LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140634.D

Acqg On : 26 Nov 2024 11:52
Operator : RC/JU

Sample : P4960-04

Misc :

ALS vial : 7 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: BF140634.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 3 9 34 rVB 627266 1035120 42.95% 5.719%
2 5.099 506 511 520 rVB 20341 31700 1.32% 0.175%
3 5.504 574 580 597 rBV 1391388 1908683 79.20% 10.546%
4 6.510 744 751 769 rBV 1422465 1986161 82.41% 10.974%
5 6.869 807 812 819 rBV 420273 510357 21.18% 2.820%
6 7.434 902 908 917 rBV 936638 1269368 52.67% 7.013%
7 7.681 943 950 957 rBV 25090 35119 1.46% 0.194%
8 8.151 1024 1030 1044 rBV 511442 662087 27.47%  3.658%
9 9.222 1206 1212 1223 rBV 1851439 2409982 100.00% 13.315%
10 9.904 1323 1328 1339 rBvV 591646 757701 31.44% 4.186%
11 10.622 1444 1450 1455 rBV 266134 354420 14.71%  1.958%
12 10.698 1458 1463 1477 rVB 1143173 1483706 61.57% 8.198%
13 10.928 1498 1502 1507 rVB 25983 32361 1.34% 0.179%
14 11.e57 1517 1524 1533 rBV7 18227 59860 2.48% 0.331%
15 11.398 1576 1582 1589 rBV 598103 778005 32.28%  4.299%
16 11.916 1664 1670 1691 rBV 301646 542555 22.51% 2.998%
17 12.075 1692 1697 1700 rBvV2 38259 71016  2.95% ©.392%
18 12.569 1775 1781 1786 rBV 33037 67215 2.79% 0.371%
19 12.616 1786 1789 1798 rVV8 13542 32976 1.37% 0.182%
20 12.704 1799 1804 1816 rVWV 78677 145845 6.05% 0.806%
21 12.980 1846 1851 1870 rBV 1608336 2092179 86.81% 11.559%
22 13.392 1915 1921 1928 rBV 39266 76411 3.17% 0.422%
23 13.522 1936 1943 1955 rVB 160379 335085 13.90%  1.851%
24 13.880 1999 2004 2017 rBV 65748 142746  5.92% 0.789%
25 14.045 2023 2032 2040 rVB 331481 524309 21.76% 2.897%
26 14.545 2113 2117 2123 rVB 36768 64594 2.68% 0.357%
27 15.057 2199 2204 2209 rBV2 19593 36316 1.51% 0.201%
28 15.533 2279 2285 2294 rBV 297808 545006 22.61% 3.011%
29 16.710 2479 2485 2502 rVB 31032 108550 4.50% 0.600%

Sum of corrected areas: 18099433
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\

BF140634.D
: 26 Nov 2024 11:52
: RC/JU
: P49560-04
: 7 Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF140634.D\data.ms
1500000 5.504 6.510
1000000 7.434
.146
500000 6.869
0 5.099 7.6¢
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ 1
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: BF140634.D\data.ms
9.222
12.980
1500000
10.698
1000000
9.904 11.398
500000 8.151
10.62 11.916
L 10.92905 12.075 12 204
0———T— —— — T — — A T T T L B e e e e B 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: BF140634.D\data.ms
1500000
1000000
500000
14.045 15.533
13.522
13.880 14.545 16.710
. 397| 15.057 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 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\BF112624\
Data File : BF140634.D

Acqg On : 26 Nov 2024 11:52
Operator : RC/JU

Sample : P4960-04

Misc

ALS vial : 7 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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.146  40.56 ng 1035120 1,4-Dichlorobenzene-d4 6.869

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 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance Scan 9 (2.146 min): BF140634.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000
43.0
87.1
91 2.202.302.402.502.60
Obrrrreprrrered e S L L ALd w7 43.65  35.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T[T T[T T[T 7T
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10  26.16%
29.
ﬁo \‘\“ %90 ‘\
O H\‘\H\‘HH‘HH‘HH‘H\‘\“HH’HH‘HH‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.10  25.86%
27.0
0 H\ ‘m \‘\‘ 1 112.0 129.0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- ST
30.0 2.202.302.402.502.60
m/z 41.05 12.15%
5000 87.0
44.0
15.0 72.0
0 m‘m‘u‘m‘\“\m“l\u‘uu"\m,!m‘\m‘m\‘\m,\m‘\m‘\m R R RRRERERes
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140634.D

