LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137384.D

Acqg On : 26 Feb 2024 14:37

Operator : CG\JU

Sample : P1462-01 :

Misc : 20240762-39N-N-FIELD-BLANK-1RE

ALS vial : 9 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-BF022324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137384.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.399 389 393 412 rBV 322533 419655 3.05% 1.040%
2 5.010 492 497 507 rBV 1030714 1028951 7.47% 2.549%
3 5.416 562 566 585 rBV 1445982 1594731 11.58% 3.951%
4 6.410 732 735 748 rBV 1638804 1548157 11.24%  3.835%
5 6.781 794 798 808 rBV 1396022 1244255 9.04% 3.082%
6 7.340 889 893 904 rBV 817637 894428 6.50% 2.216%
7 8.057 1011 1015 1029 rBV 1893609 1667994 12.11% 4.132%
8 9.134 1194 1198 1214 rBV 2300429 2003495 14.55% 4.963%
9 9.816 1310 1314 1321 rBV 2182550 1858762 13.50% 4.605%
10 10.604 1444 1448 1462 rBV 1024845 959331 6.97% 2.377%
11 11.304 1564 1567 1576 rBV 1826532 1638713 11.90% 4.060%
12 11.845 1654 1659 1663 rBV 273028 304853 2.21% 0.755%
13 12.375 1746 1749 1755 rVB 1191993 1030665 7.48% 2.553%
14 12.563 1776 1781 1789 rBV 116206 184552 1.34% 0.457%
15 12.639 1791 1794 1806 rVV2 123189 188495 1.37% 0.467%

16 12.733 1806 1810 1827 rVV 1144202 1272925 9.24%  3.153%
17 12.904 1835 1839 1847 rVB 1639358 1465333 10.64% 3.630%
18 13.416 1917 1926 1934 rBV 7844555 13770520 100.00% 34.114%
19 13.475 1934 1936 1967 rVB 583587 1736479 12.61% 4.302%
20 13.833 1994 1997 2013 rVB 389730 511957 3.72%
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21 13.957 2015 2018 2027 rBV 1078148 1082877 7.86%
22 14.086 2037 2040 2047 rBV2 93555 151181 1.10%
23 14.745 2148 2152 2180 rBV2 1433051 2717573 19.73%
24 15.439 2265 2270 2278 rBV 933795 1090099  7.92%
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Sum of corrected areas: 40365981
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 9

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\

BF137384.D
: 26 Feb 2024 14:37
: CG\JU
: Pl462-01 .
20240762-39N-N-FIELD-BLANK-1RE
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF137384.D\data.ms

6.410

5.416 6.781

5.010

7.340

4.399

Time-->
Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

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
TIC: BF137384.D\data.ms

9.134 9.816

8.057 11.304 12.904

10.604 12.375 12.733

11.845
N 1213638

0
Time-->
Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

8270-BF022324.M Tue Feb 27 ©01:51:42 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137384.D

Acqg On : 26 Feb 2024 14:37

Operator : CG\JU

Sample : Pl1462-01 :

Misc : 20240762-39N-N-FIELD-BLANK-1RE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 3-Hexen-2-one Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.399 6.75 ng 419655 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
Abundance Scan 393 (4.399 min): BF137384.D\data.ms (-389) (-) m/z 83.05 100.00%
55.0 83.0
5000
T e
‘ ) 4.00 4.20 4.40 4.60 4.80
Ot b 2L n/; ss.65  87.79%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #3553: 3-Hexen-2-one
55.0
83.0
5000 270 R R
4.00 4.20 4.40 4.60 4.80
m/z 43.10 37.40%
O' \\“\‘}‘\\H‘}\\\‘\\\\‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #3646: 3-Penten-2-one, 4-methyl-
55.0 83.0
A RAARAR
4.00 4.20 4.40 4.60 4.80
5000 m/z 98.10 33.39%
27.0
0
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- Rmman e SR
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 39.05 25.29%
5000
om“‘u:“u;“‘A‘M‘““‘HM"u""w"‘W""HWMWWWW‘ e T
m/z--> 20 40 60 80 100120140160 180200 220 240 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137384.D

Acqg On : 26 Feb 2024 14:37

Operator : CG\JU

Sample : Pl1462-01 :

Misc : 20240762-39N-N-FIELD-BLANK-1RE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.010 16.54 ng 1028950 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 497 (5.010 min): BF137384.D\data.ms (-492) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1 T e
83.0 ‘ 4.60 4.80 5.00 5.20 5.40
bl e m/z 59.10 51.95%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L U B R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 58.05 18.53%
15.0 101.0
‘ Wl | 83.0 |
0\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
T T
4.60 4.80 5.00 5.20 5.40
5000 210 m/z 101.10 16.63%
126.0
bl L 12001459
miz--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime Eaaas e RaamaaEET
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.14%
5000
101.0
ol 130 600 840
et SRR R R
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\BF022624\
Data File : BF137384.D

