LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 5.334 548 552 565 rBV 420048 440908 1.20% 0.481%
2 6.363 724 727 734 rBV 517000 501714 1.37% 0.548%
3 6.492 746 749 757 rBV 625061 559923 1.53% 0.611%
4 6.728 785 789 792 rBV 807819 721988 1.97% 0.788%
5 6.881 812 815 818 rBV 487491 406541 1.11% 0.444%
6 7.281 877 883 890 rBV 298631 371373 1.01% 0.405%
7 8.010 1003 1007 1009 rBV 1116315 1107588 3.02% 1.209%
8 9.080 1186 1189 1195 rBV 869770 694761 1.90% 0.758%
9 9.351 1229 1235 1242 rBV 278204 369156 1.01% 0.403%
10 9.757 1298 1304 1307 rBV 1451343 1288175 3.52% 1.406%

11 9.810 1311 1313 1320 rVB 453273 370282 1.01% 0.404%
12 10.539 1432 1437 1442 rBV2 491797 501885 1.37% 0.548%
13 10.769 1473 1476 1480 rBV 1061391 933091 2.55% 1.018%
14 11.233 1553 1555 1557 rvvV 1327331 1186908 3.24% 1.296%
15 11.257 1557 1559 1563 rVV 909247 770818 2.10% 0.841%

16 11.563 1608 1611 1615 rVB 1633034 1385825 3.78% 1.513%
17 11.663 1620 1628 1630 rBV 9814755 16227011 44.29% 17.712%
18 11.792 1643 1650 1656 rBV2 732925 1173544 3.20% 1.281%
19 11.957 1675 1678 1685 rVB3 563872 603780 1.65% 0.659%
20 12.045 1688 1693 1700 rVB2 662641 709484 1.94% 0.774%

21 12.374 1736 1749 1750 rBV5 10313425 36635251 100.00% 39.988%
22 12.451 1758 1762 1764 rVB 8532982 9474593 25.86% 10.342%
23 12.480 1764 1767 1768 rVV 1323430 1184007 3.23% 1.292%
24 12.498 1768 1770 1776 rVV 1721926 1900913 5.19% 2.075%
25 12.663 1795 1798 1804 rBV2 706613 1066569 2.91% 1.164%

26 12.710 1804 1806 1811 rVB3 358918 512032 1.40% 0.559%
27 12.821 1822 1825 1828 rBV 722902 603581 1.65% 0.659%
28 13.010 1850 1857 1862 rBV3 515115 1056882 2.88% 1.154%
29 13.074 1862 1868 1873 rVB 1138255 1465034 4._00% 1.599%
30 13.151 1878 1881 1883 rVV 1336166 1182180 3.23% 1.290%

31 13.174 1883 1885 1890 rVVv4 479120 727401 1.99% 0.794%
32 13.215 1890 1892 1896 rVV3 423962 610808 1.67% 0.667%
33 13.257 1896 1899 1903 rVV3 325810 434006 1.18% 0.474%
34 13.574 1948 1953 1956 rVB2 597050 829744 2.26% 0.906%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 13.815 1990 1994 1997 rVV 1080313 921074 2.51% 1.005%
36 13.862 1997 2002 2005 rVvv2 1278057 1342834 3.67% 1.466%

37 14.433 2095 2099 2104 rBV 352148 381462 1.04% 0.416%
38 15.268 2237 2241 2245 rVV 730862 963353 2.63% 1.052%

Sum of corrected areas: 91616479
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M

Quant Title 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\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 unknown6.49 Concentration Rank 10

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

6.49 15.51 ng 559923 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 749 (6.492 min): BF113074.D (-746) (-) m/z 132.00 100.00%
132
5000 68
96 ISR RN R
40 54 81 06 6.20 6.40 6.60 6.80
01 e m/z 68.00 41.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.20 6.40 6.60 6.80
m/z 134.00 31.81%

31 51
9
0f e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
N I N A R
74 6.20 6.40 6.60 6.80
5000 gg 116 m/z 66.00 26.47%
bt e L DL s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 68.95 15.89%
5000
104
66
ol14 27 39 51 P 7 g | 15 ‘
L B o e o e e B B O LA i e e o o o
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\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 Naphthalene, 2,3-dimethyl- Concentration Rank 18

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

9.35 5.73 ng 369156 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 95
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 95
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 94
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 94
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 90

