LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF101218\

Data File : BF109846.D

Aca On : 12 Oct 2018 20:56 Instrument :
Operator : JU/SJ BNA_F _
Sample : J5205-03 5X ClientSampleld :
Misc i TR-04-101118
ALS Vial : 22 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-BF100818 .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 5.310 545 548 561 rBV 79417 159680 2.07% 0.565%
2 6.345 720 724 739 rBV 88281 237903 3.08% 0.842%
3 6.463 741 744 758 rVV 211990 291201 3.77% 1.031%
4 6.692 780 783 806 rBV 393842 504606 6.53% 1.786%
5 6.845 806 809 832 rVB 209256 271687 3.51% 0.962%
6 7.263 877 880 902 rBV 43637 161684 2.09% 0.572%
7 7.975 997 1001 1031 rBV 585615 693169 8.96% 2.453%
8 9.045 1180 1183 1197 rBV 290423 351084 4 .54% 1.242%
9 9.722 1294 1298 1305 rBV 737046 701618 9.07% 2.483%
10 10.510 1429 1432 1440 rBvV 103946 137522 1.78% 0.487%

11 10.733 1467 1470 1479 rBV 323256 264040 3.41% 0.934%
12 11.198 1547 1549 1552 rBV 465014 477185 6.17% 1.689%
13 11.222 1552 1553 1561 rVB 179187 164094 2.12% 0.581%
14 11.522 1598 1604 1609 rBV 461710 462218 5.98% 1.636%
15 11.610 1614 1619 1622 rBV 4192163 4094260 52.95% 14.490%

16 11.739 1637 1641 1647 rBV2 70327 83330 1.08% 0.295%
17 12.004 1682 1686 1689 rBV 106046 95543 1.24% 0.338%
18 12.292 1729 1735 1737 rBV 4812145 6431495 83.18% 22.761%
19 12.322 1737 1740 1745 rVV 6478840 7732350 100.00% 27.365%
20 12.357 1745 1746 1749 rVV 185720 134910 1.74% 0.477%

21 12.392 1749 1752 1759 rVV2 2336828 2196495 28.41% 7.773%
22 12.633 1788 1793 1797 rBV 206555 299722 3.88% 1.061%
23 12.780 1814 1818 1824 rBV 234945 240088 3.10% 0.850%
24 12.969 1844 1850 1855 rBV3 44135 111078 1.44% 0.393%
25 13.033 1855 1861 1866 rBV3 179794 260435 3.37% 0.922%

26 13.110 1871 1874 1881 rVB 104249 102089 1.32% 0.361%
27 13.774 1984 1987 1989 rBV 79871 79089 1.02% 0.280%
28 13.827 1991 1996 1999 rBV2 501267 639445 8.27% 2.263%
29 14.833 2164 2167 2176 rBV 92127 248372 3.21% 0.879%
30 15.174 2222 2225 2229 rBV2 64487 97744 1.26% 0.346%

31 15.227 2231 2234 2247 rVB 296247 532209 6.88% 1.884%

Sum of corrected areas: 28256345
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109846.D

Aca On : 12 Oct 2018 20:56

Operator : JU/SJ

Sample : J5205-03 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109846.D

Aca On : 12 Oct 2018 20:56

Operator : JU/SJ

Sample : J5205-03 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown6.46 Concentration Rank 5

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

6.46 11.54 ng 291201 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Xenon 132 Xe 007440-63-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 743 (6.457 min): BF109846.D (-741) (-) m/z 132.00 100.00%
132
5000 68 A\\v__
40 5 75 % 103 " 620 6.40 6.60 6.80
01 m/z 68.10 49_.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 A I LN IR I

6.20 6.40 6.60 6.80
33 44 g7 105 m/z 66.00 33.12%

70 78
o 51 60 86 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132

6.20 6.40 6.60 6.80

5000 m/z 134.00 31.74%
104
66
oL 14 27 37445lsg T 1 8 o7 | 115 ‘

R AR AR L EE B e e e o  REaE R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-

132 6.20 6.40 6.60 6.80

m/z 69.10 20.64%

117
5000
39 91
51 65
20 s e ‘ 08 10° ‘\‘125\\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 660 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109846.D

