ L ‘ L ‘ LI ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0

\
14.00 14.50

5000 m/z 85.05 41.54%
9.0
15.0 ‘ L1 141018302050 2060
oA A e A e S e
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane —T —
57.0 14.00 14.50

5000
9.0
380.!

5.0 L J | 141.0183.0225.0267.0309.0

— —
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF0O50525.M Sat May 17 05:09:18 2025 Page: 10



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

BF142423.D
: 16 May 2025 13:19
: RC/JU
1 Q2048-01
: 9 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051625\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Triacontane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.704 4.52 ng 129753  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 2127 (14.704 min): BF142423.D\data.ms (-2122) (- m/z 57.10 100.00%

57.1
5000
1450  15.00
“k‘ Ww‘WNw“‘6??u“??9fw‘“““““““‘ n/z 43.10  60.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 — ——
14.50 15.00
m/z 71.10 60.11%
113.0
(UL 1690 2250 2050 3670
\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
T —
14.50 15.00
5000 m/z 85.10 45 .80%
Ll \\ [ 1190 2250 2810 3370 422
A T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- T —
57.0 14.50 15.00
m/z 55.05 24.20%
1 ‘\ H‘\ \\ \ \1‘6‘90 2250 2810  365.0

— —
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\BF@51625\
Data File : BF142423.D

Acqg On : 16 May 2025 13:19
Operator : RC/JU

Sample : Q2048-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.215 4.76 ng 140663  Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 92
2 Tetracosane 338 C24H50 000646-31-1 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2214 (15.215 min): BF142423.D\data.ms (-2207) (- m/z 57.10 100.00%

57.1
5000

1 —— ——
& 1411 15.00 15.50

183.2 :
"J‘whwﬂkNw‘dp‘uuu‘;??9??§Vﬂ“‘3ﬁ5?99?n m/z 71.10  63.45%

m/z--> 50 100 150 200 250 300 350 400
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0

5000 it B
15.00 15.50

m/z 43.10 60.53%

\“\ ‘ H \“\“\ \‘ “\1\8\‘3\(‘)\ T \2\5‘3\0\\ T ‘ L ‘ L ‘ 1
m/z--> O 100 150 200 250 300 350 400
Abundance #246481: Tetracosane
57.0

—
15.00 15.50

5000 m/z 85.10 44.06%
9.0
- L T e L s o
m/z--> 100 150 200 250 300 350 400
Abundance #262011: Pentacosane — —
57.0 15.00 15.50

m/z 55.05 24.80%

- \4Aj\j\4fjb\\\mwvﬂmw

\\ L \\ | “\4? 0183.0225.0267.0309.0 352.0

m/z--> 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\BF@51625\
Data File : BF142423.D

Acqg On : 16 May 2025 13:19
Operator : RC/JU

Sample : Q2048-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 unknownl5.274 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.274 2.69 ng 79464  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmastan-6,22-dien, 3,5-dedihy... 394 C29H46 107304-12-1 25
2 1-Adamantanecarboxamide, N,N-dim... 207 C13H21NO 001502-00-7 11
3 Cholesta-6,22,24-triene, 4,4-dim... 394 C29H46 1000128-66-9 10
4 N-Dodecanoyl-DL-homoserine lactone 283 C16H29NO3 018627-38-8 10
5 Hexestrol 270 C18H2202 000084-16-2 10

Abundance Scan 2224 (15.274 min): BF142423.D\data.ms (-2220) (- m/z 43.10 100.00%

43.1
135.0
5000
A 394.¢

207.1 275.1

—— ——
15.00 15.50
AL “‘ﬂ'“”‘h“”“ AL w2 s7.10 72.07%

miz--> 50 100 150 200 250 300 350
Abundance #298440: Stigmastan-6,22-dien, 3,5-dedihydro-
55.0

5000
15 OO 15 50
105.0145.0 285.0 394¢  M/z 55.85  70.41%
“‘H“H‘ : 295.0 351.0
T ’ T
m/z--> 50 100 150 200 250 300 350
Abundance  #83942: 1-Adamantanecarboxamide, N,N-dimethyl-,
135.0
e e
15.00 15.50
5000 m/z 135.00  58.27%

79.0 207.0
m/z--> 50 100 150 200 250 300 350

Abundance #298441: Cholesta-6,22,24-triene, 4,4-dimethyl- — —
55.0 15.00 15.50
m/z 143.00 49.09%

5000
05.0145.0 255.0 394.(
s “ \‘u\ Ahu‘ ‘H H‘ d“u\h‘\‘ u“ Ul \1? -0 \L 295 0 351 0 L A\ﬂ , ﬂ‘m‘ m . ‘mw

