LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128816.D

Acqg On : 14 Jun 2022 23:13
Operator : CG\JU

Sample : N3319-01

Misc

ALS Vvial : 20 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: BF128816.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

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

1 5.416 529 532 546 rBV 1359990 1219031 1.22% 0.741%
2 6.439 699 706 716 rBV 1528124 1325048 1.33% 0.806%
3 9.139 1162 1165 1169 rVB 1565524 1391817 1.39% 0.847%
4 11.739 1597 1607 1610 rBV2 12885892 26900831 26.92% 16.362%
5 11.921 1626 1638 1647 rBv4 1148792 3375982 3.38% 2.053%

6 12.516 1712 1739 1740 rBV5 15680072 99943110 100.00% 60.790%
7 12.563 1744 1747 1749 rVV 11517098 13277118 13.28% 8.076%
8 12.616 1749 1756 1763 rVV3 4874226 12082871 12.09% 7.349%
9 12.933 1805 1810 1812 rBV 1655646 1605245 1.61% 0.976%
0 13.239 1858 1862 1866 rBV 1704154 1648279 1.65% 1.003%

11 13.904 1971 1975 1978 rBV 1727606 1636732 1.64% 0.996%

Sum of corrected areas: 164406064
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128816.D

Acqg On : 14 Jun 2022 23:13
Operator : CG\JU

Sample : N3319-01

Misc

ALS Vvial : 20 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128816.D

Acqg On : 14 Jun 2022 23:13
Operator : CG\JU

Sample : N3319-01

Misc

ALS Vvial : 20 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.
11.739  20.00 ng 26900800  Phenanthrene-d1e 11.310
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 87
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87

Abundance Scan 1607 (11.739 min): BF128816.D\data.ms (-1597) (- m/z 74.05 100.00%
74.0

5000

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

m/z 41.10  29.62%
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1432 227.2 T 1
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owHH‘HW‘H‘:uH_m_JH_Hw\wJHwWw\wmw m/z 87.85 75.23%
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Abundance #161212: Hexadecanoic acid, methyl ester
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128816.D

Acqg On : 14 Jun 2022 23:13
Operator : CG\JU

Sample : N3319-01

Misc

ALS Vvial : 20 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.922 2.51 ng 3375980  Phenanthrene-d10 11.310
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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Undecanoic acid 186 C11H2202 000112-37-8 68

Abundance Scan 1638 (11.921 min): BF128816.D\data.ms (-1626) (- m/z 73.05 100.00%

73.0
5000 129.1
213.2 /
39,1 ‘ 1712 ‘ 256.3 12.00
[ — W“‘ wH “M L L2981 s 4310 94.51%
miz--> 50 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000

213.0 12.00

—

1710 m/z 60.00 91.11%
O' “h”\ \““\ H\‘ \ \ \‘ \‘\ \ T \ T ‘ ‘\ T T T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance
73.0
—=
12.00
5000 129.0 ITI/Z 55.10 83.61%
29.0
199.0 2420
163.0
O e e e e A
m/z--> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
3 1200
m/z 41.10 78.73%
5000 129.0
171.0
‘ 214.0
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128816.D

Acqg On : 14 Jun 2022 23:13
Operator : CG\JU

Sample : N3319-01

Misc

ALS Vvial : 20 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 9,12-Octadecadienoic acid (... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.616 8.98 ng 12082900  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 98
3 10E,12Z-0Octadecadienoic acid 280 C18H3202 002420-56-6 98
4 Linoelaidic acid 280 C18H3202 000506-21-8 97
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 90
Abundance Scan 1756 (12.616 min): BF128816.D\data.ms (-1749) (- m/z 67.10 100.00%
67.1
5000 m
09'1 T ‘ T T ‘ T
12.50 13.00
‘ 149.1 280.3
0 N‘!‘ Lafy 2202 TOUT319.2 3681, 81,10 79.10%
miz--> 50 100 150 200 250 300 350
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
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09.0 m/z 55.10  76.46%
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0 \“\ \““m “ ML“H \HH“ ‘H\‘ \Hh \]‘N\t—)‘(}‘) \0\ %9\6‘9\23\’6\(‘)\ T 1 L L
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e e e e T e
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Abundance #173577: 10E,12Z-Octadecadienoic acid — D
67.0 12.50 13.00
m/z 95.10 54.35%
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27 ‘ 150.0 280.0
oL mmlw e Loles02s70 | . L N
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128816.D