Acqg On : 26 Feb 2024 14:37

Operator : CG\JU

Sample : Pl1462-01 :

Misc : 20240762-39N-N-FIELD-BLANK-1RE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 9
R.T. EstConc Area Relative to ISTD R.T.
11.845 3.72 ng 304853  Phenanthrene-d10 11.304
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 49

Abundance Scan 1659 (11.845 min): BF137384.D\data.ms (-1654) (1 m/z 73.00 100.00%

43.1 73.0
5000
129.1
— =
‘ H 101.1 157.11g5 22132 256.1 11.50 12.00
0“wu‘ﬂuwﬂﬂm WMNWWh‘w‘uujwﬂ‘Nuﬂwu‘_M‘wulw m/z 43.10 87.79%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
157.01g5 02130  256.0 m/z 60.00 86.95%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
= o=
11.50 12.00
5000 129.0 m/z 55.05 73.02%
199.0
L e T
omsol AT A 0 1L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid — —
73.0 11.50 12.00
43.0 m/z 57.10 72.74%
5000 129.0
185.0
H 228.0
0;§RW\WHMMMMmkﬁ“wuﬁmwwuwMwwwuwwuwwwwwwuw — —
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\BF022624\
Data File : BF137384.D

Acqg On : 26 Feb 2024 14:37

Operator : CG\JU

Sample : Pl1462-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Octadecenenitrile, (Z)-

Concentration Rank 6

20240762-39N-N-FIELD-BLANK-1RE

R.T. EstConc Area Relative to ISTD R.T.
12.375 12.58 ng 1030670  Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenenitrile, (Z)- 263 C18H33N 000112-91-4 95
2 7-Tetradecene 196 C14H28 010374-74-0 45
3 Cyclopentane, 1-methyl-2-propyl- 126 CO9H18 003728-57-2 41
4 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 38
5 Cyclooctane, 1,4-dimethyl-, trans- 140 C10H20 013151-98-9 38

Abundance Scan 1749 (12.375 min): BF137384.D\data.ms (-1746) (1 m/z 55.85 100.00%
55.0
5000 83.0 M
B e
‘ ‘ 12.00 12.50
i m/z 41.10  73.86%
m/z--> 20 40 60 80 100120140 160180200 220240 260
Abundance #152026: 9-Octadecenenitrile, (2)-
41.0
5000 69.0 122.0 T L —
12.00 12.50
m/z 69.10 63.16%
O\\‘\h‘\\mh\‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #71727: 7-Tetradecene
41.0]69.0
e C
12.00 12.50
m/z 122.10 55.43%
5000 97.0 /
196.0
ot bl 4250 1550
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #13272: Cyclopentane, 1-methyl-2-propyl- — ——
55.0 12.00 12.50
m/z 43.10 44.01%
83.0
5000
L
0‘wuywHNM“NMh‘mu‘Wm‘WH‘WH‘WH‘WH‘WH‘W‘HW‘H == e
m/z--> 20 40 60 80 100120140160 180200 220 240260 12.00 12.50

8270-BF022324.M Tue Feb 27 01:51:46 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137384.D

Acqg On : 26 Feb 2024 14:37

Operator : CG\JU

Sample : Pl1462-01 :

Misc : 20240762-39N-N-FIELD-BLANK-1RE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 Oleic Acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.563 2.25 ng 184552  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 83
2 cis-10-Heptadecenoic acid 268 C17H3202 029743-97-3 76
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 76
4 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 76
5 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 68

Abundance Scan 1781 (12.563 min): BF137384.D\data.ms (-1776) (- m/z 55.10 100.00%

5[:
5000
LS e
264 1 :
ob—— ML H\\H\m m\wh\ HHM ok ]"9} ‘0‘22‘\\2‘2‘ e m/z 69.10 72.89%
miz--> 50 150 200 250
Abundance #176208. Oleic Acid
55.0
97.0
5000 T ‘
12.50
264.0 m/z 41.05 68.25%
37.0 '
222.0
ob— ‘M “ u! A \Hh”‘w mh\ " ‘8\\09 = ‘M - ‘ o
miz--> 50 100 150 200 250
Abundance #158391.: cis-10-Heptadecenoic acid
53.0
— :
12.50
5000 97.0 m/z 43.10 65.98%
37.0 250.0
01‘5-‘0\“ “H\! 1 \‘hm\‘ mH\V m‘H\l“G\Z'q ‘Z‘OEO‘ ——
m/z--> 50 100 150 200 250
Abundance #176209: cis-Vaccenic acid T ‘
55.0 12.50
m/z 83.10 61.61%
5000 97.0
137.0 264.0
0]-‘5‘ \“ “ \!\ m‘\ \‘HH\‘ m”\ \189 0 ?%2 ‘0‘ ‘ ‘L‘ e
m/z--> 50 100 150 200 250 12.50

