LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022719.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.346 550 554 558 rBVY 2044840 1923216 5.29% 1.929%
2 6.375 724 729 734 rVB 2107122 2153896 5.92% 2.161%
3 6.510 748 752 756 rBVY 2478689 2099266 5.77% 2.106%
4 6.745 788 792 795 rBY 1418184 1157436 3.18% 1.161%
5 6.898 815 818 822 rBVY 1880728 1541531 4.24% 1.547%
6 7.298 879 886 889 rBVY 1450163 1220104 3.36% 1.224%
7 8.028 1006 1010 1013 rBV 1694586 1556474 4.28% 1.562%
8 9.098 1188 1192 1198 rVB 2440484 1962161 5.40% 1.969%
9 9.775 1302 1307 1310 rVV 1758533 1470163 4.04% 1.475%
10 10.557 1436 1440 1445 rBY 1519368 1345608 3.70% 1.350%

11 10.792 1476 1480 1483 rBV 921330 742896 2.04% 0.745%
12 11.251 1547 1558 1561 rBV 1916064 1730370 4._76% 1.736%
13 11.580 1608 1614 1619 rBV 1140157 1167832 3.21% 1.172%
14 11.675 1624 1630 1633 rBV 11137765 15450154 42.49% 15.500%
15 11.798 1645 1651 1658 rBV3 578839 775539 2.13% 0.778%

16 11.980 1679 1682 1686 rVB2 514939 464889 1.28% 0.466%
17 12.063 1691 1696 1700 rBV 618801 536395 1.48% 0.538%
18 12.386 1739 1751 1752 rBV4 11613479 36359407 100.00% 36.477%
19 12.469 1761 1765 1767 rVB 8839498 9479856 26.07% 9.511%
20 12.492 1767 1769 1770 rBV 913715 705753 1.94% 0.708%

21 12.510 1770 1772 1775 rVB 954534 809324 2.23% 0.812%
22 12.686 1798 1802 1806 rVB2 1230880 1208338 3.32% 1.212%
23 12.839 1825 1828 1832 rBV 2343146 2047660 5.63% 2.054%
24 12.922 1838 1842 1848 rVV6 188105 404911 1.11% 0.406%
25 13.027 1853 1860 1861 rVVv4 585564 800216 2.20% 0.803%

26 13.092 1865 1871 1875 rVV 1126511 1326243 3.65% 1.331%
27 13.174 1879 1885 1891 rBV2 1484829 2198388 6.05% 2.206%
28 13.227 1891 1894 1900 rVV3 680267 831715 2.29% 0.834%
29 13.369 1915 1918 1922 rVB3 456594 515446 1.42% 0.517%
30 13.592 1950 1956 1959 rBV3 755846 1165071 3.20% 1.169%

31 13.733 1978 1980 1990 rVB3 217306 374693 1.03% 0.376%
32 13.839 1994 1998 2001 rBV 1199905 1068435 2.94% 1.072%
33 13.880 2001 2005 2008 rBV 1746112 1671644 4.60% 1.677%
34 14.457 2100 2103 2107 rBV 394974 388829 1.07% 0.390%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.286 2240 2244 2248 rBV 852766 1022723 2.81% 1.026%

Sum of corrected areas: 99676582
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LSC Report - Integrated

Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown6.51 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.51 36.27 ng 2099270 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 752 (6.510 min): BF112761.D (-748) (-) m/z 132.00 100.00%
5000 68
40 %6 J 620 640 6.60 680
54 : . : :
| 77 87 |ssus W /7 67.95 41.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR AR L SRR

