LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122203.D

Acqg On : 31 Oct 2020 3:01
Operator : JU/CG

Sample : L4227-07 2X

Misc :

ALS Vvial : 26 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122203.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.340 550 553 578 rBV 550258 985318 6.71% 2.508%
2 6.369 726 728 743 rBV 641509 1030674 7.02% 2.623%
3 6.710 783 786 793 rBV 581235 566527 3.86% 1.442%
4 7.281 880 883 886 rBV 545439 543004 3.70% 1.382%
5 7.992 1002 1004 1010 rVB 717095 611947 4.17% 1.557%

9.063 1183 1186 1194 rBV 1121263 977229 6 2
9.463 1248 1254 1261 rVB3 166550 266455 1 0
9.745 1298 1302 1306 rVV 679132 608231 4.14%  1.548%
10.539 1434 1437 1446 rBV 438574 474261 3 1
10 10.651 1451 1456 1459 rBV2 125168 196013 1 0

11 11.233 1551 1555 1566 rBV 608558 585630 3.99%  1.490%
12 11.627 1616 1622 1625 rBV 5042669 4819459 32.81% 12.265%
13 12.333 1732 1742 1743 rBV 6608905 14690430 100.00% 37.387%
14 12.351 1743 1745 1749 rVV2 6664326 7448726 50.70% 18.957%
15 12.386 1749 1751 1753 rVV 244741 196055 1.33% ©.499%

16 12.416 1753 1756 1759 rVB 2740790 2208928 15.04% 5.622%
17 12.645 1792 1795 1799 rVB 179200 173211 1.18% 0.441%
18 12.816 1821 1824 1828 rVB 982746 804707 5.48% 2.048%
19 13.057 1859 1865 1872 rVB2 166033 261764 1.78% 0.666%
20 13.133 1875 1878 1882 rBV 255337 212474 1.45% 0.541%
21 13.727 1973 1979 1987 rVB3 84633 197932 1.35% 0.504%
22 13.804 1988 1992 1996 rBV 259437 249196 1.70% 0.634%
23 13.880 2001 2005 2012 rBV 672181 660380 4.50% 1.681%
24 15.315 2246 2249 2260 rVB 384291 524811 3.57% 1.336%
Sum of corrected areas: 39293362
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\

BF122203.D
: 31 Oct 2020 3:01
Ju/CG
L4227-07 2X
: 26 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122203.D

Acqg On : 31 Oct 2020 3:01
Operator : JU/CG

Sample ¢ L4227-07 2X

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Pentadecane, 2,6,10-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.651 6.69 ng 196013  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 86
3 Tridecane 184 C13H28 000629-50-5 83
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72

Abundance Scan 1456 (10.651 min): BF122203.D\data.ms (-1451) (-  m/z 57.05 100.00%
57.0

0
o
=

L | 113.0141.0  184.0

5000
‘ H 113.1 1411 183.2 10.50 11.00
Ol il e m/z 71.10 72.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 o S
10.50 11.00
85.0 /z 43.10  61.70%
29 0 1130 m/z . . q
0 H [l \\‘ | \141 0 \183 0 211.0 239.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83031: Tridecane, 5-propyl-
57.0
o o
10.50 11.00
5000 ITI/Z 85.10 28.85%
85.0
0200, | || [ 1et0 1930z
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48831: Tridecane — ——
57.0 10.50 11.00
m/z 41.05 27.33%
5000
29.0 85.0
L)
e o

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122203.D

Acqg On : 31 Oct 2020 3:01
Operator : JU/CG

Sample ¢ L4227-07 2X

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.627 164.59 ng 4819460 Phenanthrene-d10 11.233
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 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87
Abundance Scan 1622 (11.627 min): BF122203.D\data.ms (-1616) (- m/z 74.10 100.00%
74.1
5000
43.1
—— —
I T G IR
O bl b e L e e m/z 87.18 73.90%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 —— ——
43.0 11.50 12.00
143.0 m/z 43.10 35.08%
‘u \“ ‘\ ‘ | \lc\)\l 0 | 17\1 0\199 022\7 0 2700
O\‘HH‘HH‘\\‘\\‘\‘H\“HH’\\H‘\H\‘HH’HH‘HH‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester

74.0
—f=—t e
11.50 12.00
5000 43.0 m/z 55.05 29.88%
Ll Lo 189 1650 2270 o
“H‘w‘H‘_H‘_‘H‘H‘w‘H‘_‘H‘HH,H‘W‘H‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #84485: Tridecanoic acid, methyl ester —p T
74.0 11.50 12.00
m/z 41.05 27.83%
5000, 43.0
| || 1010 1430 1850 2280
YU Y P Y oo S oSS —pt ——
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\BF103020\
Data File : BF122203.D

Acqg On : 31 Oct 2020 3:01

Operator : JU/CG

Sample L4227-07 2X

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 9,12-Octadecadienoic acid, Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

12.333 501.70 ng 14690400 Phenanthrene-di10 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
»12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
294 C19H3402 002566-97-4 99

ethyl 9-cis,11-trans-octadecadi... 294 C19H3402
10,13-0Octadecadienoic acid, meth... 294 C19H3402

19

29 .
3 9,12-Octadecadienoic acid, methy...
4 M

5

Abundance Scan 1742 (12.333 min): BF122203.D\data.ms (-1732) (-
67.

1000336-44-0 99

056554-62-2 99

m/z 67.05 100.00%

5000
09.1
— o
263.3994.2 12.00 12.50
ok 37L’ m HH\ . “h‘ “h \L 8. 2 220 2 : ‘H‘ - ‘L‘ m/z 81.05 87.85%
miz--> 50 150 200 250
Abundance  #139708: 9, 12 Octadecadienoic acid, methyl ester
670
5000 T T
12.00 12.50
29.0 09.0 m/z 55.10 70.13%
294.C
ol L - ) ‘ulh Ik m ‘” 2230 26307
miz--> 100 150 200 250
Abundance #139727 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
670
— e
12.00 12.50
5000 m/Z 41.10 59.41%
09.0
‘ 263, O294.
oLl— ‘\’w | h‘n ”‘M ‘HH\ H\HH‘ wh \\‘131 0 2299 — ‘\ - “\‘
miz--> 50 100 15 200 250
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)- — =
67.0 12.00 12.50
m/z 95.05 59.21%
5000
09.0
o hAb e msomac ||
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122203.D

Acqg On : 31 Oct 2020 3:01
Operator : JU/CG

Sample ¢ L4227-07 2X

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.351 254.38 ng 7448730 Phenanthrene-d10 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 91
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 90
3 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1000333-58-3 86
4 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 86
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 86

Abundance Scan 1745 (12.351 min): BF122203.D\data.ms (-1743) (- m/z 55.10 100.00%

55.1
264.3
5000
- =
12.00 12.50
0t—— ‘ m/z 74.10 82.92%
miz--> 50 100 150 200 250 300
Abundance #141310: 9-Octadecenoic acid, methyl ester, (E)-
55.0
5000 97.0 - T
12.00 12.50
264.0 m/z 264.30  78.51%
WW'O 180.0 222.0 ‘ 296 c
01'50 i H\HH\ ull \‘u‘ \j\ P T — . ‘ ——
m/z--> 50 100 150 200 250 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
55.0
— —
12.00 12.50
5000 87.0 ITI/Z 41.10 71.73%
264.0
23.0 1800 222.0 ‘
0 — H“ “u “ ‘d ‘\‘HM‘ \H\H m iy ‘L P T — ‘ “‘ ‘2‘96(:
m/z--> 0 100 150 200 250 300
Abundance #141299: cis-13-Octadecenoic acid, methyl ester P r=—
55.0 12.00 12.50
m/z 69.10 70.67%
5000 /\A
0! — =
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\BF103020\
Data File : BF122203.D

Acqg On : 31 Oct 2020 3:01
Operator : JU/CG

Sample ¢ L4227-07 2X

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 9,12,15-Octadecatrienoic ac... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.386 6.70 ng 196055  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12,15-Octadecatrienoic acid, m... 292 C19H3202 000301-00-8 96
2 Methyl 8,11,14-heptadecatriencate 278 C18H3002 1000336-35-1 87
3 Methyl 8,11,14,17-eicosatetraenoate 318 C21H3402 1000336-47-0 80
4 3-Dodecen-1-yne, (Z)- 164 C12H20 025091-24-1 76
5 9,12,15-Octadecatrienoic acid, (... 278 C18H3002 000463-40-1 68

