LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF032519_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 height area % max. total
1 5.322 546 550 567 rBV 2854173 3125004 85.04% 6.842%
2 6.357 721 726 743 rBV 3085296 3277209 89.18% 7.176%
3 6.481 743 747 750 rBV 3558836 3210485 87.37% 7.030%
4 6.704 782 785 796 rVB 910651 768971 20.93% 1.684%
5 6.863 808 812 815 rBV 3004484 2560934 69.69% 5.607%
6 7.269 877 881 884 rBvV 2088974 1921745 52.30% 4.208%
7 7.986 999 1003 1024 rBV 1037197 986603 26.85% 2.160%
8 9.063 1182 1186 1189 rBV 4097384 3626929 98.70% 7.941%
9 9.457 1250 1253 1267 rVB 191239 196285 5.34% 0.430%
10 9.598 1273 1277 1282 rBV 90943 82940 2.26% 0.182%

11 9.733 1296 1300 1311 rBV 1139039 1096208 29.83% 2.400%
12 10.522 1430 1434 1447 rBV 2118997 2196215 59.77% 4_.809%
13 11.027 1517 1520 1523 rBV 47758 45685 1.24% 0.100%
14 11.216 1548 1552 1554 rBV 1199766 1089406 29.65% 2.385%
15 11.239 1554 1556 1560 rVvVv 537123 466458 12.69% 1.021%

16 11.292 1560 1565 1569 rVB 142072 153921 4._.19% 0.337%
17 11.451 1587 1592 1599 rBV2 163409 238323 6.49% 0.522%
18 11.716 1633 1637 1639 rBV 79583 73761 2.01% 0.162%
19 11.745 1639 1642 1649 rVvv3 209315 273577 7.44% 0.599%
20 11.827 1652 1656 1658 rVvVv2 119305 138747 3.78% 0.304%

21 11.845 1658 1659 1665 rVB2 55552 54736 1.49% 0.120%
22 12.010 1683 1687 1689 rBV 79808 66441 1.81% 0.145%
23 12.039 1689 1692 1696 rVV 265729 229236 6.24% 0.502%
24 12.157 1707 1712 1715 rBV3 40676 52381 1.43% 0.115%
25 12.263 1726 1730 1732 rBV 52035 50905 1.39% 0.111%

26 12.292 1732 1735 1742 rVV4 87656 146753 3.99% 0.321%
27 12.351 1742 1745 1753 rVB 184636 169711 4.62% 0.372%
28 12.427 1753 1758 1761 rBV 2227805 2250574 61.24% 4.928%
29 12.486 1766 1768 1771 rVV 54733 54639 1.49% 0.120%
30 12.533 1771 1776 1779 rVvv2 216005 328479 8.94% 0.719%

31 12.563 1779 1781 1789 rVV3 130552 223219 6.07% 0.489%
32 12.651 1789 1796 1799 rVV 1874527 1886345 51.33% 4_.130%
33 12.698 1802 1804 1812 rVB 109075 116734 3.18% 0.256%
34 12.792 1813 1820 1829 rBV 3384623 3674737 100.00% 8.046%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519._M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.868 1829 1833 1837 rBV3 106198 157386 4.28% 0.345%

36 12.957 1844 1848 1855 rVB4 133543 289899 7.89% 0.635%
37 13.080 1865 1869 1872 rBV2 149463 166394 4_.53% 0.364%

38 13.174 1882 1885 1887 rBV 58962 51660 1.41% 0.113%
39 13.204 1887 1890 1897 rVB3 63176 95402 2.60% 0.209%
40 13.263 1897 1900 1903 rBV 42970 44883 1.22% 0.098%
41 13.333 1908 1912 1914 rBV 63052 64023 1.74% 0.140%
42 13.416 1924 1926 1931 rVB2 61451 63655 1.73% 0.139%

43 13.486 1935 1938 1945 rVB 391281 375842 10.23% 0.823%
44 13.592 1952 1956 1959 rBV 295342 317156 8.63% 0.694%
45 13.621 1959 1961 1963 rVV 165906 150089 4.08% 0.329%

46 13.645 1963 1965 1971 rVvv3 159500 202633 5.51% 0.444%
47 13.692 1971 1973 1977 rVB 353039 309778 8.43% 0.678%
48 13.727 1977 1979 1982 rBVY 44455 45661 1.24% 0.100%
49 13.845 1994 1999 2001 rBV 1083800 1390343 37.84% 3.044%
50 13.868 2001 2003 2012 rVB 877916 837808 22.80% 1.834%

51 13.968 2018 2020 2023 rBV2 56974 56791 1.55% 0.124%
52 14.010 2025 2027 2033 rVB5 94422 107286 2.92% 0.235%
53 14.074 2033 2038 2040 rBV3 48168 78179 2.13% 0.171%
54 14.227 2060 2064 2067 rVB2 57290 75717 2.06% 0.166%

