LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49837.D

Acqg On : 07 Apr 2025 13:24
Operator : RC/JU

Sample : Q1675-20

Misc :

ALS vial : 6 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 M\Methods\8270-BM@31325.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@49837.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.369 398 405 412 rBV 4500040 6437207 8.45% 2.965%
2 6.957 667 675 689 rBV 4121157 6386945 8.39% 2.941%
3 7.786 806 816 823 rBV 1291034 2049292 2.69% 0.944%
4 8.939 1000 1012 1022 rBV 2355483 3887748 5.11% 1.790%
5 10.580 1283 1291 1297 rBV 1559935 2608692 3.43% 1.201%
6 13.045 1703 1710 1717 rBV 6839943 9735563 12.79% 4.484%
7 14.427 1935 1945 1952 rBV 2518120 3617025 4.75% 1.666%
8 15.786 2170 2176 2183 rBV 1692409 2318142 3.04% 1.068%
9 15.915 2192 2198 2206 rBV 6833208 9293413 12.21% 4.280%
10 17.168 2406 2411 2417 rVB2 2869114 3919079 5.15% 1.805%

11 17.845 2522 2526 2532 rBV 925610 1241567 1.63% 0.572%
12 18.103 2554 2570 2604 rVB 21947389 61741497 81.09% 28.434%
13 18.621 2655 2658 2666 rVB 920189 1195613 1.57% ©.551%
14 19.156 2745 2749 2753 rBV 2608293 3116797 4.09%  1.435%
15 19.209 2754 2758 2760 rBV 1370954 1897046 2.49% 0.874%

16 19.239 2760 2763 2769 rVB2 1008723 1680968 2.21% 0.774%
17 19.380 2774 2787 2840 rVB 26316055 76135500 100.00% 35.063%
18 19.797 2852 2858 2870 rVB 11488751 14870449 19.53% 6.848%
19 21.091 3074 3078 3086 rVB 646807 928462 1.22% 0.428%
20 21.403 3127 3131 3137 rBV 2917365 4080261 5.36% 1.879%

Sum of corrected areas: 217141266
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49837.D

Acqg On : 07 Apr 2025 13:24
Operator : RC/JU

Sample : Q1675-20

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM049837.D\data.ms
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2e+07
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5000000 5.369 6.957
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Abundance TIC: BM049837.D\data.ms

19.880

2.5e+07
18.103

2e+07

1.5e+07
19.797

le+07
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5000000 1 21.403

17.168
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BM049837.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49837.D

Acqg On : 07 Apr 2025 13:24
Operator : RC/JU

Sample : Q1675-20

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.786 12.82 ng 2318140  Acenaphthene-d10 14.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
3 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 43
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 43
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 43
Abundance Scan 2176 (15.786 min): BM049837.D\data.ms (-2170) (- | m/z 105.00 100.00%
105.0
182.1
5000
51.0 —— ——
15.50 16.00
152.1 .
ob b P 2150 25002830 /5 187 @5 65.89%
miz-> 50 100 150 200 250
Abundance #56922: Benzophenone
105.0
5000 - —
182.0 15.50 16.00
510 m/z 77.05  64.21%
0 ]\-8\.0\ T [“ T \Hh\ T ‘ ‘\ T T }5“2'\0\ \H T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance  #30104: Benzenecarbothioic acid, S-methyl ester
105.0
— —
15.50 16.00
5000 51.0 m/z 51.85 21.16%
15.0 152.0
ob st 1L .
miz--> 50 100 150 200 250
Abundance #90575: 1-Propanone, 2-bromo-1-phenyl- —— B
105.0 15.50 16.00
m/z 181.10 10.83%
5000
51.0
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49837.D