Abundance Scan 1751 (12.386 min): BF122203.D\data.ms (-1749) (- m/z 79.10 100.00%

79.1
41.0
5000
21.1 T LN
|| (1731 2362 2021 12.00 12.50
0! hhh“‘\\‘H\‘\‘HHH\\‘m\‘\\\wh‘ A n ‘\‘u‘ ! ‘\‘ — m/z 55.10 65.58%
miz--> 50 100 150 200 250 300
Abundance #138095: 9,12,15-Octadecatrienoic acid, methyl ester, (Z
79.0
5000 — A
41.0 12.00 12.50
21.0 m/z 41.05 59.63%
292.0
ob— \\‘ “\‘ f ‘w‘\‘;‘\\\}h\ \‘th‘ \1}16“%:\0‘ 20‘3r0‘2‘3?c7 e —
miz-> 50 100 150 200 250 300
Abundance #126109: Methyl 8,11,14-heptadecatrienoate
79.0
— =
12.00 12.50
5000 m/Z 93.05 59.07%
21.0
h h 1590 2220 2780
0! yk”ﬁ”hw Pl e
miz-> 50 100 150 200 250 300
Abundance #159953: Methyl 8,11,14,17-eicosatetraenoate — p——
79.0 12.00 12.50
m/z 67.05 51.65%
5000
ng.o
161.0
o! ‘\““\“}H\ “‘M“‘h‘i T ‘2‘2‘\2"0‘2"‘57"9 — ‘3‘18‘" — s
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\BF103020\
Data File : BF122203.D

Acqg On : 31 Oct 2020 3:01
Operator : JU/CG

Sample ¢ L4227-07 2X

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.416 75.44 ng 2208930  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87

Abundance Scan 1756 (12.416 min): BF122203.D\data.ms (-1753) (-  m/z 74.05 100.00%

74.0
5000 431
143.1 RN
199.2 2953 . 12.50
LU | | [, 208 ;
ob—— ‘ g b b L T m/z 87.85 74.73%
m/z--> 100 150 200 250 300
Abundance #143128: Methyl stearate
74.0
5000 43.0 L
12.50
143.0 m/z 43.10 41.14%
‘ 199.0 255.0 208.( /
0+ \‘\ ‘\‘ “‘\ ‘H‘ ‘]T \‘\0‘\ \“‘\ T \‘\ ] s “‘\h\ T L‘ 1
miz--> 100 150 200 250 300
Abundance #131300: Heptadecanoic acid, methyl ester
74.0
e
12.50
5000 ITI/Z 55.10 31.40%
43.0
143.0
Ll 0™ sas0 20 o
o“w““ﬂ“HH_Hm_‘”“u”“_
miz--> 100 150 200 250 300
Abundance #107593: Pentadecanoic acid, methyl ester =
74.0 12.50
m/z 41.10 27.42%
5000
43.0
‘ 143.0
213.0 256.0
0Lt ‘ Wl 3120, ‘ L3820, L ST 1
mlz--> 100 150 200 250 300 12.50

8270-BF101220.M Mon Nov 02 11:03:33 2020 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122203.D

Acqg On : 31 Oct 2020 3:01
Operator : JU/CG

Sample ¢ L4227-07 2X

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Methyl 1@-trans,12-cis-octa... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.645 5.25 ng 173211 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 1@-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 97
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 1000336-44-0 95
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 95
5 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 95

Abundance Scan 1795 (12.645 min): BF122203.D\data.ms (-1792) (- m/z 67.00 100.00%
7.0

