LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050222\
Data File : BF128035.D

Acqg On : 02 May 2022 19:36
Operator : CG\JU

Sample : N2605-01

Misc :

ALS Vvial : 22 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-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128035.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.557 551 556 559 rBV 2074394 2080846 3.22% 1.778%
2 6.563 722 727 740 rVB 1988543 2167236 3.35% 1.852%
3 6.928 786 789 793 rBV 753884 662324 1.02% 0.566%
4 7.498 881 886 888 rBV 1414916 1416668 2.19% 1.210%
5 8.216 1005 1008 1011 rvV 978835 786832 1.22% 0.672%

6 9.292 1187 1191 1194 rBV 2284243 2049664 3.17% 1.751%
7 9.975 1304 1307 1310 rVB 881573 664733 1.03% 0.568%
8 10.769 1438 1442 1445 rBV 1085344 1012467 1.57% ©.865%
9 11.874 1621 1630 1633 rBV 10885270 22159377 34.28% 18.931%
10 12.027 1648 1656 1659 rBV 928753 1412947 2.19% 1.207%

11 12.627 1739 1758 1759 rBV3 12774823 64639664 100.00% 55.223%
12 12.686 1765 1768 1770 rVB 9626795 8939910 13.83% 7.638%

13 12.716 1770 1773 1781 rVB2 2336036 3002022 4.64% 2.565%
14 12.892 1799 1803 1806 rBV2 688034 748668 1.16%  0.640%
15 13.074 1830 1834 1837 rBV 1921549 1689666 2.61% 1.444%
16 13.298 1870 1872 1878 rVB 891726 801647 1.24% ©.685%
17 13.374 1881 1885 1888 rVB 1502221 1383429 2.14% 1.182%

18 14.039 1995 1998 2003 rBV 1714432 1434008 2.22% 1.225%

Sum of corrected areas: 117052108
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 02 May 2022 19:36
¢ CG\JU
: N2605-01

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050222\
BF128035.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050222\
Data File : BF128035.D

Acqg On : 02 May 2022 19:36
Operator : CG\JU

Sample : N2605-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.874 20.00 ng 22159400  Phenanthrene-d10 11.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 96
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87

Abundance Scan 1630 (11.874 min): BF128035.D\data.ms (-1621) (1 m/z 74.05 100.00%
74.0

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester ‘
74.0 11.50 12.00

m/z 41.10 28.47%
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43.1
143.1 227.2 - T
Okt il b L L L b m/z 87.@5  73.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — ——
43.0 11.50 12.00
143.0 m/z 43.18  36.42%
‘ | ) 3110, | 1850 2270 2700
O\‘\\\\‘w\\}‘\\“\\‘\h\\\“\H\‘\\‘\\‘\\H‘\\‘\\’\‘\\\‘\\\\‘\‘\\\‘\H\‘\\‘\\’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109337: Tridecanoic acid, methyl ester
74.0
— —=
11.50 12.00
5000 43.0 m/z 55.10  29.46%
143.0
| . 1850 2280
o) S Y Y Ao
m/z--> 20 40 60 80 100120140160180200220240260280
—=

5000 43.0

‘ M\M‘M\\ 1()14?0 185.0 227.0 270.0

—
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050222\
Data File : BF128035.D

Acqg On : 02 May 2022 19:36
Operator : CG\JU

Sample : N2605-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.627 58.34 ng 64639700  Phenanthrene-d10 11.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
5 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99

Abundance Scan 1758 (12.627 min): BF128035.D\data.ms (-1739) (- m/z 67.05 100.00%
67.0

5000 /V\ﬂ\\A
09 1 T ‘ T T ‘ T
L ‘ ‘ h 220.3 263.3294.3 12.50 13.00
0‘36“ ‘LWMMMM W‘Muw‘ T ‘HM ‘J“ ‘ m/z 55.10 86.72%
miz--> 50 100 150 200 250 300
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0
5000 — o
09.0 294.0 12.50 13.00
20.0 * m/z 81.85 82.50%
H 263.0
o il R Ewi | ‘\\‘1‘3‘1‘0 200 |\
miz--> 50 100 150 200 250 300
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
61.0
— =
12.50 13.00
5000 ITI/Z 41.10 76.74%
29.0 09.0
294.0
ol L ‘uHHH‘HH uh i ‘Hn m L. 2230 263077
Miz--> 50 150 200 250 300
Abundance #191918: 9,12- Octadecadlenoic acid (Z,2)-, methyl ester — ———
67.0 12.50 13.00
m/z 95.05 57.04%
5000
09.0 294.0
27.0‘ H 263.0
oL H‘ L‘“ i H ‘HHH\ ‘HM‘HH\ \‘\H”‘ \‘h ‘\\‘]‘-3‘1‘0 229 ‘ ‘\L‘ . ‘\‘ — — P
miz--> 50 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050222\
Data File : BF128035.D

