LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129427.D

Acq On : 29 Jul 2022 01:15
Operator : CG\JU

Sample : N3924-01

Misc :

ALS Vvial : 19 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129427.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.122 479 482 488 rBV 63665 74279 1.73% 0©.188%
2 5.516 544 549 552 rBV 4147472 3887771 90.53% 9.828%
3 6.528 715 721 724 rBV 3702118 3893261 90.65% 9.841%
4 6.887 778 782 785 rBV 1348927 1145660 26.68% 2.896%
5 7.451 873 878 881 rBV 2658319 2522496 58.74% 6.376%

8.169 996 1000 1003 rBV 1676677 1431702 33.34%
9.245 1177 1183 1186 rBV 4591111 4294691 100.00% 10.
9.928 1295 1299 1302 rBV 1504972 1371079 31.92%
10.716 1429 1433 1436 rBV 2498123 2046212 47.65%
10 11.416 1548 1552 1555 rBV 1368026 1105116 25.73%

NUTWw e W
IN
o
o)
X

11 11.798 1613 1617 1620 rBV 1320046 1107424 25.79%
12 11.939 1637 1641 1648 rBV 250359 275907  6.42%
13 12.098 1665 1668 1675 rBV2 56564 74613  1.74%
14 12.486 1730 1734 1736 rBV 4257344 3973831 92.53% 1
15 12.510 1736 1738 1744 rVB 3826944 3335213 77.66%

0O OON
=
[o]
o}
S

16 12.586 1748 1751 1755 rVB 988215 888565 20.69%
17 12.633 1756 1759 1761 rBV2 286277 356608  8.30%
18 12.651 1761 1762 1771 rVV 389409 450330 10.49%

CORON
[N
w
[00]
X

19 12.728 1772 1775 1780 rVB4 49109 64746 1.51% 164%
20 12.863 1795 1798 1800 rBV 95129 72263 1.68% 183%
21 13.004 1818 1822 1825 rBV 3666037 3096505 72.10% 827%
22 13.222 1856 1859 1860 rBV 65680 65212 1.52% 165%
23 13.316 1872 1875 1878 rBV 104892 84888 1.98%

24 13.427 1891 1894 1898 rBv4 78904 101196  2.36%
25 13.910 1972 1976 1986 rVB2 237826 442766 10.31%
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N
=
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26 13.986 1986 1989 1992 rBV 146259 149061 3.47%
27 14.063 1998 2002 2005 rBV 1133346 1048593 24.42%
28 14.239 2030 2032 2037 rVB 101024 120710  2.81%

OrRrONO®
w
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U
R

29 14.974 2154 2157 2162 rVB 464552 462815 10.78% 170%
30 15.169 2187 2190 2194 rVB 242260 261680 6.09% 661%
31 15.557 2252 2256 2264 rVB 648538 845177 19.68% 2.136%
32 15.768 2289 2292 2299 rVB2 171573 233881 5.45% ©.591%

33 16.004 2328 2332 2338 rVB 196043 275593  6.42% ©.697%

Sum of corrected areas: 39559844
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129427.D

Acq On : 29 Jul 2022 01:15
Operator : CG\JU

Sample : N3924-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129427.D\data.ms
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Abundance TIC: BF129427.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129427.D

Acq On : 29 Jul 2022 01:15
Operator : CG\JU

Sample : N3924-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.798 20.04 ng 1107420  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 1617 (11.798 min): BF129427.D\data.ms (-1613) (-} | m/z 74.00 100.00%
74.0

5000
43.0
143.0 T CT
o_‘H,‘Hwmhu‘Mu‘wu_J‘wHH_m_m_ww\uww‘ m/z 86.95 74.72%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —— ——
43.0 11.50 12.00
143.0 m/z 43.85  34.20%
‘u \“ ‘\ \\\1(\)\10 | 17}0\199022\70 270.0
O‘\\H’\H\‘H‘H‘\‘\H“\H\‘\H\‘H\\‘HH‘\H\‘\H\‘H\\‘HH‘\\‘H‘

m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester

Wy

74.0
11.50 12.00
m/z 55.05 27.69%
5000 43.0 270.0
143.0 227.0
| H ‘1 1.0 ‘ 185.0 ‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #109337: Tridecanoic acid, methyl ester T —
74.0 11.50 12.00
m/z 41.05 23.99%
5000 43.0
| || 1010 130 1850 5080
0 0 X Ot e
m/z--> 20 40 60 80 100120 140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129427.D

