LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062422\
Data File : BF129001.D

Acqg On : 24 Jun 2022 20:57
Operator : CG\JU

Sample : N3477-03 10X

Misc

ALS Vvial : 23  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-BF060222.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129001.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 6.722 750 754 758 rBV 909068 717224 1.56% 0.983%
2 8.004 966 972 976 rBV 1037186 916189 1.99% 1.256%
3 9.763 1267 1271 1274 rVB 1029565 838955 1.82% 1.150%
4 11.251 1520 1524 1527 rBV ~ 868559 726769 1.58%  0.996%
5 11.663 1587 1594 1596 rBV 10644836 12783276 27.80% 17.524%

6 12.392 1704 1718 1719 rBV4 11910579 45978831 100.00% 63.029%
7 12.457 1726 1729 1732 rVB 7010716 6395178 13.91% 8.767%
8 12.498 1732 1736 1738 rBV 1292824 1582778 3.44% 2.170%
9 13.086 1830 1836 1844 rVB2 552169 937868 2.04%  1.286%
0 13.163 1846 1849 1852 rBV 752764 692786 1.51% 0.950%

11 13.833 1960 1963 1969 rBV 862787 750838  1.63% .029%
12 13.898 1971 1974 1978 rBV 679449 628300 1.37% 0.861%

[y

Sum of corrected areas: 72948992
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062422\
Data File : BF129001.D

Acqg On : 24 Jun 2022 20:57
Operator : CG\JU

Sample : N3477-03 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129001.D\data.ms
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Abundance TIC: BF129001.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062422\
Data File : BF129001.D

Acqg On : 24 Jun 2022 20:57
Operator : CG\JU

Sample : N3477-03 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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.
11.663 351.78 ng 12783300  Phenanthrene-d1e 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87
Abundance Scan 1594 (11.663 min): BF129001.D\data.ms (-1587) (- m/z 74.05 100.00%
74.0
5000
43.1
430 L
. 227.2
‘ M “‘ 151 185.2 2703 11.50 12.00
O o tfh ety il MH“MW‘H,HH,me_Mw\www m/z 87.85  75.32%
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 e
43.0 11.50 12.00
143.0 m/z 43.10 35.22%
0 ‘u “ ‘\‘ L \\1150 1710199022\70 2790
\‘\H\‘H\\‘HH‘HH‘HH‘HH’HH’HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance
74.0
e
11.50 12.00
5000/ 43.0 m/z 55.10  30.43%
0 111.0 1430 185.0 227.0 270.0
T T e e
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #109337: Tridecanoic acid, methyl ester ‘ o
74.0 11.50 12.00
m/z 41.05 27.49%
5000 43.0
143.0
I O P O O .. S
m/z--> 20 40 60 80 100120140160 180200220 240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062422\
Data File : BF129001.D

Acqg On : 24 Jun 2022 20:57
Operator : CG\JU

Sample : N3477-03 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.392 1265.29 ng 45978800  Phenanthrene-di10 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99

Abundance Scan 1718 (12 392 min): BF129001.D\data.ms (-1704) (- m/z 67.10 100.00%

5000
L 09.1 — L
26332943  12.00 1250
ok 37“ : u“h\ \ ‘M\\ Hh Hh \\‘1‘89 2 %20 2 — ‘Hh‘ H\ — m/z 55.10 89.75%

P

mi/z--> 50 O 150 200 250 300
Abundance #191922: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 — =
29.0 12.00 12.50
294.0
09.0 m/z 81.05 79.86%
263.0
0 \MMW W\Md@%lo 2299‘ ‘ﬂ“ -
m/z--> 50 200 250 300
Abundance
67.0
— A=
12.00 12.50
5000 m/z 41.10 73.51%
29.0 109.0
o 150.0 293.0 263.0294.0
e e T e
m/z--> 50 100 150 200 250 300
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester = L
67.0 12.00 12.50
m/z 95.10 53.78%
5000
09.0 .
29.0 294.0
H 263.0
0! m”\h‘h”\ I \H\‘ \‘h ‘\\\J"a‘l‘o 2299 — ‘\L — ‘\‘ , — Pad
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062422\
Data File : BF129001.D

