LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 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-BF092218 .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 5.310 544 548 557 rBV 981824 848878 5.48% 1.692%
2 6.339 719 723 726 rBVY 1113008 858680 5.55% 1.711%
3 6.475 742 746 749 rBVY 1160636 906540 5.85% 1.806%
4 6.710 782 786 789 rBV 755090 648363 4_.19% 1.292%
5 6.863 808 812 815 rBV 947179 717737 4.64% 1.430%
6 7.263 872 880 883 rBV 666679 561356 3.63% 1.119%
7 7.986 999 1003 1007 rBVY 1016225 891227 5.76% 1.776%
8 9.063 1182 1186 1189 rBvV 1270215 951090 6.14% 1.895%
9 9.157 1199 1202 1206 rBV 199986 171207 1.11% 0.341%
10 9.327 1226 1231 1237 rBv5 130793 178542 1.15% 0.356%

11 9.457 1250 1253 1255 rBV 283414 236913 1.53% 0.472%
12 9.686 1289 1292 1295 rBV 378887 266804 1.72% 0.532%
13 9.739 1296 1301 1305 rVV 1025395 896847 5.79% 1.787%
14 10.186 1373 1377 1379 rVB 406361 355475 2.30% 0.708%
15 10.404 1410 1414 1417 rBV 177816 202851 1.31% 0.404%

16 10.521 1431 1434 1438 rVB 621218 544466 3.52% 1.085%
17 10.657 1454 1457 1464 rBV 445539 567169 3.66% 1.130%
18 11.098 1529 1532 1535 rBV 392713 360579 2.33% 0.719%
19 11.133 1535 1538 1543 rVB 177641 182150 1.18% 0.363%
20 11.216 1548 1552 1555 rBV 945024 766213 4._.95% 1.527%

21 11.527 1602 1605 1607 rBV 404964 331593 2.14% 0.661%
22 11.633 1618 1623 1626 rVB 5097551 4978484 32.15% 9.921%
23 11.763 1641 1645 1647 rBV2 259408 233944 1.51% 0.466%
24 11.933 1669 1674 1682 rVB 352741 381140 2.46% 0.759%
25 12.327 1734 1741 1743 rBV 7792373 15483905 100.00% 30.854%

26 12.351 1743 1745 1749 rVV2 7964906 8257169 53.33% 16.454%
27 12.421 1753 1757 1760 rBV 2958267 2783991 17.98% 5.548%
28 12.451 1760 1762 1763 rBV 235040 193024 1.25% 0.385%
29 12.474 1763 1766 1773 rVB 395754 566440 3.66% 1.129%
30 12.645 1792 1795 1800 rVB2 432973 452857 2.92% 0.902%

31 12.692 1800 1803 1811 rVB 234293 233696 1.51% 0.466%
32 12.798 1818 1821 1825 rBV 910908 803474 5.19% 1.601%
33 12.968 1847 1850 1852 rBV 508542 457869 2.96% 0.912%
34 13.057 1860 1865 1872 rVB3 426860 736660 4.76% 1.468%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.133 1875 1878 1881 rBV 405327 364749 2.36% 0.727%
36 13.239 1893 1896 1900 rBV 309274 274421 1.77% 0.547%
37 13.557 1946 1950 1953 rVB2 174408 235231 1.52% 0.469%
38 13.798 1988 1991 1994 rBV 314971 298502 1.93% 0.595%
39 13.845 1995 1999 2002 rBV 905905 838582 5.42% 1.671%
40 14.727 2145 2149 2158 rVB 499519 696246 4 _50% 1.387%

41 15.245 2234 2237 2241 rVB 449807 468632 3.03% 0.934%

Sum of corrected areas: 50183696
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF109272.D
8000000

6000000

4000000

2000000

Ot e e e et —

T T T T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF109272.D
8000000

6000000
11.63

4000000

12.42

2000000

04
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF109272.D
8000000
6000000
4000000
2000000

13.84
14.73 15.24

RBAS 24 1555 13.80

r———V—+—+r——rr——————7T V"7 """ 7 T T T T T T T T [ T T T T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 6