Acqg On : 07 Apr 2025 13:24
Operator : RC/JU

Sample : Q1675-20

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 Hexadecanoic acid, methyl e... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.845 6.34 ng 1241570  Phenanthrene-d10 17.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 2526 (17.845 min): BM049837.D\data.ms (-2522) (- | m/z 74.10 100.00%
74.1
5000 /NJ\\//QK\_
143.1 7 UL
L M | s 2212 17.50 18.00
oL 38y 1L TP | 2709 8181 3864 s g7 05 73.97%
m/z--> 50 100 150 200 250 300 350
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — =
17.50 18.00
143.0 m/z 43.10  28.70%
‘ n | 1850 227.0 2700
04— \H“\W‘ \“M\h“ th ‘\ T L “ T \‘\ ‘\ T —— T T T T
miz--> 50 100 150 200 250 300 350
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
— —
17.50 18.00
5000 m/z 55.10 24 .39%
29.
Sl 0 msezmommo
m/z--> 50 100 150 200 250 300 350
Abundance #126208: Methyl tetradecanoate = =
74.0 17.50 18.00
m/z 41.10 22.55%
5000
29.
%L 0 o
obd bl Mg oy L — =
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49837.D

Acqg On : 07 Apr 2025 13:24
Operator : RC/JU

Sample : Q1675-20

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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.
18.104 315.08 ng 61741500  Phenanthrene-d10 17.168
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 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 2570 (18.103 min): BM049837.D\data.ms (-2554) (- | m/z 73.05 100.00%

73.0
5000 1291 2132

H 18‘00 18.50
\\H‘H \u o L ‘\ w‘ ‘ 25L3 . :

WAL L 12983 34113870 /s 60,05  74.31%

m/z--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid
60.¢

5000 129.0 1 ]
18.00 18.50

m/z 43.10 60.97%

‘ 213 0
O' ‘\ TM‘\M} \‘ ‘ ‘1 \‘ \‘\ “ \‘f‘\ T ‘%.\ T ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid

73.0

o

1&00 1&50
5000 129.0 ITI/Z 57.10 56.07%
199.0
27.0
0 ‘ﬂthm ‘\J Mtjﬂ ‘ ?4h9“‘_“““‘w““ f//\\HJ
m/z--> 50 100 150 200 250 300 350 400

Abundance #92063: Tridecanoic acid = ]

73.0 18.00 18.50

m/z 55.10  53.54%

5000 129.0
27, m ‘ 214.0
o! d h“ [ ‘

m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49837.D

Acqg On : 07 Apr 2025 13:24
Operator : RC/JU

Sample : Q1675-20

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 Palmitic Acid, TMS derivative Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.621 6.10 ng 1195610 Phenanthrene-d10 17.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitic Acid, TMS derivative 328 C19H4002Si 055520-89-3 87
2 Myristic acid, TMS derivative 300 C17H3602Si 018603-17-3 58
3 2-Pentanol, TMS derivative 160 C8H200Si 001825-67-8 41
4 2-(3,3,5-Trimethylcyclohexyl)ace... 256 C14H2802Si 1000505-45-6 38
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 30

Abundance Scan 2658 (18.621 min): BM049837.D\data.ms (-2655) (- ' m/z 73.10 100.00%
73.1 117.0
313.3
5000
1 [ e s 1900
12011 269.3 : :
ok ‘h \H‘whu”\ ANEL B9 A0S L A0L 7 117.08 96.25%
mlz--> 100 150 200 250 300 350 400
Abundance #234497: Palmitic Acid, TMS derivative
73.0 117.0
313.0
5000 — ——
18.50 19.00
m/z 75.05 68.76%
29. ‘ 201 0 2690
O T ‘\ ‘\H“ “\“‘\H\“‘\Hh‘ \“ ‘ \”‘ \'\ \H\ ‘ T T ‘ T ‘\ \‘\ ‘ \‘\ ‘\ T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #199634: Myristic acid, TMS derivative
73.0 117.0
A =
18.50 19.00
5000 ITI/Z 313.30 66.94%
285.0
ol JJL S~ O —
m/z--> 50 100 150 200 250 300 350 400
Abundance #36775: 2-Pentanol, TMS derivative —= —
117.0 18.50 19.00
m/z 129.05 45.49%
73.0
5000
Y N P T — —
m/z--> 50 100 150 200 250 300 350 400 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49837.D