Aca On : 12 Oct 2018 20:56

Operator : JU/SJ

Sample : J5205-03 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Methyl tetradecanoate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.73 11.07 ng 264040 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 86
3 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 86
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 86
5 Undecanoic acid, 11-bromo-, meth... 278 C12H23Br02 006287-90-7 78
Abundance Scan 1469 (10.727 min): BF109846.D (-1467) (-) m/z 74.00 100.00%
7}
87
5000
| 101115129113157171185199211 oo 10.40 10.60 10.80 11.00
o...,....,....“,.... W AT | RIS T 22 Tm/z 87.00 70.06%
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance #95860: Methyl tetradecanoate
7}
87
5000
43 10.40 10.60 10.80 11.00
m/z 43.00 34 .48%
0 | ||| || 101115129 13157 171 185 a2
m/z--> 5 ' 60 80 100 150 140 160 180 200 250 240
Abundance #84486: Tridecanoic acid, methyl ester
74
10.40 10.60 10.80 11.00
5000 87 m/z 41.10 28.71%
143
o...,.‘l‘..,H...‘.“,...‘. ORI Tasy T YT 8
m/z--> 80 100 120 140 160 180 200 220 240
Abundance #72681. Dodecanoic acid, methyl ester
74 10.40 10.60 10.80 11.00
m/z 55.10 25.86%
87
5000
m.55
ol 2 1015191435 17005 214
m/z--> 25 40 60 éo 160 150 1&0 160 1§0 200 220 240 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109846.D

Aca On : 12 Oct 2018 20:56

Operator : JU/SJ

Sample : J5205-03 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 4
R.T. EstConc Area Relative to ISTD R.T.
11.52 19.37 ng 462218 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 91
2 7-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 87
3 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 53
4 Chloromethvl 7-chlorododecanoate 282 C13H24Cl1202 080419-03-0 45
5 13-Borabicyclo[7.3.0]tridecane, ... 236 C15H29BO 1000156-41-7 30
Abundance Scan 1604 (11.522 min): BF109846.D (-1598) (-) m/z 55.10 100.00%

5000

110 L L L
1 4137152165179194 236 11.20 11.40 11.60 11.80

208
0 m/z 41.00 72.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-

5000
11.20 11.40 11.60 11.80

m/z 69.05 69.20%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117506: 7-Hexadecenoic acid, methyl ester, (2)-
41 56

11.20 11.40 11.60 11.80
m/z 74.00 62.26%

74

5000

110
123137152

166179194207221 236 268

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105678: cis-9-Hexadecenoic acid A R e

55 11.20 11.40 11.60 11.80

m/z 43.05  47.92%
69
41
5000 97
1124
o 138152166179 194207201 230 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109846.D

Aca On : 12 Oct 2018 20:56

Operator : JU/SJ

Sample : J5205-03 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 3
R.T. EstConc Area Relative to ISTD R.T.
11.61 171.60 ng 4094260 Phenanthrene-d10 11.20
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 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 83
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 80
Abundance Scan 1619 (11.610 min): BF109846.D (-1614) (-) m/z 74.00 100.00%
!
87
5000
43
143 227 0 1140 1160 11.80 12.00
0 ,....,...T.h,.-.'.. ':...~,..1.1.?..'..,|...1?7....,.... 28 LAt 20 m/z 87.05  72.30%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 LRI BRI SRR SN B
43 11.20 11.40 11.60 11.80 12.00
143 m/z 43.05 33.84%
. h 1] 4l 191115129 | 157171185199913227541 270
s 3 o 60 B 150 135 140 165 10 300 330 346
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
87 11.20 11.40 11.60 11.80 12.00
5000 43 m/z 55.10 26 .95%
‘ 101 129143 22
ob J‘ 1| 101115120 157171185199213 27241 270
mz-> 20 4'0 60 8|0 1(')0 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methy! ester T e
74 11.20 11.40 11.60 11.80 12.00
m/z 41.05 26 .30%
87
5000
43
29 7
Om\%m‘me\WmmmmM 2%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109846.D

Aca On : 12 Oct 2018 20:56

Operator : JU/SJ

Sample : J5205-03 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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.
11.74 3.49 ng 83330 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 58
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 1641 (11.739 min): BF109846.D (-1637) (-) m/z 73.00 100.00%
43 60 73
5000 129 192
11.40 11.60 11.80 12.00
(o} m/z 43.10 85.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 -|--4-|Lﬁ- N BN SULRAE
11.40 11.60 11.80 12.00
m/z 60.00 84 .02%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73
N
11!40 11feo 11!80 12)00 !
5000 - 129 m/z 55.00 69.36%
3
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid e
60 73 11.40 11.60 11.80 12.00
43 m/z 41.00 64 .96%
5000 129
29
oL 15
m/z--> 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\BF101218\
Data File : BF109846.D

Aca On : 12 Oct 2018 20:56

Operator : JU/SJ

Sample : J5205-03 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Heptadecanoic acid, methyl ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.00 4.00 ng 95543 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 94
2 Hexadecanoic acid. 14-methvl-., m._.. 284 C18H3602 002490-49-5 87
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 74
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 74
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 74
Abundance Scan 1685 (11.998 min): BF109846.D (-1682) (-) m/z 73.95 100.00%
74
5000 43
143 204
3 129 185 241 nmnmnmnmnm
o...,....,|...TJ',..|-'..,':!~..'-,'.1.1.-1.,.'.'..,|..??,7.1.7.1.,.-...'i“.\...,....,'....,....,.... /z 87.00 71.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131297: Heptadecanoic acid, methyl ester

