LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051622\
Data File : BF128280.D

Acqg On : 16 May 2022 21:15
Operator : CG\JU

Sample : N2834-01

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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF128280.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.504 543 547 565 rBV 1111236 1053808 3.11% 1.757%
2 6.516 715 719 734 rBV 1163588 1082448 3.19% 1.805%
3 6.887 778 782 785 rBV 572051 457447  1.35% 0.763%
4 7.451 874 878 885 rBV 721642 674919 1.99% 1.126%
5 8.169 996 1000 1003 rBV 665453 524941 1.55% 0.875%
6 9.239 1179 1182 1186 rBV 1231995 1072861 3.16% 1.789%
7 9.928 1295 1299 1302 rVB 669261 522466 1.54% 0.871%
8 10.716 1430 1433 1437 rBV 701428 621428 1.83% 1.036%
9 11.416 1549 1552 1555 rBV 635947 560429 1.65% 0.935%
10 11.810 1613 1619 1622 rBV 8400714 10194903 30.06% 17.001%

11 12.533 1729 1742 1744 rBV4 9935046 33910117 100.00% 56.
12 12.580 1749 1750 1751 rVV 739344 345297 1.02%
13 12.604 1751 1754 1757 rVB 5205270 4956718 14.62%
14 12.639 1757 1760 1765 rBV 405423 418382 1.23%
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15 12.875 1796 1800 1806 rVB2 318376 567165 1.67% 946%
16 13.010 1818 1823 1826 rBV 1147157 1076374 3.17% 1.795%
17 13.316 1872 1875 1881 rVB 590183 522824 1.54% 0.872%
18 13.480 1898 1903 1912 rVB3 225374 383193 1.13% ©0.639%
19 13.986 1986 1989 1992 rBV 530681 454494  1.34% 0.758%
20 14.069 1999 2003 2006 rBV2 463200 564797 1.67% 0.942%

Sum of corrected areas: 59965011
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128280.D

Acqg On : 16 May 2022 21:15
Operator : CG\JU

Sample : N2834-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128280.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128280.D

Acqg On : 16 May 2022 21:15
Operator : CG\JU

Sample : N2834-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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.
11.810 363.82 ng 10194900  Phenanthrene-d1e 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83

Abundance Scan 1619 (11.810 min): BF128280.D\data.ms (-1613) (-  m/z 74.05 100.00%
74.0

5000
43.1
143.1 227.2 "0 1200
T T A TR
owww_uku‘M‘u‘mu‘HH_m,uH_mww\‘mw‘ m/z 87.05 73.13%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — —
43.0 11.50 12.00
143.0 m/z 43.10  35.42%

M\JM‘gmo‘ H10m90270 270.0

m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

o

74.0
— ——
11.50 12.00
5000 43.0 m/z 55.10 28.76%
WH‘W‘H‘_‘H H‘wH‘w‘H‘_‘H,H‘WH‘W‘H‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0 11.50 12.00
m/z 41.10 27.74%
5000 43.0
143.0
185. 0
m/z--> 20 40 60 80 100120140160 180 200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128280.D

Acqg On : 16 May 2022 21:15
Operator : CG\JU

Sample : N2834-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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.
12.533 1210.15 ng 33910100 Phenanthrene-d1e 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 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 1742 (12.533 min): BF128280.D\data.ms (-1729) (- m/z 67.10 100.00%

