LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136388.D

Acqg On : 04 Dec 2023 18:31
Operator : CG\JU

Sample : 05434-11

Misc :

ALS Vvial : 15 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-BF112723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136388.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.045 498 503 509 rVB 36572 46822 1.55% 0.217%
2 5.440 565 570 573 rBV 2722341 2467972 81.62% 11.444%
3 6.440 735 740 743 rBV 2339056 2425996 80.23% 11.249%
4 6.634 769 773 779 rBV 33377 38222 1.26% 0.177%
5 6.804 798 802 805 rBV 885103 714173 23.62%  3.312%

6 7.363 892 897 900 rBV 1798685 1544523 51.08% 7.162%
7 8.081 1015 1019 1022 rBV 1119519 892634 29.52% 4.139%
8 9.157 1198 1202 1205 rBV 3767158 3023732 100.00% 14.021%
9 9.275 1218 1222 1226 rVB 49111 43899  1.45%
9.833 1314 1317 1321 rVB 1084451 887714 29.36%
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11 10.627 1448 1452 1455 rBV 1790926 1458831 48.25%
12 11.327 1567 1571 1574 rBV 1013069 822165 27.19%
13 11.863 1658 1662 1672 rBV 366176 395885 13.09%
14 12.045 1688 1693 1702 rBV3 32623 64053
15 12.545 1775 1778 1781 rBV 132699 130716  4.32%
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16 12.592 1781 1786 1791 rVB 161624 171946 5.69%
17 12.651 1793 1796 1863 rBv4 93715 108451 3.59%
18 12.751 1809 1813 1815 rBV 364403 319535 10.57%
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19 12.774 1815 1817 1819 rVV 123651 95082 3.14% 441%
20 12.821 1823 1825 1830 rVB2 64839 63170 2.09% 293%
21 12.927 1838 1843 1846 rBV 3134728 2765704 91.47% 12.824%
22 13.163 1880 1883 1887 rBV2 58506 60925 2.01% 0.283%
23 13.316 1906 1909 1913 rVB 86554 72138 2.39% 0.334%
24 13.463 1930 1934 1937 rBV 233923 215981 7.14% 1.001%
25 13.504 1938 1941 1944 rWV 63473 59077 1.95% ©.274%
26 13.857 1994 2001 2012 rBV3 156743 457450 15.13% 2.121%
27 13.980 2017 2022 2025 rVV 959495 897432 29.68% 4.161%
28 14.004 2025 2026 2030 rVB 79156 51737 1.71%  ©.240%
29 14.157 2049 2052 2055 rBV 92456 78584  2.60% 0.364%
30 14.463 2101 2104 2107 rBV 153836 132588 4.38% 0.615%
31 14.774 2154 2157 2160 rBV 88764 87538 . 90% 406%
32 14.921 2180 2182 2188 rVB3 64985 77817 .57% 361%

34 15.121 2213 2216 2222 rVB2 126705 169839

2
2
33 15.027 2197 2200 2208 rVB2 75177 144950  4.79%
5
35 15.462 2270 2274 2279 rBV 470380 578740 19.
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136388.D

Acqg On : 04 Dec 2023 18:31
Operator : CG\JU

Sample : 05434-11

Misc

ALS Vvial : 15 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-BF112723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 21566021
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136388.D

Acqg On : 04 Dec 2023 18:31
Operator : CG\JU

Sample : 05434-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF136388.D\data.ms
3500000

3000000
5.440

2500000 6.440
2000000 - 383
1500000

1000000 6.804

500000

5.045 t 6.634

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: BF136388.D\data.ms
9.157

3500000
12.927

3000000
2500000

2000000 10.627

1500000

8.081 9.833 11.327
1000000 '

500000 11.863 12.751
9.275 12045  12FABRYFES 13183
0 : == SIS =

— — —— — ——— ‘ — A
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: BF136388.D\data.ms

3500000

3000000

2500000

2000000

1500000

13.980
1000000

500000 157 14463 14 Tapigpy21

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\BF120423\
Data File : BF136388.D