Acqg On : 14 Jun 2022 23:13
Operator : CG\JU

Sample : N3319-01

Misc

ALS Vvial : 20 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 4 Eicosanoic acid, methyl ester  Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.239 20.14 ng 1648280  Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 98
2 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 96
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 95
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 94
5 Methyl stearate 298 C19H3802 000112-61-8 93

Abundance Scan 1862 (13.239 min): BF128816.D\data.ms (-1858) (- m/z 74.10 100.00%

74.1
5000
143.1 = EEE

997 2833 13.00 13.50

ek i L LW 820A 8782, 87,05 81.20%

‘ h \
miz--> 100 150 200 250 300 350 400
Abundance #232222: Eicosanoic acid, methyl ester
74.0
5000

o

13.00 13.50
143.0 m/z 43.10 43.34%
326.0
0\’19902550 M\NM
m/z--> 50 100 150 200 250 300 350 400
Abundance
74.0
13.‘00 13.‘50
5000 m/z 55.10 35.71%

143.0 326.0
29.0 199.0 2550
Y N
miz--> 50 100 150 200 250 300 350 400

Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester —— —
74.0 13.00 13.50

m/z 57.10  26.48%

5000
143.0 284.0
H \ 109.0 \
LA

ol L O e — —
miz--> 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\BF061422\
Data File : BF128816.D

Acqg On : 14 Jun 2022 23:13
Operator : CG\JU

Sample : N3319-01

Misc

ALS Vvial : 20 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 5 Methyl 20-methyl-heneicosan... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.904 20.00 ng 1636730  Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 98
2 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 98
3 Methyl stearate 298 C19H3802 000112-61-8 97
4 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 93
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90
Abundance Scan 1975 (13.904 min): BF128816.D\data.ms (-1971) (- m/z 74.05 100.00%
74.0
5000
143.1 a115 — | I W
11.
199.2 255.3 14.00
0 ml ‘\”‘UJ J l e e ey L. 873.3 4454 n/z 87.05 81.12%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #264191: Methyl 20-methyl-heneicosanoate
74.0
5000 e i4‘06 e
143.0 354.0 :
m/z 43.10  45.50%
‘ ‘ \ 199.0 255.0
O \\\\‘\wl\h‘\“\‘\h\l‘\\‘\\\\\“\l\\\“\\‘\\\‘\\\\“\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
74.0
——
14.00
5000 m/z 55.10 35.67%
143.0 354.0
o 15.0 199.0 255.0
R s A B e M
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #197271: Methyl stearate
74.0 14 00
m/z 57.10 31.61%
5000
143.0
78 O A
Xl O S
m/z--> 0 50 100 150 200 250 300 350 400 450 14 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128816.D

Acqg On : 14 Jun 2022 23:13
Operator : CG\JU

Sample : N3319-01

Misc

ALS Vvial : 20 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... 11.739 20.0 ng 26900800 4 11.310 26900800 20.0
n-Hexadecanoic ... 11.922 2.5 ng 3375980 4 11.310 26900800 20.0
9,12-Octadecadi... 12.616 9.0 ng 12082900 4 11.310 26900800 20.0
Eicosanoic acid... 13.239 20.1 ng 1648280 5 13.968 1636730 20.0
Methyl 20-methy... 13.904 20.0 ng 1636730 5 13.968 1636730 20.0
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