67.1
5000
09.1 MUALY ‘
263.1294.3 12.50
ol 38 “”h‘ ““‘w”“ ”‘ ‘1802 2202 L 70T w/z siie  82.21%
miz--> 50 100 150 200 250 300
Abundance #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 L ‘
12.50
29.0 09.0 m/z 55.05  75.28%
294.0
0 Mu il ‘HH‘ ‘uh ‘\\HWHM‘ m H_ 2230 26307
miz-> 50 100 150 200 250 300
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0
T \
12.50
5000 m/z 41.85  64.54%
09.0 .
29.0 294.0
H 263.0
| HWMmmmmmdhd4310 2200 |
0 St
miz-> 50 100 150 200 250 300
Abundance #191918: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester —
67.0 12.50
m/z 95.10 55.18%
5000
09.0 294.0
27.0‘ “ 263.0
0 ‘H‘ “H‘ H“ | h‘ HHH\ \HM‘“HWH”‘ \‘h ‘\‘\]"3‘1‘0 2‘2‘0‘0‘ ‘ ‘\L‘ : ‘\‘ Y
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\BF051622\
Data File : BF128280.D

Acqg On : 16 May 2022 21:15
Operator : CG\JU

Sample : N2834-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 9,12,15-Octadecatrienoic ac... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.581 12.32ng 345297 Phenanthrene-d1o 11.416

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12,15-0Octadecatrienoic acid, m... 292 C19H3202 000301-00-8 95
,»12,15-0Octadecatrienoic acid, (... 278 C18H3002 000463-40-1 91
1,14,17-Eicosatrienoic acid, me... 320 C21H3602 055682-88-7 87
ethyl 2-hydroxy-octadeca-9,12,1... 308 C19H3203 1000336-39-1 80
,10,13-Hexadecatrienoic acid, m... 264 C17H2802 056554-30-4 70

uih wNnPE
N=PFKP ooV

Abundance Scan 1750 (12.580 min): BF128280.D\data.ms (-1749) (- m/z 79.10 100.00%

79.1
5000
41.1
21.1 I !
12.50
173.1 2361
ol T A sPE D00 2924827 93,10 55.75%
miz--> 50 100 150 200 250 300
Abundance #189451: 9,12,15-Octadecatrienoic acid, methyl ester, (Z
79.0
5000 i :
41.0 12.50
21.0 m/z 55.10 47.80%
292.0
O' ‘Hh +6\§\‘0\1\‘9‘9 \0 \2\36\(‘) \‘ L \‘ ‘ LI
miz--> 50 100 150 200 250 300
Abundance #171208: 9,12,15-Octadecatrienoic acid, (Z,Z,2)-
79.0
T
1250
5000 41.0 ITI/Z 67.10 47.11%
21.0
0 Lijjeso 2220 2180
miz--> 50 100 150 200 250 300
Abundance  #225060: 11,14,17-Eicosatrienoic acid, methyl ester ‘
79.0 12 50
41.0 m/z 95.10 40.69%
5000
21.0
0 dgeso
m/z--> 50 100 150 200 250 300 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128280.D

Acqg On : 16 May 2022 21:15
Operator : CG\JU

Sample : N2834-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Hexadecanoic acid, 15-methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.316 18.51 ng 522824  Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 97
2 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 96
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
5 Methyl stearate 298 C19H3802 000112-61-8 93

Abundance Scan 1875 (13 316 min): BF128280.D\data.ms (-1872) (1 m/z 74.00 100.00%

74.0
5000
‘ ‘ 130 283.3 13.00 1350
199.2241.2 326.3 : :
ol ‘M‘M‘H‘_m_m_H“_HWH?’??“ m/z 87.00  74.28%
mlz--> 50 100 150 200 250 300 350
Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000 7 el
13.00 13.50
143.0 284.0 m/z 43.10  45.85%
29 ), e 210
O\\“\‘\“‘\\"M‘Hf‘\‘\\‘\\\\‘f\\\‘\\\‘\‘\\\\‘\\\\
miz--> 100 150 200 250 300 350
Abundance #232221: Eicosanoic acid, methyl ester
74.0
— —
13.00 13.50
5000 m/z 55.10  32.25%
143.0 326.0
o (ﬁ Ly tmone | W‘/UUM
Miz--> 100 150 200 250 300 350
Abundance #197349: Heptadecanoic acid, 16-methyl-, methyl ester P —
74.0 13.00 13.50
m/z 41.10 25.84%
- WMM
143.0 298.0
o, | 1ov0 27
olS bl L 200 T S
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\BF051622\
Data File : BF128280.D

