LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 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-BF091319.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 5.434 566 569 584 rBV 172658 230484 7.97% 1.919%
2 6.451 739 742 755 rBV 184348 251071 8.68% 2.090%
3 6.581 761 764 777 rVB 281473 269119 9.30% 2.240%
4 6.810 800 803 817 rVB 164882 142676 4_.93% 1.188%
5 6.963 826 829 843 rBV 220756 212498 7 .35% 1.769%
6 7.375 895 899 910 rBV 94342 137317 4_.75% 1.143%
7 8.092 1017 1021 1031 rBV 152390 162245 5.61% 1.351%
8 9.163 1199 1203 1214 rBV 281997 262125 9.06% 2.182%
9 9.839 1315 1318 1323 rBV 180105 167456 5.79% 1.394%
10 10.633 1450 1453 1460 rBvV 118818 115677 4 _.00% 0.963%
11 10.739 1468 1471 1477 rBvV2 31351 42712 1.48% 0.356%
12 11.328 1568 1571 1573 rBvV 176455 157797 5.46% 1.314%
13 11.351 1573 1575 1582 rVB 90990 83483 2.89% 0.695%
14 11.716 1633 1637 1640 rBvV 900991 681248 23.55% 5.671%
15 11.857 1658 1661 1667 rVB2 35637 43321 1.50% 0.361%
16 11.939 1672 1675 1678 rBvV 30928 34625 1.20% 0.288%

17 12.404 1750 1754 1756 rBV 2031937 2084260 72.06% 17.349%
18 12.433 1756 1759 1764 rVB 3049400 2892335 100.00% 24.076%
19 12.475 1764 1766 1768 rVB 46731 38094 1.32% 0.317%
20 12.504 1768 1771 1774 rBV 324459 274535 9.49% 2.285%

21 12.545 1774 1778 1783 rBV 308165 346967 12.00% 2.888%
22 12.739 1808 1811 1812 rBV 41494 35966 1.24% 0.299%
23 12.769 1813 1816 1823 rVB 277210 328379 11.35% 2.733%
24 12.910 1833 1840 1843 rBV 326344 317170 10.97% 2.640%

25 12.992 1849 1854 1857 rBV3 31219 54803 1.89% 0.456%
26 13.063 1864 1866 1868 rBV2 49158 55051 1.90% 0.458%
27 13.098 1870 1872 1876 rVVv2 59634 67761 2.34% 0.564%
28 13.151 1876 1881 1887 rVV3 78248 126488 4._.37% 1.053%
29 13.204 1887 1890 1892 rVVv2 41545 44326 1.53% 0.369%
30 13.227 1892 1894 1898 rVB 64316 56013 1.94% 0.466%
31 13.327 1909 1911 1919 rBV5 30072 48084 1.66% 0.400%
32 13.610 1956 1959 1963 rBV 30793 30954 1.07% 0.258%
33 13.657 1963 1967 1972 rVB7 19709 33031 1.14% 0.275%
34 13.721 1974 1978 1980 rBV 37831 39908 1.38% 0.332%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 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\HPCHEM1\BNA F\METHODS\8270-BF091319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.769 1984 1986 1990 rBV2 21819 31049 1.07% 0.258%
36 13.821 1993 1995 1999 rVB 29814 31998 1.11% 0.266%
37 13.898 2004 2008 2012 rBV2 62769 65059 2.25% 0.542%

38 13.969 2015 2020 2023 rVV2 309479 475401 16.44% 3.957%
39 13.998 2023 2025 2033 rVB 161210 161549 5.59% 1.345%

40 14.121 2043 2046 2052 rBV3 45154 51895 1.79% 0.432%
41 14.357 2083 2086 2089 rVB 37167 33159 1.15% 0.276%
42 14.427 2095 2098 2101 rBV4 46841 63810 2.21% 0.531%
43 14.516 2110 2113 2115 rVB3 34412 33961 1.17% 0.283%

