LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136596.D

Acqg On : 15 Dec 2023 16:56
Operator : CG\JU

Sample : 05624-03

Misc :

ALS Vvial : 13  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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136596.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.169 106 14 21 rVvB2 27665 39497 1.93% 0.286%
2 5.016 494 498 507 rVB 116831 143843 7.04% 1.043%
3 5.428 564 568 571 rBV 2139071 1824656 89.34% 13.225%
4 6.434 734 739 742 rBV 1898606 1700962 83.28% 12.329%
5 6.787 795 799 802 rBV 661391 511907 25.06% 3.710%

6 7.345 889 894 897 rBV 1289842 1117524 54.72%  8.100%
7 8.063 1012 1016 1019 rBV 815924 608759 29.81% 4.412%
8 9.139 1195 1199 1202 rBV 2522195 2042432 100.00% 14.803%
9 9.816 1311 1314 1325 rVB 702381 597493 29.25%  4.331%

10 10.610 1445 1449 1461 rBV 1243851 1032183 50.54% 7.481%
11 11.310 1564 1568 1571 rBV 634907 529307 25.92% 3.836%
12 11.845 1655 1659 1670 rBV 179506 190992 9.35% 1.384%
13 12.527 1771 1775 1779 rBV 20078 26359 1.29% 0.191%
14 12.633 1790 1793 1799 rBV 63547 67725 3.32% 0.491%
15 12.904 1835 1839 1843 rVB 2108979 1810646 88.65% 13.124%
16 13.815 1991 1994 1996 rBV 34292 27481 1.35% 0.199%
17 13.857 1996 2001 2011 rVB9 23803 75321 3.69% 0.546%
18 13.963 2014 2019 2022 rBV 690979 632963 30.99% 4.588%
19 14.133 2045 2048 2051 rVB 32579 27456 1.34% 0.199%
20 14.439 2097 2100 2104 rBV 40566 43174 2.11% 0.313%
21 14.751 2150 2153 2156 rVB 30404 27899 1.37% 0.202%
22 15.004 2192 2196 2199 rBV2 24811 38401 1.88% 0.278%
23 15.098 2208 2212 2218 rVB3 28967 40675 1.99% 0.295%
24 15.439 2265 2270 2275 rBV 464729 572798 28.04%  4.152%
25 15.486 2275 2278 2282 rVB2 21426 27049 1.32% ©0.196%
26 15.939 2350 2355 2361 rBv4 21831 39466 1.93% 0.286%
Sum of corrected areas: 13796968
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136596.D

Acqg On : 15 Dec 2023 16:56
Operator : CG\JU

Sample : 05624-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF136596.D\data.ms
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Abundance TIC: BF136596.D\data.ms
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Abundance TIC: BF136596.D\data.ms
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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\BF121523\
BF136596.D

: 15 Dec 2023 16:56
¢ CG\JU
. 05624-03

: 13 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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.
5.016 5.62 ng 143843  1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 498 (5.016 min): BF136596.D\data.ms (-494) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
83.0 4.60 4.80 5.00 5.20 5.40
Ot il S m/z 59.10  68.95%
miz-> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L LA B R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00  24.25%
o 2o eso 100
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
43.0 59.0
R A RRARaREET
4.60 4.80 5.00 5.20 5.40
5000 18.0 m/z 58.10 18.07%
ottt
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RARARREE T
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.71%
5000 41.0
0 \H\‘ \‘M ‘ 12\6'0 142.0
1
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136596.D