Acq On : 29 Jul 2022 01:15
Operator : CG\JU

Sample : N3924-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.939 4.99 ng 275907  Phenanthrene-di0 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1641 (11.939 min): BF129427.D\data.ms (-1637) (- m/z 73.00 100.00%
43.1 73.0
5000 129.1
213.2 ; !
Hl 1o | 157.1185.2 ‘ 256.1 1200
oww““‘w!d ”‘w“‘u:u“‘u“w‘u_m“_“”_m‘_wmwu‘w m/z 43.10  93.91%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 j i
213.0 12b0
‘ 157.0185.0 m/z 59.95 90.38%
O
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
43.0 P
' 12.00
5000 129.0 m/z 57.10 74.26%
171.0
|
ARG
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid T
73.0 12.00
43.0 m/z 55.05 70.17%
5000 129.0
185.0
H 228.0
0%§9wwwuwyhhNkﬂ“WMhhwuH‘HMM‘H_H‘MMW‘HWH —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\

Library Search Compound Report

Data File : BF129427.D

Acq On : 29 Jul 2022 01:15
Operator : CG\JU

Sample : N3924-01

Misc

ALS vial : 19

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.486 71.92 ng 3973830  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99

Abundance Scan 1734 (12.486 min): BF129427.D\data.ms (-1730) (-} | m/z 67.85 100.00%

67.0
5000
09.1

1250
oL ?’ﬂﬁhy i ‘\ H\W ‘Hhh ‘M\ ‘ “h‘ H\ \ 187 1 220 2 ‘26‘3‘3‘29“4‘3 m/z 81.05 85.74%

miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0

5000
1250
09.0 m/z 55.05 66.77%
ol H\\‘ L0 as2020a0
miz--> 50 100 15 200 250
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0
1250
5000 m/z 95.05 58.53%
29,0 09.0 294.0
263.0
ol 1310 2200 ‘ﬂu -t
miz--> 50 100 150 200 250
Abundance  #191901: Methyl 10-trans,12-cis-octadecadienoate
67.0 12 50

m/z 41.10 53.44%

5000
09.0 294.0
263.0
0 \MML\ HWMHHHHMW\¥87()2200 L

miz--> 50 100 150 200 250 12'50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129427.D

Acq On : 29 Jul 2022 01:15
Operator : CG\JU

Sample : N3924-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.510 60.36 ng 3335210  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
3 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 99
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99

Abundance Scan 1738 (12.510 min): BF129427.D\data.ms (-1736) (- m/z 55.10 100.00%

55.1
5000
264.3 — :
ﬂ371 180.2 2223 12.50
0 ‘; ““w“”““w”‘ A L 293 w/z 69.10  68.23%
m/z--> 150 200 250 300
Abundance #194440. 9-Octadecenoic acid (2)-, methyl ester
558.0

-

5000 -
12.50
230 m/z 41.10  65.30%
180.0 222.0 264.0
0 ‘\ ‘ I \]‘\‘ M‘Huh H\HH\ \\h L ‘ | | 296'0
T T T ‘ T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T
10

miz--> 50 0 150 200 250 300
Abundance #194424: 11-Octadecenoic acid, methyl ester
5!:
1 \
12.50
87.0 m/z 74.05 58.19%
5000 264.0
23.0 222.0
U |7, o0 | o
ok L‘ ; M\ n‘u\\‘\ \\\‘MH“H \‘\h all \‘\ g . R ‘\‘ —
miz--> 100 150 200 250 300
Abundance #194447: 6-Octadecenoic acid, methyl ester, (Z)- — I
41.0
24.0 12.50
m/z 83.10 56.88%
5000
264.0
222 0 ‘
L u\m eut. L. | o0
miz--> 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129427.D