44 14.845 2165 2169 2176 rVB3 70830 110877 3.83% 0.923%
45 15.004 2192 2196 2203 rBVY 152521 306578 10.60% 2.552%

46 15.116 2212 2215 2219 rBV 31009 36405 1.26% 0.303%
47 15.304 2243 2247 2252 rVB 77610 95181 3.29% 0.792%
48 15.368 2253 2258 2263 rBVY 115347 157878 5.46% 1.314%
49 15.427 2263 2268 2271 rBVY 159195 186970 6.46% 1.556%

50 16.086 2377 2380 2387 rVBS8 27550 47438 1.64% 0.395%

51 16.510 2447 2452 2459 rBV9 24984 50239 1.74% 0.418%

52 16.880 2509 2515 2524 rBv4 47947 111324 3.85% 0.927%

53 17.321 2584 2590 2599 rVB2 27770 61984 2.14% 0.516%

54 17.568 2629 2632 2638 rVB9 15551 32728 1.13% 0.272%
Sum of corrected areas: 12013462
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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: BF117274.D
3000000

2500000
2000000
1500000
1000000

500000

5.43 6.45:°8 .16.96
7.37
T T T I T T T T I T T T T I T T T T I T T T T I T T T T T T T T I T T T T I T T T T I 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 7.50
Abundance TIC: BF117274.D
3000000 12,43

2500000
1240
2000000

1500000

1000000 11.72

500000

125851, A2.91
9.84 .
8.09 1%38{74 3 li. 12)74 N ABERBRS:
0 T T I T T T T I T T T T I T T T T I T T T T I T T AI T I T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF117274.D
3000000

2500000
2000000
1500000
1000000
500000 13.97

0 5.00 43
nmsgeihflioame uFEAT 600 e

e e i i ——— e S S

T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

1688  17.3217.57
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 1 unknown6.58 Concentration Rank 4

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

6.58 37.72 ng 269119 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 764 (6.581 min): BF117274.D (-761) (-) m/z 132.00 100.00%
132.0
5000 68.0
—v—rv—v—v—v—rv—v—v—r
6.20 6.40 6.60 6.80 7.00
01 m/z 68.00 41.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 SRR ARERE N SR R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 30.81%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.00 27 .04%
33.0 44.0 0.0 105.0
0"I“"P"W"”I'”'Iﬁqph'”l:”llﬁqﬂ"il'ihl“"P"W‘“'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T ||/\|‘| TrrT T
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.00 17.36%
5000
104.0
ol 140 270 300 510 000 770 g90 | 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.74 5.41 ng 42712 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 72
3 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 64
4 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 64
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 59
Abundance Scan 1471 (10.739 min): BF117274.D (-1468) (-) m/z 57.00 100.00%
51.0
85.1
5000
13.1 10.40 10.60 10.80 11.00
0 m/z 71.10 92.12%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane
51.0
5000
85.0 10.40 10.60 10.80 11.00
29.0 : m/z 43.00 70.87%
0 | 113.0 141.0 169.0 197.0 2260
m/z--> 0 20 40 éo 85 100 120 140 160 180 200 220 240 260
Abundance #117655: Heptadecane, 2,6-dimethyl-
57.0
10.40 10.60 10.80 11.00
5000 m/z 85.10 53.45%
85.0
0 il L ‘ Mllfo 141.0 1820 2250 253.0
m/z--> 0 20 40 éo 85 100 120 140 160 180 200 220 240 260
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0 10.40 10.60 10.80 11.00
m/z 41.05 42 .24%
5000 71.0
o 15.0 | ‘ ‘990
m/z--> 0 20 Jo éo 50 100 120 140 160 180 200 220 240 260 1040 10.60 10.80 11.00