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\BF@51625\
Data File : BF142423.D

Acqg On : 16 May 2025 13:19
Operator : RC/JU

Sample : Q2048-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 Octacosane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.804 2.74 ng 81154  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 2314 (15.804 min): BF142423.D\data.ms (-2309) (- m/z 57.10 100.00%
57.1
5000 w\\/k/Ak
91 — ——
15.50 16.00
155.1 23941
iy “‘ L J‘L Ld S0, 1902250, 12820 m/z 71.1e 62.09%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ——
15.50 16.00
m/z 43.10 56.05%
L h‘ | H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz—-> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
— ——
15.50 16.00
5000 m/z 85.10 43.01%
N “\\ H | 1410183.0225.0267.0300.0 3650
A S e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane — —
57.0 15.50 16.00
m/z 55.10 18.62%
. \Xv”wﬂAvw/\Nwww/wyv“
9.0
15q \L “\ h\ h‘ u 14\\ (\)1\83 02250 296.0
e — ——
mlz--> 50 100 150 200 250 300 350 15.50 16.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

BF142423.D
: 16 May 2025 13:19
: RC/JU
1 Q2048-01
: 9 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051625\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.462 2.74 ng 80968  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 4-Methylheneicosane 310 C22H46 025117-29-7 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2426 (16.462 min): BF142423.D\data.ms (-2421) (- m/z 57.10 100.00%

57.1
5000
113.1 16.50
BT R - o
vt bl AL e m/z 43.10 56.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane
57.0
5000 L
16.50
m/z 71.10 52.78%

i 1 \\ | | 1690 2250 281.0 352.0

I I -
\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 50 100 150 200 250 300 350 400

%

Abundance #212284: 4-Methylheneicosane
57.0
—
16.50
5000 ITI/Z 85.10 43.83%
‘ ‘ ‘130 267.0
\“\\““‘\“ \l“J‘\‘\“\‘\\\‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane —
57.0 16.50
m/z 55.05 19.25%
130
| L1777, 1690 2250 3090 3650 437,
g “‘“““““““““““““““““ ——
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\BF@51625\
Data File : BF142423.D

Acqg On : 16 May 2025 13:19
Operator : RC/JU

Sample : Q2048-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 .beta.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.880 5.98 ng 176988  Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 98
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 98
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 83
4 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 46
5 (35,85,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 45
Abundance Scan 2497 (16.880 min): BF142423.D\data.ms (-2490) (- m/z 43.05 100.00%
43.0
5000 105.0
61.1 213.1 303.3
414 — _—
16.50 17.00
g m/z 55.10  64.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
5000 P o
107.0 414 6.50 7.00 .
161.0 ITI/Z 57.10 46.417%
~ 213.0 303.0
1 257. 354.0
T ’ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
— ——
16.50 17.00
5000 5.0 m/z 105.00 45.68%

145.0 414.(
213.0 303.0

-

m/z--> 50 100 150 200 250 300 350 400
Abundance #310609: Cholest-5-ene, 3-ethoxy-, (3.beta.)- — —

43.0 16.50 17.00

m/z 145.00  44.80%
5000
368.0
20 145.0
' 414.(
213.0 ‘

LU 20 210 gy | 4

m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051625\
Data File : BF142423.D

Acqg On : 16 May 2025 13:19
Operator : RC/JU

Sample : Q2048-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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|
2-Pentanone, 4-... 5.098 6.7 ng 150053 1 6.898 451624 20.0
Benzophenone 10.645 6.5 ng 208981 3 9.939 641261 20.0
n-Hexadecanoic ... 11.945 10.1 ng 322554 4 11.422 640699 20.0
Octacosane 12.092 5.4 ng 174360 4 11.422 640699 20.0
Octadecanoic acid 12.727 2.6 ng 83982 4 11.422 640699 20.0
Heneicosane 13.680 4.4 ng 127563 5 14.063 574502 20.0
Heptadecyl hept... 13.915 4.3 ng 123788 5 14.063 574502 20.0
Hexacosane 14.227 5.3 ng 151960 5 14.063 574502 20.0
Triacontane 14.704 4.5 ng 129753 5 14.063 574502 20.0
Hexadecane, 2,6... 15.215 4.8 ng 140663 6 15.551 591531 20.0
unknown15.274 15.274 2.7 ng 79464 6 15.551 591531 20.0
Octacosane, 2-m... 15.804 2.7 ng 81154 6 15.551 591531 20.0
Pentacosane 16.462 2.7 ng 80968 6 15.551 591531 20.0
.beta.-Sitosterol 16.880 6.0 ng 176988 6 15.551 591531 20.0
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