6
5000
150.1 294.1 12.50 13.00
oL 185J}2201 ?ﬁ%l“L‘ m/z 81.10 71.70%
miz--> 50 100 150 200 250
Abundance  #139709: Methyl 10-trans,12-cis-octadecadienoate
67.0
5000 —_ —
12.50 13.00
m/z 59.00 55.35%
ol il
miz--> 50 100 150 200 250
Abundance #139724: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
| I
12.50 13.00
5000 ITI/Z 55.00 50.94%
290‘
oL ‘ﬂhwhwﬂ
Miz--> 50 100 150 200 250
Abundance  #139701: Methyl 9-cis,11-trans-octadecadienoate a— —
67.0 12.50 13.00
m/z 95.05 49.44%
5000
09.0 294.(
150.0
262.0
ob———— 1810 2207 S
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122203.D

Acqg On : 31 Oct 2020 3:01

Operator Ju/caG

Sample ¢ L4227-07 2X

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Methyl 13-eicosenoate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.057 7.93 ng 261764 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 13-eicosenoate 324 C21H4002 1000336-48-4 91
2 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 90
3 E-9-Tetradecenoic acid 226 C14H2602 1000131-35-8 86
4 Z-11-Pentadecenol 226 C15H300 1000130-77-0 86
5 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 81

Abundance Scan 1865 (13.057 min): BF122203.D\data.ms (-1859) (-]
58.0

5000

m/z 55.05 100.00%

3

T
13.00

0 m/z 69.10 56.48%
m/z--> 50 100 150 200 250 300
Abundance #164499: Methyl 13-eicosenoate
58.0
5000 - \

208.0 250.0
1.0

13.00
m/z 41.10 55.36%

O,
miz--> 50 100 150 200 250 300
Abundance #117513: 9-Hexadecenoic acid, methyl ester, (2)-
55.0
T T T
13.00
5000 96.0 m/Z 43.10 48.44%
152.0 194.0 236.0
0! ‘H‘Hm \‘hh‘uu‘u\wu\“\mi\‘h by ‘h‘\’ - ““ ‘2‘6‘9'9‘ P
m/z--> 50 100 150 200 250 300
Abundance #82768: E-9-Tetradecenoic acid —
55.0 13.00
m/z 74.10  48.37%
5000
97.0
166.0 208.0
ol— “H“H i \“H‘HL‘H \\‘”h‘\]‘\.ﬂﬁ%h:o‘\ A ’\‘ i — T . ‘/k‘ , /\‘
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122203.D

Acqg On : 31 Oct 2020 3:01
Operator : JU/CG

Sample ¢ L4227-07 2X

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Eicosanoic acid, methyl ester  Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.133 6.43 ng 212474 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Eicosanoic acid, methyl ester

2 Hexadecanoic acid, 15-methyl-, m..

3 Heptadecanoic acid, methyl ester
4 Methyl 18-methylnonadecanoate
5 Methyl stearate

326 C21H4202

. 284 (C18H3602

284 C18H3602
326 C21H4202
298 C19H3802

Abundance Scan 1878 (13.133 min): BF122203.D\data.ms (-1875) (-]

001120-28-1 95
006929-04-0 95
001731-92-6 93
1000352-20-6 91
000112-61-8 90

m/z 74.05 100.00%

74.0
5000
‘ ‘ 143.1 283.3 ‘13‘(/;)‘ ‘1;\‘50‘
3910 1851 227.2 "~ 326.0 ’ :
ol “‘ ALy ““ b b b Tt mjz 87.00 73.95%
miz--> 50 100 150 200 250 300
Abundance #166218: Eicosanoic acid, methyl ester
74.0
5000 e e
13.00 13.50
29. 143.0 m/z 43.05 46.55%
‘ ‘ 283.0 326.(
O \‘\ h\ ‘\‘ ‘H\ \‘ ‘H‘ J‘Tpe \O‘\ \‘ ‘ LI \;\9?.\0\‘2\4\1-.0\ T \‘ \.“ T \“\
miz-> 50 100 150 200 250 300
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
—r —
13.00 13.50
5000 m/Z 55.00 31.07%
143.0 284.0
zgq ‘ ‘ 1850 241.0
S 00 P N O A
miz-> 50 100 150 200 250 300
Abundance #131300: Heptadecanoic acid, methyl ester —— —
74.0 13.00 13.50
m/z 41.10 26.26%
h W
143.0
241.0 284.0
o 71@90 [ im0 200 B0 .
mlz--> 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\BF103020\
Data File : BF122203.D