8270-BF091319.M Tue Oct 01 14:18:38 2019

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.72 86.34 ng 681248 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 95
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 90
4 Methvl 11-methvl-dodecanoate 228 C14H2802 1000336-45-1 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 1638 (11.722 min): BF117274.D (-1633) (-) m/z 74.00 100.00%
74.0
5000
430 143.1 2272 UL A PRI UL UL
| |II L 97t 124 | 185.2 ° 2n3 11.40 1160 11.80 1200 __
O e e e B B A e Ll m/z 87.00 76 .00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methyl ester
74.0
5000 UL DA U RN B
43.0 11.40 11.60 11.80 12.00
‘ 143.0 2970 270.0 m/z 43.00 24 .06%
REEX | ‘.h LWL aiP 1210 | 16301850
m/z--> 20 40 60 80 100 120 140 160 180 200 220 250 260
Abundance #107596: Pentadecanoic acid, methyl ester
74.0
11.40 11.60 11.80 12.00
5000 m/z 55.05 21.54%
43.0
T G
0||| ””\ |||= |‘|‘|| |l||H|||| ||‘|| |||| T ||||‘ |||| |‘||| I U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2éo '
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester R R RAREE B
74.0 11.40 11.60 11.80 12.00
m/z 143.10 19.53%
5000 43.0 270.0
- 143.0 2970
185.0
BTN 00 =Y Y o VRN GRS 0 B Y | AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Anthracene, 9-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.86 5.49 ng 43321 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-methvl- 192 C15H12 000779-02-2 58
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 53
3 Pvridine. 4-(3-mercapto-4-methvl... 192 C8H8N4S 003652-32-2 53
4 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 52
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 50
Abundance Scan 1662 (11.863 min): BF117274.D (-1658) (-) m/z 192.10 100.00%
192.1
5000
3.0 R RS A RN AR
430 57. 9.9 1110 1291 165.1 11.60 11.80 12.00 12.20
o T B | B m/z 191.10 49.33%
mz--> 20 40 60 80 100 120 140 160 180
Abundance #54731: Anthracene, 9-methyl-
192.0
5000

11.60 11.80 12.00 12.20
m/z 189.00  26.59%

96.0
o 0 630 820 | 1150 1300 ‘0
i T L L .
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54734: Anthracene, 2-methyl-
192.0
11.60 11.80 12.00 12.20
5000 m/z 73.00 24 .87%
96.0 165.0
. s0 20%° 150 w0 'H° |
e A e L e o B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55013: Pyridine, 4-(3-mercapto-4-methyl-5-(4H-1,2,4-triaz...  E e S R aa n
192.0 11.60 11.80 12.00 12.20
m/z 193.10 21.23%
5000
=80 78.0
. 105.0
119.0
40.0 “ ‘ 133.0
8 11 1 PO ST SO s il LN
m/z--> 20 40 60 80 100 120 140 160 180 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.94 4.39 ng 34625 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4C1202 000090-60-8 59
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 49
3 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 43
4 5-Bromo-2-thiophenecarboxaldehvde 190 C5H3BrO0S 004701-17-1 38
5 3-Bromo-2-hydroxy-2-cyclohexen-1... 190 C6H7Br02 010324-65-9 32

Abundance Scan 1675 (11.939 min): BF117274.D (-1672) (-) m/z 189.05 100.00%

5000
94.6

165.1
11.60 11.80 12.00 12.20

m/z 190.10 97 .00%

122.9139.0

43.0
o!

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-

5000
11.60 11.80 12.00 12.20

m/z 192.10 75 .50%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
B EE s e o R
11.60 11.80 12.00 12.20
5000 m/z 191.10 51.60%
94.0
163.0 ‘
0 L \ \
T T T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0 11.60 11.80 12.00 12.20
m/z 94.60 31.57%
5000
94.0
0 390 630 || 1100 1370 1630 ||
T T T T T T T T e e R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.40 264.17 ng 2084260 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
3 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 98
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 95
5 9,12-0Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 95
Abundance Scan 1753 (12.398 min): BF117274.D (-1750) (-) m/z 67.00 100.00%

67.0
s000{ 411 '