Abundance Scan 1235 (9.351 min): BF113074.D (-1229) (-) m/z 156.00 100.00%
146
74 141

5000

9.00 9.20 9.40 9.60
m/z 141.00 63.33%

0!
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28485: Naphthalene, 2,3-dimethyl-
156
141
5000

9.00 9.20 9.40 9.60
m/z 74.00 57 .45%

0!
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28490: Naphthalene, 2,6-dimethyl-
156
9.00 9.20 9.40 9.60
5000 141 m/z 155.00 46.19%
0 15 27 39 5‘1 63 7] 89 102 1]\-5 1\2\\8 LIl it ‘
T A o o o o I AL I B o o e |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28501: Naphthalene, 1,6-dimethyl-
156 9.00 9.20 9.40 9.60
141 m/z 55.00 44 _75%
5000
115 128
0 28 49 69 8 98 | | |
B I o o o T L o o o e o o o e o | R R mE s R
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 Methyl tetradecanoate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.77 15.72 ng 933091 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
2 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 86
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 86
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 86
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86
Abundance Scan 1476 (10.769 min): BF113074.D (-1473) (-) m/z 74.00 100.00%
7}
87
5000
‘ h 1011151291T31571711851992 11 242 1040 1060 1080 11.00 __
o...,....,....',.~.-..,':...h,'....,....,....,....,....'..'..,....,... m/z 86.95 67.77%
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance #95859: Methyl tetradecanoate
7}
87
A
5000 AR A L AR
55 10,40 10.60 10.80 11.00
43 143 100 m/z 43.00 31.85%
101 4 129
doas 2 L il | s | st 2w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72681: Dodecanoic acid, methyl ester
74
87 10.40 10.60 10.80 11.00
5000 m/z 55.00 25.24%
m.55
ol Pl 10115193435 17145 214
m/z--> 25 40 60 éo 160 150 1&0 160 1éo 200 220 240
Abundance #50098: Decanoic acid, methyl ester R A BARRREEEE S
74 10.40 10.60 10.80 11.00
m/z 40.95 25.03%
5000 87
55 143
0 ?\9 “ ‘H Ld ol 101115129 ‘ 1?5 186
m/z--> 20 Jo 60 80 160 120 140 160 1§0 200 220 240 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 9-Hexadecenoic acid, methyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.56 23.35 ng 1385830 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 99
2 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 93
3 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 91
4 l14-Methvlpentadec-9-enoic acid m... 268 C17H3202 1000365-89-7 83
5 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 76
Abundance Scan 1611 (11.563 min): BF113074.D (-1608) (-) m/z 55.00 100.00%

5000

-

11.20 11.40 11.60 11.80
m/z 41.00 63.27%

04
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)-

-

5000
11.20 11.40 11.60 11.80

m/z 69.00 62.61%

04
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
55

-

74
11.20 11.40 11.60 11.80

m/z 74.00 55.57%

5000
123
180
N 138 165 207222 246 264 281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117464: Methy| hexadec-9-enoate o B e N
55 11.20 11.40 11.60 11.80

m/z 83.00 45_.17%

5000

-

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\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.66 273.43 ng 16227000 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 91
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87
Abundance Scan 1628 (11.663 min): BF113074.D (-1620) (-) m/z 73.95 100.00%
!
5000 43
o7 g 221 10 1160 130 12000
171185199 2415cc 270 - - - -
obrr et 4 ) 157D | 187019910021 | 21055270 | 86 05 73.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119405: Hexadecanoic acid, methyl ester
74
5000 L IS UL IULLS R
43 11.40 11.60 11. 80 12.00
29 7 m/z 43.00 36.94%
0 L J L Tl.h 8. 1151291?3157171185199213227241 ZTO
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
11.40 11.60 11.80 12.00
5000 43 m/z 55.00 30.01%
97 143
0 | W ‘\‘ /111 1297 157171185199213227241 270
m/z--> 20 Jo éo 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
m/z 41.00 27 .73%
5000 43
7 143 185,
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.79 19.77 ng 1173540 Phenanthrene-d10 11.23
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 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1650 (11.792 min): BF113074.D (-1643) (-) m/z 72.95 100.00%
43 60 73
5000 129
97 213
S 4107171185 71 o0, 256 11.40 11.60 11.80 12.00 12.20
0 m/z 43.00 89.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 BRRLABRARABARRABRRA

11.40 11.60 11.80 12,00 12.20
m/z 60.00 86.72%

213
143 157171185 199

.y

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
N
43 T
11.40 11.60 11.80 12.00 12.20
5000 - 129 m/z 57.00 74 .35%
143157 214
oLl
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 41.00 67.37%
5000 129
29
199
‘ ‘ 143 157171185 242
ol15 | Il
R R S EAR.

