LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136950.D

Acqg On : 04 Jan 2024 20:15
Operator : CG\JU

Sample : 06016-03

Misc :

ALS vial : 8 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF136950.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.316 37 39 47 rBV2 9408 18760 1.57% 0.226%
2 5.010 493 497 502 rBvV 18521 22290 1.86% 0.269%
3 5.422 564 567 584 rBV 1013297 951071 79.40% 11.469%
4 6.434 735 739 750 rBV 1047606 968580 80.86% 11.680%
5 6.781 795 798 802 rBV 376483 286292 23.90%  3.452%
6 7.345 890 894 897 rBV 679794 616508 51.47% 7.434%
7 8.057 1012 1015 1018 rBV 470686 353707 29.53% 4.265%
8 8.645 1112 1115 1119 rBV 27535 21484 1.79%  0.259%
9 9.133 1194 1198 1201 rBV 1538093 1197806 100.00% 14.444%
10 9.210 1208 1211 1216 rVB 30970 28063 2.34% 0.338%
11  9.745 1299 1302 1306 rBV 21562 16752 1.40% 202%

12 9.816 1310 1314 1324 rVV 481903 405538 33.86%
13 10.610 1445 1449 1465 rBV 753889 670951 56.01%
14 11.310 1564 1568 1571 rBV 432510 399999 33.39%
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15 11.839 1655 1658 1662 rBV 138278 131329 10.96% 584%
16 12.092 1698 1701 1703 rVB2 19768 15982 1.33% 0.193%
17 12.633 1790 1793 1798 rBV3 19875 29821 2.49%  ©.360%
18 12.904 1835 1839 1842 rBV 1270723 1109887 92.66% 13.384%
19 13.380 1916 1920 1923 rBV2 16197 17663 1.47% 0.213%
20 13.445 1927 1931 1933 rVWV2 18096 19733 1.65% ©.238%
21 13.474 1933 1936 1946 rVB5 22393 44040 3.68% ©.531%
22 13.810 1989 1993 1995 rVB3 17848 15979 1.33% 0.193%
23 13.857 1995 2001 2008 rBV9 27778 84968 7.09% 1.025%
24 13.963 2013 2019 2022 rVV 359877 357145 29.82% 4.307%
25 13.986 2022 2023 2029 rVB 22294 22348 1.87% ©.269%
26 14.127 2044 2047 2049 rBV2 19784 17827 1.49% 0.215%
27 14.433 2096 2099 2102 rBV 21640 18937 1.58% ©.228%
28 14.739 2148 2151 2155 rBV2 16714 18426 1.54% ©.222%
29 14.815 2162 2164 2168 rVB2 19325 18621 1.55% 0.225%
30 15.080 2207 2209 2214 rVB4 17498 20677 1.73% 0.249%

31 15.451 2267 2272 2280 rBV 284153 391549 32.69% 4.722%

Sum of corrected areas: 8292733

8270-BF122023.M Fri Jan ©5 ©5:00:00 2024 Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Jan 2024 20:15
¢ CG\JU
. 06016-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
BF136950.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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1200000

1000000

800000

600000
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TIC: BF136950.D\data.ms

5.422 6.434

7.345

6.781

2.316 5.010

Time-->
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1400000

1200000
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TIC: BF136950.D\data.ms
9.133

12.904

10.610

8.057 9.816 11.310

0
Time-->

8.(24 5[-_%10 9.745 ) k 12.092 ‘12‘.§§J
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1200000
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400000

200000

TIC: BF136950.D\data.ms

13.963
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By 133888 127 14.433 1412381515.080

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136950.D

Acqg On : 04 Jan 2024 20:15
Operator : CG\JU

Sample : 06016-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.839 6.57 ng 131329  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1658 (11.839 min): BF136950.D\data.ms (-1655) (- m/z 43.05 100.00%
43.0 73.0
5000 129.1
213.2 — eace
T el R =
— i ”“VMﬂpm‘_u‘_ﬂ‘ﬂu‘_u‘_u‘_ul_ m/z 73.00 90.20%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 — Pepecl}
129.0 11.50 12.00
213.0 m/z 60.00 85.23%
‘ 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 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— Penspealy
11.50 12.00
5000 129.0 m/z 57.05 81.36%
199.0
s e T
1500 I bl i 1 Jm‘mW‘_JH_‘WHWm_m_
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #92070: Tridecanoic acid caacty 1
73.0 11.50 12.00
m/z 55.10 80.17%
43.0
5000
129.0
1710 2140
1 10 ‘
15.0) L LI = el
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\BF010424\
Data File : BF136950.D

Acqg On : 04 Jan 2024 20:15
Operator : CG\JU

Sample : 06016-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknownl3.474 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.474 2.47 ng 44040  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 47
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 47
3 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 47
4 10-Methylnonadecane 282 C20H42 056862-62-5 46
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 46
Abundance Scan 1936 (13.474 min): BF136950.D\data.ms (-1933) (- m/z 57.00 100.00%
57.0
5000 M
99.0 e
L I \M L Hps22RL0 27a e
- “‘ A MM”‘ h TN R — m/z 43.00 87.27%
mfz--> 100 150 200 250 300
Abundance #246479: Tetracosane
57.0
5000 T
13.50
99.0 m/z 71.10 68.29%
141.0 1839
g L1 1830 2250 2670 asn
miz-> 50 100 150 200 250 300
Abundance #194593: Eicosane, 2-methyl-
57.0
——
13.50
5000 m/z 85.05 48.99%
99.0
u‘ h‘h\‘\ 1410 1830 2530
“‘ ‘ R
miz--> 50 100 150 200 250 300
Abundance #59059: Undecane, 2,9-dimethyl- T
57.0 13.50
m/z 41.05 25.20%
- WMWJ\/\W
b‘ ‘990 155.0
’?MJMH‘_m‘p‘ww_m_m,”” —
m/z--> 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136950.D

Acqg On : 04 Jan 2024 20:15
Operator : CG\JU

Sample : 06016-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.857 4.76 ng 84968  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 76
2 n-Nonadecanol-1 284 C19H400 001454-84-8 76
3 Behenic alcohol 326 C22H460 000661-19-8 70
4 Bromoacetic acid, pentadecyl ester 348 C17H33Bro02 131143-01-6 68
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 68
Abundance Scan 2001 (13.857 min): BF136950.D\data.ms (-1995) (- m/z 83.10 100.00%
43.1 83.1
— ——
““JJ‘L I | WH“‘M‘WWUM““L A m/z 43.10  94.90%
m/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 — e
13.50 14.00
m/z 55.10 85.47%
]\-gwdﬂ ‘\“ “‘ I ‘\‘ H‘ ‘1 ‘FL ‘h “h T ]\_8\2 \O \22\4\0\ ‘2\66\0\ -
m/z--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1
83.0
43.0 — _—
13.50 14.00
5000 ITI/Z 57.05 80.10%
25.0
A e o
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcohol “ T
439 83.0 13.50 14.00
' m/z 69.05 72.49%
5000
25.0
R R T A TR L
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136950.D

Acqg On : 04 Jan 2024 20:15
Operator : CG\JU

Sample : 06016-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 ... 11.839 6.6 ng 131329 4 11.310 399999 20.0
unknownl13.474 13.474 2.5 ng 44040 5 13.963 357145 20.0
1-Heneicosanol 13.857 4.8 ng 84968 5 13.963 357145 20.0
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