LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129522.D

Acqg On : 02 Aug 2022 23:14
Operator : CG\JU

Sample : N3979-01

Misc :

ALS Vvial : 14 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129522.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.510 544 548 558 rBV 3200328 2952929 3.18% 1.584%
2 6.522 716 720 723 rBV 3380800 2870007 3.09% 1.539%
3 7.440 872 876 879 rBV 2275368 1833449 1.98% ©.983%
4 8.157 995 998 1001 rBV 1414571 1088030 1.17% ©.584%
5 9.234 1177 1181 1184 rVB 3475086 2980680 3.21% 1.599%

6 9.916 1293 1297 1300 rVB 1174036 964580 1.04% 0.517%
7 10.704 1428 1431 1435 rBV 1647185 1466982 1.58% 0.787%
8 11.427 1552 1554 1560 rVB 1189788 959594 1.03% ©0.515%
9 11.810 1611 1619 1622 rBV 16319478 26288518 28.34% 14.100%
10 11.969 1638 1646 1652 rVv2 2811220 4895179 5.28% 2.626%

11 12.022 1652 1655 1662 rVV3 562572 1007326 1.09% ©.540%
12 12.551 1724 1745 1746 rBV3 21881104 92746381 100.00% 49.745%
13 12.610 1750 1755 1757 rVV 14142098 16566860 17.86%  8.886%
14 12.657 1757 1763 1773 rVV3 5696684 14661164 15.81% 7.864%

15 12.869 1795 1799 1807 rVB2 1206792 2410566 2.60% 1.293%
16 13.004 1816 1822 1825 rBV 2608583 2857675 3.08% 1.533%
17 13.180 1847 1852 1855 rBV5 663146 1192461 1.29% ©0.640%
18 13.227 1858 1860 1867 rVB2 1518071 1922584  2.07% 1.031%
19 13.304 1869 1873 1876 rBV2 2243245 2234807 2.41%  1.199%
20 13.469 1896 1901 1905 rVv2 795620 966812 1.04% 0.519%
21 13.974 1983 1987 1990 rBV 2187325 1958185 2.11% 1.050%
22 14.051 1996 2000 2003 rBV2 1073321 1619382 1.75% ©.869%

Sum of corrected areas: 186444151
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129522.D

Acq On : 02 Aug 2022 23:14
Operator : CG\JU

Sample : N3979-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129522.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129522.D

Acq On : 02 Aug 2022 23:14

Operator : CG\JU

Sample : N3979-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Hexadecanoic acid, methyl e... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
11.810 547.91 ng 26288500  Phenanthrene-d1e0 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 95
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 83

5 Tridecanoic acid, 12-methyl-, me... 242

C15H3002

005129-58-8 80

Abundance Scan 1619 (11.810 min): BF129522.D\data.ms (-1611) (- m/z 74.05 100.00%
74.0
5000
431
143.1 2972 — ——
‘ 185 2 270.3 11.50 12.00
1 1 H il SO0 Y R W m/z 87.85 79.45%
miz--> 50 100 150 200 250
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — —
43.0 11.50 12.00
143.0 m/z 43.10  35.17%
O ‘ d‘ ‘M \ ]TO‘ ‘ L \18\50\ 22\79 27(\)0
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 #109337: Tridecanoic acid, methyl ester
74.0
1150 1200
5000 43.0 m/z 55.10  29.86%
N 1430 1850 o,
) SN PR a2 S
miz--> 50 100 150 200 250
Abundance #126209: Methyl tetradecanoate
74.0 11. 50 12.00
m/z 41.10 27.75%
5000
43.0
143.0
199.0 242.0
ol b bl gmo T 180 20
miz--> 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129522.D

Acq On : 02 Aug 2022 23:14
Operator : CG\JU

Sample : N3979-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.969 102.03 ng 4895180  Phenanthrene-di0 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan1646(11969nﬂm BF129522.D\data.ms (-1638) (- m/z 73.00 100.00%