8270-BF022324.M Tue Feb 27 01:51:47 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137384.D

Acqg On : 26 Feb 2024 14:37

Operator : CG\JU

Sample : Pl1462-01 :

Misc : 20240762-39N-N-FIELD-BLANK-1RE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.639 3.48 ng 188495  Chrysene-di2 13.957
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 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 76
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 52

Abundance Scan 1794 (12.639 min): BF137384.D\data.ms (-1791) (- m/z 73.00 100.00%

43.1 73.0
5000
Pt =
12.50 13.00
0L— w““‘ m/z 43.10 97.19%
m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 P —
12.50 13.00
284.C o
‘ 185.0 241.0 ‘ m/z 55.10 82.39%
ol— “‘ ‘i \“ h!\‘ ‘\H““\‘H‘u‘ ‘M " H w“‘ ‘ L, ‘L \“r “ - \‘ “\ ‘\‘ , ‘\‘
m/z--> 50 100 150 200 250
Abundance #126203: Pentadecanoic acid
43,0 73.0
T =
12.50 13.00
5000 129.0 m/z 57.10 80.24%
1990 2420
0— HJ ‘H‘u‘ M H;N‘\HM} “‘\ ‘:I-ﬁ?"“o; “‘ I = —
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid —— —
73.0 12.50 13.00
43.0 m/z 60.05 77.83%
5000
129.0
185.0 228.0
oL ““ “‘J‘u‘u“ ;M‘\‘u} “ ‘ I m‘\ “\‘ \‘ — ‘\‘ — — s —
m/z--> 50 100 150 200 250 12.50 13.00

8270-BF022324.M Tue Feb 27 01:51:47 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137384.D

Acqg On : 26 Feb 2024 14:37

Operator : CG\JU

Sample : Pl1462-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanamide

Concentration Rank 4

20240762-39N-N-FIELD-BLANK-1RE

R.T. EstConc Area Relative to ISTD R.T.
12.733  23.51 ng 1272930  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 90
2 Tetradecanamide 227 C14H29NO 000638-58-4 83
3 Dodecanamide 199 C12H25NO 001120-16-7 74
4 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 64
5 Nonanamide 157 C9H19NO 001120-07-6 64

Abundance Scan 1810 (12.733 min): BF137384.D\data.ms (-1806) (-]
59.0

5000

H\ D 7281 4702 2122 555

20 40 60 80 100120140160180200220240260280
#142059: Hexadecanamide

o

m/z-->
Abundance
59.0

5000

290/ | | 1140 1700 2120 2550

20 40 60 80 100120140160180200220240260280
#108044: Tetradecanamide

o

m/z-->
Abundance
59.0

5000

mo) || om0 s 7
1 I P \\ L

20 40 60 80 100120140160180200220240260280

o

m/z-->

m/z 59.05 100.00%

4%

—
13.00
43.84%

12.50
m/z 72.05

4%

—
13.00
25.26%

12.50

m/z 43.10

F

12.50
m/z 41

13.00

10 20.13%

?

Abundance #74752: Dodecanamide

59.0 12.50 13.00
m/z 55.10 15.60%
5000
29.0
0 H\H\ ., 1140 1560 199.0
‘HMHW‘H‘HH,HH_H‘_HWH‘WHHMH‘MHWH‘WHHM‘HM‘ T —

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

8270-BF022324.M Tue Feb 27 01:51:47 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137384.D

Acqg On : 26 Feb 2024 14:37

Operator : CG\JU

Sample : Pl1462-01 :

Misc : 20240762-39N-N-FIELD-BLANK-1RE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 Tetradecanamide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.416 254.33 ng 13770500  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 97
2 Tetradecanamide 227 C14H29NO 000638-58-4 78
3 Dodecanamide 199 C12H25NO 001120-16-7 53
4 Octanamide 143 C8H17NO 000629-01-6 53
5 Methyl 17-methoxy-10-methoxycarb... 386 C22H4205 1000110-20-7 43