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

8270-BF022719.M Mon Mar 18 18:38:35 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 E-9-Tetradecen-1-ol formate Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.96 10.17 ng 603780 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-9-Tetradecen-1-ol formate 240 C15H2802 1000130-78-2 83
2 Cvclopentadecanone. 2-hvdroxy- 240 C15H2802 004727-18-8 83
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 83
4 Methvl mvristoleate 240 C15H2802 056219-06-8 60
5 9-Octadecen-1-ol, (2)- 268 C18H360 000143-28-2 53
Abundance Scan 1679 (11.963 min): BF113074.D (-1675) (-) m/z 55.00 100.00%

5000

11.60 11.80 12.00 12.20

0 m/z 69.00 62.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94137: E-9-Tetradecen-1-ol formate
556
82

5000
11.60 11.80 12.00 12.20
m/z 41.00 58.67%
Oyt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94142: Cyclopentadecanone, 2-hydroxy-
55
A,.../ﬁ...,’.‘...,....,.
83 11.60 11.80 12.00 12.20
5000 m/z 83.00 48.29%
124 2
o 4 152 180497 222240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141303: 9-Octadecenoic acid (2)-, methyl ester
55 11.60 11.80 12.00 12.20

m/z 67.00 46.21%

74

5000
29

137152 180 (7222 264 995

A
LI L L L L L

m/z--> 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\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 unknownl2.04 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.04 11.96 ng 709484 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 95
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 95
4 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602 002490-49-5 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
Abundance Scan 1692 (12.039 min): BF113074.D (-1688) (-) m/z 73.95 100.00%
i
5000 43
T 143 24 241 80 12.00 12.20 12.40
101 129 185 11.80 12.00 12.20 12.4
o...,....,|....|',..|'..,'....','....,..'..,|..??,7....,.'...,"....,2]2:7..'..ZZ‘L_’.?....Z,E.“.‘. m/z 87.00 73.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95861: Methyl tetradecanoate
74
5000
43 11.80 12.00 12.20 12.40
29 m/z 43.00 37.12%
7 143 199
m/z--> 20 40 60 80 160 150 140 160 180 260 220 240 260 280
Abundance #84483: Tridecanoic acid, methyl ester
74
11.80 12.00 12.20 12.40
5000 m/z 55.00 28.53%
43
o 2 ) e \
m/z--> 25 45 éo 80 100 150 140 160 180 200 220 240 260 280
Abundance #131321: Hexadecanoic acid, 15-methyl-, methyl ester
74 11.80 12.00 12.20 12.40
m/z 41.00 23.99%
5000
55 143 241 284
129 185199 ‘
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\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.37 617.32 ng 36635300 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
Abundance Scan 1748 (12.368 min): BF113074.D (-1736) (-) m/z 67.00 100.00%
a7
81

5000

12.00 12.20 12.40 12.60
220 294
0 230 2re m/z 55.05 85.70%
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
a7

263

13515046 4178103

5000
12.00 12.20 12.40 12.60

m/z 81.10 81.51%

294

263

o 190164178 195 220234049

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67

41
12.00 12.20 12.40 12.60

m/z 41.05 74 .25%

5000

223

04
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 12.00 12.20 12.40 12.60

m/z 95.05 55.04%

5000

263

120164178 195 220934

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-BF022719.M Mon Mar 18 18:38:36 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 11 Z-7-Pentadecenol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.50 32.03 ng 1900910 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-7-Pentadecenol 226 C15H300 1000130-76-6 89
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 62
3 Cvclopentadecane 210 C15H30 000295-48-7 52
4 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 46
5 Chloroacetic acid, dodecyl ester 262 C14H27CIl02 006316-04-7 43
Abundance Scan 1770 (12.498 min): BF113074.D (-1768) (-) m/z 55.00 100.00%

97

5000
111

A
LI B I I I N B

12.20 12.40 12.60 12.80
m/z 69.00 74.77%

264

138 165180194 222 946
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82968: Z-7-Pentadecenol
69 o7