55 14.274 2067 2072 2076 rBV2 152585 220690 6.01% 0.483%

56 14.315 2076 2079 2082 rVB 137725 145052 3.95% 0.318%
57 14.351 2082 2085 2087 rBV3 68945 78135 2.13% 0.171%
58 14.421 2095 2097 2103 rVB 50989 64904 1.77% 0.142%
59 14.539 2113 2117 2124 rBV 101313 145808 3.97% 0.319%
60 14.610 2126 2129 2133 rVB 150183 147589 4.02% 0.323%

61 14.651 2133 2136 2143 rBV3 128761 213599 5.81% 0.468%
62 14.704 2143 2145 2148 rVB2 43549 43597 1.19% 0.095%
63 14.851 2166 2170 2178 rBV2 791742 1429993 38.91% 3.131%
64 14.921 2178 2182 2185 rVV2 202803 240336 6.54% 0.526%
65 14.957 2185 2188 2191 rVB 52807 55768 1.52% 0.122%

66 15.033 2199 2201 2208 rVB4 45322 55037 1.50% 0.121%
67 15.133 2214 2218 2224 rVB 431067 517001 14.07% 1.132%
68 15.192 2224 2228 2232 rBV 179537 225867 6.15% 0.495%
69 15.251 2233 2238 2249 rVB 868034 1342167 36.52% 2.939%
70 15.662 2304 2308 2314 rBV 149588 208693 5.68% 0.457%

71 16.121 2382 2386 2395 rVB2 100378 172987 4.71% 0.379%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 16.609 2463 2469 2476 rBV3 195774 440168 11.98% 0.964%
73 17.021 2533 2539 2549 rVB 96950 209182 5.69% 0.458%

Sum of corrected areas: 45671454
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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: BF113469.D
4000000
6.48

6.36
3000000 532 6.86

7.27
2000000

1000000 6.70

S T L . L

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: BF113469.D
4000000 9]06

12.79
3000000

12.43
10.52

2000000 12.65

7.99 9.73

1000000

L¥ %f@@o

R ERUSESBBSHBNNS 11 S IV WA LS.

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: BF113469.D
4000000

3000000

2000000

1000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 unknown6.48 Concentration Rank 1

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

6.48 83.50 ng 3210490 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 747 (6.481 min): BF113469.D (-743) (-) m/z 131.95 100.00%
5000 68
40 % J 620 640 660 680
54 : : : :
o qrer lasus o "m/z 68.00 40.65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RSN SRR R L
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 33.69%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 660 680
5000 67 m/z 65.95 26.02%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e R
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 15.47%
5000 og 0
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 3 Phenanthrene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.75 5.02 ng 273577 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 95
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
Abundance Scan 1643 (11.751 min): BF113469.D (-1639) (-) m/z 72.85 100.00%
43 60 73 192
5000 JK\“WVN“NAWFW*
1140 11.60 11.80 1200
o’ m/z 192.00 94 .87%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl- \AMN
192
5000 L B SURN BN U B
11:40 11.60 11.80 12.00
165 m/z 59.90 90.55%
oL 27 39 51 63 82 9% yis1pm130152 | 177 |
mz-> 20 40 60 80 100 120 150 1éo 180 200 220 240 260
Abundance
192
11.40 11.60 11.80 12.00
5000 m/z 43.00 89.49%
95 165
o 51 63 82 125 139152
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 Ar Nnnd
Abundance #54731: Anthracene, 9-methyl- R R
192 11.40 11.60 11.80 12.00
m/z 56.95 78.02%
5000
ol 27 39 51 63 82 q 115127139152 ? 180‘H rKWMNpﬁAwWMJwJKﬂ“vﬂ“wvfhvﬁw
mz-> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 4 A4H-Cyclopenta[def]phenanthrene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.83 2.55 ng 138747 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 70
2 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 50
3 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8CI204 1000331-34-4 38
4 Methyl diselenide 190 C2H6Se2 007101-31-7 38
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 32