3.0
41,
5000 1291
213.2 —
‘ 1711 ‘ 256.3 12.00
(- A by ALl b 12990 s ee.0e  88.78%
m/z--> 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 1710 2130 2560 m/z 43.10 87.58%
0 L f‘”“\w \‘ T “\ \‘ \‘\ “ \“ —— |“\ I
m/z--> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
T ‘ T T /
41,0 12.00
5000 129.0 ITI/ 57.10 73.85%
171.0
‘ ‘ 214.0
0 . ““‘ L\“ H!‘ “HM‘ dm“\ ‘\‘\H‘h} “ ‘n“ L “‘ ‘ “\‘ T
m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0 12 00
410 m/z 55.10 70.80%
5000 129.0
‘ 199.0 2420
L e [T |
m/z--> 50 100 150 200 250 300 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129522.D

Acq On : 02 Aug 2022 23:14
Operator : CG\JU

Sample : N3979-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.022  20.99 ng 1007330  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 53
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 49
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 27
4 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 25
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 20

Abundance Scan 1655 (12.022 min): BF129522.D\data.ms (-1652) (- m/z 190.10 100.00%
19p.1
5000
12.00
(o} m/z 189.05 97.01%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 N :
940 12.00
4 m/z 192.10  74.82%
0310 630 \‘\ 1230 1610 ||
\\\‘H\\‘H\\‘\H\‘\\H‘\\H‘H\\‘HH‘HH‘\\H’HH‘HH‘HH’HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0 AMI/
P —
12.00
5000 m/z 191.10 55.26%
94.0
0 H‘_"W‘H‘_“ﬂ‘uk_"w‘H‘_“WLH‘_HLW‘H‘_“W‘H‘““W
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole) e ‘
189.0 12.00
m/z 243.20 41.57%
5000
42.0 122.0
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129522.D

Acq On : 02 Aug 2022 23:14

Operator : CG\JU

Sample : N3979-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 10,13-Octadecadienoic acid,... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
12.551 1933.03 ng 92746400  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
5 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 99

Abundance Scan 1745 (12.551 min): BF129522.D\data.ms (-1724) (-] m/z 67.05 100.00%
67.0
5000
09.1
— T T
| \‘ ‘ H 01802 2222 26332043 12.50
0 ‘3"7““ M\H‘MJHM‘\H‘M‘\ ‘Hh i e : \H\‘ : ‘\‘ : m/z 55.10 92.17%
m/z--> 50 100 150 200 250 300
Abundance #191908 10,13-Octadecadienoic acid, methyl ester
5000 ~ ‘
09.0 294.0 1250
4. m/z 81.05 87.43%
“ 263.
N m“‘h\\”‘ i, nh \\‘1‘3‘1‘0 200 | |
m/z--> 100 150 200 250 300
Abundance #191918 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
670
— T \
12.50
5000 ITI/Z 41.10 76.48%
09.0 294.0
270‘ “ 263.0
ol L LUl uh‘u\\ww \1“ “\‘1‘&‘1‘0 200 1 4
m/z--> 50 100 150 200 250 300
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester T ‘
67.0 12.50
m/z 95.05 65.59%
5000
29.0 09.0
294.0
ol “‘\u“ L uh ‘uhwuh‘ ‘;‘ L. 2230 20307777 A
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129522.D

Acq On : 02 Aug 2022 23:14

Operator : CG\JU

Sample : N3979-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
13.180 14.73 ng 1192460  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Methyl 9.cis.,11l.trans.t,13.tran... 292 C19H3202 1000336-42-6 78