5000

137 166 12.20 12.40 12.60 12.80
185 208 226 m/z 83.00 67.59%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129347: cis-13-Octadecenoic acid
56
69 12.20 12.40 12.60 12.80
5000 m/z 97.00 62.14%

111

o 15 180 207222 246 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69584: Cyclopentadecane R EARASRE
55 12.20 12.40 12.60 12.80

m/z 41.00 60.14%

5000

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-BF022719.M Mon Mar 18 18:38:37 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.01 15.74 ng 1056880 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..1ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 97
2 7H-Benzolclfluorene 216 C17H12 000205-12-9 60
3 Methvl 6-cis.9-cis.ll-trans-octa... 292 C19H3202 1000336-37-7 53
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 51
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 49
Abundance Scan 1857 (13.010 min): BF113074.D ( 1850) (-) m/z 216.05 100.00%
216

5000
292
1135150
240 261 12.60 12.80 13.00 13.20 13.40
0 b m/z 79.00 95.33%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate
292
5000 TT T T [T T I T [T T T T [ TTTT[TT
12. 60 12. 80 13. 00 13. 20 13 40
m/z 93.00 88.31%
189203 p1235 20t
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74417: 7TH-Benzo[c]fluorene
216
A REEmE B
12.60 12.80 13.00 13.20 13.40
5000 m/z 215.00 78.27%
95 108
|| 1w
L L MM R HSU——
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138078: Methyl 6-cis,9-cis,11-trans-octadecatrienoate

12.60 12.80 13.00 13.20 13.40
m/z 91.00 70.67%

5000 55

107 292

121135

161175

189204 222236249
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12160 12.80 13.00 13.20 13.40

8270-BF022719.M Mon Mar 18 18:38:37 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 11-Eicosenoic acid, methyl ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.07 21.82 ng 1465030 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 99
2 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 99
3 cis-10-Heptadecenoic acid. methv... 282 C18H3402 1000333-62-1 70
4 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 70
5 cis-13-0ctadecenoic acid, methyl... 296 C19H3602 1000333-58-3 70
Abundance Scan 1867 (13.068 min): BF113074.D (-1862) (-) m/z 55.00 100.00%

5000

12.80 13.00 13.20 13.40
m/z 69.00 60.37%

0 152 171 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164508: 11-Eicosenoic acid, methyl ester

12:80 13.00 13.20 13.40
m/z 41.00 58.99%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164512: cis-13-Eicosenoic acid, methyl ester

12.80 13.00 13.20 13.40
5000 m/z 43.00 52.37%

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 MLM

Abundance #129385: cis-10-Heptadecenoic acid, methyl ester T
12. 80 13. 00 13. 20 13. 40

m/z 73.95 47 .78%

el

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

5000

8270-BF022719.M Mon Mar 18 18:38:38 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 Eicosanoic acid, methyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.15 17.61 ng 1182180 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 98
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
3 Methvl stearate 298 C19H3802 000112-61-8 93
4 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 91
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 90

Abundance Scan 1881 (13.151 min): BF113074.D (-1878) (-) m/z 74.00 100.00%
!
5000 43
143 o83
199 227 326 12.80 13.00 13.20 13.40
o e 2%5 m/z 86.95  76.31%
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 40.90%
RECH A A | 171 199 227 255 283I .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131300: Heptadecanoic acid, methyl ester
74
12.80 13.00 13.20 13.40
5000 m/z 55.00 30.10%
43
143
0 L7 s [ 163185 213 201 2
m/z--> 25 45 60 éo 100 150 140 160 180 200 220 240 260 280 300 320
Abundance #143130: Methy! stearate B B
74 12.80 13.00 13.20 13.40
m/z 57.00 23.70%
5000
43
143
o “J LT us | oy 199 5 25 2%
m/z--> 25&&)%mmmmmmmmmnmm%mmmmh 1280 13.00 13.20 13.40