Acq On : 29 Jul 2022 01:15
Operator : CG\JU

Sample : N3924-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.586 16.08 ng 888565 Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
Abundance Scan 1751 (12.586 min): BF129427.D\data.ms (-1748) (-) ' m/z 74.00 100.00%
74.0
5000 JﬂLﬂ
410 : :
143.1 ‘ ‘
'™ ez e e
(|- ‘ n” b = L e TR m/z 86,95 74.29%
miz-> 100 150 200 250 300
Abundance #197272: Methyl stearate
74.0
5000 43.0 — 1 \
12.50
1430 m/z 43.10 40.047%
Ly o, | 0 2550
O \‘\ h\ ‘\ ’ ‘\ ‘ ‘H‘\ L \ T \ T ‘ T T T T “ T T T T “\ ‘\ T T “ 1
miz--> 100 150 200 250 300
Abundance #197353. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
R [
12.50
5000 m/z 55.05 28.12%
143.0 255.0
" ‘ 199.0 298.(
o) E— "“ “\ \‘H\ \h \\\‘\‘ \‘ A ‘\“ i ‘\“‘ ‘\‘\‘m‘ ; “\‘ .
miz--> 100 150 200 250 300
Abundance #126208: Methyl tetradecanoate —= ‘
74.0 12.50
m/z 41.05 25.96%
5000
43.0
1430 199.0
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\BF072822\
Data File : BF129427.D

Acq On : 29 Jul 2022 01:15
Operator : CG\JU

Sample : N3924-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Linoelaidic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.633 6.45 ng 356608 Phenanthrene-di0 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Linoelaidic acid 280 C18H3202 000506-21-8 99
2 9,12-Octadecadienoic acid (Z,z)- 280 (C18H3202 000060-33-3 99
3 (9E,11E)-Octadecadienoic acid 280 (C18H3202 000544-71-8 95
4 10E,12Z-Octadecadienoic acid 280 (C18H3202 002420-56-6 95
5 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 74

Abundance Scan1759(12633nﬂm:BF129427IndMaJn501756)0 m/z 202.05 100.00%
202.1

5000
09.1
150 12.50 13.00
0 w““‘h [ “h o h L 24512801 3211 L 67,60 93.57%
miz-> 100 150 200 250 300
Abundance #173566: Linoelaidic acid
5000 T T
12.50 13.00
09.0 m/z 81.10 77.00%
h 280.0
0 ‘H “h Hh H\ \‘\ \19\50\ L \L L

=

miz--> 100 150 200 250 300
Abundance #173584 9,12-Octadecadienoic acid (Z,2)-
61.0
= —
12.50 13.00
5000 ITI/Z 55.05 62.76%
09.0
h 280.0
ol A BP0 g0e0
miz--> 50 100 150 200 250 300
Abundance #173580: (9E,11E)-Octadecadienoic acid — —
67.0 12.50 13.00
m/z 41.05 53.44%
5000
09.0
‘ H 280.0
omM AL ‘;“““‘19502‘370‘”“_”‘ ) —
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129427.D

Acq On : 29 Jul 2022 01:15
Operator : CG\JU

Sample : N3924-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 9-Octadecenoic acid, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.651 8.15 ng 450330  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 93
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 93
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 91
4 9-Octadecenoic acid 282 C18H3402 002027-47-6 90
5 trans-13-Octadecenoic acid 282 (C18H3402 000693-71-0 86
Abundance Scan 1762 (12.651 min): BF129427.D\data.ms (-1761) () ' m/z 55.10 100.00%
5I:
- ﬂhm_.
1250 1300
38.1 264.3 . .
189122 2
o oo 2822 L8089 s 4110 69.97%
miz—-> 150 200 250 300
Abundance #176224 9-Octadecenoic acid, (E)-
55.0
5000 — —
12.50 13.00
370 264.0 m/z 83.10 63.99%
M Il uu”h Mh\ h | 9 \22\\\2(\] L
O\\\\‘ \\\\‘\\\\‘\\\\
miz--> 50 15 200 250 300
Abundance #176209. cis-Vaccenic acid
55.0
== —
12.50 13.00
5000 m/z 69.10 63.85%
264.0
0L5 u“‘”\ ul \h‘ H\‘ m ‘%890‘2‘2;?‘0‘ ‘ ‘L‘ e
m/z--> 50 100 150 200 250 300
Abundance #176218: cis-13-Octadecenoic acid —= —
55.0 12.50 13.00
m/z 97.10 52.48%
5000 97.0
7.0 264.0
o LLLLBIo o200 L
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129427.D