1931 R Eas b R
150.1 12. OO 12 20 12. 40 12. 60 12. 80
178.1 . 263.3 294.3
Olrrrr el 220.2 m/z 81.05 83.47%
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 LA INLL B L L L L LB LB LB
12. OO 12 20 12. 40 12. 60 12. 80
m/z 55.00 57 .35%
. 1230 149.0 1780 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate
67.0

12,00 12.20 12.40 12.60 12.80
m/z 95.05 55.83%

5000

294.0
1230 150.0 1780  ,500 2630
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139715: 11,14-Octadecadienoic acid, methyl ester T T T
67.0 12. OO 12 20 12. 40 12. 60 12. 80
m/z 41.10 48.77%
5000
294.0
150.0 178.0 220.0 263.0
0 e o e IR L

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

8270-BF091319.M Tue Oct 01 14:18:40 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 8-Octadecenoic acid, methyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.43 366.59 ng 2892340 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Octadecenoic acid. methvl ester 296 C19H3602 002345-29-1 99
2 cis-13-Octadecenoic acid. methvl... 296 C19H3602 1000333-58-3 99
3 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 99
4 7-Octadecenoic acid. methvl ester 296 C19H3602 057396-98-2 99
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 98
Abundance Scan 1758 (12.427 min): BF117274.D (-1756) (-) m/z 55.00 100.00%
5000
02 2223 243 Y50l 1060 a0
o} ' m/z 69.10 77 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141273: 8-Octadecenoic acid, methyl ester
54.0
5000 T AT
12.20 12.40 12.60 12.80
m/z 41.05 69.41%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141299: cis-13-Octadecenoic acid, methyl ester
55.0
' 12.20 12:40 12.60 12.80
5000 m/z 74.00 68.11%
264.0
29.0 138.0 180.0 222.0 296.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 |
Abundance #141300: 9-Octadecenoic acid (2)-, methyl ester e T BABRE EREEE
55.0 12.20 12.40 12.60 12.80
m/z 83.10 62.08%
5000
o} e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BF091319.M Tue Oct 01 14:18:40 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Cyclopenta(def)phenanthrenone Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.47 4.83 ng 38094 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenta(def)phenanthrenone 204 C15H80 005737-13-3 76
2 3.4-Biphenvldicarbonitrile 204 C14H8N2 004128-63-6 58
3 I1.1"-Biphenvll1-4.4"-dicarbonitrile 204 C14H8N2 001591-30-6 53
4 T1.17-Biphenvl1-2.2"-dicarbonitrile 204 C14H8N2 004341-02-0 50
5 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 49

Abundance Scan 1765 (12.469 min): BF117274.D (-1764) (-) m/z 204.10 100.00%
204.1
5000 . 176.0
410 ¢4 1010120 1501 12.20 12.40 12.60 12.80
o Lﬂﬂ m/z 176.00 38.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64588: Cyclopenta(def)phenanthrenone
204.0
5000
176.0 12.20 12.40 12.60 12.80
88.0 m/z 79.00 33.96%
o 620 , | . 1220 1900 “L
miz-> 20 4 60 80 100 120 140 160 180 200
Abundance #64242: 3,4-Biphenyldicarbonitrile
204.0
12.20 12.40 12.60 12.80
5000 m/z 174.10 18.74%
176.0
0 32'0\ 5:\I\-‘.O il 7?\.0 Il 19?.0 125.0 15}'0 | \H
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #64247: [1,1'-Biphenyl]-4,4'-dicarbonitrile
204.0 12.20 12.40 12.60 12.80
m/z 80.00 18.34%
5000
o 50 0 1020 1270 100 Y[
miz-> 20 4 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80

8270-BF091319.M Tue Oct 01 14:18:41 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 11H-Benzo[a]fluorene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.10 2.85 ng 67761 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 90
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 87
3 Pvrene. 1-methvl- 216 C17H12 002381-21-7 72
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 64
5 6H-Thiazolo[5,4-e]indole, 2,7,8-... 216 C12H12N2S 1000338-32-0 64
Abundance Scan 1872 (13.098 min): BF117274.D (-1870) (-) m/z 216.10 100.00%
216.1
5000
107.2
39.0 62.9 147.0 181.0 240.1 2092.2 12.80 13.00 13.20 13.40
o} m/z 215.10 73.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74419: 11H-Benzo[a]fluorene
216.0
5000