%
5000 M

11.60 11.80 12.00 12.20 12.40
m/z 43.10 36.96%

143
,,,,,,,,,,, A AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131316: Hexadecanoic acid, 14-methyl-, methyl ester
4
11.60 11.80 12.00 12.20 12.40
5000 m/z 55.00 27 .92%
43 57
284
2] g | " Ti129 e 1109 g0 #2526 |
,,, A m B e e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84483: Tridecanoic acid, methyl ester
74 11.60 11.80 12.00 12.20 12.40
m/z 41.05 24 .84%
5000
43
185
AR 199 228
,,,,,,,,, R RARRARAS RARRAREEESTEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109846.D

Aca On : 12 Oct 2018 20:56

Operator : JU/SJ

Sample : J5205-03 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.29 269.56 ng 6431500 Phenanthrene-d10 11.20
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 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 98
4 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 98
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 98
Abundance Scan 1735 (12.292 min): BF109846.D (-1729) (-) m/z 67.05 100.00%
67 g1 ﬂ(
41
5000
e T

263 12.00 12.20 12.40 12.60

I 178192006220234 294 m/z 81.05 83.98%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67

81

}

5000 LRI LI L L L LB LB L B
12. OO 12 20 12. 40 12 60
m/z 55.05 62.68%
0t
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
a1 &
81 R B R LAEE REn s
12.00 12.20 12.40 12.60
5000 95 m/z 95.10 55.79%
109 294
123
. L LD e hrsionp0602003 263
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 I REERRELEET S
67 81 12.00 12.20 12.40 12.60
m/z 41.10 53.76%
95
5000
109 294
263
o 12016417819250622023449
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109846.D

Aca On : 12 Oct 2018 20:56

Operator : JU/SJ

Sample : J5205-03 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.32 324.08 ng 7732350 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99

Abundance Scan 1740 (12.322 min): BF109846.D (-1737) (-) m/z 55.10 100.00%

74

5000

=

T e s, 22 % 700 120 1240 1260
| 137150 104 206 12.00 12.20 12.40 1

m/z 69.10 72.48%
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

69

%

12.IOO 12.I20 12.I40 12!60
m/z 41.10 70.35%

5000

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
55

=

12.00 12.20 12.40 12.60
m/z 74.05 < 65.40%

5000
’ 123 222 204
o 137152 180 5077936 | 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)- R e o e  Eaa
56 12.00 12.20 12.40 12.60
69 m/z 83.10 57.65%

5000

%

1 T I I
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

8270-BF100818.M Mon Oct 15 09:01:37 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109846.D

Aca On : 12 Oct 2018 20:56

Operator : JU/SJ

Sample : J5205-03 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 9,12,15-Octadecatrienoic ac... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.36 5.65 ng 134910 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12.15-Octadecatrienoic acid. m... 292 C19H3202 000301-00-8 91
2 9.12.15-Octadecatrienoic acid. (... 278 C18H3002 000463-40-1 86
3 Methvl 8.11.14.17-eicosatetraenoate 318 C21H3402 1000336-47-0 83
4 1.3-Cyclooctadiene 108 C8H12 001700-10-3 70
5 3-Tetradecen-5-yne, (2)- 192 C14H24 074663-68-6 64
Abundance Scan 1747 (12.363 min): BF109846.D (-1745) (-) m/z 79.00 100.00%

5000

-

302 12.00 12.20 12.40 12.60
m/z 93.00 51.18%

162178

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #138096: 9,12,15-Octadecatrienoic acid, methyl ester, (Z,Z,2)

?

5000 LI L L L L L LB LB
12.00 12.20 12.40 12.60
m/z 80.10 37.33%
0 236 292
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #126110: 9,12,15-Octadecatrienoic acid, (Z,Z,2)-
T

12.00 12.20 12.40 12.60
m/z 55.10 34.02%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #159953: Methyl 8,11,14,17-eicosatetraenoate R e AR
12.00 12.20 12.40 12.60

m/z 108.10 29.58%

=

5000
55

105

—

135

222 249 275 318
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60

Vi,
T T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109846.D

Aca On : 12 Oct 2018 20:56

Operator : JU/SJ

Sample : J5205-03 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.97 3.47 ng 111078 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 91
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 91
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 72
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 68
Abundance Scan 1850 (12.969 min): BF109846.D (-1844) (-) m/z 216.10 100.00%
216
5000
43 57 79 93107122136150 171187 290 12.60 12.80 13.00 13.20
o} m/z 215.10 82 .64%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74415: Pyrene, 1-methyl-
216
5000