Acqg On : 24 Jun 2022 20:57
Operator : CG\JU

Sample : N3477-03 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 stearate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.457 175.99 ng 6395180  Phenanthrene-d10 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
Abundance Scan 1729 (12.457 min): BF129001.D\data.ms (-1726) (-} | m/z 74.10 100.00%
74.1
5000 43.1 /\ﬁ
143.1 T
255.3
L T 2 2 2 L
0Lb— ““ il e m/z 87.10  75.46%
m/z--> 100 150 200 250 300
Abundance #197277: Methyl stearate
74.0
5000 298.C ‘12‘50‘
143.0 255.0 : : a
43.0 199.0 m/z 43.10  39.16%
O T T \ \“ ‘M‘\ ‘\‘ \‘H\‘% \‘\ ‘\ \ ‘ ‘\ T \‘\ “‘ \‘ T T \ ‘\ “\ T T “ T
miz-> 100 15 200 250 300
Abundance
74.0
=
12.50
5000 m/z 55.10 32.27%
143.0 255.0
199.0 298.C
111.0
o T i S M T N B IS T
miz--> 50 100 150 200 250 300
Abundance #179145: Heptadecanoic acid, methyl ester =
74.0 12.50
m/z 41.10 26.95%
5000
43.0
143.0
Lot e 2e0 20
owmu‘w‘u‘HH_H“_HMH““ P
m/z--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062422\
Data File : BF129001.D

Acqg On : 24 Jun 2022 20:57

Operator : CG\JU

Sample : N3477-03 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 9,12-Octadecadienoic acid (... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.498 43.56 ng 1582780  Phenanthrene-d10 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 Linoelaidic acid 280 C18H3202 000506-21-8 98
3 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 97
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 96
5 7-Hexadecyne 222 C16H30 074685-28-2 87

Abundance Scan 1736 (12.498 min): BF129001.D\data.ms (-1732) (- m/z 67.10 100.00%
67.1
- ﬂ\k
09.1 LA
12.50
ob— L“M“””ﬂ“ “h J“MHMSP l1821 2261 2803 .. g110  73.73%
m/z--> 50 200 250 300
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
670
5000 R
12.50
2o 09.0 m/z 55.10  66.58%
: 280.0
oL ‘\“ “\““H‘HM‘ n‘ | \Hh ‘HM‘H\\‘ \}\ ‘]"8‘2‘0 ‘22‘3‘0‘ Fr 1 e
miz--> 50 200 250 300
Abundance
67.0
=
12.50
5000 m/z 41.10 58.80%
109.0
29.0
[ I
m/iz--> 50 100 150 200 250 300
Abundance #173580: (9E,11E)-Octadecadienoic acid =
67.0 12.50
m/z 95.05 49.38%
5000
09.0
AL
- “m H 42 w “1‘8‘2‘0 2200 | U
miz--> 50 15 200 25 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062422\
Data File : BF129001.D

Acqg On : 24 Jun 2022 20:57

Operator : CG\JU

Sample : N3477-03 10X

Misc

ALS vial : 23  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-BF060222.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 5 cis-13-Eicosenoic acid, met... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.086 29.85 ng 937868  Chrysene-di12 13.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 96
2 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 95
3 cis-Methyl 11-eicosenoate 324 (C21H4002 002390-09-2 91
4 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 91
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 90

Abundance Scan 1836 (13.086 min): BF129001.D\data.ms (-1830) (- m/z 55.10 100.00%
55.1
000 71 JUM/W
T T
381 2082 250.3 292.3 13.00
ob——4, v bl ) S8E3 0 nyz 43,10 54.87%
miz--> 50 100 150 200 250 300 350
Abundance #229559: cis-13-Eicosenoic acid, methyl ester
55.0
7.0
5000 —— ‘
292.0 13.00
m/z 41.10 53.34%
38.0 208.0 250.0
0,1'5' Mh e “ - \\’\ — ‘\‘ . ‘\‘ F
miz--> 50 100 150 200 250 300 350
Abundance
55.0
RN T
13.00
5000 m/z 69.10 53.26%
97.0 2920
138.0 208.0 250.0
I M
m/z--> 50 100 150 200 250 300 350
Abundance #229545: cis-Methyl 11-eicosenoate —— ‘
55.0 13.00
m/z 83.10 40.75%
97.0
5000
292.0
37.0 2080 2500 ‘
m/z--> 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062422\
Data File : BF129001.D