6.20 6.40 6.60 6.80
m/z 134.00 33.03%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
R AR mEEa
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 26.96%
41 53 97 117
b e
S e - .- R A
m/z--> 40 60 80 100 120 140 160 180 h
Abundance #52379: Tranylcypromine-propionyl e e R ERR
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 15.65%
5000 98 116
e S8 or [ as s
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Tridecanoic acid, 12-methyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.79 8.59 ng 742896 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 94
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
3 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 87
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 86
Abundance Scan 1480 (10.792 min): BF112761.D (-1476) (-) m/z 73.95 100.00%
7}
87
5000
43 ¢ A
” | 101110 M e 1 19950 1040 10,60 10,80 1100 1120
185 : : : : :
o...,....-,'....“,.~.-.'.,l:!..h,l..1.1.5,....,|....,.1.7.1.,....|..'..,....2,4.2.. m/z 87.00 70.43%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #95899. Tridecanoic acid, 12-methyl-, methyl ester
7}
87
A
5000 199 SN LN SRS SULRULE I
M s5 143 242 10,40 10.60 10.80 11.00 11.20
- H ‘ 129 1 m/z 43.00 31.43%
101
S T I = e B .2 O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95859: Methyl tetradecanoate
74
87 NSRS SUNL A I
10.40 10.60 10.80 11.00 11.20
5000 m/z 55.00 25.13%
43 95 143
101 4 129
352 |l L) (s | asapaes o 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 L\AﬁmwMNAULA_
Abundance #72688: Dodecanoic acid, methyl ester R e A EEa R
74 10.40 10.60 10.80 11.00 11.20
g7 m/z 41.00 24 .12%
5000
43 9°
171
s | st e e MJM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1040 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 9-Hexadecenoic acid, methyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.58 13.50 ng 1167830 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 98
2 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 94
3 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 91
4 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 90
5 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 45

Abundance Scan 1614 (11.580 min): BF112761.D (-1608) (-) m/z 55.00 100.00%

5000

11.20 11.40 11.60 11.80
m/z 41.00 64.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-

74

-

5000
11.20 11.40 11.60 11.80

m/z 69.00 60.33%

123137152 194 236
137 171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
41 55

-

74
11.20 11.40 11.60 11.80

m/z 74.00 54 .89%

5000

222 26

137 180
152166 246

207 4 81296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129412: Cyclopropaneoctanoic acid, 2-hexyl-, methyl ester L e e e
55 11.20 11.40 11.60 11.80
4l m/z 43.00 44.07%

74

5000

111
138

166157 208 53, 250

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.20 11.40 11.60 11.80

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.67 178.58 ng 15450200 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83
Abundance Scan 1629 (11.669 min): BF112761.D (-1624) (-) m/z 74.00 100.00%
!
87
5000 43
Tl | ors120™ e ipissigns T opezn | T e 0 2
oottt ol L7 US| ASTITINNIONS | 2266210 | s 87.00  72.96%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 L I IS SN B
43 11.40 11.60 11.80 12.00
143 m/z 43.05 37 .96%
ml A 101745129 | 157171185199213227241 270
mz-> 20 4'0 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
— A
87 11.40 11.60 11.80 12.00
5000 43 m/z 55.00 30.32%
29 7 143
1ol \‘\“ 101115129% 157171185199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester
74 11.40 11.60 11.80 12.00
a7 m/z 41.05 28 .56%
5000 43
%7
b 101015129 Py 85000 e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.80 8.96 ng 775539 Phenanthrene-d10 11.25
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 25
Abundance Scan 1651 (11.798 min): BF112761.D (-1645) (-) m/z 73.00 100.00%
60 73
5000 129
97 115 213
14327171185, 901" 997 54, 256 11.40 11.60 11.80 12.00 12.20
m/z 43.00 96.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129

—T e A
11.40 11.60 11.80 12.00 12.20

m/z 60.00 88.81%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 e TR
11.40 11.60 11.80 12.00 12.20
5000 - 129 m/z 57.00 76.85%
’ 15 t 214
| L | o |
S T e v e N A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.40 11.60 11.80 12.00 12.20
m/z 55.00 71.28%
5000 129
29
199
‘ ‘ 143 157171185 242
.??,.‘A..‘ik‘.. A AT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Methyl 9-heptadecenoate or ... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.98 5.37 ng 464889 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9-heptadecenoate or 9-17:1 282 C18H3402 1000336-38-0 91
2 cis-10-Heptadecenoic acid. methy... 282 C18H3402 1000333-62-1 91
3 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 87
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 87
5 Methyl 8-heptadecenoate 282 C18H3402 1000336-36-4 87
Abundance Scan 1682 (11.980 min): BF112761.D (-1679) (-) m/z 55.00 100.00%