Abundance Scan 1926 (13.416 min): BF137384.D\data.ms (-1917) (-,  m/z 59.10 100.00%

59.1
5000

97.1 360 1840 220.2 1350
0’ BP0, 1842 2202 2643 m/z 72.10  67.15%
m/z--> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000
13 50

55.10  46.22%

29.0
98.0
I “\ U‘ M IWM \”MM W‘H.\?E"? “\ \18\4\0‘ T \2\38\? T 2\8\‘1\0
m/z--> 50 100 150 200 250
Abundance #108044: Tetradecanamide
59.0

o

13 50
5000 41.10 37.77%
29. oH H 97.0 128.0 184.0 227.0
ol ANl S T
m/z--> O 100 150 200 250
Abundance #74753: Dodecanamide
59.0 13 50

43.10  27.44%

5000
28.0
SEURNRECNEY

miz--> 100 150 200 250 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137384.D

Acqg On : 26 Feb 2024 14:37

Operator : CG\JU

Sample : Pl1462-01 :

Misc : 20240762-39N-N-FIELD-BLANK-1RE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 Octadecanamide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.475 32.07 ng 1736480  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanamide 283 C18H37NO 000124-26-5 74
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 Tetradecanamide 227 C14H29NO 000638-58-4 64
4 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 59
5 Undecanamide, 11-bromo- 263 C11H22BrNO 005875-26-3 59

Abundance Scan 1936 (13.475 min): BF137384.D\data.ms (-1934) (- m/z 59.10 100.00%

59.1
5000

13 50
97.1 128.1 240 2
ob— Lo, 4702 20812402 m/z 72.10  47.94%
m/z--> 50 100 150 200 250
Abundance #177478: Octadecanamide
59.0
5000
13 50

43.10  23.19%

290
o220 1) 8801280 1700 aao 283
T T \ T ‘ T T T T T T T T ‘ T T T T ‘ T T T \ ‘ T T \ T
m/z--> 50 100 150 200 250
Abundance #142058: Hexadecanamide
59.0

13 50
5000 57.10 16.51%
0 29. OH\ H‘ 98 0 128 0 170.0 212 0 25\5 0
T T \ T ‘ T \ \ T ”‘ T b T \ T ‘ T T T T ‘ \ T T T ‘ T T
m/z--> 50 100 150 200 250
Abundance #108042: Tetradecanamide
59.0 13 50

m/z 60.00 11.52%

5000
29.0
| ‘H‘ \H ) \98012§0 1830 2270

miz--> 100 150 200 250 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137384.D

Acqg On : 26 Feb 2024 14:37

Operator : CG\JU

Sample : Pl1462-01 :

Misc : 20240762-39N-N-FIELD-BLANK-1RE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 10 unknownl3.833 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.833 9.46 ng 511957 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenenitrile, (Z)- 263 C18H33N 000112-91-4 46
2 9-octadecenoic acid, 2,2,2-trifl... 364 C20H35F302 1000376-54-3 43
3 1-Hexacosanol 382 C26H540 000506-52-5 43
4 1,19-Eicosadiene 278 C20H38 014811-95-1 41
5 Palmitoleonitrile 235 C16H29N 056617-97-1 35

Abundance Scan 1997 (13.833 min): BF137384.D\data.ms (-1994) (- m/z 55.10 100.00%
1

55
5000 7.1
36.0
= —
| h H 178.1220.2 276.1 319 3 13.50 14.00
ol AL b S ST 198  e9.18 66.57%
mlz--> 50 100 150 200 250 300 350
Abundance #152025: 9-Octadecenenitrile, (2)-
55.0 122.0
5000 = —
13.50 14.00
220.0 m/z 41.10  66.13%
64.0 263.0
O — \\“ H\ “ ‘MH
m/z--> 50 100 150 200 250 300 350
Abundance #273423: 9-octadecenoic acid, 2,2,2-trifluoroethyl ester
55.0
= —
13.50 14.00
5000 20 m/z 83.10 53.33%
-
oL—+ “ ‘m\‘wh“\\\\“n“\ \‘\\“H‘\MH‘M M‘HM‘\H‘ " ‘m‘ P ‘ ‘\“ g e
miz--> 50 100 150 200 250 300 350
Abundance #289619: 1-Hexacosanol - =
43.0 13.50 14.00
m/z 43.10 52.44%
5000 83.0
0 L M ‘\L‘ 1250 168.0209.0 2520 3220 364
A e e e s S © —
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF022324.M Tue Feb 27 ©1:51:49 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137384.D

Acqg On : 26 Feb 2024 14:37

Operator : CG\JU

Sample : Pl1462-01 :