2 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 49
3 Cyclopentanone, 2,5-dicyclopenty... 216 C15H200 005682-82-6 45
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 42
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 38
Abundance Scan 1852 (13.180 min): BF129522.D\data.ms (-1847) (-} m/z 216.10 100.00%
79.0 216.1
5000
292.3
—— —=
13.00 13.50
53.2
0 ;“% 2e L3421 sz 79.e5  93.95%
m/z--> 50 100 150 200 250 300 350
Abundance #189450: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienc
79. 292.0
5000 o =
21.0 13.00 13.50
m/z 93.10 89.12%
%6?0 03.0 249@
0! \W “\‘”\H‘h\‘\‘ “‘ T “ T \“ LA
m/z--> 50 100 150 200 250 300 350
Abundance #94571: 7TH-Benzo[c]fluorene
216.0
—— —
13.00 13.50
5000 ITI/Z 215.10 85.47%
108.0
0 HH_‘m“‘“”wHAMJHMWH_HW
m/z--> 50 100 150 200 250 300 350
Abundance #94524: Cyclopentanone, 2,5-dicyclopentylidene- = — T
216.0 13.00 13.50
79.0
41.0 m/z 91.00 73.55%
- T k/\/\/JA/Jk/\/\A
0! \“}‘“u ‘H‘\M mhu “\M‘\‘H‘ \i\ “‘\‘ — —— ——
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129522.D

Acq On : 02 Aug 2022 23:14
Operator : CG\JU

Sample : N3979-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 11-Eicosenoic acid, methyl ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.227 23.74 ng 1922580  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 94
2 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 91
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 74
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 72
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 72
Abundance Scan 1860 (13.227 min): BF129522.D\data.ms (-1858) (- m/z 55.10 100.00%
5I:
—— —
1 “ 371 208.2 250.2 2923 13.00 1350
(SRS ¢ 811N ' ¥ T SRPERINS BV R “M —3521 m/z 69.10  68.25%
m/z--> 50 100 150 200 250 300 350
Abundance #229554: 11-Eicosenoic acid, methyl ester
41.0
3.0
5000 —r ——
13.00 13.50
292.0 m/z 74.00 56.31%
| H >0 166.0 208.0 2500
O\\\ ‘ MH “\H\‘Hh\‘m\‘ \\\\“\\\\}\\\\“\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #229545: cis-Methyl 11-eicosenoate
55.0
WA,V I
13.00 13.50
5000 970 m/z 83.10 53.02%
292.0
37.0 2080 2500 ‘
olsg Ll S U DO
m/z--> 50 100 150 200 250 300 350
Abundance #194420: 13-Octadecenoic acid, methyl ester —— ——
55.0 13.00 13.50
m/z 41.10 52.11%
5000
264.0
A \\ 13018002220
0H“‘u“‘J‘uw“M“H‘Muu1 S NS N — —
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129522.D

Acq On : 02 Aug 2022 23:14
Operator : CG\JU

Sample : N3979-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 Eicosanoic acid, methyl ester  Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.304  27.60 ng 2234810  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 98
2 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 98
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 95
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90

Abundance Scan 1873 (13.304 min): BF129522.D\data.ms (-1869) (- m/z 74.00 100.00%

74.0
5000
A

143.1 — ey
‘ ‘ ‘ 2161  5g33 3263 13.00 13.50
o380 Uy 1l oasod L. TT SRS s sy 00 75.67%
miz--> 50 100 150 200 250 300
Abundance #232221: Eicosanoic acid, methyl ester
74.0
5000 T T T T ‘j\,‘\*‘
13.00 13.50

m/z 43.10 42.98%

‘ 143.0 283.0 326.0
T \ (\T ‘ H\ ‘\‘ M h“ \‘ T ‘\ T ‘ T \]‘-\9“9.\0 T 2\4\‘]_“0\ T \L \.“‘ T ‘\ T ‘
miz--> 100 150 200 250 300
Abundance #232223:Meﬂwl184nemymonadecanoam

74.0

“ T
13.00 13.50

o

5000 m/z 55.10 32.44%
143.0 2830 326.0
T LEZE S
om“ VPR e i P SRS N
miz--> 100 150 200 250 300
Abundance #179165.Hexadecandcac@,lSwnmhyL,meﬂwleﬁer — —
74.0 13.00 13.50
m/z 41.10 25.69%
5000
143.0 284.0
? ‘ 185.0 241.0 ‘
0‘H“H““““”“m"m““‘Hm““w”“‘HH - _—
m/z--> 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129522.D