Acqg On : 04 Dec 2023 18:31
Operator : CG\JU

Sample : 05434-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.863 9.63 ng 395885  Phenanthrene-d10 11.327
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1662 (11.863 min): BF136388.D\data.ms (-1658) (- m/z 73.00 100.00%
73.0
43.0
5000
129.1
— F—
‘ H‘ 1711 ‘ 2563 | 11.50 12.00
0 HWWM ) ww‘: skt L m/z ee.ee 83.15%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
97.0 157018502130 sss0 | M/Z 43.85  80.94%
O\H‘HH“}‘HH!H\H‘\\‘H\‘H‘}h“‘\\”‘h\“\‘\\‘\H\‘HH‘\‘H\‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 73.0
= s
11.50 12.00
5000 129.0 m/z 57.05 73.95%
199.0
101.0 157.0 242.0
015.0
T T T e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109283: Tetradecanoic acid == ]
73.0 11.50 12.00
m/z 55.10 67.98%
43.0
5000 129.0
185.0
1 228.0
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136388.D

Acqg On : 04 Dec 2023 18:31
Operator : CG\JU

Sample : 05434-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.651 2.64 ng 108451  Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 30

Abundance Scan 1796 (12.651 min): BF136388.D\data.ms (-1793) (- m/z 72.95 100.00%

43.0 73.0
5000

]
1250  13.00
ol Al m/z 43.05 88.27%

mi/z--> 50 100 150 200 250
Abundance #179092: Octadecanoic acid
430 730

5000 T
129.0 2840 12.50 13.00
m/z 57.10  87.02%

‘ 1850  241.0
— h‘ \“\\ \\‘u‘ ‘uh\‘\‘ M‘ byt | “‘ —— “‘ “‘ .
miz--> 50 100 150 200 250
Abundance

43.0 73.0

7
12.50 13.00

o

5000 129.0 m/z 60.00 79.72%
199.0 92420
0 167.0
T e R R
m/z--> 50 100 150 200 250
Abundance #92068: Tridecanoic acid ey e
73.0 12.50 13.00

430 m/z 55.05 76.36%

5000
‘ H\ u‘u‘ u“ “uhh\‘ wh‘\\ ‘\ ‘ 1l ‘ | ‘\

T T
m/z--> 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\BF120423\
Data File : BF136388.D

Acqg On : 04 Dec 2023 18:31
Operator : CG\JU

Sample : 05434-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.751 7.12 ng 319535 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 96
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 78
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 27
Abundance Scan 1813 (12.751 min): BF136388.D\data.ms (-1809) (- m/z 56.05 100.00%
56.0
5000
257.1
129.0 — e
213.2 ‘ 12.50 13.00
oL N@m171. 1NM“‘?¥%3‘$?§' m/z 57.05 56.01%
miz--> 50 100 150 200 250 300 350
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 el e
12.50 13.00
m/z 41.05 38.04%
129.0 257.0
O . ‘\“\ U ‘\ \\Uh ‘um\‘\‘\‘\ \‘mh‘\“ = ‘%8‘5‘(‘)‘ _— \‘ ’\“ — ‘3‘1‘2;0‘ T
miz--> 50 100 150 200 250 300 350
Abundance
56.0
— —
12.50 13.00
5000 m/z 43.10 37.55%
257.0
129.0
18.0 171.0 213.0 312.0
1ok S0 LTS i M N A S N
m/z--> 50 100 150 200 250 300 350
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester — ——
56.0 12.50 13.00
m/z 257.15 33.82%
5000
257.0
129.0
L tamo2a0) | sz J\
0! M‘WJWNWu“p‘u‘M‘ - —h —
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\BF120423\
Data File : BF136388.D

Acqg On : 04 Dec 2023 18:31
Operator : CG\JU

Sample : 05434-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.463 4.81 ng 215981  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 93
2 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 89
3 1,2-Dimethyl-4-nitro-1H-imidazol... 300 C11H24N402Si2 1010471-87-3 47
4 Nipecotic acid 129 C6H11NO2 000498-95-3 43

