LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc :

ALS Vvial : 24 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: BF127902.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.563 552 557 560 rBV 3335618 3303108 29.01% 6.399%
2 6.569 722 728 731 rBV 3087472 3323416 29.19% 6.438%
3 6.945 788 792 795 rBV 1097698 974887 8.56% 1.889%
4 7.504 883 887 891 rBV 2158536 2189663 19.23% @ 4.242%
5 8.228 1006 1010 1013 rBV 1333710 1108386 9.73% 2.147%
6 9.304 1188 1193 1196 rBV 3501272 3320378 29.16% 6.432%
7 9.369 1201 1204 1207 rVB 198083 155864 1.37% 0.302%
8 9.898 1291 1294 1298 rVB 188825 172528 1.52% 0.334%
9 9.986 1305 1309 1312 rVB 1246396 1060794 9.32% 2.055%
10 10.404 1375 1380 1383 rBV 232536 208079 1.83% 0.403%
11 10.775 1439 1443 1453 rBV 1877344 1665929 14.63%  3.227%
12 10.875 1457 1460 1466 rBV 229090 277912 2.44% 0.538%
13 11.327 1534 1537 1539 rBV 194195 155907 1.37% 0.302%
14 11.474 1559 1562 1565 rBV 1105477 972171 8.54%  1.883%
15 11.757 1607 1610 1612 rBV 134043 125854 1.11% 0.244%
16 11.857 1624 1627 1631 rBV 3855173 3392300 29.79% 6.572%
17 11.922 1635 1638 1643 rBV 143979 224979 1.98% 0.436%
18 11.998 1647 1651 1659 rVV 1093709 1061206 9.32% 2.056%
19 12.163 1676 1679 1684 rBV 144227 179550 1.58% 0.348%
20 12.557 1741 1746 1748 rBV 8499765 11386141 100.00% 22.058%

21 12.580 1748 1750 1755 rVv2 8138751 7567717 66.46% 14.661%

22 12.657 1759 1763 1766 rVB 2082072 1891903 16.62%  3.665%
23 12.692 1766 1769 1771 rBV 917690 1009933 8.87% 1.957%
24 12.71@ 1771 1772 1782 rVV 959346 1060721 9.32%  2.055%
25 12.786 1782 1785 1789 rVB3 189264 196369 1.72% ©.380%
26 12.927 1806 1809 1812 rVB 281327 227255 2.00% 0.440%
27 13.068 1829 1833 1836 rBV 2699561 2443236 21.46% 4.733%
28 13.380 1883 1886 1891 rVB 212458 183937 1.62% ©.356%
29 14.051 1997 2000 2006 rBV 268397 337947 2.97% 0.655%
30 14.127 2009 2013 2015 rBV 758187 778097 6.83% 1.507%

31 15.651 2269 2272 2280 rVB 462030 662925 5.82% 1.284%

Sum of corrected areas: 51619092
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc

ALS Vvial : 24 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

Abundance TIC: BF127902.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc

ALS Vvial : 24 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
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Peak Number 1 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.369 2.94 ng 155864  Acenaphthene-di10 9.986

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Undecane 156 C11H24 001120-21-4 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 1204 (9.369 min): BF127902.D\data.ms (-1201) (-) m/z 57.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc

ALS Vvial : 24 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
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Peak Number 2 Tetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.898 3.25 ng 172528  Acenaphthene-di10 9.986

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 80
3 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 80
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
5 Tridecane 184 C13H28 000629-50-5 78
Abundance Scan 1294 (9.898 min): BF127902.D\data.ms (-1291) (-) m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc

ALS Vvial : 24 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
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Peak Number 3 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.404 3.92 ng 208079  Acenaphthene-die 9.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 72

Abundance Scan 1380 (10.404 min): BF127902.D\data.ms (-1375) (- m/z 57.10 100.00%
57.1
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc

ALS Vvial : 24 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
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Peak Number 4 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.874 5.72 ng 277912  Phenanthrene-die 11.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Decane, 3-methyl- 156 C11H24 013151-34-3 87
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 1460 (10.875 min): BF127902.D\data.ms (-1457) (- m/z 57.10 100.00%
57.1
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc

ALS Vvial : 24 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
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Peak Number 5 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.327 3.21 ng 155907  Phenanthrene-di10 11.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Hexadecane 226 C16H34 000544-76-3 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1537 (11.327 min): BF127902.D\data.ms (-1534) (-1 m/z 57.10 100.00%
57.1
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc

ALS Vvial : 24 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 6 Eicosane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.757 2.59 ng 125854  Phenanthrene-di10 11.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Hexadecane 226 Cl6H34 000544-76-3 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 1610 (11.757 min): BF127902.D\data.ms (-1607) (-] m/z 57.10 100.00%
57.1

T —
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc

ALS Vvial : 24 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 7 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.857 69.79 ng 3392300 Phenanthrene-d10 11.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 1627 (11 857 min): BF127902.D\data.ms (-1624) (- m/z 74.05 100.00%
74.0
5000
143.1 ' 1500
227.2 11.50 12.00
185.2 270.3
oty J uA0oL, | 182 TN 2708 3171 1 g7 05 70.54%
m/z--> 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T ——
11.50 12.00
143.0 m/z 43.10 37.23%
‘ | | 1850 2270 2700
0 L \H“\ “ ‘M\ h" \“\ ‘\ T “\ \‘ \‘\ “ T \‘\ ‘\ ‘ T } L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
1150 1200
5000 m/z 55.10 29.92%
1 M ‘ 430 1850 227.0 2700
ol m‘J \“4999"\_Hu_m_m_m
miz--> 100 150 200 250 300
Abundance #143572: Pentadecanoic acid, methyl ester
74.0 1150 1200
m/z 41.10 28.61%
143.0
213.0 256.0
oL sgpiso o0
m/z--> 50 100 150 200 250 300 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc

ALS Vvial : 24 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 8 (E)-Hexadec-9-enoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.922 4.63 ng 224979  Phenanthrene-di10 11.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 96
2 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 93
3 cis-Vaccenic acid 282 (C18H3402 000506-17-2 91
4 Myristoleic acid 226 C14H2602 000544-64-9 90
5 Palmitoleic acid 254 C16H3002 000373-49-9 90

Abundance Scan 1638 (11.922 min): BF127902.D\data.ms (-1635) (- m/z 55.10 100.00%
55.1

5000
97.0
T
137.1 12.00
1922 236.2 ‘
0 i byt b BT2L 818 41 10 72.35%
m/z--> 50 100 150 200 250 300
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
5000 L
97.0 12.00
m/z 69.10 69.37%
‘H %37-0 192.0 236.0
0! ”\M“\”““\”“h\‘“H‘ —— \”’ b NS
m/z--> 50 100 150 200 250 300
Abundance #140807: cis-7-Hexadecenoic acid
55.0
—
12.00
5000 m/Z 43.10 64.18%
97.0
37.0
m/z--> 50 100 150 200 250 300
Abundance #176209: cis-Vaccenic acid _
55.0 12.00
m/z 83.05 42.99%
5000 97.0
37.0 264.0
0,]-5- i\ H‘HM\ \‘\m‘m\m m‘H\ ‘&89"0’ 2‘2;‘\2"0‘ | ‘L‘ T e
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\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc

ALS Vvial : 24 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 9 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.998 21.83 ng 1061210 Phenanthrene-d10 11.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 49

Abundance Scan 1651 (11.998 min): BF127902.D\data.ms (-1647) (1 m/z 73.00 100.00%

730
5000
129.0
213.2 =
1711 12.00
256.1 ,
[ wh\‘w‘ﬂ‘w wl bl b T 2954880.0 s 43,10 93.20%
50

%

m/z--> 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
5000 T
129.0 12.00
33.0 213.0 m/z 59.95 88.09%
171.0 ‘
0! I M il ‘\‘ ‘ “‘ “‘ “‘u\‘ L \“ — “ T
m/z--> 50 100 150 200 250 300

Abundance #92069: Tridecanoic acid

73.0
A
12.00

5000 129.0 m/z 57.10  75.15%

29. 171.0
‘ 214.0
ok ““ wm‘“ O ‘ —
50

2

m/z--> 100 150 200 250 300
Abundance #109281: Tetradecanoic acid T
73.0 12.00

m/z 55.10 72.48%
5000
129.0
29. 185.0 228.0

0 — “‘ ‘HH“ \\‘H‘L ;M‘\‘ i} “ i L \u“ “\‘ \‘ — ‘\‘ O Lo e - ‘ ;
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\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc

ALS Vvial : 24 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 10 Docosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.163 3.69 ng 179550  Phenanthrene-di10 11.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 92
2 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 90
3 Heptadecane 240 C17H36 000629-78-7 81
4 Tricosane 324 (C23H48 000638-67-5 81
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 74
Abundance Scan 1679 (12.163 min): BF127902.D\data.ms (-1676) (- m/z 57.10 100.00%
57.1
- M
e =
‘ ‘ 9.1 1751 243.2 12.00 12.50
ol b dd g 1382707 | 28233261 ., 4310 66.81%
mlz--> 50 100 150 200 250 300 350
Abundance #212282: Docosane
57.0
5000 = =
12.00 12.50
9.0 m/z 71.10 59.03%
L1u ) 14101880 2390 3100
O\\\\“‘\l‘h‘h\“\\}“\‘\\‘\‘\\\\’\\\\‘1\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
— —
12.00 12.50
5000 m/z 85.10 43.35%
9.0 183.0
oL Liby e T w00
miz--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane T — T
57.0 12.00 12.50
m/z 41.10 25.92%
5000
oo | Ly [0 om0 200 JLL i
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc

ALS Vvial : 24 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 11 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.557 234.24 ng 11386100  Phenanthrene-d1e 11.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 97
4 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 95
5 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 95

Abundance Scan 1746 (12 557 min): BF127902.D\data.ms (-1741) (1 m/z 67.10 100.00%
67.

——

5000
09.1 — ‘
12.50
ok ““‘ il “h ! ”h “‘ 187 22202 298332951 17 s1.10  84.17%
miz--> 50 200 250 300
Abundance #191926: 9,12-Octadecad|enoic acid, methyl ester, (E,E)-
67.0
5000 — ‘
12.50
09.0 m/z 55.10 64.67%
\ $‘mu u 262.0294.0
O\\}‘ ‘ L \”\\\‘\\\\‘\“\\\“\\
miz--> 50 15 200 250 300
Abundance #191927: 9,15—Octadecad|en0ic acid, methyl ester, (Z,2)-
67.0
= \
12.50
5000 m/z 95.10 55.11%
030 294.0
0 ‘ h I m o 187 02200 2620 |
— — —
miz--> 50 100 150 200 250 300
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester — ‘
67.0 12.50
m/z 41.10 53.60%
5000
09.0 294,
29.0 ‘ 940
262.0
0! n \“L ! w‘hhw " \“\‘ \‘h it ‘1‘87‘ 02?9 9 . f‘ — — —r
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\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc

ALS Vvial : 24 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 12 14-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.580 155.69 ng 7567720  Phenanthrene-d10 11.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 98
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 94

Abundance Scan 1750 (12.580 min): BF127902.D\data.ms (-1748) (-  m/z 55.10 100.00%

55.1
5000 7.1
264.3 =1 T
ﬁ?ﬂ 1 180 2 222 3 h 12.50
0 ! RTINS N - —28LL m/z 69.10  70.44%
mlz--> 50 100 150 200 250 300 350
Abundance #194421: 14-Octadecenoic acid, methyl ester
53.0
5000 — :
7.0 12.50
264.0 m/z 41.10  67.99%
H | (18018002220 |
0 m\“\‘m\”““ \‘\ \1”\\ \\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
=T \
12.50
5000 m/z 74.10  65.16%
7.0
264.0
‘ “ ‘138018002220 ‘
0‘“‘ \‘h\‘\\\\u‘dh‘um b HH““H“HH‘H
miz-> 100 150 200 250 300 350
Abundance #194417: 15-Octadecenoic acid, methyl ester — ‘
55.0 12.50
m/z 83.10 56.11%
5000
7.0
264.0
Lo oo |
0‘k“, ‘W“WWW“u‘ - e A —
m/z--> 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc

ALS Vvial : 24 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 13 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.786 4.04 ng 196369  Phenanthrene-di10 11.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 60

Abundance Scan 1785 (12.786 min): BF127902.D\data.ms (-1782) (- m/z 73.00 100.00%

73.0
5000 129.0
185.2 241.2 = T
12.50 13.00
0l m/z 43.10 86.14%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — S
12.50 13.00
} 185.0 284.0 m/z 57.10 83.53%
O T \"\ ‘ ‘ } ‘M‘\‘M ‘\l“J\ \\ \“f ‘[ f‘z\;\;%.‘()\ T ‘ T 1T ‘ T 1T ‘ T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109279: Tetradecanoic acid
73.0
e F
12.50 13.00
5000 129.0 m/z 60.00  80.58%
185.0
EEE 1T S —
miz--> 50 100 150 200 250 300 350 400 450
Abundance #126199: Pentadecanoic acid — —
73.0 12.50 13.00
m/z 41.10 62.33%
5000 129.0
‘ } 199.0
0128 W‘J"\ — —
m/z--> 50 100 150 200 250 300 350 400 450 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc

ALS Vvial : 24 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 14 Heneicosanoic acid, methyl ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.380 4.73 ng 183937  Chrysene-di2 14.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 95
2 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 94
3 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 94
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 80

Abundance Scan 1886 (13.380 min): BF127902.D\data.ms (-1883) (- m/z 74.00 100.00%

74.0
5000
H 143.1 T T T
218.1 283.1 13.00 13.50
o] Ly \‘ MLy “ bbb b 13983 460 o 87 00 79.94%
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #249023:Henehosandcacw,meﬂwleﬁer
74.0
5000 7 T
13.00 13.50
143.0 m/z 43.10 39.75%
O\2\5\‘\1\‘”\J“J\‘\‘\\“\\]\-\9‘9\(\)\2\5‘5\)\0\\“f:\3\410‘0\\\\‘\\\\‘\\
miz—> 0 100 150 200 250 300 350 400 450
Abundance #232221: Eicosanoic acid, methyl ester
74.0
— —r
13.00 13.50
5000 m/z 55.10  28.19%
‘ 143.0 326.0 W/UWAWM
020l Ll | 1990 200 |
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #232223: Methyl 18-methylnonadecanoate P ——
74.0 13.00 13.50
m/z 75.00 23.64%
5000
143.0 326.0
199.0
asolllii | woasso [ Al
m/z--> 0 50 100 150 200 250 300 350 400 450 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc

ALS Vvial : 24 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 15 Docosanoic acid, methyl ester  Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.051 8.69 ng 337947 Chrysene-d12 14.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 91
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 64
3 Methyl stearate 298 C19H3802 000112-61-8 64
4 Tetradecanoic acid, 12-methyl-, ... 256 C16H3202 062691-05-8 64
5 Hexacosanoic acid, methyl ester 410 C27H5402 005802-82-4 52

Abundance Scan 2000 (14.051 min): BF127902.D\data.ms (-1997) (-] 74.00 100.00%
74.0
- AANNdﬂmﬂ/M,MWJM#
143.1
‘ 3113 14.00
199.1255.2
ob Akl STLSPT | seLs 4se3 87.00  81.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #264179: Docosanoic acid, methyl ester
74.0
5000
14 00
143.0 354.0 m/z 43.10 63.83%
199.0255.0
OlQl‘\\\\l1[11f
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143569: Pentadecanoic acid, methyl ester
74.0
T
14.00
5000 m/z 55.10 51.06%
143.0
” \ ‘ 213.0
T O A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #197275: Methyl stearate 7
74.0 14.00
m/z 57.10 48.21%
5000
143.0
h” L ‘ 199.0255.0
o"‘H‘MJ‘uH"H‘_"“MHWWWW_WH —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00

8270-BF042222.M Wed Apr 27 15:06:10 2022 Page: 17



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42522\
Data File : BF127902.D

Acqg On : 26 Apr 2022 01:33
Operator : CG\JU

Sample : N2523-03

Misc

ALS Vvial : 24 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|
Hexadecane 9.369 2.9 ng 155864 3  9.986 1060790 20.0
Tetradecane 9.898 3.3 ng 172528 3 9.986 1060790 20.0
Tridecane 10.404 3.9 ng 208079 3 9.986 1060790 20.0
Heptadecane 10.874 5.7 ng 277912 4 11.475 972171 20.0
Heptacosane 11.327 3.2 ng 155967 4 11.475 972171 20.0
Eicosane 11.757 2.6 ng 125854 4 11.475 972171 20.0
Hexadecanoic ac... 11.857 69.8 ng 3392300 4 11.475 972171 20.0
(E)-Hexadec-9-e... 11.922 4.6 ng 224979 4 11.475 972171 20.0
n-Hexadecanoic ... 11.998 21.8 ng 1061210 4 11.475 972171 20.0
Docosane 12.163 3.7 ng 179550 4 11.475 972171 20.0
9,12-Octadecadi... 12.557 234.2 ng 11386100 4 11.475 972171 20.0
14-Octadecenoic... 12.580 155.7 ng 7567720 4 11.475 972171 20.0
Octadecanoic acid 12.786 4.0 ng 196369 4 11.475 972171 20.0
Heneicosanoic a... 13.380 4.7 ng 183937 5 14.127 778097 20.0
Docosanoic acid... 14.051 8.7 ng 337947 5 14.127 778097 20.0
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