Misc : 20240762-39N-N-FIELD-BLANK-1RE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 11 E-9-Tetradecenoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.086 2.79 ng 151181  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 Tetradecanamide 227 C14H29NO 000638-58-4 70
3 E-9-Tetradecenoic acid 226 C14H2602 050286-30-1 55
4 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 53
5 7-Nonenamide 155 C9H17NO 090949-53-4 50

Abundance Scan 2040 (14.086 min): BF137384.D\data.ms (-2037) (- m/z 59.00 100.00%

5000

-

[ -
97.1
36.0 184.9 227.0 263.3 14.00
m/z 55.05 66.96%

0,

m/z--> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 —— ‘
14.00
29.0 m/z 72.00 58.51%
| ‘ H 901280 14 281.C
oL L‘ U ‘\HH ‘\}“\;Mh‘ ‘HMM \;\\E\‘\"‘; ‘\ — 8‘ "O‘ . ‘2‘38‘? S "
m/z--> 50 100 150 200 250
Abundance #108044: Tetradecanamide
59.0
—— :
14.00
5000 m/z 43.10 49.54%
29_0” 97.0 128.0 184.0 227.0
fo) “\\ “M! il ‘M‘ M M‘\\‘ S— A T “ e
m/z--> 50 100 150 200 250
Abundance #106893: E-9-Tetradecenoic acid — ‘
55.0 14.00
m/z 41.10 47.21%
5000
97.0
166.0 208.0
oL “H “ \! MH“ u\”hﬁlﬁ\z'ﬂ ‘\ ‘h\‘ —— \‘ . \‘ — ——
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137384.D

Acqg On : 26 Feb 2024 14:37

Operator : CG\JU

Sample : Pl1462-01 :

Misc : 20240762-39N-N-FIELD-BLANK-1RE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 12 Erucic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.745 49.86 ng 2717570  Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Erucic acid 338 C22H4202 000112-86-7 90
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
3 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 59
4 2-0Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 46
5 Z-8-Methyl-9-tetradecenoic acid 240 C15H2802 1000130-84-5 45

Abundance Scan 2152 (14.745 min): BF137384.D\data.ms (-2148) (1 m/z 59.05 100.00%

59.0
5000
7.1
e "
36.1 14.50 15.00
178.1 220.3 276.1
0 Ay 1022203 27608208 /7 5510 85.11%
mlz--> 50 100 150 200 250 300 350
Abundance #246390: Erucic acid
55.0
7.0
5000 = _—
14.50 15.00
o0 181.0 4200 m/z 72.05 71.16%
01‘8‘# H\\‘\ \!\ i \‘h‘m\‘\\\““}‘ :ui\h‘ !\ \u‘ \}L - = ‘23‘99 “2‘7§‘0‘ ; 1\ T
m/z--> 50 100 150 200 250 300 350
Abundance #245085: 13-Docosenamide, (2)-
59.0
P ]
14.50 15.00
5000 m/z 41.10  53.20%
126.0
ol by 200 24002770 FO
miz-> 50 100 150 200 250 300 350
Abundance #123696: Cyclopentadecanone, 2-hydroxy- — —
55.0 14.50 15.00
m/z 69.10 49.07%
5000 7.0
%%01800 250
— ot 2280 e
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137384.D

Acqg On : 26 Feb 2024 14:37

Operator : CG\JU

Sample : Pl1462-01 :

Misc : 20240762-39N-N-FIELD-BLANK-1RE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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|
3-Hexen-2-one 4.399 6.8 ng 419655 1 6.781 1244260 20.0
2-Pentanone, 4-... 5.010 16.5 ng 1028950 1 6.781 1244260 20.0
n-Hexadecanoic ... 11.845 3.7 ng 304853 4 11.304 1638710 20.0
9-Octadecenenit... 12.375 12.6 ng 1030670 4 11.304 1638710 20.0
Oleic Acid 12.563 2.3 ng 184552 4 11.304 1638710 20.0
Octadecanoic acid 12.639 3.5 ng 188495 5 13.957 1082880 20.0
Hexadecanamide 12.733 23.5 ng 1272930 5 13.957 1082880 20.0
Tetradecanamide 13.416 254.3 ng 13770500 5 13.957 1082880 20.0
Octadecanamide 13.475 32.1 ng 1736480 5 13.957 1082880 20.0
unknown13.833 13.833 9.5 ng 511957 5 13.957 1082880 20.0
E-9-Tetradeceno... 14.086 2.8 ng 151181 5 13.957 1082880 20.0
Erucic acid 14.745 49.9 ng 2717570 6 15.439 1090100 20.0
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