5 N-(1,5-Dimethyl-3-ox0-2-phenyl-2... 331 C17H25N302Si  1000487-90-4 35

Abundance Scan 1934 (13.463 min): BF136388.D\data.ms (-1930) (- m/z 56.10 100.00%

56.1
5000
285.3
129.0 =
185.1 241.2 .
bl 5 22| s to50
ol Mgl by o b T mjz 57.10 61.49%
m/z--> 50 100 150 200 250 300 350
Abundance #249007: Octadecanoic acid, butyl ester
56.0
285.0
5000 L
129.0 1350
' m/z 43.10 40.62%
‘ ‘ 1850 241.0 340.0
0 \“\ ‘\‘ T \‘ \“h“‘ H“‘h\‘i ‘\“ — \‘\ “ T \‘ "\ ‘\ \H\ T !‘ T
m/z--> 50 100 150 200 250 300 350
Abundance
56.0

T
13.50

5000 ITI/Z 55.05 33.55%
285.0
129.0
185.0 241.0 340.0
ob— bbbl T
m/z--> 50 100 150 200 250 300 350
Abundance #198629: 1,2-Dimethyl-4-nitro-1H-imidazol-5-amine, N,N P
56.0 13.50
m/z 285.30 33.17%
5000
285.0
147.0
ol50 || 1000 | 1870 2400 | |
e e S ol Yatmopmompscped
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136388.D

Acqg On : 04 Dec 2023 18:31
Operator : CG\JU

Sample : 05434-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 5-Eicosene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.857 10.19 ng 457450  Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 1-Nonadecene 266 C19H38 018435-45-5 97
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 1-Heptadecene 238 C17H34 006765-39-5 93
Abundance Scan 2001 (13.857 min): BF136388.D\data.ms (-1994) (- m/z 57.10 100.00%
1.1
7.1
5000
1850 1400
0 “‘wﬂ‘hu M““% “‘”%gal u‘?§?9?59}“‘3?59‘ m/% 55.05 - 94.36%
miz--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — ——
13.50 14.00
m/z 83.10 89.29%
L || 139018002230 2600
\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance
43.0 97.0
— ——
13.50 14.00
5000 m/z 43.10 73.63%
. 1390 165 0 224.0 266.0
L B o B e R B
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcohol “ T
83.0 13.50 14.00
43.0 o
m/z 97.10 72.77%
5000
25.0
0 ‘\ i} \‘ ” ‘ \‘\ :IWG? 0 210.0 280.0
““““‘ 4 T P P
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\BF120423\
Data File : BF136388.D

Acqg On : 04 Dec 2023 18:31
Operator : CG\JU

Sample : 05434-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.463 2.95 ng 132588  Chrysene-di2 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 99
2 Tetracosane 338 (C24H50 000646-31-1 95
3 Heptadecane 240 C17H36 000629-78-7 94
4 Nonacosane 408 C29H60 000630-03-5 93
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2104 (14.463 min): BF136388.D\data.ms (-2101) (- m/z 57.10 100.00%
57.1
1450
240.1 355 1 :
0 m‘m hw‘h | ﬂwh 92 LT 80805 429 /7 71.10  66.95%
miz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 T
14.50
m/z 43.10 62.42%
oL ‘L (1130 169.0 2250 281.0 337.0 394.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
——
14.50
5000 m/z 85.10 49.,49%
o 1130 169.0 2250 281.0 338.0
e e e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #123961: Heptadecane T
57.0 14.50
m/z 55.05 27.63%
o W
1111180 1690 2a00
i “‘“‘w“““u“““_“““H““‘ —
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\BF120423\
Data File : BF136388.D

Acqg On : 04 Dec 2023 18:31
Operator : CG\JU

Sample : 05434-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.774 3.03 ng 87538  Perylene-di12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tetracosane 338 (C24H50 000646-31-1 95
3 Pentacosane 352 (C25H52 000629-99-2 91
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 90
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 87