Acqg On : 26 Nov 2024 11:52
Operator : RC/JU

Sample : P4960-04

Misc

ALS vial : 7 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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.622 9.36 ng 354420  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Ethanone, 2-bromo-1-phenyl- 198 C8H7BroO 000070-11-1 47
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
Abundance Scan 1450 (10.622 min): BF140634.D\data.ms (-1444) (-] ' m/z 105.00 100.00%
105.0
77.1
182.1
5000
51.1 _— —
10.50 11.00
152.1
b per ek 228 T miz 77.10 64.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000
10 50 11 00
51.0 m/z 182.10 56.56%
O \\\‘\\\\‘\\‘\\‘\\\h“‘\\\\‘\‘\\\1‘2\6\\()\‘]\_\5%\(‘)\\\\‘H\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74376: Ethanone, 2-bromo-1-phenyl-
105.0
10 50 11 00
5000 77.0 m/z 51.10 23.36%
51.0
0 270, | 4 | 171.0 200.0
e R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30104: Benzenecarbothioic acid, S-methyl ester
105.0 10 50 11 00
7.0 m/z 181.10  9.36%
5000 51.0
15.0 152.0
Oyttt e e b e
m/z--> 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\BF112624\
Data File : BF140634.D

Acqg On : 26 Nov 2024 11:52
Operator : RC/JU

Sample : P4960-04

Misc

ALS vial : 7 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 2
R.T. EstConc Area Relative to ISTD R.T.
11.916 13.95 ng 542555  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1670 (11.916 min): BF140634.D\data.ms (-1664) (- m/z 73.10 100.00%
431 731
5000 1291
213.2 T
157.1185.2 256.3 12.00
(o] m/z 43.10 87.66%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.0 145 02130 256.0 m/z 60.00 81.16%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— =
43.0 12.00
5000 129.0 m/Z 41.10 68.79%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109283: Tetradecanoic acid —
73.0 12.00
m/z 57.05 68.42%
43.0
5000 129.0
185.0
228.0
L | ps7o |
0 _m“Jmu‘_‘:““ml‘H_Ju:_uh“WW‘HWwwwww‘_ =
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\BF112624\
Data File : BF140634.D

Acqg On : 26 Nov 2024 11:52
Operator : RC/JU

Sample : P4960-04

Misc

ALS vial : 7 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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.704 3.75 ng 145845  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 55

Abundance Scan 1804 (12.704 min): BF140634.D\data.ms (-1799) (-] ' m/z 73.00 100.00%

43.0 73.0
5000 :

T
12.50 13.00
0 m/z 43.05 97.92%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0

5000 284. —— e
185.0 241.0 12.50 13.00

m/z 60.00 80.29%

‘!H‘\h‘ f”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid
43,0 73.0

T
12.50 13.00

o

5000 129.0 m/z 55.10 79.34%
199.0 2420
ol pma ||, |
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid T ——
60.0 12.50 13.00

m/z 57.05 78.11%

5000 129.0
I i
il H ‘\ Hh”\ i

T T
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140634.D

Acqg On : 26 Nov 2024 11:52
Operator : RC/JU

Sample : P4960-04

Misc

ALS vial : 7 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 5 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.392 2.91 ng 76411  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 90
Abundance Scan 1921 (13.392 min): BF140634.D\data.ms (-1915) (- m/z 57.10 100.00%
57.1
5000 m
— ——
‘ ‘ L 2611 13.00 13.50
[ ‘\ w“‘JMwiw‘um_m_m_m‘m m/z 71.10  68.24%
miz--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 — e
13.00 13.50
m/z 85.10 62.22%
O T ‘\ ‘ T \ \h‘\h‘ \“\\“\ “ ‘1\6\9\0\ ‘2\2\5\\0‘ T \2\9\6‘ \0\ T ‘ LI ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #306637: Eicosane, 1-iodo-
57.0
— ——
13.00 13.50
5000 m/z 43.05 58.71%
ol kb0 90 o 20 MM
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane “ —
57.0 13.00 13.50
m/z 41.10 23.59%
B WAL
0 ! 1 Ih\ hl n‘ | \6\99 2.25 0 281.0 337.0 42|2(
s L e R e — ——
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140634.D

Acqg On : 26 Nov 2024 11:52
Operator : RC/JU

Sample : P4960-04

Misc

ALS vial : 7 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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.522 12.78 ng 335085 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 91
3 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 72
4 (.+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72

Abundance Scan 1943 (13.522 min): BF140634.D\data.ms (-1936) (- m/z 69.10 100.00%
69.1

%

5000
‘ \ ' 1891 41.4 12:50
N ey i ‘“ poah 213t 344 m/z 81.10  52.20%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — :
13.50
m/z 41.05 23.98%
137.0
0 T ) 273.0 341.0 410.
‘\\\\‘\\\‘\\\\‘\\\T‘\\\\‘\\\\‘\\\\‘\\\\‘f\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308260: Squalene
69.0
R \
13.50
5000 ITI/Z 95.05 14.26%
137.0
0 170\\ I ‘ il h” H H u‘“ l‘ b ngw-;L\O , 273.0 34;[0 410.(
el e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #66993: 1,5,9-Decatriene, 2,3,5,8-tetramethyl- —— ‘
69.0 13.50
m/z 68.10 12.65%
5000
137.0
S PE AN OEY E—— 2]\
m/z--> 0 50 100 150 200 250 300 350 400 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140634.D