5000

_

195141 166 208 250 11.60 11.80 12.00 12.20

180194 223 282 m/z 41.00 60.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129369: Methyl 9-heptadecenoate or 9-17:1

C

5000 11.60 11.80 12.00 12.20

250 m/z 69.00 60.43%

208
137151166 oo 232

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129385: cis-10-Heptadecenoic acid, methyl ester
55
IIIIIIIIIAIIIIIIIIIIIII
69 11.60 11.80 12.00 12.20

5000 m/z 73.95 49 _75%

152166 208
180194

264 282

_

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129412: Cyclopropaneoctanoic acid, 2-hexyl-, methyl ester
55 11.60 11.80 12.00 12.20
44 69 m/z 67.00 44.51%

5000

?

138152166

180104208 232 220 L
V> MSD M. M 2
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Hexadecanoic acid, 15-methy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.06 6.20 ng 536395 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 97
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 90
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86
Abundance Scan 1696 (12.063 min): BF112761.D (-1691) (-) m/z 73.95 100.00%
74
5000
43
| m 97111 1291T3157171185199213227241255 284 11.80 12.00 12.20 12.40
,.”.Pnﬁpﬂ.ﬁLJLm.Pan.”..”..” e L N o m/z 86.95 73.92%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131321: Hexadecanoic acid, 15-methyl-, methy! ester
74
5000
241 11.80 12.00 12.20 12.40
55 143 L5109 284 m/z 43.00 35.13%
I |, ILI%7111 129 1 157171777 213227 ‘ 25569 |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131300: Heptadecanoic acid, methyl ester
74
11.80 12.00 12.20 12.40
5000 m/z 55.00 26 .50%
43
29 7 143
| m TM Ll 97111 129 | 157171185199213227241255 284
miz-> 20 40 60 80 100 150 140 160 1éo 260 220 240 2éo 280
Abundance #119408: Hexadecanoic acid, methyl ester
74 11.80 12.00 12.20 12.40

m/z 41.00 22 .87%

5000
43
7 143
bl | 101115129 | 157171185199213227241 270
et L 187 | 1571051990137 o0 200

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.39 420.25 ng 36359400 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98
Abundance Scan 1752 (12.392 min): BF112761.D (-1739) (-) m/z 55.05 100.00%
- +’_1Lvﬁ
3
137151166180 222 264 12.00 12.20 12.40 12.60 12.80
et 19420877236 4, 278234 m/z 41.05 76.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139729: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000
12.00 12.20 12.40 12.60 12.80
123 m/z 67.05 60.69%
150164178192 263

220234

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
6/7
81

-

12.00 12.20 12.40 12.60 12.80
m/z  69.05 56.47%

5000

109 294

150164178192 263

220234

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67 8

-

12.00 12.20 12.40 12.60 12.80
m/z 43.05 49.99%

5000

263

15016417819 220234048

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60 12.80

-

8270-BF022719.M Fri Mar 01 16:57:14 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.92 4.84 ng 404911 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..1ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 93
2 Methvyl 6-cis.9-cis.ll-trans-octa... 292 C19H3202 1000336-37-7 89
3 9.12.15-Octadecatrienoic acid. m... 292 C19H3202 000301-00-8 53
4 6.9.12-Octadecatrienoic acid. me... 292 C19H3202 002676-41-7 52
5 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 000497-32-5 49
Abundance Scan 1842 (12.922 min): BF112761.D (-1838) (-) m/z 79.00 100.00%

5000

292 A e b
12.60 12.80 13.00 13.20

m/z 91.00 71.31%

232 250266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate

5000

12!60 12.I80 13.I00 13!20
m/z 93.00 63.54%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #138078: Methyl 6-cis,9-cis,11-trans-octadecatrienoate

12.60 12.80 13.00 13.20
m/z 80.00 57.76%

5000 55

292
121 447 175

191 222 243

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #138097: 9,12,15-Octadecatrienoic acid, methy! ester, (Z,Z,2) s m e L
12.60 12.80 13.00 13.20
a1 m/z 216.00 55.38%
5000
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20