Acqg On : 16 May 2022 21:15
Operator : CG\JU

Sample : N2834-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Palmitoleamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.480 13.57 ng 383193 Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleamide 253 C16H31NO 106010-22-4 72
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 64
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 60
4 Nonanamide 157 C9H19NO 001120-07-6 58
5 Octanamide 143 C8H17NO 000629-01-6 53

Abundance Scan 1903 (13.480 min): BF128280.D\data.ms (-1898) (- m/z 59.10 100.00%

59.1
5000
s
126.1 1751 -
ol U“ B o0 238127918183 0 95 0 65.47%
mlz--> 50 100 150 200 250 300 350
Abundance #139496: Palmitoleamide
59.0
5000 R
13.50
m/z 55.10 38.79%
‘ 126.0 2530
O T ‘\ ‘\‘h‘ ‘L“ ‘\“M\M‘“ ‘\“N T “\ ‘} 4‘\6§\0\2‘19 \()\ T ‘ L ‘ T T T ‘ T
miz-> 100 150 200 250 300 350
Abundance #245083: 13-Docosenamide, (2)-
59.0
—r
13.50
5000 ITI/Z 41.10 36.93%
f70 337.0
ol5. L4729 1840 23402760 |
miz-> 50 100 150 200 250 300 350
Abundance #174775: 9-Octadecenamide, (2)- —
59.0 13.50
m/z 43.10 31.24%
B nvw/j(AxJJ\ﬂwﬁdﬂwij
S8 ﬁ %14 0.0 1840 2380 2810
! e S ——
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\BF051622\
Data File : BF128280.D

Acqg On : 16 May 2022 21:15
Operator : CG\JU

Sample : N2834-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Docosanoic acid, methyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.986 16.09 ng 454494  Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 97
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 97
3 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 90
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90
5 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 90

Abundance Scan 1989 (13.986 min): BF128280.D\data.ms (-1986) (1  m/z 74.00 100.00%
74.0

5000 k
143.1 A A
311.3 14.00
199.2 255.2
0 bl TP L3983 4160 87,05 76.50%
mlz--> 50 100 150 200 250 300 350 400
Abundance #264184: Docosanoic acid, methyl ester
74.0
14.00
143.0 354.0 m/z 43.10 47.32%
O \H\ ‘\ T ‘ ‘\ ‘h \‘LH\““‘ \‘ T } \“ Ll \]-\9“9\0\ \2\5‘5\\0\3\()‘3\)‘0\\ T “\ T T T ‘ T
m/z--> 100 150 200 250 300 350 400
Abundance #214954:Nonadecanok:add,nuﬁhyleﬂer
74.0
—r
14.00
5000 ITI/Z 55.10 33.99%
312.0
143.0
o0 H Ly 2130
0 HM RO B A i R
Miz--> 100 150 200 250 300 350 400
Abundance #232222:Emosamﬁcadd,meﬂwleﬁer —
74.0 14.00
m/z 57.10 30.15%
5000
143.0
‘ 326.0
o b 00, T -
m/z--> 50 100 150 200 250 300 350 400 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128280.D

Acqg On : 16 May 2022 21:15
Operator : CG\JU

Sample : N2834-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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... 11.810 363.8 ng 10194900 4 11.416 560429 20.0
9,12-Octadecadi... 12.533 1210.2 ng 33910100 4 11.416 560429 20.0
9,12,15-Octadec... 12.581 12.3 ng 345297 4 11.416 560429 20.0
Hexadecanoic ac... 13.316 18.5 ng 522824 5 14.069 564797 20.0
Palmitoleamide 13.480 13.6 ng 383193 5 14.069 564797 20.0
Docosanoic acid... 13.986 16.1 ng 454494 5 14.069 564797 20.0
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