Acq On : 02 Aug 2022 23:14
Operator : CG\JU

Sample : N3979-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 9-Octadecenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.469 11.94 ng 966812  Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 95
2 Dodecanamide 199 C12H25NO 001120-16-7 53
3 Octanamide 143 C8H17NO 000629-01-6 53
4 Hexadecanamide 255 C16H33NO 000629-54-9 53
5 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 53
Abundance Scan 1901 (13.469 min): BF129522.D\data.ms (-1896) (- m/z 59.00 100.00%
59.0
w Mmjtw
50
9.1 .
- M‘ w‘“‘\‘ pdaotl, 2201 29013813 . 7216 62.83%
m/z--> 5 100 150 200 250 300 350
Abundance #174777: 9-Octadecenamide, (2)-
59.0
5000 =T
13.50
126.0 m/z 55.10 39.84%
T oo oo
O\\\\“ “mM”“‘\\1‘\‘1\\‘\’\‘\\‘\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #74753: Dodecanamide
59.0
——
13.50
5000 m/z 41.10 34.65%
s L L 0000
e T T T S T N B
m/z--> 50 100 150 200 250 300 350
Abundance #23422: Octanamide —
59.0 13.50
m/z 43.10 29.81%
B JM
00.0 143.0
89 [y Y0010 —
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\BF080222\
Data File : BF129522.D

Acq On : 02 Aug 2022 23:14
Operator : CG\JU

Sample : N3979-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 Docosanoic acid, methyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.974 24.18 ng 1958190  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 99
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 95
3 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 90
4 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 90
5 Octadecanoic acid, 17-methyl-, m... 312 C20H4002 055124-97-5 87

Abundance Scan1987(13974num BF129522.D\data.ms (-1983) (- m/z 74.00 100.00%
74.0
5000
143.1 S UG | U
| ‘ 1992 2552 1133544 14.00
0 ‘ ‘”“w‘_‘H_HM‘Mm_m‘hm‘ m/z 87.60 80.68%
miz--> 100 150 200 250 300 350
Abundance #264183: Docosanoic acid, methyl ester
74.0
5000 “"\j\\ T T T T /\\_\‘
14.00
m/z 43.10 43.98%
29. 143.0 354.0 /
U iily. | 1990 2550 3110
O \\‘\‘\‘\”\‘H\H“\‘\‘\\‘\\\\“\\\\‘\\\\‘\\\\“\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #214954: Nonadecanoic acid, methyl ester
74.0
e
14.00
5000 m/z 55.10 31.62%
312.0
143.0
190 | [, 190 arap w0
0 Hw_ L TR A St P S R S
m/z--> 100 150 200 250 300 350
Abundance #264191:Meﬁwl204neﬂwhhenemosanome —
74.0 14.00
m/z 57.10 28.59%
5000
143.0
311.0
199.0 255.0 ‘
ol bl Ve L -
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129522.D

Acqg On : 02 Aug 2022 23:14
Operator : CG\JU

Sample : N3979-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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|
Hexadecanoic ac... 11.810 547.9 ng 26288500 4 11.404 959594 20.0
n-Hexadecanoic ... 11.969 102.0 ng 4895180 4 11.404 959594 20.0
4H-Cyclopenta[d... 12.022 21.0 ng 1007330 4 11.404 959594 20.0
10,13-Octadecad... 12.551 1933.0 ng 92746400 4 11.404 959594 20.0
Methyl 9.cis.,1... 13.180 14.7 ng 1192460 5 14.057 1619380 20.0
11-Eicosenoic a... 13.227 23.7 ng 1922580 5 14.057 1619380 20.0
Eicosanoic acid... 13.304 27.6 ng 2234810 5 14.057 1619380 20.0
9-Octadecenamid... 13.469 11.9 ng 966812 5 14.057 1619380 20.0
Docosanoic acid... 13.974 24.2 ng 1958190 5 14.057 1619380 20.0
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