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

6.47 27.96 ng 906540 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 745 (6.469 min): BF109272.D (-742) (-) m/z 132.00 100.00%
13%.0
5000 68.1
400 544 9%.0 J Tk 640 6k0 650
01 o o e m/z 68.10 47 .57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0 S LR L RS
6.20 6.40 6.60 6.80
m/z 134.00 31.51%
ol 158.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0
117.0 " 620 6.40 6.60 6.80
5000 m/z 66.00 29.38%
91.0
39.0 65.0 ‘ ‘
0||‘|||‘|‘||“N||“l‘|||‘“|||‘=||“i‘||l‘||l"||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 19.28%
5000
51.0 70.0 86.0 ‘ ‘ ‘
0 I'"'I'“W'r'J'Ji""l'h"l""I""I""I""
m/z--> 20 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\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Decane, 2,3,5-trimethyl- Concentration Rank 19

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

9.69 5.95 ng 266804 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
2 Tetradecane 198 C14H30 000629-59-4 87
3 Tridecane 184 C13H28 000629-50-5 86
4 Hexadecane 226 C16H34 000544-76-3 80
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 72

Abundance Scan 1293 (9.692 min): BF109272.D (-1289) (-) m/z 57.05 100.00%
57.0
5000 a1l 85.1
113.1 9.40 9.60 9.80 10.00
o...,....,...h,.~.||:.,J...i',..':'.,.~-..1.4,1:1...1,6?;1..,....,.2.1.2'.2, m/z 43.10 75.34%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #48894: Decane, 2,3,5-trimethyl-
57.0
5000 L I TR RN SN
85.0 9.40 9.60 9.80 10.00
41/0 0
141.0 m/z 71.10 65.26%
oL 22 o, 1130 | 169.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57.0
9.0 9.60 9.80 10.00
5000 85.0 m/z 85.10 45 _05%
41l0
oL15.0 “ Loy 4 oy 1130 1410 1690 1980
miz--> 20 4'0 & B e Do o ik o o
Abundance #48835: Tridecane AR Ee S Lo
57.0 9.40 9.60 9.80 10.00
m/z 41.05 38.54%
5000
410 850
oL 20.0] “\ Ll “ , 1180 1410 184.0
m/z--> 20 40 60 85 100 150 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Bacchotricuneatin c Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.19 7.93 ng 355475 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 96
2 Hexadecane 226 C16H34 000544-76-3 94
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 87
Abundance Scan 1378 (10.192 min): BF109272.D (-1373) (-) m/z 57.10 100.00%
57.1
5000 85.1
1131 9.80 10.00 10.20 10.40 10.60
157.1185.1
) — | ,‘.A Al > 282 m/z 43.10  69.39%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
7101 1120
5000 IR DR
9. 80 10. oo 10 20 10 40 10. 60
m/z 71.10 67.94%
o 10 191091702450 312.0 342.0
m/z--> §o 100 1éo 260 2éo 360 '
Abundance #83026: Hexadecane
57.0
9.80 10.00 10.20 10.40 10.60
5000 85.0 m/z 85.10 47.70%
29.0 113.0
0 .‘ 117 J\ (1N J \\l “14\\]"01169.0 197.0 22\60
m/z--> §o 160 1éo 260 2éo 360 '
Abundance #94346: Heptadecane | LR BRI B BN B
57.0 9.80 10.00 10.20 10.40 10.60
m/z 41.00 27 .38%
85.0
5000
29.0
Ll | }113 0141.0160.0197.0  240.0
m/z--> §o 100 150 260 2éo 360 ' 980 1000 1020 1040 1060

8270-BF092218 .M Tue Sep 25 13:15:57 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.66 14.80 ng 567169 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 1458 (10.663 min): BF109272.D (-1454) (-) m/z 57.10 100.00%
57.1
5000 85.1
1131 1040 10.60 10.80 11.00
o...,....-,...|,..".-.,'!...-l,..ﬂ.,.'...,.1.“?“?,1...1.8?.?. A4 e Mz 71.10  79.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117637: Nonadecane
57.0
5000 LI B BN SULRLE L