Acqg On : 02 May 2022 19:36
Operator : CG\JU

Sample : N2605-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Methyl 10-trans,12-cis-octa... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.892 10.44 ng 748668  Chrysene-d12 14.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 94
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 93
4 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 91
5 n-Propyl 9,12-octadecadienoate 322 C21H3802 1000336-77-8 87

Abundance Scan 1803 (12.892 min): BF128035.D\data.ms (-1799) (- m/z 67.10 100.00%
67.1

09.1 9043 - b
226.1 . 12.50 13.00
ok “‘“ ““ “‘h ““ h, “ wu%g‘l ol 13851 Ly g1.10 70.13%
m/z--> 50 100 150 200 250 300 350
Abundance  #191901: Methyl 10-trans,12-cis-octadecadienoate
67.0
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12.50 13.00
09.0 294.0 m/z 95.10 49.22%
O “h h” HH H‘ \“ \ “\ \ 2\29\0\ ’ \“‘\ T \“ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #191892: Methyl 9-cis,11-trans-octadecadienoate
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T -
12.50 13.00
5000 m/z 79.10  44.86%
09.0 294.0
AT I
m/z--> 50 100 150 200 250 300 350
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- P —_—
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m/z 55.10 43.19%
5000
090 294.0
L1100 200 T
ot A e e — ==
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050222\
Data File : BF128035.D

Acqg On : 02 May 2022 19:36
Operator : CG\JU

Sample : N2605-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 cis-13-Eicosenoic acid, met... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.298 11.18 ng 801647  Chrysene-di12 14.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 90
2 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 90
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 72
4 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 58
5 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 58

Abundance Scan 1872 (13.298 min): BF128035.D\data.ms (-1870) (- m/z 55.10 100.00%

55.1
5000
1
292. —— ——
‘ 2492 9‘ 3 13.00 13.50
oL ‘\‘ \\ y \‘MHM\HH I “\‘ e \ 3143 1 ‘406-3 m/z 69.10 67.97%
mlz--> 50 100 150 200 250 300 350 400
Abundance #229559: cis-13-Eicosenoic acid, methyl ester
55.0
5000 292.0 T T
0 13.00 13.50
m/z 83.10 59.21%
152.0 208.0
oL ‘\“ ““\ u\‘“\ it ‘\‘ “ Lol \\1 | [ ‘\‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #229554: 11-Eicosenoic acid, methyl ester
41.0
—— —
13.00 13.50
5000 7.0 ITI/Z 41.10 51.96%
292.0
L o s
Y 5, B N A —
miz--> 50 100 150 200 250 300 350 400
Abundance #194424: 11-Octadecenoic acid, methyl ester —— —
55.0 13.00 13.50
m/z 97.10  49.35%
5000 264.0
.0
‘ 180.0 ‘
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050222\
Data File : BF128035.D

Acqg On : 02 May 2022 19:36
Operator : CG\JU

Sample : N2605-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Eicosanoic acid, methyl ester  Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.374 19.29 ng 1383430  Chrysene-d12 14.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 95
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 93
4 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 93
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90

Abundance Scan 1885 (13.374 min): BF128035.D\data.ms (-1881) (1 m/z 74.00 100.00%

74.0
5000
143.1
‘ ‘ 199.2 2833 - 13.00 13.50
bkl (L0 L 18560 4320 L/ g7.95  77.04%
mlz--> 50 100 150 200 250 300 350 400
Abundance #232221: Eicosanoic acid, methyl ester
74.0
5000 T I — wA’"T*
13.00 13.50
4 143.0 326.0 m/z 43.10 41.69%
O T \“\ T ‘H h \‘M\h“ \l\‘\ \“ T \?‘\9’9\0\ T \‘2\6\9\9“ T \L\ T ‘ L ‘ L
m/z--> 100 150 200 250 300 350 400
Abundance #179145: Heptadecanoic acid, methyl ester
74.0
— —r
13.00 13.50
5000 m/z 55.10  28.77%
143.0
|, 19 o e
Y A O S i B I —
miz-> 50 100 150 200 250 300 350 400
Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester P ——
74.0 13.00 13.50
m/z 41.10 24.61%
5000
J 143.0 284.0
100.0 ‘
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050222\
Data File : BF128035.D

Acqg On : 02 May 2022 19:36
Operator : CG\JU

Sample : N2605-01

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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... 11.874 20.0 ng 22159400 4 11.469 22159400 20.0
10,13-Octadecad... 12.627 58.3 ng 64639700 4 11.469 22159400 20.0
Methyl 10-trans... 12.892 10.4 ng 748668 5 14.127 1434010 20.0
cis-13-Eicoseno... 13.298 11.2 ng 801647 5 14.127 1434010 20.0
Eicosanoic acid... 13.374 19.3 ng 1383430 5 14.127 1434010 20.0

8270-BF042222.M Wed May 04 14:37:10 2022

Pag 8