12.80 13.00 13.20 13.40
m/z 107.20  22.46%

107.0
140 440 810, |  139.0163.0 189.0

OF e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74418: 11H-Benzo[b]fluorene
216.0
12.80 13.00 13.20 13.40
5000 m/z 217.10 20.13%
107.0
0l.,.28.0 50.0 810 139.0163.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74415: Pyrene, 1-methyl-
216.0 12.80 13.00 13.20 13.40
m/z 107 .85 16.27%
5000
108.0 189.0
ol 41.0 63.0 86. 134.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40

8270-BF091319.M Tue Oct 01 14:18:41 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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-Octadecenoic acid (Z)-, m... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.15 5.32 ng 126488 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 76
2 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 64
3 13-Methvltetradec-9-enoic acid m... 254 C16H3002 1000365-89-8 58
4 cis-10-Heptadecenoic acid. methv... 282 C18H3402 1000333-62-1 53
5 Ethyl 9-tetradecenoate 254 C16H3002 1000336-60-8 52
Abundance Scan 1881 (13.151 min): BF117274.D (-1876) (-) m/z 55.10 100.00%

1

5000

191.0 2201 o507 2923 12.80 13.00 13.20 13.40
m/z 69.00 73.00%

151.1

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

5000 LA L L L L L L L L B B
12.80 13.00 13.20 13.40
m/z 41.00 60.64%
. 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 #129412: Cyclopropaneoctanoic acid, 2-hexyl-, methyl ester
53.0

12.80 13.00 13.20 13.40
m/z 83.05 55.99%

5000
166.0 208.0 250.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105750: 13-Methyltetradec-9-enoic acid methyl ester R e
55.0 12.80 13.00 13.20 13.40

m/z 74.00 54 _.71%
5000

167.0 19902220

254.0

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-BF091319.M Tue Oct 01 14:18:42 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Tridecanoic acid, methyl ester Concentration Rank 20

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

13.23 2.36 ng 56013 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 86
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 86
3 Methvl stearate 298 C19H3802 000112-61-8 86

007132-64-1 86
001731-92-6 80

methyl ester 256 C16H3202
methyl ester 284 C18H3602

4 Pentadecanoic acid.
5 Heptadecanoic acid,

Abundance Scan 1894 (13.227 min): BF117274.D (-1892) (-) m/z 74.00 100.00%
74.0
5000
171.1 199.1 297 2 3 3964 13.00 13.20 13.40 13.60
o m/z 87.00 73.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000
43.0 13.00 13.20 13.40 13.60
143.0 m/z 43.10 31.33%
171.0 199.0 227.0  270.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84483: Tridecanoic acid, methyl ester
74.0
R N R A EEEEsmas
13.00 13.20 13.40 13.60
5000 m/z 55.00 23.34%
43.0 143.0
’ { 101.0 185.0 228 0
SR R Y N D TN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143130: Methyl stearate L e
74.0 13.00 13.20 13.40 13.60
m/z 57.05 22.92%
5000
43.0
143.0
PO O . . o2 R OO B o bttt e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. OO 13. 20 13. 40 13 60