10.40 10.60 10.80 11.00
m/z 43.10 61.68%

113.0 141.0 169.0 197.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
B R S RRESE S
85.0 10.40 10.60 10.80 11.00
5000 ' m/z 85.10 37.78%
29.0 113.0
o ||| M0 1410 1690 1970 2250 2500 2960
AN R a B e e S ERdANRARRRRER S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane e AR
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.10%
85.0
5000
29.0
0 L Ly H11?0\1410 169.0 197.0 _ 240.0
RN R aa o B e e e S ARRANARRANRARRRERERSS B R RREE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.10 9.41 ng 360579 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1532 (11.098 min): BF109272.D (-1529) (-) m/z 57.10 100.00%
57.1
5000
99 10,80 11,00 1120 11.40
0...'.\, |'| -1.1.34.1,1...19.2,1....2?4.3...,....,.... m/z 43.10 73.25%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
5000 UL BUASR BURE SRR

10.80 11.00 11.20 11.40
m/z 71.10 67.09%

99.0
oL ML L | iy, 1410 18302120
e e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
L B T
10.80 11.00 11.20 11.40
5000 m/z 85.10 44 _33%
27,0 99.0
|| [T, 1410 1830 2250 2670 3230 _ 3800
N e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane BB B B a e
57.0 10.80 11.00 11.20 11.40
m/z 41.10 33.81%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
....,... — T R REEEE S e
m/z--> 50 100 150 200 250 300 350 10 80 11. 00 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.53 8.66 ng 331593 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Tetradecane 198 C14H30 000629-59-4 91

Abundance Scan 1605 (11.527 min): BF109272.D (-1602) (-) m/z 57.10 100.00%

57.1

5000

11.20 11.40 11.60 11.80

1131 1411 1682 197.2

246.2

(o m/z 43.05 71.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane
57.0
5000 %ﬁ%‘d"!—!—!—!—m
85.0 11.20 11.40 11.60 11.80
29.0 m/z 71.10 69.75%
ol ||| 130 1410 1600 197.0 225.0 253.0 282.0
B O A B B R Ea N e e e M RARERR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57.0
T T
85.0 11.20 11.40 11.60 11.80
5000 m/z 85.10 46.31%
29.0
0 L Ly A11?0\1410 169.0 197.0 _ 240.0
L B O L L o e e e RRRANARAS SRSy R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane L B A n s B
57.0 11.20 11.40 11.60 11.80
m/z 41.05 33.20%
85.0
5000
29.0 113.0
o ||| M 1410 1690 1970 2250 2500 2960
B B O L B o e AN ARASNS RS Ly R EEEa
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\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.63 129.95 ng 4978480 Phenanthrene-d10 11.22
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 95
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83
Abundance Scan 1622 (11.627 min): BF109272.D (-1618) (-) m/z 74.05 100.00%
74.0
5000 431
143.1 AN SUNN RN BN
97.1 185.2 227.2 11.40 11.60 11.80 12.00
0 ...,....-,'...|:|',.-.. Gy deny | teapl®o2, T 2103 so87.10  71.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 LB L SULIILN UL S
43.0 1140 11.60 11.80 12.00
143.0 m/z 43.10 36.26%
| 101.0 | 1710 1990 227.0 270.0
o SN N Y Y 5 i o A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.40 11.60 11.80 12.00
5000 43.0 m/z 41.10 27 .98%
ol U L1970 1180 1430 1850 2270 2700
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260
Abundance #84483: Tridecanoic acid, methyl ester —v—v—v—v—rv—v—v—v—rv—v—v—v—r\'”‘/\"wv—v—v—v—r/\_"-“v—v—r
74.0 11.40 11.60 11.80 12.00

m/z 55.10 27 .87%

5000
43.0 143.0
1010 185.0
o150 | U] 11%000 | 1630 | 2280 SN
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII _'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_’_'_'_'—I_'_'_r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF092218 .M Tue Sep 25 13:16:00 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.76 6.11 ng 233944 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 25
Abundance Scan 1645 (11.763 min): BF109272.D (-1641) (-) m/z 73.00 100.00%
431  73.0
5000 129.1
97.1 213.2 SO I U B>, VU
157.1 1851 256.2 11.40 11.60 11.80 12.00
(o} m/z 43.10 94 .08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