Acq On : 29 Jul 2022 01:15
Operator : CG\JU

Sample : N3924-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 n-Nonadecanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.910 8.44 ng 442766  Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 91
2 Cyclotetracosane 336 (C24H48 000297-03-0 91
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 Pentacos-1-ene 350 C25H50 016980-85-1 83

Abundance Scan 1976 (13.910 min): BF129427.D\data.ms (-1972) (- m/z 55.05 100.00%

55.0 97.0
5000
——
230.1 14.00
39.0
182.1 :
ol AR ILLY # AP L 3094 389 n, 8310 87.75%
m/z--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1
83.0
43.0
5000 T
14.00
25.0 m/z 97.05 84.97%
I 1 “ , 168.0  238.0
O\\‘\‘\"‘\\‘r\“\\\“‘”\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #244233: Cyclotetracosane
83.0
43.0 ——
14.00
5000 336.0 ITI/Z 69.10 76.10%
25.0
| ‘ | “ | 167.02100  279.0
oLl \‘\"M‘“‘m\““w\m\‘\i‘\‘\‘\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcohol T
43 83.0 14.00
' m/z 43.10 66.88%
5000
25.0
0 \‘\ \\‘ \“ ‘ \‘\ %6702100 280.0
““,““““““““““““““““‘ —
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129427.D

Acq On : 29 Jul 2022 01:15
Operator : CG\JU

Sample : N3924-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Docosanoic acid, methyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.986 2.84 ng 149061  Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 97
2 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 96
3 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 95
4 Methyl stearate 298 C19H3802 000112-61-8 93
5 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 87

Abundance Scan1989(13986nﬂm BF129427.D\data.ms (-1986) (- m/z 74.00 100.00%
74.0
- ,L
143.0 =
\ 1911 2552 3113 .., 4 14.00
ol m/z 86.95 82.27%
m/z--> 50 100 150 200 250 300 350
Abundance #264183: Docosanoic acid, methyl ester
74.0
5000 T
14.00
m/z 43.00 45.57%
29. 143.0 354.0 /
n | 1990 2550 311.0
O\‘\h\‘\“\M\M\““‘\‘\‘\\’\\\\“\\\\‘\\\\‘\\\\“\\\
miz--> 50 100 150 200 250 300 350
Abundance #249023: Heneicosanoic acid, methyl ester
74.0
P
14.00
5000 m/z 55.00 33.14%
143.0
\\‘\\\\’\\\‘\“\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #264191: Methyl 20-methyl-heneicosanoate —
74.0 14.00
m/z 75.00 26.68%
5000
143.0
311.0
199.0 255.0 ‘
ob el L m
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129427.D

Acq On : 29 Jul 2022 01:15
Operator : CG\JU

Sample : N3924-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 1,3-Benzenediol, 5-pentadecyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.239 2.30 ng 120710  Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Benzenediol, 5-pentadecyl- 320 C21H3602 003158-56-3 87
2 5-[(Z)-Nonadec-12-enyl]resorcinol 374 C25H4202 189562-06-9 81
3 1,3-Benzenediol, 5-(10-nonadecen... 374 C25H4202 052483-22-4 81
4 5-Tridecylbenzene-1,3-diol 292 C19H3202 005259-01-8 80
5 5-Heptadecylresorcinol 348 C23H4002 041442-57-3 72