Abundance Scan 2157 (14.774 min): BF136388.D\data.ms (-2154) (- m/z 57.10 100.00%

57.1
5000

—
‘ ‘13.1 14.50 15.00

183.1 23512810 .
bohida 2592, 285.1 28108261 37124160 0 71,18 67.98%

,
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane

57.0

5000 — e
14.50 15.00

‘ m/z 43.10 56.37%

\“ ‘ 1 h u‘ | \1690 2250  296.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0

—
14.50 15.00

o

o

5000 ITI/Z 85.10 51.95%
113.0
169.0 2250 281.0 3380
0 b P e T e T e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane T —
57.0 14.50 15.00
m/z 41.05 21.15%
- Mm
0 L h \h\ ]M Ly 1\8\\?’ 0 ,239.0 295.0 352'0
T L e B I L E B IR — —
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\BF120423\
Data File : BF136388.D

Acqg On : 04 Dec 2023 18:31
Operator : CG\JU

Sample : 05434-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 9 16-Octadecenal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.921 2.69 ng 77817  Perylene-di12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Octadecenal 266 C18H340 056554-87-1 90
2 17-Octadecenal 266 C18H340 056554-86-0 87
3 11-Tetradecyn-1-o0l acetate 252 C16H2802 033925-72-3 87
4 Henicosanal 310 C21H420 051227-32-8 86
5 Tetracosanal 352 C24H480 057866-08-7 81
Abundance Scan 2182 (14.921 min): BF136388.D\data.ms (-2180) (- m/z 57.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136388.D

Acqg On : 04 Dec 2023 18:31
Operator : CG\JU

Sample : 05434-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 10 3-Methylheptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.121 5.87 ng 169839  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylheptacosane 394 C28H58 014167-66-9 93
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Nonacosane 408 C29H60 000630-03-5 90
4 Octacosane 394 C28H58 000630-02-4 90
5 2-Methylpentacosane 366 C26H54 000629-87-8 87
Abundance Scan 2216 (15.121 min): BF136388.D\data.ms (-2213) (- m/z 57.10 100.00%
57.1
1500 1550
131 . .
169.0
oL 4 ) | Layp02) 2203 2831 34813993 /7 71.05  60.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #298431: 3-Methylheptacosane
57.0
5000 —r —
365.0 15.00 15.50
m/z 43.10 47.43%
ol h [h W "‘ 1169.0 2250 281.0 |
\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
—— —
15.00 15.50
5000 m/z 85.10 46.34%
113.0
0 169.0 2250 281.0 365.0
R i e
m/z--> 50 100 150 200 250 300 350 400
Abundance #307030: Nonacosane T —
57.0 15.00 15.50
m/z 55.10  25.74%
‘ H‘ H 02250 281.0 337.0 4080
ol L L L “w“ L A 22 S
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF112723.M Tue Dec 05 03:42:02 2023 Page: 12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136388.D

Acqg On : 04 Dec 2023 18:31
Operator : CG\JU

Sample : 05434-11

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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|
n-Hexadecanoic ... 11.863 9.6 ng 395885 4 11.327 822165 20.0
Octadecanoic acid 12.651 2.6 ng 108451 4 11.327 822165 20.0
Hexadecanoic ac... 12.751 7.1 ng 319535 5 13.980 897432 20.0
Octadecanoic ac... 13.463 4.8 ng 215981 5 13.980 897432 20.0
5-Eicosene, (E)- 13.857 10.2 ng 457450 5 13.980 897432 20.0
Octacosane 14.463 3.0 ng 132588 5 13.980 897432 20.0
Heneicosane 14.774 3.0 ng 87538 6 15.463 578740 20.0
16-Octadecenal 14.921 2.7 ng 77817 6 15.463 578740 20.0
3-Methylheptaco... 15.121 5.9 ng 169839 6 15.463 578740 20.0
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