11.40 11.60 11.80 12.00

83.0 -
157.0 g5 2130 256.0 m/z 60.00 82.91%
0! 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
a30 | 30
 EEans o EEARE
11.40 11.60 11.80 12.00
5000 m/z 57.10 73.10%
‘ o0 129.0 1710 214.0
0...,.‘...‘,‘.‘..l“.u“.‘ [ P N - S N
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R e AR
43.0 73.0 11.40 11.60 11.80 12.00
m/z 41.10 71.47%
5000 129.0
0l15.0 |
.”,”.w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF092218 .M Tue Sep 25 13:16:01 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.93 9.95 ng 381140 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Eicosane 282 C20H42 000112-95-8 86
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 1673 (11.927 min): BF109272.D (-1669) (-) m/z 57.10 100.00%
57.1
5000 85.1
ﬂ“mu 11.60 11.80 12.00 12.20
0 ...,....-,...I,.J:. bk 18012081 20 | M/Zz 43.10  70.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94346: Heptadecane
57.0
85.0
5000
11.60 11.80 12.00 12.20
29.0 m/z 71.10 67.07%
' 113.0
ol I I nl | 141.0169.0197.0 2400
m/z--> 20 40 60 85 160120140160180200220240260280300350350
Abundance #175557: Tetracosane
57.0
1160 11.80 12.00 1220
5000 85.0 m/z 85.10 45.90%
29.0 113.0
0 ‘ J\ Lo 14101690197022502530281030903380
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129492: Eicosane T
57.0 11.60 11.80 12.00 12.20
m/z 41.10 32.20%
5000
85.0
29.0
ol 113:0141.0 169.0 197.0 225.0 253.0 282.0
m/z--> i4b&%mmmmﬁmmmnmmmwmmﬁﬁo 11.60 11.80 12.00 12.20

8270-BF092218 .M Tue Sep 25 13:16:01 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 11 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.33 404.17 ng 15483900 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98

Abundance Scan 1741 (12.327 min): BF109272.D (-1734) (-) m/z 67.05 100.00%

67.0

41.0
5000

-

12.00 12.20 12.40 12.60
m/z 81.10 83.42%

1231 1501 144, 263.3 2043

220.2

(o]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0

-

5000
12.00 12.20 12.40 12.60

m/z 55.05 63.39%

123.0 149.0 1780

262.0 294.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
410 670
12.00 12.20 12.40 12.60
5000 95.0 m/z 41.05 55.82%

294.0
12“? 0“‘15? 01780 2200 2630 7

%

O.HP.HPH.P.W.HWH.. SRR R S8+ RN o SN S M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester

67.0 12.00 12.20 12.40 12.60
m/z 95.10 55.37%
5000
294.0
. 178.0 220.0 263.0

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

8270-BF092218 .M Tue Sep 25 13:16:02 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.35 215.53 ng 8257170 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 98
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 98
4 6-0Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 96
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 96

Abundance Scan 1745 (12.351 min): BF109272.D (-1743) (-) m/z 55.10 100.00%

|,

12.00 12.20 12.40 12.60
o’ m/z 69.10 73.38%

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

5000

5000

12:00 12.20 12.40 12.60
m/z 41.10 71.81%

. . 180.0 222.0 264.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141292: 13-Octadecenoic acid, methyl ester
55.0

12.00 12.20 12.40 12.60
5000 m/z 74.10 65.15%
83.0

264.0

111.0 137.0 180.0 222.0 296.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester R e
55.0 12.00 12.20 12.40 12.60
m/z 83.10 58.45%

264.0
111.0
138.0 180.0 222.0 206.0 jk/\/\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12. 20 12. 40 12 60