Acqg On : 31 Oct 2020 3:01
Operator : JU/CG

Sample ¢ L4227-07 2X

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 1-Octadecene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.727 5.99 ng 197932 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 90
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 90
3 n-Nonadecanol-1 284 C19H400 001454-84-8 83
4 n-Heptadecanol-1 256 C17H360 001454-85-9 83
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 81

Abundance Scan 1979 (13.727 min): BF122203.D\data.ms (-1973) (- m/z 55.00 100.00%
55.0

5000 M/\Jkrjw
—— —
‘ M 39.1 180.0 236.1 13. 50 14.00
0ty m/z 90.58%
miz--> 50 100 150 200 250 300
Abundance #104182: 1-Octadecene
43.0
83.0
5000
13 50 14 00
rzso m/z 87.23%
252.0
o LLLULLL, oo oo 220
miz--> 50 150 200 250 300
Abundance #164113: Trlﬂuoroacetic acid, pentadecy! ester
57.0
97.0
13 50 14 00
5000 m/z 79.94%
oo LLLLLLpoo a0 20 o
miz--> 50 150 200 250 300
Abundance #131391.n—NonadecanoLl
83.0 13 50 14 00
43.0 m/z 71.33%
5000
25.0
LUl gemo 20
ol b ARl a fdy 1080 280
m/z--> 50 100 150 200 250 300 13 50 14 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122203.D

Acqg On : 31 Oct 2020 3:01
Operator : JU/CG

Sample ¢ L4227-07 2X

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Docosanoic acid, methyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.804 7.55 ng 249196 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 98
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 96
3 Methyl stearate 298 C19H3802 000112-61-8 96
4 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 95
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 87

Abundance Scan 1992 (13 804 min): BF122203.D\data.ms (-1988) (1 m/z 74.00 100.00%
74.0
5000
143.0 A, A
‘ | ‘ 1991 2552 13 384 13.50 14.00
ob—dl | u““w““ 0 TR PR b b m/z 87.10 77.84%
mlz--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74.0
5000 A redls
13.50 14.00
m/z 43.10 46.78%
29. 143.0 354.( /
L 199.0 2550 311.0 °
O\‘\h\ ‘\MH\H \HH\““‘ \“\‘\\‘\\\‘\“\\\\“\\\\‘\‘\\\“\
miz--> 50 100 150 200 250 300 350
Abundance #154941: Nonadecanoic acid, methyl ester
74.0
— ——
13.50 14.00
5000 m/z 55.10 34.56%
143.0
312.0
9 ‘ 1000  269.0
ol il L AP
miz--> 50 100 150 200 250 300 350
Abundance #143126: Methyl stearate “ —
74.0 13.50 14.00
m/z 57.10 28.13%
5000
143.0
4 ‘ 199.0 255.0 298.0
o‘HW“‘M‘M“ S I IR
mlz--> 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\BF103020\
Data File : BF122203.D

Acqg On : 31 Oct 2020 3:01
Operator : JU/CG

Sample : L4227-07 2X

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Pentadecane, 2,... 10.651 6.7 ng 196013 4 11.233 585630 20.0
Hexadecanoic ac... 11.627 164.6 ng 4819460 4 11.233 585630 20.0
9,12-Octadecadi... 12.333 501.7 ng 14690400 4 11.233 585630 20.0
9-Octadecenoic ... 12.351 254.4 ng 7448730 4 11.233 585630 20.0
9,12,15-Octadec... 12.386 6.7 ng 196055 4 11.233 585630 20.0
Methyl stearate 12.416 75.4 ng 2208930 4 11.233 585630 20.0
Methyl 10-trans... 12.645 5.3 ng 173211 5 13.880 660380 20.0
Methyl 13-eicos... 13.057 7.9 ng 261764 5 13.880 660380 20.0
Eicosanoic acid... 13.133 6.4 ng 212474 5 13.880 660380 20.0
1-Octadecene 13.727 6.0 ng 197932 5 13.880 660380 20.0
Docosanoic acid... 13.804 7.5 ng 249196 5 13.880 660380 20.0
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