8270-BF022719.M Mon Mar 18 18:38:38 2019

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 1,5-Cyclodecadiene, (E,Z)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.17 10.83 ng 727401 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Cvclodecadiene. (E.Z2)- 136 C10H16 001124-78-3 64
2 1.6-Cvclodecadiene 136 C10H16 007049-13-0 55
3 3-Methvl-cis-3a.4.7.7a-tetrahvdr... 136 C10H16 1000144-04-4 38
4 1.E-11.Z-13-0Octadecatriene 248 C18H32 080625-36-1 30
5 Cyclohexanol, 1-(1,2-propadienyl)- 138 C9H140 034761-56-3 27
Abundance Scan 1884 (13.168 min): BF113074.D (-1883) (-) m/z 99.00 100.00%
do
5000 81
o T UL U200 s W e o | | 290 BB
Ok | 23 m/z 81.00 48.11%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15744: 1,5-Cyclodecadiene, (E,2)-
41 67
5000 o NN BRI B
136 12.80 13.00 13.20 13.40
121 m/z 67.00 45.65%
2
0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15715: 1,6-Cyclodecadiene
67
1280 13.00 1320 13.40
5000 95 m/z 79.00 38.21%
27 136
5 121
0<
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15809: 3-Methyl-cis-3a,4,7,7a-tetrahydroindan A e
67 121 12.80 13.00 13.20 13.40
94 m/z 95.00 35.83%
5000 44 136
of L e m e
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12:80 13.00 13.20 13.40

8270-BF022719.M Mon Mar 18 18:38:39 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 unknownl3.22 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.22 9.10 ng 610808 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.11Theptane. 2-methvl- 110 C8H14 015185-11-2 25
2 Cvclohexane. (l-ethvilpropvl)- 154 C11H22 026321-98-2 18
3 Bicvclol2.2.11heptane. 2-methvl-_... 110 C8H14 000872-78-6 15
4 1.2-Cvclohexanedicarboxvlic acid... 372 C18H22Cl1204 1000339-79-8 14
5 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 020348-74-7 14
Abundance Scan 1893 (13.221 min): BF113074.D (-1890) (-) m/z 155.10 100.00%
1!:
5000 er 3 100
41 187
125 SR PN SN SN
207 234 13.00 13.20 13.40 13.60
ol 17 20772292308 | "m/z 67.00 51.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6011: Bicyclo[2.2.1]heptane, 2-methyl-
28 67
2
5000 LRI SN SO BULIILN
13100 13.20 13.40 13.60
. 110 m/z 55.00 48.05%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27080: Cyclohexane, (1-ethylpropyl)-
5 83
*'13.00 13.20 13.40 13.60
5000 125 m/z 81.00 44 _.97%
29 154
0 B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6034: Bicyclo[2.2.1]heptane, 2-methyl-, exo- RS EmmEs o
67 13.00 13.20 13.40 13.60
M m/z 68.00 43.90%
2
5000
110
0 R o B e o
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

8270-BF022719.M Mon Mar 18 18:38:40 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 unknownl3.26 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.26 6.46 ng 434006 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chloromethvl 5-chlorodecanoate 254 C11H20Cl1202 080418-82-2 14
2 Cyclohexane. 1-methvl-4-(l-methy... 140 C10H20 006069-98-3 10
3 2-(4-Nitrobutvrv)cvclooctanone 241 C12H19N04 079630-93-6 10
4 7-Bromo-1-heptanol. chlorodifluo... 306 C9H14BrCIF202 1000376-26-3 10
5 4-Decene, 6-methyl-, (E)- 154 C11H22 036229-57-9 10
Abundance Scan 1900 (13.262 min): BF113074.D (-1896) (-) m/z 55.00 100.00%

5000

13.00 13.20 13.40 13.60

251 268 292308

0 m/z 43.00 55.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105068: Chloromethyl 5-chlorodecanoate
83 110

5000

13.00 13.20 13.40 13.60
m/z 97.00  49.56%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #18077: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55
e M
97 13.00 13.20 13.40 13.60
5000 m/z 69.00 46 .35%
81
o247 | 125140
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94695: 2-(4-Nitrobutyryl)cyclooctanone N B e s B
55 13.00 13.20 13.40 13.60
153 m/z 111.00 44 _91%
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. OO 13 20 13. 40 13.60

8270-BF022719.M Mon Mar 18 18:38:40 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 unknownl3.57 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.57 12.36 ng 829744 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 49
2 cis-3-Methvl-endo-tricvclol5.2.1... 150 C11H18 1000215-29-0 38
3 Naphthalene. decahvdro-2.2-dimet... 166 C12H22 031124-85-3 38
4 Phenol. 2.6-dimethvl-4-nitroso- 151 C8H9NO2 013331-93-6 35
5 Dicyclopentadiene diepoxide 164 C10H1202 000081-21-0 30
Abundance Scan 1952 (13.568 min): BF113074.D (-1948) (-) m/z 95.00 100.00%