5000

29.0

8270-BF092218 .M Tue Sep 25 13:16:03 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.42 72.67 ng 2783990 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 93
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 90
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
Abundance Scan 1757 (12.421 min): BF109272.D (-1753) (-) m/z 74.05 100.00%
74.0
5000 431
1220 12,40 12,60 12.80
o} m/z 87.05 76.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143130: Methyl stearate
74.0
5000 RARSRAARSA SRR SN R
43.0 12.20 12.40 12.60 12.80
143.0 m/z 43.10 37.29%
o ‘.h W 1710 1990 2970 2590 2980
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester
74.0
12.20 12.40 12.60 12.80
5000 298.0 m/z 55.05 27.08%
43.0
143.0
180 ‘ ‘ 97.0 ‘ 199.0 255.0
0 "'I""Il"'ll ‘ A ‘l‘..‘M..‘J.L.|.‘.‘..|....‘1.7.].-.0....‘ ””22|7”0| ...‘. ||J|||||||‘|||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74.0 12.20 12.40 12.60 12.80
m/z 41.10 25.47%
5000
28.0
143.0 255.0 298.0
o ‘1% |101.0 1no:m?ozﬂo‘ | ‘
m/z--> ﬁo 45 éo 85 100 120 140 160 180 200 220 240 260 2é0 300 12.20 12.40 12.60 12.80

8270-BF092218 .M Tue Sep 25 13:16:03 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Oleic Acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.47 14.79 ng 566440 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 94
2 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 91
3 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 90
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 86
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 78
Abundance Scan 1765 (12.468 min): BF109272.D (-1763) (-) m/z 55.10 100.00%
59.1
5000
1961 1651 1097 2261 "33 1240 1260 1280
0 : m/z 69.10 83.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129338: Oleic Acid
55.0
83.0
5000
12.20 12.40 12.60 12.80
264.0 m/z 83.10 66.75%
165.0 103.0 222.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129341: Octadec-9-enoic acid
580 gag
12!20 12)40 12)60 12!80
5000 m/z 41.10 66.67%
138.0 180.0 222.0
ol 9.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129353: 9-Octadecenoic acid, (E)-
55.0 12.20 12.40 12.60 12.80
83.0 m/z 43.10 60.26%
5000
111.0
264.0
. 137.0 1650 1930 222.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF092218 .M Tue Sep 25 13:16:04 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Methyl 5,11,14-eicosatrienoate Concentration Rank 11

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

12.97 10.92 ng 457869 Chrysene-di12 13.84

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Methvl 5.11.14-eicosatrienoate 320 C21H3602 1000336-40-2 94

2 Bicvclol10.1.01tridec-1-ene 178 C13H22 054766-91-5 93

3 6-epi-shvobunol 222 C15H260 1000374-18-3 58

4 cis-3-Methvl-exo-tricvclol5.2.1.... 150 C11H18 1000215-28-9 55

5 5-Undecyne 152 C11H20 002294-72-6 55
Abundance Scan 1850 (12.968 min): BF109272.D (-1847) (-) m/z 67.05 100.00%

67.0

5000
177.1 205.2 2352 12.60 12.80 13.00 13.20
o LS M m/z 81.10 78.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #161551: Methyl 5,11,14-eicosatrienoate
67.0
5000 9301210 LA L L L L L LB L
12.60 12.80 13.00 13.20
0
. 205.0 a5 0 m/z 79.10 72_.70%
0 75. 2710 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #44125: Bicyclo[10.1.0]tridec-1-ene
41.0 67.0

12.60 12.80 13.00 13.20
m/z 41.10 60.43%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79394: 6-epi-shyobunol A BT o e
41.0 81.0 12.60 12.80 13.00 13.20
m/z 55.05 53.37%

5000

207.0

0 S

! T I T I
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-BF092218 .M Tue Sep 25 13:16:05 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 trans-13-Octadecenoic acid,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.06 17.57 ng 736660 Chrysene-di12 13.84

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 91
2 cis-10-Heptadecenoic acid. methv... 282 C18H3402 1000333-62-1 91
3 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 81
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 81
5 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 74

Abundance Scan 1866 (13.062 min): BF109272.D (-1860) (-) m/z 55.10 100.00%

5000

167.1 N o O
292.3

1951, ,250.2 12.80 13.00 13.20 13.40

: m/z 57.10 67.89%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141314: trans-13-Octadecenoic acid, methyl ester