8270-BF091319.M Tue Oct 01 14:18:43 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Tridecanoic acid, 12-methyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.90 2.74 ng 65059 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 90
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
3 Methvl stearate 298 C19H3802 000112-61-8 86
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 78
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 78
Abundance Scan 2008 (13.898 min): BF117274.D (-2004) (-) m/z 74.00 100.00%
74.0
5000
171.0199.1 559 1255.2 311.3 3544 13.60 13.80 14.00 14.20
o} m/z 87.00 78.70%
m/z--> 50 100 150 200 250 300 350
Abundance #95898: Tridecanoic acid, 12-methyl-, methyl ester
74.0
5000
13.60 13.80 14.00 14.20
1430 1990 m/z 43.05 35.44Y%
Lo g | o
m/z--> 50 100 150 200 250 300 350
Abundance #95861: Methyl tetradecanoate
74.0
13.60 13.80 14.00 14.20
5000 m/z 55.00 29.96%
43.0
15.0 143.0 .
oLt x.‘ Dl oo T om0 220
m/z--> 50 100 150 200 250 300 350
Abundance #143130: Methy! stearate R R B
74.0 13.60 13.80 14.00 14.20
m/z 75.00 24 .46%
5000
43.0
143.0
101.0 .
R 1 O o N U
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF091319.M Tue Oct 01 14:18:43 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknownl14.43 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

14.43 2.68 ng 63810 Chrysene-di12 13.97

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 49
2 Octadecane 254 C18H38 000593-45-3 49
3 Nonane. 1-iodo- 254 C9H191 004282-42-2 43
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 43
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 43

Abundance Scan 2098 (14.427 min): BF117274.D (-2095) (-) m/z 57.10 100.00%

5000
1270 TT T T[T T T T[T T T T[T T T T[T 1T
155.1976.0 205.0 14.20 14.40 14.60 14.80
o m/z 71.05 74.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94345: Heptadecane
57.0

14.20 14.40 14.60 14.80
m/z 85.05 71.19%

5000

29.0

113.0 1410 169.0 196.0 240.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105883: Octadecane
57.0
e ARERE S L
14.20 14.40 14.60 14.80
5000 85.0 m/z 43.00 71.03%
29.0 ‘
254.0
o “‘ i 11? 0 ) 141 0 169 0 197 0 225.0
”.W.H.P.”,”.w.”.P.”,”.w.”.“.” R RARARARRERSS EEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #106031: Nonane, 1-iodo- R AEEmEEES L
43.0 71.0 14.20 14.40 14.60 14.80
m/z 242.10 50.08%
5000
127.0
0 150\‘ ‘ 97.0 155.0 1830 254.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.20 14.40 14.60 14.80

8270-BF091319.M Tue Oct 01 14:18:44 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Acetoxyacetic acid, 2-dimet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.85 11.86 ng 110877 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetoxvacetic acid. 2-dimethvlam... 189 C8H15N04 1000331-22-6 58
2 Benzamide. 5-bromo-2-hvdroxy-N-(... 300 C12H17BrN202 289660-53-3 53
3 3-Dimethvlaminopropvl methacrvla... 170 C9H18N20 005205-93-6 53
4 Acetone. 1-T4-(dimethvlaminoetho... 221 C13H19NO2 086608-11-9 53
5 N,N-Dimethyl-2-cyclohexyloxyethy... 171 C10H21NO 071126-60-8 53
Abundance Scan 2170 (14.851 min): BF117274.D (-2165) (-) m/z 58.00 100.00%
58.0
5000 254.1
224.0 T e e an qeon |
99.1126.0 157.1 1970 11 3261 3663 14.60 14.80 15.00 15.20
oL— I."Il | III |“| III '."'.‘"‘I.I"ull'i'|u".'| I'I“I i :.llgal'l — L | L m/z 254_10 50_56%
m/z--> 50 100 150 200 250 300 350
Abundance #52596: Acetoxyacetic acid, 2-dimethylaminoethyl ester
58.0
5000