Acqg On : 15 Dec 2023 16:56
Operator : CG\JU

Sample : 05624-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.845 7.22 ng 190992  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 70
Abundance Scan 1659 (11.845 min): BF136596.D\data.ms (-1655) (- m/z 73.00 100.00%
73.0
43.0
5000
129.1
213.2 - s
| ‘ H‘ 157.1185.2 ‘ 256.1 11.50 12.00
0 th“mh”_“‘” H\‘mw‘m“w“‘H‘H_‘m_wwm!_ m/z 60.08  77.53%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 — Pt
129.0 11.50 12.00
213.0 m/z 43.05 75.46%
H H H (ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\l\i}‘\\”\”\h\‘\‘”!‘\H““H“”h“\H\‘H‘HH‘H‘H‘\‘H‘H‘H\\‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
73.0
e P,
11.50 12.00
5000 43.0 129.0 m/z 57.10  71.54%
185.0
228.0
Ot e e b e b e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #92068: Tridecanoic acid o 7
43.0 73.0 11.50 12.00
' m/z 55.05 63.59%
5000
129.0
e e
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\BF121523\
Data File : BF136596.D

Acqg On : 15 Dec 2023 16:56

Operator : CG\JU

Sample : 05624-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: 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 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.633 2.56 ng 67725  Phenanthrene-di0 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid

2 Pentadecanoic acid

3 Tetradecanoic acid

4 Decanoic acid, silver(1+) salt
5 n-Decanoic acid

284 C18H3602
242 C15H3002
228 C14H2802
278 C10H19Ag02
172 C1eH2002

000057-11-4 97
001002-84-2 86
000544-63-8 86
013126-67-5 52
000334-48-5 49

Abundance Scan 1793 (12 633 min): BF136596.D\data.ms (-1790) (- m/z 73.00 100.00%
5000
0 . .
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179092: Octadecanoic acid
43.0 73.0
5000 e —
129.0 284.0 12.50 13.00
m/z 57.10 80.34%
H 1850  241.0
O ‘\h\\“ \\“\H‘\‘\‘\\‘H\‘\\‘\‘h“‘\\‘M\“\M\‘H‘HH‘H‘H‘\‘\H‘\H\‘HH“\H‘\‘HH‘\‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0 73.0
— —
12.50 13.00
5000 129.0 m/z 55.00 79.90%
199.0 2420
0 158.0
[T T [ T P e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid —— —
73.0 12.50 13.00
43.0 m/z 60.05 77 .68%
5000
129.0
185.0 228.0
0
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136596.D

Acqg On : 15 Dec 2023 16:56
Operator : CG\JU

Sample : 05624-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.857 2.38 ng 75321  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 90
2 1-Nonadecene 266 C19H38 018435-45-5 87
3 Behenic alcohol 326 C22H460 000661-19-8 87
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
5 1-Heptacosanol 396 C27H560 002004-39-9 87
Abundance Scan 2001 (13.857 min): BF136596.D\data.ms (-1996) (- m/z 97.10 100.00%
57.0 97.1
5000
139.1 — e
178.0
i I ‘\ L 250 2s09 i
ob— WU Ll L L m/z 83.85 96.86%
miz-> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 — ——
13.50 14.00
m/z 57.00 90.78%
‘ %39.0
0 :I\-gwq\} ‘\“ “ — \‘ \H’ ‘H‘ \‘H‘\ ‘h "h \:!-\8\1.\0‘ 2\2\2\0\ ‘26\4\0\ \3?8\\0\ T
miz-> 50 100 150 200 250 300
Abundance
43.0 97.0
— ——
13.50 14.00
5000 m/z 55.00 81.46%
. 139.0 1459 224.0 266.0 M/\ww
e e
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcohol “ T
a3.d 83.0 13.50 14.00
’ m/z 69.05 77 .79%
5000
25.0
oL LLiLL L L 1670 2100 200 o O T
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF120523.M Sat Dec 16 03:58:16 2023 Page: 6



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136596.D

Acqg On : 15 Dec 2023 16:56
Operator : CG\JU

Sample : 05624-03

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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-... 5.016 5.6 ng 143843 1 6.787 511907 20.0
n-Hexadecanoic ... 11.845 7.2 ng 190992 4 11.310 529307 20.0
Octadecanoic acid 12.633 2.6 ng 67725 4 11.310 529307 20.0
n-Tetracosanol-1 13.857 2.4 ng 75321 5 13.963 632963 20.0
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