Acqg On : 07 Apr 2025 13:24
Operator : RC/JU

Sample : Q1675-20

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 Methyl stearate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.156 15.91 ng 3116800  Phenanthrene-d10 17.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

Abundance Scan 2749 (19.156 min): BM049837.D\data.ms (-2745) (- | m/z 74.05 100.00%

74.0
5000
143.1 —

‘ 199.1 2552 19.00 19.50
‘\ W 1| I ‘. L 2993 353. 1401 1 m/z 87.10 73.05%

mi/z--> 100 150 200 250 300 350 400
Abundance #197277: Methyl stearate
74.0

5000 — s
143.0 298.0 19.00 19.50

m/z 43.10  31.33%

# 199.0 L

T ‘\ \‘ ‘M‘\ “ \‘“‘\ \“ \“\ ‘{ \“‘\ \ \‘\ “ \‘\ 1 ‘ \“\ T “ T T ‘ LI ‘ T

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

Abundance #197353. Heptadecanoic acid, 16-methyl-, methyl ester
74.0

T
19.00 19.50

o

o

5000 m/z 55.10 24.16%
143.0 255.0
199.0
L L
0 mw“‘uw“u‘w“mumLm‘m‘_m_m_‘
m/z--> 100 150 200 250 300 350 400
Abundance #161212:Hexadecanok:add,nunhyleﬂer — ——
74.0 19.00 19.50

m/z 143.05  21.20%

5000
143.0
‘ ‘ 227.0
I ‘\ Bl | I | / - —

L :
miz--> 50 100 150 200 250 300 350 400 19.00 19.50
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Data Path :
Data File :
Acqg On . 07

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
BM@49837.D

Apr 2025 13:24

Operator : RC/JU

Sample
Misc
ALS vial : 6

Quant Method
Quant Title

TIC Library

: Q1675-20

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.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 6 9,12-Octadecadienoic acid (... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.209 9.68 ng 1897050  Phenanthrene-d10 17.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 10E,127-Octadecadienoic acid 280 C18H3202 002420-56-6 99
3 Linoelaidic acid 280 C18H3202 000506-21-8 99
4 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 96
5 cis-9-Tetradecen-1-0l 212 C14H280 035153-15-2 86

Abundance Scan 2758 (19.209 min): BM049837.D\data.ms (-2754) (- 'm/z 67.10 100.00%
67.

5000
[ T

19.00 19.50
185.1 2801
ikt 1" n 50t aa24001 5081 " g 1

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0

o

5000 — ——
19.00 19.50
m/z 55.10 64.62%
‘ H ‘ 280.0
O\\lll“h“”\\\“”\\lh\"‘\l‘l\l\\\\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #173577: 10E,12Z-Octadecadienoic acid
67.0
= —
19.00 19.50
5000 m/z 95.10 58.17%

o

} F 280.0
UTTH VD FEye O B
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #173566: Linoelaidic acid T —
67.0 19.00 19.50

m/z 41.10 57.58%

5000 v/%/L
280.0
“il)llh|ﬂ790 |

0 ‘H“""‘H‘“H“‘H“‘H“‘H“‘H“‘H“‘H“‘ — —
miz-> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49837.D

Acqg On : 07 Apr 2025 13:24
Operator : RC/JU

Sample : Q1675-20

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 O0Oleic Acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.239 8.58 ng 1680970  Phenanthrene-d10 17.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 80
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 80
3 9-Nonadecene 266 C19H38 031035-07-1 70
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 58
5 1-Octadecanol 270 C18H380 000112-92-5 53

Abundance Scan 2763 (19.239 min): BM049837.D\data.ms (-2760) (- | m/z 55.10 100.00%

55.1
5000
11.1

—— =
‘ 1322643 19.00 19.50
0 “WWW “WWWWM" T e 2230 4192 ny7 9.1 88.82%
mizw> 0 50 100 150 200 250 300 350 400
Abundance #176208: Oleic Acid
55.0
5000 — -
19.00 19.50