8270-BF022719.M Fri Mar 01 16:57:15 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 11-Eicosenoic acid, methyl ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.09 15.87 ng 1326240 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 99
2 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 91
3 Methvl 9-eilcosenoate 324 C21H4002 1000336-50-5 91
4 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 91
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 90
Abundance Scan 1871 (13.092 min): BF112761.D (-1865) (-) m/z 55.00 100.00%
g5
5000

12.80 13.00 13.20 13.40
m/z 41.00 59.03%

137 L 167 194 216533250 57,292

324343

m/z--> 50 100 150 200 250 300
Abundance #164508: 11-Eicosenoic acid, methyl ester

12.80 13.00 13.20 13.40
m/z 69.00 58.95%

5000

m/z--> 50 100 150 200 250 300
Abundance #164513: cis-11-Eicosenoic acid, methyl ester
55
AR ERREE RS
83 12.80 13.00 13.20 13.40
5000 m/z 43.00 54 _07%
111 292
29 137 208 250
— “. { I"' “1\ \“I allj Jh :!'(?6185 ll .22.7‘. ) i 27‘} .h I .3.?‘} —
m/z--> 50 100 150 200 250 300
Abundance #164497: Methy| 9-eicosenoate L
55 12.80 13.00 13.20 13.40
m/z 83.00 48 .95%
5000 74
97 202

123
J‘ LIH AL u1?2 179 208227 250 274 | 324

m/z--> 50 100 150 200 250 300 12. 80 13. 00 13. 20 13. 40

8270-BF022719.M Fri Mar 01 16:57:15 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Eicosanoic acid, methyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.17 26.30 ng 2198390 Chrysene-d12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 99
2 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 98
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 91
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
5 Methyl stearate 298 C19H3802 000112-61-8 90

Abundance Scan 1884 (13.169 min): BF112761.D (-1879) (-) m/z 73.95 100.00%
7}
5000 43
13 12.80 13.00 13.20 13.40
199 283 00 1590 215,20 13,
0 o 5 30 %0 m/z 87.00  77.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74
5000
12.80 13.00 13.20 13.40
43 143 326 m/z 43.00 42.05%
15, ||y 4 97 115 171 199 227 255 283
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 320
Abundance #166215: Methyl 18-methylnonadecanoate
74
12.80 13.00 13.20 13.40
5000 43 m/z 55.00 31.25%
143
326
283
m/z--> 20 40 eb 80 160 150 140 160 180 200 220 240 260 280 300 320
Abundance #143185: Heptadecanoic acid, 16-methyl-, methyl ester LA A e SR
74 12.80 13.00 13.20 13.40
m/z 41.00 24 _44%
5000
43
97 143 298
a8 AU s, T oan 198 g7 B g | W Y T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40

8270-BF022719.M Fri Mar 01 16:57:16 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 unknownl3.23 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.23 9.95 ng 831715 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Ouinolizin-1-ol. octahvdro-. ... 155 C9H17NO 010447-19-5 43
2 2H-Ouinolizin-1-ol. octahvdro- 155 C9H17NO 022525-60-6 38
3 4-Nitrocatechol 155 C6H5N04 003316-09-4 35
4 7-Tetradecvne 194 C14H26 035216-11-6 25
5 6-Amino-1,3-dimethyluracil 155 C6H9N302 006642-31-5 14
Abundance Scan 1894 (13.227 min): BF112761.D (-1891) (-) m/z 55.00 100.00%
155
5000
e 15100 13,20 1340 1360
207 : : : :
224 244 271 292310 m/z 155.10 81 _80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #28168: 2H-Quinolizin-1-ol, octahydro-, cis-
83
111
5000 155
13.00 13.20 13.40 13.60
%5 m/z 67.00 71.41%
" d 138|
miz> % 40 60 80 '1'66' 'iéb' 140 160 180 200 220 240 260 280 300 320
Abundance #28151: 2H-Quinolizin-1-ol, octahydro-
83
111 ' 13.00 13.20 13.40 13.60
5000 155 m/z 83.00 69.11%
55
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #27903: 4-Nitrocatechol R B e
155 13.00 13.20 13.40 13.60
m/z 81.00 57.71%
5000
81
55 ‘ 109125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60