5000

13.20 13.40 13.60 13.80

0 m/z 81.00 97 .50%
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
43
5000 LA L L L L LB L

13.20 13.40 13.60 13.80
20 | BT 2 ws || Mz 151.05  70.45%
177 195 593 051 277

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #23981: cis-3-Methyl-endo-tricyclo[5.2.1.0(2.6)]decane
81
L e e e
13.20 13.40 13.60 13.80
5000 109 m/z 55.00 50.70%
135
41 g
N T
0,m.wnﬂwﬂ.u.”w.”w.”w.mw.”..”..”..”..”..”.“”.“”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #35204: Naphthalene, decahydro-2,2-dimethyl- i B
5 151 13.20 13.40 13.60 13.80
m/z 67.00 41.63%
5000 55
L] lz e
7 166
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113074.D

Aca On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 19 Tetracosanoic acid, methyl ... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.43 5.68 ng 381462 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosanoic acid. methvl ester 382 C25H5002 002442-49-1 99
2 Heneicosanoic acid. methvl ester 340 C22H4402 006064-90-0 95
3 Methvl stearate 298 C19H3802 000112-61-8 93
4 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 90
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 90
Abundance Scan 2098 (14.427 min): BF113074.D (-2095) (-) m/z 73.95 100.00%
!
5000 43
143 R AR AARAS AN R
97
199 241 283 339 382 14.20 14.40 14.60 14.80
0 gz | 72, T 20T 2627 N 308 307 m/z 87.00 82.76%
m/z--> 50 100 150 200 250 300 350
Abundance #203672: Tetracosanoic acid, methyl ester
74
/\
5000 43 I U UL R B
14.20 14.40 14.60 14.80
143 382 m/z 43.00 50.48%
i lﬁ;;el [ 171 199 241 283 311 339 |
m/z--> 50 100 150 260 250 300 350
Abundance #177157: Heneicosanoic acid, methyl ester
74
4s " 14.20 14.40 14.60 14.80
5000 m/z 55.00 34 .33%
‘ H 143
ol 1. \jltlLJlle | 171 199219241 269 297317340
m/z--> 50 100 150 200 250 300 350
Abundance #143130: Methy! stearate R mEEEE RS S
74 14.20 14.40 14.60 14.80
m/z 57.00 33.38%
5000
43
143
0 | M\ I gﬁ 16, | 171 199 27 25 28
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031519\
Data File : BF113074.D

Acq On : 15 Mar 2019 19:10

Operator : JU/SJ

Sample : K1698-01 5X

Misc :

ALS Vial : 16 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 .49 6.49 15.5 ng 559923 1 6.73 721988 20.0
Naphthalene, 2,3-... 9.35 5.7 ng 369156 3 9.76 1288180 20.0
Methyl tetradecan... 10.77 15.7 ng 933091 4 11.23 1186910 20.0
9-Hexadecenoic ac... 11.56 23.4 ng 1385830 4 11.23 1186910 20.0
Hexadecanoic acid... 11.66 273.4 ng 16227000 4 11.23 1186910 20.0
n-Hexadecanoic acid 11.79 19.8 ng 1173540 4 11.23 1186910 20.0
E-9-Tetradecen-1-... 11.96 10.2 ng 603780 4 11.23 1186910 20.0
unknownl12 .04 12.04 12.0 ng 709484 4 11.23 1186910 20.0
10,13-Octadecadie... 12.37 617.3 ng 36635300 4 11.23 1186910 20.0
Z-7-Pentadecenol 12.50 32.0 ng 1900910 4 11.23 1186910 20.0
Methyl 9.cis.,11.... 13.01 15.7 ng 1056880 5 13.86 1342830 20.0
11-Eicosenoic aci... 13.07 21.8 ng 1465030 5 13.86 1342830 20.0
Eicosanoic acid, ... 13.15 17.6 ng 1182180 5 13.86 1342830 20.0
1,5-Cyclodecadien... 13.17 10.8 ng 727401 5 13.86 1342830 20.0
unknownl13.22 13.22 9.1 ng 610808 5 13.86 1342830 20.0
unknownl13.26 13.26 6.5 ng 434006 5 13.86 1342830 20.0
unknown13.57 13.57 12.4 ng 829744 5 13.86 1342830 20.0
Tetracosanoic aci... 14.43 5.7 ng 381462 5 13.86 1342830 20.0

8270-BF022719.M Mon Mar 18 18:38:41 2019 Page: 22