5000 TT T[T T T T[T T rrrrrrr1
12.80 13.00 13.20 13.40
2640 m/z 69.10 66.74%
. 29.0 1380  180.0  222.0 0 960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129385: cis-10-Heptadecenoic acid, methyl ester
55.0

12.80 13.00 13.20 13.40
m/z 43.10 62.33%

5000
110.0
166.0 2080  250.0
137.0 282.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester B EERR Bam e L
55.0 12.80 13.00 13.20 13.40

m/z 41.10 55.90%

5000

29.0 264.0

180.0 222.0

296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 80 13. 00 13. 20 13.40

8270-BF092218 .M Tue Sep 25 13:16:05 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Eicosanoic acid, methyl ester Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.13 8.70 ng 364749 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 97
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
3 Methvl stearate 298 C19H3802 000112-61-8 90
4 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 90
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 87

Abundance Scan 1877 (13.127 min): BF109272.D (-1875) (-) m/z 74.00 100.00%
74.0
5000 43.1
185.1 234.2 283.2 . 12.80 13.00 13.20 13.40
o 303 "m/z 87.00 73.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74.0
5000
12.80 13.00 13.20 13.40
43.0 143.0 w60 | Mz 43.10 39.22%
50y | | J) 2010 | 1710, 199 0 227 0 2550 2830 ,
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 320
Abundance #143185: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
12.80 13.00 13.20 13.40
5000 m/z 55.10 29.24%
43.0
143.0 298.0
o280 | LTS T 17101900 5270 2500
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 320
Abundance #143126: Methy! stearate R AEmEEEE L
74.0 12.80 13.00 13.20 13.40
m/z 41.05 25.84%
5000
43.0
1430 298.0
101.0 199.0 255.0
dso L LIS L ame R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1280 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknownl3.24 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.24 6.54 ng 274421 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 10-undecenvl ester 254 C16H3002 1000159-93-4 27
2 Cvclohexanemethanol. 4-methvl-. ... 128 C8H160 003937-48-2 12
3 5-Undecene. 6-methyl- 168 C12H24 083687-45-0 11
4 1.7-Dimethvl-4-(1-methvlethvlcv... 210 C15H30 000645-10-3 10
5 3-Heptene, 4-propyl- 140 C10H20 004485-13-6 10

Abundance Scan 1896 (13.239 min): BF109272.D (-1893) (-) m/z 55.00 100.00%

5000

13.00 13.20 13.40 13.60
m/z 69.10 42.72%

72342

279.2
o 310.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105728: Pentanoic acid, 10-undeceny! ester

5000

13.00 13.20 13.40 13.60
m/z 97.10 41.69%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12635: Cyclohexanemethanol, 4-methyl-, cis-
55.0
R N REEE R RS
13.00 13.20 13.40 13.60
5000 m/z 137.10 38.30%
97.0
)
OH.JMALN“L”lHWHMWHHPH..”.””.”..”.”” ARRR=axsEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36778: 5-Undecene, 6-methyl- B e e
55.0 13.00 13.20 13.40 13.60
m/z 95.10 38.15%
5000
97.0
29.0 168.0
o.n,n.wL”‘“.”,L.q.d%?ﬁg,”...”...” e — e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 19 Naphthalene, decahydro-1,1-... Concentration Rank 20

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

13.56 5.61 ng 235231 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Naphthalene. decahvdro-1.1-dimet... 166 Cl12H22 035431-04-0 53
2 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 43
3 2-Butvl-1-iodo-bicvclol2.2_1Thep... 278 C11H191 1000190-59-7 38
4 2-Furoic acid. hex-4-yn-3-vl ester 192 C11H1203 1000299-23-5 25
5 1,4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 22
Abundance Scan 1951 (13.562 min): BF109272.D (-1946) (-) m/z 151.10 100.00%

151.1
81.1
5000
55.0 107.1 177.1
2051  purq 2771 2982 | | 1330 1940 1560 1580
o} m/z 81.10 71.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #35197: Naphthalene, decahydro-1,1-dimethy!l-
81.0 151.0
41.0
5000 SRR DA SRR BN B

13 20 13. 40 13. 60 13.80

109.0
m/z 95.10 57.13%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate

81.0

43.0

13.20 13.40 13.60 13.80

5000 m/z 67.10 43 .03%

0!