12.60 12.80 13.00 13.20
m/z 213.10 24.18%

108 189
o 63 80 94 | 122137 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74422: 11H-Benzo[b]fluorene
216
12.60 12.80 13.00 13.20
5000 m/z 217.10 21.85%
108
o 57 94 139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74425: Fluoranthene, 2-methyl-
216 12.60 12.80 13.00 13.20
m/z 93.10 16.12%
5000
108
ol 39 74 94 | 122139 163 189 |
T e e e e e e e e B R BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 60 12. 80 13. OO 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109846.D

Aca On : 12 Oct 2018 20:56

Operator : JU/SJ

Sample : J5205-03 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknownl13.03 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.03 8.15 ng 260435 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 13-eicosenoate 324 C21H4002 1000336-48-4 49
2 1-Cvclohexvl-1-(4-methvlcvclohex... 208 C15H28 002027-12-5 43
3 (BE)-2-Butenoic acid propvl ester 128 C7H1202 010352-87-1 42
4 Cyclohexane. 1-(cvclohexvimethvl... 208 C15H28 054934-92-8 42
5 Methyl 9-heptadecenoate or 9-17:1 282 C18H3402 1000336-38-0 38
Abundance Scan 1860 (13.027 min): BF109846.D (-1855) (-) m/z 55.05 100.00%

5000

-

12.80 13.00 13.20 13.40
m/z 69.05 65.77%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164499: Methy| 13-eicosenoate

3

12.I8O 13.IOO 13!20 13.I40
m/z 41.05 59.67%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67961: 1-Cyclohexyl-1-(4-methylcyclohexyl)ethane
5
R AEEmEEES L
12.80 13.00 13.20 13.40
5000 m/z 43.10 56.69%
83 110
. 16 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #12275: (E)-2-Butenoic acid propy! ester R AEEmEEES L
41 69 12.80 13.00 13.20 13.40
m/z 83.10 50.48%
- [ \NJM
o 1131 9
- IIIIIIIIIIIIIIIIIIIIIII
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-BF100818.M Mon Oct 15 09:01:39 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109846.D

Aca On : 12 Oct 2018 20:56

Operator : JU/SJ

Sample : J5205-03 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Hexadecanoic acid, 15-methy... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.11 3.19 ng 102089 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
2 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602 002490-49-5 90

3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 87
4 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 86
5 Methyl stearate 298 C19H3802 000112-61-8 83
Abundance Scan 1874 (13.110 min): BF109846.D (-1871) (-) m/z 73.95 100.00%
I
5000 43
12.80 13.00 13.20 13.40
0 m/z 87.00 79.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74
5000
43 12.80 13.00 13.20 13.40
m/z 43.10 40.96%
2
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131316: Hexadecanoic acid, 14-methyl-, methyl ester
74
A REEREEaSS
12.80 13.00 13.20 13.40
5000 m/z 55.00 26.15%
43
97 143 oy 284
”q””p”q”..”quupu.””.”.””.”.””.”.””.”.””P”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154941: Nonadecanoic acid, methyl ester T
74 12.80 13.00 13.20 13.40
m/z 143.10 23.84%
5000
43
143
312
0 L 97 115 \ 171 199 227 269‘
”q””p”q””.”.””.”.””.”.””.”.””.”.””.”.””P”
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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101218\
Data File : BF109846.D

Acq On : 12 Oct 2018 20:56

Operator : JU/SJ

Sample - J5205-03 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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 .46 6.46 11.5 ng 291201 1 6.69 504606 20.0
Methyl tetradecan... 10.73 11.1 ng 264040 4 11.20 477185 20.0
9-Hexadecenoic ac... 11.52 19.4 ng 462218 4 11.20 477185 20.0
Hexadecanoic acid... 11.61 171.6 ng 4094260 4 11.20 477185 20.0
n-Hexadecanoic acid 11.74 3.5 ng 83330 4 11.20 477185 20.0
Heptadecanoic aci... 12.00 4.0 ng 95543 4 11.20 477185 20.0
9,12-Octadecadien... 12.29 269.6 ng 6431500 4 11.20 477185 20.0
9-Octadecenoic ac... 12.32 324.1 ng 7732350 4 11.20 477185 20.0
9,12,15-Octadecat... 12.36 5.7 ng 134910 4 11.20 477185 20.0
Pyrene, l-methyl- 12.97 3.5 ng 111078 5 13.83 639445 20.0
unknown13.03 13.03 8.2 ng 260435 5 13.83 639445 20.0
Hexadecanoic acid... 13.11 3.2 ng 102089 5 13.83 639445 20.0
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