1.0 m/z 83.10 77.80%

‘ 264.0
[o ] Pem—— ‘ !“‘H‘ ‘MWN\L‘N\I; \.‘Eh ) 213\ 2 ‘L‘ . R e
miz> 0 50 100 150 200 250 300 350 400
Abundance #176223: 9-Octadecenoic acid, (E)-

55.0

T
19.00 19.50

5000 ITI/Z 97.10 64 .49%
264.0
11.0
‘ \ 180.0
ol

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #155958: 9-Nonadecene T —

55.0 19.00 19.50

m/z 41.10 60.37%

5000
11.0
266.0
‘ i \‘ \‘ ‘\ h | ‘

U RN T A —— — —
miz-> 0 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49837.D

Acqg On : 07 Apr 2025 13:24
Operator : RC/JU

Sample : Q1675-20

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.380 373.19 ng 76135500  Chrysene-d12 21.403
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 78
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 47
5 Undecanoic acid 186 C11H2202 000112-37-8 38

Abundance Scan 2787 (19.380 min): BM049837.D\data.ms (-2774) (- | m/z 73.05 100.00%

3

1291 241.3

5000 185.2

%

H” ] \ ‘ 19.00 19.50
AL LU | 827.3387.3 4753 1y, .05 72.85%

0 .
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 284.0 — i
185.0 19.00 19.50
“ m/z 43.10 65.02%
Ol”‘h\“‘\\l!\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126199: Pentadecanoic acid
73.0
— ——
19.00 19.50
5000 129.0 ITI/Z 57.10 62.86%

199.0

ols.cL W ‘h\ i, 1) ‘ ]

m/z--> 0 50 100 150 200 250 300 350 400 450 500

-

Abundance #46961: n-Decanoic acid
60.0 19.00 19.50
m/z 241.25 59.40%
5000
129.0
o“*‘” — e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49837.D

Acqg On : 07 Apr 2025 13:24
Operator : RC/JU

Sample : Q1675-20

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 n-Nonadecanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.092 4.55 ng 928462  Chrysene-di12 21.403
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 2- Chloropropionic acid, hexadec... 332 C19H37C102 086711-81-1 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 92

5 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91

Abundance Scan 3078 (21.091 min): BM049837.D\data.ms (-3074) (- | m/z 83.10 100.00%
8’2

5000
‘ 21.00 |
1 209.0 :
ol L3 L SO0 2801 87224362 5153 4/, s5.10  94.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0
5000 —— |

m/z 97.10  88.11%

| 21.00

ol 11| |10 2280

‘\\1\\"\l \‘\\H‘\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #239251: 2- Chloropropionic acid, hexadecyl ester

o

57.0
LN \
21.00
5000 ITI/Z 69.10 83.26%
W 5.0
196.0
ol Ll ‘munz“’"%zo
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol T
83.0 21.00
m/z 57.10 80.13%
5000
ool |11} M‘F’?P 222.0280.0
e e et T e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49837.D

Acqg On : @7 Apr 2025 13:24
Operator : RC/JU

Sample : Q1675-20

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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|
Benzophenone 15.786 12.8 ng 2318140 3 14.427 3617030 20.0
Hexadecanoic ac... 17.845 6.3 ng 1241570 4 17.168 3919080 20.0
n-Hexadecanoic ... 18.104 315.1 ng 61741500 4 17.168 3919080 20.0
Palmitic Acid, ... 18.621 6.1 ng 1195610 4 17.168 3919080 20.0
Methyl stearate 19.156 15.9 ng 3116800 4 17.168 3919080 20.0
9,12-Octadecadi... 19.209 9.7 ng 1897050 4 17.168 3919080 20.0
Oleic Acid 19.239 8.6 ng 1680970 4 17.168 3919080 20.0
Octadecanoic acid 19.380 373.2 ng 76135500 5 21.403 4080260 20.0
n-Nonadecanol-1 21.092 4.5 ng 928462 5 21.403 4080260 20.0
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