Abundance Scan 2032 (14.239 min): BF129427.D\data.ms (-2030) (- m/z 124.00 100.00%

124.0
5000

=
43.1 14.00 14.50

83.1 166.1 231.1 292.1 ‘
ob b B L L S 2R 7 123,00 20.74%
miz--> 50 100 150 200 250 300 350
Abundance #225038: 1,3-Benzenediol, 5-pentadecyl-
124.0
5000 T

7
14.00 14.50
m/z 43.10 9.58%

43.0
04 \“ “\ et T - \“‘\ :[I-G\‘Gi(\)\z?gwow ™ ??\89‘3??\0\ T
m/z--> 50 100 150 200 250 300 350
Abundance #283307: 5-[(Z)-Nonadec-12-enyl]resorcinol

124.0

—
14.00 14.50
5000 m/z 137.00 9.10%

55.0

ol | 16602080  278.0 332.0374.0 WNJJLWWM
L 7P72080  278.0 332.0374.0

m/z--> 50 100 150 200 250 300 350

Abundance #283325: 1,3-Benzenediol, 5-(10-nonadecenyl)-, (Z)- e
124.0 14.00 14.50

m/z 41.10 9.02%

ol L | 166.02080 2780 331.0374.0
e A AR 2700 3310° T

7 T
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF072522.M Fri Jul 29 18:00:32 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129427.D

Acq On : 29 Jul 2022 01:15
Operator : CG\JU

Sample : N3924-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 1,19-Eicosadiene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.974 10.95 ng 462815 Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 92
2 Octadecanal 268 C18H360 000638-66-4 91
3 Tetracosanal 352 C24H480 057866-08-7 91
4 Tricosanal 338 C23H460 072934-02-2 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
Abundance Scan 2157 (14.974 min): BF129427.D\data.ms (-2154) () ' m/z 57.10 100.00%
57.1
5000
150
2761 :
ok Hu“‘p 1 m |M” 10012160 0T 36224001 ., 43.10  86.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171302: 1,19-Eicosadiene
558.0
5000 T
15.00
m/z 82.10 82.75%
O\\“‘\ “\h\h\‘u“\“\“\]‘-e\ép\‘\\\2\5‘0\91\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecana
43.0
——
p6.0 15.00
5000 m/z 55.10 72.60%
2220
0 ‘»“\M\» wedtuwn . B
m/z--> 50 100 150 200 250 300 350 400
Abundance #262003: Tetracosanal 7
82.0 15.00
334.0 m/z 96.05 57.93%
5000
LR 2z20 270
oL w S o —
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129427.D

Acq On : 29 Jul 2022 01:15
Operator : CG\JU

Sample : N3924-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Triacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.169 6.19 ng 261680  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 94
2 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 90
3 2-Methylheptacosane 394 (C28H58 001561-00-8 90
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 86
5 Octacosane 394 (C28H58 000630-02-4 86

Abundance Scan 2190 (15.169 min): BF129427.D\data.ms (-2187) (- m/z 57.10 100.00%

57.1
5000

—
15.00 15.50

169.1 219.1
0 “M hwhMN‘L“"H““““gp?f‘$?§?4993“ m/z 71.10  65.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
5000 — ——
15.00 15.50

m/z 43.10  59.59%

O ‘\ “\ \h\ h n‘ 69 O 225 O 281 O 337 0 422 O
LI ‘ T ‘ T ‘ \ \ \ T ‘ \ TTT ‘ L ‘ L ‘ L ‘ T \ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #123970: Hexadecane, 2-methyl-

57.0
e e
15.00 15.50
5000 m/z 85.10 46.25%
197.0
11130
SENFRRARNANEN 7Y
m/z--> 50 100 150 200 250 300 350 400
Abundance #298432: 2-Methylheptacosane —— ——
57.0 15.00 15.50

m/z 55.10  24.57%

- M\LM
13.0 351.0

169.0
0 71225028103950 I
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129427.D