8270-BF022719.M Fri Mar 01 16:57:17 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknownl3.27 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.37 6.17 ng 515446 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.1.0Ttridec-1-ene 178 C13H22 054766-91-5 46
2 Cvclohexanol. 2-methvl-3-(1-meth... 154 C10H180 054244-81-4 30
3 Decane. 3-cvclohexvl- 224 C16H32 013151-74-1 27
4 3.6-Nonadien-1-ol. (E.Z2)- 140 C9H160 056805-23-3 25
5 3-Oxatricyclo[4.1.1.0(2,4)]Joctan... 152 C10H160 001686-14-2 25

Abundance Scan 1918 (13.369 min): BF112761.D (-1915) (-) m/z 55.00 100.00%

83

5000

13.00 13.20 13.40 13.60
m/z 83.00 86.75%

7 209248 275292310 351
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #44125: Bicyclo[10.1.0]tridec-1-ene
7
5000 93 T LR B TTT T TT T[T
13. OO 13. 20 13 40 13.60
121 m/z 99.00 75.35%
149 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #26977: Cyclohexanol, 2-methyl-3-(1-methylethenyl)-, (1.al...
83
55 e e e e
13.00 13.20 13.40 13.60
5000 m/z 43.00 67.11%
121
139

m/z--> 2I0 4I0 6IO 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #81255: Decane, 3-cyclohexyl- R e B R
55 83 13.00 13.20 13.40 13.60

m/z 41.00 56.52%

5000

195
‘ \153 L 204

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 00 13. 20 13 40 13. 60

125
M \{‘

8270-BF022719.M Fri Mar 01 16:57:18 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 unknownl3.59 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.59 13.94 ng 1165070 Chrysene-d12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 38
2 Bicvclol2.2_.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 30
3 Cis-3-ethvl-endo-tricvclol5.2.1.... 164 C12H20 1000215-29-1 25
4 Butvric acid. 2-(3-o0xo0-3H-benzol... 237 C11H11NO3S 1000316-00-8 25
5 7,8-Epoxy-trans-syn-cis-tricyclo... 178 C12H180 057366-09-3 15

Abundance Scan 1956 (13.592 min): BF112761.D (-1950) (-) m/z 81.00 100.00%
2000 \/AAva\.fAA/\me~_JL,~_~w~
i 208 13170 1340 13,60 1380 1400
205 277 . . . . :
259 328 360 "m/z 95.00 92.35%
m/z--> 50 100 150 200 250 300 350
Abundance #25105: (+)-2-Bornanone
95
5000 41 LA UL SRR UL B
69 152 13.20 13.40 13.60 13.80 14.00
m/z 151.10 84.21%
15 123
m/z--> 50 100 150 200 250 300 350
Abundance #25333: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95
69 13.20 13.40 13.60 13.80 14.00
5000 m/z 55.00 57.05%
‘ ‘ 152
5
....r..k.“l}.l?%.ﬂ....l....l....l....l..
m/z--> 50 100 150 200 250 300 350
Abundance #33789: Cis-3-ethyl-endo-tricyclo[5.2.1.0(2.6)]decane T
95 13.20 13.40 13.60 13.80 14.00
m/z 67.00 52.38%
67
5000 135
41
! t’ ,‘“.'.H .‘“,"‘. L ,1.6‘:'. e S ——
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80 14.00