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

Abundance #125317: 2-Butyl-1-iodo-bicyclo[2.2.1]heptane R AR EEEEE T
. 13.20 13.40 13.60 13.80

m/z 79.10 33.56%

5000

193.0 2200

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

8270-BF092218 .M Tue Sep 25 13:16:08 2018

Page: 21



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109272.D

Aca On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 20 9-Azabicyclo[6.1.0]non-4-en... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.73 29.71 ng 696246 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Azabicvclol6.1.01non-4-en-9-am... 138 C8H14N2 066387-78-8 76
2 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
3 l-Hexanamine. 2-ethvIl-N.N-dimethvl- 157 C10H23N 028056-87-3 72
4 3-Dimethvlaminopropvl methacrvla... 170 C9H18N20 005205-93-6 72
5 3-(Dimethylamino)propyl isothioc... 144 C6H12N2S 027421-70-1 72
Abundance Scan 2150 (14.733 min): BF109272.D (-2145) (-) m/z 58.05 100.00%
54.0
5000 k
R R
157.1 14.40 14.60 14.80 15.00
Ol 2L N7 10312222 2673 3021 337.13004 | o775 10 7.53%
m/z--> 50 100 150 200 250 300 350
Abundance #17473: 9-Azabicyclo[6.1.0]non-4-en-9-amine, (1.alpha.,4Z,...
54.0
5000
950 1380 14.40 14.60 14.80 15.00
' m/z 59.05 5.95%
0 'J “'LI""I" SN UL UL S
m/z--> 50 100 150 200 250 300 350
Abundance #29184: N,N-Dimethyloctylamine
54.0
14.40 14.60 14.80 15.00
5000 m/z 157.10 5.94%
29.0 1140 157.0
m/z--> " 50 100 150 200 250 300 350
Abundance #29193: 1-Hexanamine, 2-ethyl-N,N-dimethyl- R R mEEE L
54.0 14.40 14.60 14.80 15.00
m/z 55.10 5.66%
2000 _/\/\A,M_/\‘»ILM\
o180 , | 1120 157.0
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092418\
Data File : BF109272.D

Acq On : 24 Sep 2018 17:19

Operator : JU/SJ

Sample : J4770-07 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .47 6.47 28.0 ng 906540 1 6.71 648363 20.0
Decane, 2,3,5-tri... 9.69 6.0 ng 266804 3 9.74 896847 20.0
Bacchotricuneatin c 10.19 7.9 ng 355475 3 9.74 896847 20.0
Nonadecane 10.66 14.8 ng 567169 4 11.22 766213 20.0
Pentadecane 11.10 9.4 ng 360579 4 11.22 766213 20.0
Eicosane 11.53 8.7 ng 331593 4 11.22 766213 20.0
Hexadecanoic acid... 11.63 129.9 ng 4978480 4 11.22 766213 20.0
n-Hexadecanoic acid 11.76 6.1 ng 233944 4 11.22 766213 20.0
Heptadecane 11.93 9.9 ng 381140 4 11.22 766213 20.0
9,12-Octadecadien... 12.33 404.2 ng 15483900 4 11.22 766213 20.0
9-Octadecenoic ac... 12.35 215.5 ng 8257170 4 11.22 766213 20.0
Methyl stearate 12.42 72.7 ng 2783990 4 11.22 766213 20.0
Oleic Acid 12 .47 14.8 ng 566440 4 11.22 766213 20.0
Methyl 5,11,14-ei... 12.97 10.9 ng 457869 5 13.84 838582 20.0
trans-13-Octadece... 13.06 17.6 ng 736660 5 13.84 838582 20.0
Eicosanoic acid, ... 13.13 8.7 ng 364749 5 13.84 838582 20.0
unknownl13.24 13.24 6.5 ng 274421 5 13.84 838582 20.0
Naphthalene, deca... 13.56 5.6 ng 235231 5 13.84 838582 20.0
9-Azabicyclo[6-1.... 14.73 29.7 ng 696246 6 15.24 468632 20.0
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