Acq On : 29 Jul 2022 01:15
Operator : CG\JU

Sample : N3924-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Heptacosanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.769 5.53 ng 233881 Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosanal 394 C27H540 072934-03-3 93
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
3 Heptadecanal 254 C17H340 1000376-70-0 87
4 Octadecanal 268 C18H360 000638-66-4 87
5 Z-2-Dodecenol 184 C12H240 069064-36-4 83
Abundance Scan 2292 (15.768 min): BF129427.D\data.ms (-2289) (- m/z 57.10 100.00%
57.1
5000 ’\/\A/\\L
365.3 PN an
1931 2811 420.3 15.50 16.00
oLl ; m/z 43.10 91.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #298411: Heptacosana
82.0
5000 — ——
15.50 16.00
376.0 m/z 82.10 77.62%
29111 m } “ 222.0 320.0
O\\‘\\“‘\ ‘“‘“\H\‘\“‘\‘\}\‘\\\\‘\‘\‘\\‘\\\‘\J‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158578: Oxirane, hexadecyl-
82.0
— —
15.50 16.00
5000 m/z 55.00 57.67%
oL iRl Y 20 2500
m/z--> 50 100 150 200 250 300 350 400
Abundance #141014: Heptadecanal T —
43.0 15.50 16.00
m/z 96.10 52.18%
- | MWWMJW
ol L o200
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129427.D

Acq On : 29 Jul 2022 01:15
Operator : CG\JU

Sample : N3924-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.004 6.52 ng 275593 Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 94
2 Pentacosane 352 C25H52 000629-99-2 87
3 Octacosane, 1-iodo- 520 C28H571I 1000406-32-2 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 80
Abundance Scan 2332 (16.004 min): BF129427.D\data.ms (-2328) (- m/z 57.10 100.00%
57.1
T \
L1 ]1 245.1 295.1341.1386.3 437. 16.90
ol b b L[y 1082 | 2451295.134113863 437, ;71 19 6.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
5000 —— :
16.00
m/z 43.10 54.20%
O Ll “\ \i\ J u‘ | \6\9 O 225 0 281 O 337 0 422 0
\\\‘ \\‘\WWY‘\T\\‘\\\\‘\\\\‘\\\\[\\1\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane
57.0
T \
16.00
5000 m/z 85.10 47 .68%
ol L ‘ h\ \ J “\ / 16\9\0\2250 2810 3520
gy e e A RR
m/z--> 50 100 150 200 250 300 350 400
Abundance #340844: Octacosane, 1-iodo- T ‘
57.0 16.00
m/z 55.10 23.39%
5000 WMMMMW
6
oL LT 3950 250 a1 5ang 930 -
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129427.D

Acqg On : 29 Jul 2022 01:15
Operator : CG\JU

Sample : N3924-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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... 11.798 20.0 ng 1107420 4 11.416 1105120 20.0
n-Hexadecanoic ... 11.939 5.0 ng 275907 4 11.416 1105120 20.0
9,12-Octadecadi... 12.486 71.9 ng 3973830 4 11.416 1105120 20.0
9-Octadecenoic ... 12.510 60.4 ng 3335210 4 11.416 1105120 20.0
Methyl stearate 12.586 16.1 ng 888565 4 11.416 1105120 20.0
Linoelaidic acid 12.633 6.5 ng 356608 4 11.416 1105120 20.0
9-Octadecenoic ... 12.651 8.2 ng 450330 4 11.416 1105120 20.0
n-Nonadecanol-1 13.910 8.4 ng 442766 5 14.063 1048590 20.0
Docosanoic acid... 13.986 2.8 ng 149061 5 14.063 1048590 20.0
1,3-Benzenediol... 14.239 2.3 ng 120710 5 14.063 1048590 20.0
1,19-Eicosadiene 14.974 10.9 ng 462815 6 15.557 845177 20.0
Triacontane 15.169 6.2 ng 261680 6 15.557 845177 20.0
Heptacosanal 15.769 5.5 ng 233881 6 15.557 845177 20.0
Pentacosane 16.004 6.5 ng 275593 6 15.557 845177 20.0
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