8270-BF022719.M Fri Mar 01 16:57:18 2019

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 3-Eicosene, (E)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.73 4_.48 ng 374693 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
2 Cvclotetracosane 336 C24H48 000297-03-0 96
3 5-Eicosene. (BE)- 280 C20H40 074685-30-6 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 9-Tricosene, (2)- 322 C23H46 027519-02-4 94
Abundance Scan 1979 (13.727 min): BF112761.D (-1978) (-) m/z 57.00 100.00%
47 83
5000
3 141160 188 215 242 277 7 322340 365 2|.534IOI Ilééol I:|.I38I0I I].;]-OIOI -
m/z 55.00 96.94%
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
97
83
5000 ISR N RN BN UGS
29 11 13.40 13.60 13.80 14.00
m/z 43.00 90.42%
J |139 167 106 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #174180: Cyclotetracosane
55 83
13.40 13.60 13.80 14.00
5000 111 336 m/z 83.00 89.87%
29 139
P | Ay 267 195 222 251 279 308
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)- L UL B L LN B |
55 13.40 13.60 13.80 14.00
m/z 97.00 72.50%
83
5000
29 ’ 111
J 11| A | J 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 13140 13.60 13.80 14.00

8270-BF022719.M Fri Mar 01 16:57:19 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112761.D

Aca On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample : K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Tetracosanoic acid, methyl ... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.46 4.65 ng 388829 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosanoic acid. methvl ester 382 C25H5002 002442-49-1 98
2 Heneicosanoic acid. methvl ester 340 C22H4402 006064-90-0 93
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 91
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 87
5 Hexacosanoic acid, methyl ester 410 C27H5402 005802-82-4 87
Abundance Scan 2104 (14.463 min): BF112761.D (-2100) (-) m/z 74.00 100.00%
74
5000 43
A
339 R R R R L
“ ﬂ 382408 an1 14.20 14.40 14.60 14.80
et pllly m/z 87.00 83.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #203673: Tetracosanoic acid, methyl ester
74
A
5000 43 R U BN BURR B
14.20 14.40 14.60 14.80
143 m/z 43.00 51.24%
97 382
LY 21 | 171199 241 283305 339
m/z--> 50 100 150 200 250 300 350 400
Abundance #177157: Heneicosanoic acid, methyl ester
74
4s 14.20 14.40 14.60 14.80
5000 m/z 57.00 42 _47%
V o7 143
ALY g2 | 171,199 241 260 207 340
m/z--> 5 100 150 260 250 300 350 400
Abundance #143185: Heptadecanoic acid, 16-methyl-, methy! ester e  RRRaE Bam s
74 14.20 14.40 14.60 14.80
m/z 55.00 36.93%
5000
43
97 143 298
18 | | J[|7) 121 | 171 199 97 230
m/z--> 50 1(')0 150 2(')0 250 300 350 400 ' 1420 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022819\
Data File : BF112761.D

Acq On : 28 Feb 2019 14:42

Operator : JU/SJ

Sample - K1358-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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]
unknown6.51 6.51 36.3 ng 2099270 1 6.75 1157440 20.0
Tridecanoic acid,... 10.79 8.6 ng 742896 4 11.25 1730370 20.0
9-Hexadecenoic ac... 11.58 13.5 ng 1167830 4 11.25 1730370 20.0
Hexadecanoic acid... 11.67 178.6 ng 15450200 4 11.25 1730370 20.0
n-Hexadecanoic acid 11.80 9.0 ng 775539 4 11.25 1730370 20.0
Methyl 9-heptadec... 11.98 5.4 ng 464889 4 11.25 1730370 20.0
Hexadecanoic acid... 12.06 6.2 ng 536395 4 11.25 1730370 20.0
9,12-Octadecadien... 12.39 420.3 ng 36359400 4 11.25 1730370 20.0
Methyl 9.cis.,11.... 12.92 4.8 ng 404911 5 13.88 1671640 20.0
11-Eicosenoic aci... 13.09 15.9 ng 1326240 5 13.88 1671640 20.0
Eicosanoic acid, ... 13.17 26.3 ng 2198390 5 13.88 1671640 20.0
unknownl13.23 13.23 9.9 ng 831715 5 13.88 1671640 20.0
unknownl13.27 13.37 6.2 ng 515446 5 13.88 1671640 20.0
unknownl13.59 13.59 13.9 ng 1165070 5 13.88 1671640 20.0
3-Eicosene, (E)- 13.73 4.5 ng 374693 5 13.88 1671640 20.0
Tetracosanoic aci... 14.46 4.7 ng 388829 5 13.88 1671640 20.0
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