14.60 14.80 15.00 15.20
m/z 253.05 36.90%

o300, | ,86.0 11601450 189.0
— 7777
m/z--> 50 100 150 200 250 300 350
Abundance #144082: Benzamide, 5-bromo-2-hydroxy-N-(3-dimethylaminopr...
58.0
14.60 14.80 15.00 15.20
5000 m/z 72.10 15.72%
oL L 850 117.01450172.0199.022802570 3020
T e e
m/z--> 50 100 150 200 250 300 350 I
Abundance #38930: 3-Dimethylaminopropyl methacrylamide T L, P
58.0 14.60 14.80 15.00 15.20
m/z 224.00 13.40%
5000
ol )y 980120 1700
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF091319.M Tue Oct 01 14:18:45 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 16 Benzo[e]pyrene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.12 3.89 ng 36405 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 89
2 Benzolklfluoranthene 252 C20H12 000207-08-9 86
3 Benzolalpvrene 252 C20H12 000050-32-8 76
4 Benzolelpvrene 252 C20H12 000192-97-2 76
5 Perylene 252 C20H12 000198-55-0 70
Abundance Scan 2216 (15.121 min): BF117274.D (-2212) (-) m/z 252.10 100.00%
259.1
5000
39.0 8L9 1250 1 49,0 173.1193 2 2172 276.1 14.80 15.00 15.20 15.40
0 m/z 250.10 23.10%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene
252.0
5000
14.80 15.00 15.20 15.40
126.0 m/z 253.10 17.70%
01390 740 100.0 150.0 174.0 200.0 224.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[k]fluoranthene
252.0
14.80 15.00 15.20 15.40
5000 m/z 125.00 15.04%
126.0
0 740 99.0 d\ 200.0 224.0 ‘h
m/z--> 40 60 80 100 120 140 160 180 200 250 240 260 280
Abundance #104222: Benzo[a]pyrene LI L L L N BN |
252.0 14.80 15.00 15.20 15.40
m/z 81.90 13.96%
5000
126.0
228.0
57.0 83.0 104, 149.0 200.0 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40

8270-BF091319.M Tue Oct 01 14:18:45 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Perylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.30 10.18 ng 95181 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Pervlene 252 C20H12 000198-55-0 94
3 Benzolalpvrene 252 C20H12 000050-32-8 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81
Abundance Scan 2246 (15.298 min): BF117274.D (-2243) (-) m/z 252.10 100.00%
25p.1
5000 (F & A
125.0

15.00 15.20 15.40 15.60
55.0 99.1 154.9177.1 200.0 224.1 276.2
0! m/z 250.10 30.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0
5000

15.00 15.20 15.40 15.60
m/z 253.10 20.27%

125.0
o 50.0 74.0 99.0 146.0 174.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104214: Perylene
252.0

[N~
|||||||||||||||||||

15.00 15.20 15.40 15.60

5000 m/z 125.00 17.21%
125.0
0l17.0 39.0 74.0 99.0 150.0 174.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104218: Benzo[a]pyrene LA ma st B
252.0 15.00 15.20 15.40 15.60

m/z 125.90 11.55%
5000

126.0
500 740 1000, | 14901740 200.0 2240 H

[0 s e TN B oo e o o R e s e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknownl16.09 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.09 5.07 ng 47438 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isophthalic acid. 3.7-dimethvloc... 346 C21H3004 1000356-73-6 38
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
3 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 32
5-(1-1sopropenvl-4.5-dimethvlbic... 332 C22H3602 1000195-69-8 32
5 N-(3,4,5,6-Tetrahydro-1,3-thiazi... 192 C10H12N2S 003420-40-4 30
Abundance Scan 2381 (16.092 min): BF117274.D (-2377) (-) m/z 191.15 100.00%
192
5000
55.0
285.0 LA SR UL SUGRILN B
15.80 16.00 16.20 16.40
0 m/z 95.10 78.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #181392: Isophthalic acid, 3,7-dimethyloct-6-enyl propy! este
81.0
123.0
191.0
5000 49.0 L B I B R
410 1580 16.00 16.20 16.40
m/z 123.10 58.73%
287.0
o 17.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en..
191.0
15.80 16.00 16.20 16.40
5000 430 m/z 192.10 50.61%
123.0 149 0
690 H oy
0 |....|...“.| e H\ fl L H""'I"'\"I""wl""l"" e —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #190939: Anthracene, 9-dodecyltetradecahydro-
95.0 191.0 15.80 16.00 16.20 16.40
m/z 81.00 45 .55%
5000
o 236.0 264.0  303.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1580 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF093019\
Data File : BF117274.D