Acqg On : 26 Nov 2024 11:52
Operator : RC/JU

Sample : P4960-04

Misc

ALS vial : 7 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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.880 5.45 ng 142746  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
4 1-Hexacosene 364 C26H52 018835-33-1 95
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 94
Abundance Scan 2004 (13.880 min): BF140634.D\data.ms (-1999) (- m/z 57.05 100.00%
57.0
97.1
5000
1550 1400
39.1 . .
o — “‘w‘ﬂ ] ‘w‘H\ A % ladeLo 2212 2811 o 5s o5 92.92%
miz-> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
58.0
97.0
5000 — e
13.50 14.00
m/z 43.10 91.09%
39.0
0 ]\-g\.q ‘\“ ‘H\ ‘\‘ T \‘H“ ‘M‘ \“F“\ ‘h “h T 9\-8\2-\0‘ \22\4\-0\ ‘2\66\.9 T ‘ T T
miz-> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
— ——
13.50 14.00
5000 m/z 83.05 89.73%
25.0
o Ll a0 o0 oo
miz--> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane “ —
57.0 13.50 14.00
97.0 m/z 97.10 82.32%
- M\A’/\\/\M
39.0
oSO L LLLL 1390 a0 | 290 oy T
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF112124.M Wed Nov 27 ©3:42:16 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140634.D

Acqg On : 26 Nov 2024 11:52
Operator : RC/JU

Sample : P4960-04

Misc

ALS vial : 7 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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.545 2.46 ng 64594  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 86
3 Heptadecane 240 C17H36 000629-78-7 80
4 Heneicosane 296 C21H44 000629-94-7 80
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64
Abundance Scan 2117 (14.545 min): BF140634.D\data.ms (-2113) (-} ' m/z 57.10 100.00%
57.1
99.0 I —
14.50
155.0
oL ‘1“ ‘\h\“ MUM ‘H‘m‘ \h“ M | ’\u‘ | “HM‘ZC‘)‘ﬁ.}l‘ %S?? . 2‘8‘1‘] m/z 71.10 73.93%
miz-> 50 100 150 200 250
Abundance #176384: Eicosane
57.0
5000 — :
14.50
99.0 m/z 85.10 58.16%
erol | ||| ) 40 50 a0
O+ ‘\““\”\‘ \H\“ \H\“\ }’“\“\ \‘\“ LA S —
miz-> 50 100 150 200 250
Abundance #74014: Tridecane, 3-methyl-
57.0
T \
14.50
5000 m/z 43.10 53.71%
. 169.0
Y 1 \99\‘0‘ 1390771000 MM
miz--> 50 100 150 200 250
Abundance #123958: Heptadecane T
57.0 14.50
m/z 99.05 21.75%
5000
99.0
L TOLL L7 a0 gm0 200 Ly
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140634.D

Acqg On : 26 Nov 2024 11:52
Operator : RC/JU

Sample : P4960-04

Misc

ALS vial : 7 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 9 .beta.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.709 3.98 ng 108550  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 93
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 64
3 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 56
4 (3S,8S5,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 10
5 Cholestan-3-one, 4,4-dimethyl-, ... 414 C29H500 002097-85-0 10
Abundance Scan 2485 (16.710 min): BF140634.D\data.ms (-2479) (- m/z 43.10 100.00%
3.1
105.1 213.2
5000 63.1 303.3 414.
355.1 U T
‘ l 16.50 17.00
0L LA m/z 105.85  64.22%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol
43.0
5000 —r ——
16.50 17.00
m/z 145.00  59.90%
O T
miz--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
—— —
16.50 17.00
5000 5.0 m/z 213.20  59.72%
145.0 414.(
213.0 303.0
0 H\“ | \ . .
m/z--> 0 50 100 150 200 250 300 350 400 m Mﬂ
Abundance #310625: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylh ﬂ‘ P —
3.0 16.50 17.00
m/z 107.10 55.14%
. W&/\J\N\W
0 —— ——
m/z--> 0 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\BF112624\
Data File : BF140634.D

Acqg On : 26 Nov 2024 11:52
Operator : RC/JU

Sample : P4960-04

Misc

ALS vial : 7 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|
Butane, 2-metho... 2.146 40.6 ng 1035120 1 6.869 510357 20.0
Benzophenone 10.622 9.4 ng 354420 3 9.904 757701 20.0
n-Hexadecanoic ... 11.916 13.9 ng 542555 4 11.398 778005 20.0
Octadecanoic acid 12.704 3.8 ng 145845 4 11.398 778005 20.0
Heneicosane 13.392 2.9 ng 76411 5 14.045 524309 20.0
Supraene 13.522 12.8 ng 335085 5 14.045 524309 20.0
1-Heneicosanol 13.880 5.5 ng 142746 5 14.045 524309 20.0
Eicosane 14.545 2.5 ng 64594 5 14.045 524309 20.0
.beta.-Sitosterol 16.709 4.0 ng 108550 6 15.533 545006 20.0
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