Acqg On : 24 Jun 2022 20:57
Operator : CG\JU

Sample : N3477-03 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Eicosanoic acid, methyl ester  Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.163 22.05 ng 692786  Chrysene-di2 13.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 98
2 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 95
3 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 95
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 94
5 Methyl stearate 298 C19H3802 000112-61-8 90

Abundance Scan 1849 (13.163 min): BF129001.D\data.ms (-1846) (- m/z 74.10 100.00%

74.1
5000
=

143.0
| 2833 1300 1350
e e L PR SRS P m/z 87.e5  76.25%

{

0 199.2 241.2 | "~ 326.4
m/z--> 50 100 150 200 250 300
Abundance #232221: Eicosanoic acid, methyl ester
74.0
5000 = ——
13.00 13.50

m/z 43.10 51.53%

143.0 283.0 326.0
\2\9\? ‘H\ ‘\‘ \‘H‘\ h‘ \ T ‘\ T ‘ T \]‘-\9?.\()\‘2\4\1‘0\ T \‘ \‘ T \‘\ T ‘
m/z--> 100 150 200 250 300
Abundance
74.0
\

‘ ‘ T
13.00 13.50

o

5000 ITI/Z 55.10 37.72%
143.0 284.0
29.0 1850 2410
(o LN B 0 (7 OO VUV RPN EE B
miz--> 50 100 150 200 250 300
Abundance #232223: Methyl 18-methylnonadecanoate P ——
74.0 13.00 13.50
m/z 41.10 29.86%
5000
143.0 283.0 326.0
L 0 gna 0™
OHH‘\“”“‘\“HMH‘\‘\‘H‘H‘wu‘uH‘H‘ S
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\BF062422\
Data File : BF129001.D

Acqg On : 24 Jun 2022 20:57

Operator : CG\JU

Sample : N3477-03 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Docosanoic acid, methyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.833  23.90 ng 750838  Chrysene-di2 13.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 99
2 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 98
3 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 93
4 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 93
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 1963 (13.833 min): BF129001.D\data.ms (-1960) (- m/z 74.05 100.00%
74.0
5000
143.1 _ —_
‘h I ‘ 199.2 2553 31133544 13.50 14.00
ol il d gLl T TR m/z 87.85 79.53%
m/z--> 50 100 150 200 250 300 350
Abundance #264179: Docosanoic acid, methyl ester
74.0
5000
13.50 14.00
143.0 354.0 m/z 43.10 56.88%
29. ‘ ‘ 199.0 2550 3110
O\\‘\‘\“‘H\\‘\“H\““\‘\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance
74.0
— ——
13.50 14.00
5000 m/z 55.10 39.10%
143.0 354.0
11.0
199.0 255.0
o Y B S A TR TR
m/z--> 50 100 150 200 250 300 350
Abundance #232220: Eicosanoic acid, methyl ester “ —
74.0 13.50 14.00
m/z 57.10  35.72%
5000
29. 143.0
326.0
ol | 199.0241,0283.0
o — e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062422\
Data File : BF129001.D

Acqg On : 24 Jun 2022 20:57
Operator : CG\JU

Sample : N3477-03 10X

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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... 11.663 351.8 ng 12783300 4 11.251 726769 20.0
9,12-Octadecadi... 12.392 1265.3 ng 45978800 4 11.251 726769 20.0
Methyl stearate 12.457 176.0 ng 6395180 4 11.251 726769 20.0
9,12-Octadecadi... 12.498 43.6 ng 1582780 4 11.251 726769 20.0
cis-13-Eicoseno... 13.086 29.9 ng 937868 5 13.898 628300 20.0
Eicosanoic acid... 13.163 22.1 ng 692786 5 13.898 628300 20.0
Docosanoic acid... 13.833 23.9 ng 750838 5 13.898 628300 20.0
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