Aca On : 30 Sep 2019 21:21

Operator :© JU

Sample : K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknownl6.51 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.51 5.37 ng 50239 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spirol4-oxatricvclol5.3.0.0(2.6)... 276 C18H2802 1000156-82-9 46
2 Anthracene. 9-T2.2-bis(Chvdroxyme... 280 C19H2002 144000-85-1 27
3 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 25
4 1-Cvclohexene. 1.3.3-trimethvl-2_... 206 C14H220 1000197-08-4 25
5 2-Chloro-4,6-dimethylquinoline 191 C11H10CIN 003913-18-6 22
Abundance Scan 2452 (16.510 min): BF117274.D (-2447) (-) m/z 191.15 100.00%
191.2
5000 55.0 9.0
: 1231 o
217'1241.1 279.0 LN BN BN BN
16.20 16.40 16.60 16.80
o} m/z 95.05 52.12%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124529: Spiro[4-oxatricyclo[5.3.0.0(2,6)]decan-3-one-5,2"...
191.0
5000 SRR SRR AR SRR
123.0 16.20 16.40 16.60 16.80
0
410 670 g4 l - sizg 2760 m/z 55.00 44 .58%
0 |""|""|'|'|' |l|| ||I| Ill |||| "lu'ulnl'ul.nl.. . IIIIIIIII P ——
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127698: Anthracene, 9-[2,2- bls(hydroxymethyl) 1-propyl]-
191.
16.20 16.40 16.60 16.80
5000 m/z 123.05 41.14%
280.0
o 31.0 579 108.0 139.0 165.0 || 215.0 248 0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #190939: Anthracene, 9-dodecyltetradecahydro- e A RERREEEES
95.0 191.0 16.20 16.40 16.60 16.80

m/z 69.00 38 .55%

5000

236.0 264.0  303.0
R S  REREEmEn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16 20 16. 40 16. 60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF093019\
Data File : BF117274.D

Acq On : 30 Sep 2019 21:21

Operator : JU

Sample . K4668-16 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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 .58 6.58 37.7 ng 269119 1 6.81 142676 20.0
Hexadecane 10.74 5.4 ng 42712 4 11.33 157797 20.0
Hexadecanoic acid... 11.72 86.3 ng 681248 4 11.33 157797 20.0
Anthracene, 9-met... 11.86 5.5 ng 43321 4 11.33 157797 20.0
Benzaldehyde, 3,5... 11.94 4.4 ng 34625 4 11.33 157797 20.0
9,12-Octadecadien... 12.40 264.2 ng 2084260 4 11.33 157797 20.0
8-Octadecenoic ac... 12.43 366.6 ng 2892340 4 11.33 157797 20.0
Cyclopenta(def)ph... 12.47 4.8 ng 38094 4 11.33 157797 20.0
11H-Benzo[a]fluorene 13.10 2.9 ng 67761 5 13.97 475401 20.0
9-Octadecenoic ac... 13.15 5.3 ng 126488 5 13.97 475401 20.0
Tridecanoic acid,... 13.23 2.4 ng 56013 5 13.97 475401 20.0
Tridecanoic acid,... 13.90 2.7 ng 65059 5 13.97 475401 20.0
unknownl14 .43 14.43 2.7 ng 63810 5 13.97 475401 20.0
Acetoxyacetic aci... 14.85 11.9 ng 110877 6 15.43 186970 20.0
Benzo[e]pyrene 15.12 3.9 ng 36405 6 15.43 186970 20.0
Perylene 15.30 10.2 ng 95181 6 15.43 186970 20.0
unknown16.09 16.09 5.1 ng 47438 6 15.43 186970 20.0
unknownl16.51 16.51 5.4 ng 50239 6 15.43 186970 20.0
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