Abundance Scan 1656 (11.827 min): BF113469.D (-1652) (-) m/z 190.00 100.00%
140
5000
127 1 11.60 11.80 12.00 12.20
ol 110 25713918 202 218 m/z 188.95  99.16%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.60 11.80 12.00 12.20
m/z 192.00 44 _80%
oL 27 3950 63 8L | 110122 137 150 163 178 |
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
189
11.60 11.80 12.00 12.20
5000 m/z 191.00 38.29%
94
8l 163
N R U I S L L S S WL WA
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #111816: Carbonic acid, ethyl 2-formyl-4,6-dichlorophenyl ...
190 11.60 11.80 12.00 12.20
m/z 94.40 28.29%
5000
L% esqa srim s el | aw
mz-> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 9,10-Anthracenedione Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.04 4.21 ng 229236 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 98
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 86
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 62
4 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 60
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 60
Abundance Scan 1692 (12.039 min): BF113469.D (-1689) (-) m/z 208.00 100.00%
180 208
152
5000
76
50 [ 126 " 11'80 12,00 12.20 12,40
98 : : : :
Ohrrrres el s b e e 20% | m/z 179.95 90 20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67896: 9,10-Anthracenedione
152 180 208
5000 76
11.80 12.00 12.20 12.40
50 126 m/z 152.00 74 .84%
90
0 |....|..“..”...H.‘l..‘..l....|.‘... - ‘. - ‘”” .M.. R ARRRRasesEESISS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
152 180
11.80 12.00 12.20 12.40
5000 m/z 150.95 40.56%
76 126
o 39 53 102
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45753: 9H-Fluoren-9-one
180 11.80 12.00 12.20 12.40
m/z 75.90 30.51%
5000
152
76
ol27 50 | 90 111126 |
m/z--> 25 45 éo éo 160 150 150 1éo 180 260 220 240 260 2éo 360 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 6 Naphthalic anhydride Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.29 2.69 ng 146753 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalic anhydride 198 C12H603 000081-84-5 98
2 1H-Benz[f]indene-1,2,3-trione 210 C13H603 020927-01-9 43
3 Naphtho[1,2-c]furan-1,3-dione 198 C12H603 005343-99-7 43
4 1,4-Diethynylbenzene 126 C10H6 000935-14-8 38
5 5-lIsoquinolinecarbonitrile 154 C10H6N2 027655-41-0 30
Abundance Scan 1735 (12.292 min): BF113469.D (-1732) (-) m/z 153.95 100.00%
26 184
198
5000

63 74
50 87 99 12.00 12.20 12.40 12.60

ol 39 LS NLA80  VEA hl wzz 126.00 0 98.36%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #59680: Naphthalic anhydride
154
126
198
5000 ||||A“

12.00 12.20 12.40 12.60
m/z 197.95  60.44%

63
50 74
16 2839 77 | | 8798 114 | 142 | 170

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
126
A e T
154 12.00 12.20 12.40 12.60
5000 m/z 62.95 18.36%
182
63
50 74
28 39 87 98 111 138 194 210
B LA e e o e o e B RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59685: Naphtho[1,2-c]furan-1,3-dione
126 154 198 12.00 12.20 12.40 12.60
m/z 74.00 15.99%
5000

27 39 50 63 74 87 98 114 | 142 | 170 186
SNBSS S I 0 . S Y0 e B

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 7 Cyclopenta(def)phenanthrenone Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.35 3.12 ng 169711 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 97
2 [1,1"-Biphenyl]-4,4"-dicarbonitrile 204 C14H8N2 001591-30-6 59
3 4,5,6,7-Tetrafluoro-2-methyl-1H-. .. 204 C8H4F4N2 081430-75-3 59
4 Tetracyano-p-quinodimethane 204 C12H4N4 001518-16-7 49
5 Quinoline, 8-methoxy-5-nitro- 204 C10H8N203 1000298-88-7 47

Abundance Scan 1745 (12.351 min): BF113469.D (-1742) (_%I) m/z 203.95 100.00%
204
5000
176
88 150 12.00 12.20 12.40 12.60
7S 102 . . . .
oh-39, 31 62 123 1397] tes || 191 | 232 | nioti98 00 33.930
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #64588: Cyclopenta(def)phenanthrenone .
204
5000
176 12.00 12.20 12.40 12.60
88 m/z 205.00 16.51%
0 62 ?\5 I :‘qu 122 1?0 Il ‘
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
204
12.00 12.20 12.40 12.60
5000 m/z 87.90 13.41%
o 3050 63 5 o7 102913 127 150 17
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #64776: 4,5,6,7-Tetrafluoro-2-methyl- 1H-benzoimidazole
204 12.00 12.20 12.40 12.60
m/z 174.00 11.96%
5000
176
93 117 137 150162
ohr 2,55 0,81 L A6, | |, M,i.w.p,w..L,#??.,.w...,....,
m/z--> 40 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60

8270-BF032519.M Wed Apr 03 16:29:23 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 8 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.53 4.73 ng 328479 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1775 (12.527 min): BF113469.D (-1771) (-) m/z 43.00 100.00%

43 73

5000

-

185 202 241

12.20 12.40 12.60 12.80

o m/z 72.90 88.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43 73
12.20 12.40 12.60 12.80
m/z 56.95 80.67%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
R R EmEE
12.20 12.40 12.60 12.80
5000 129 m/z 59.90 80.10%
97 199 242
27
. 58 113 7 180 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid N
43 6P 12.20 12.40 12.60 12.80
m/z 54.95 70.11%
- w\jk\/\w
o R o
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-BF032519.M Wed Apr 03 16:29:24 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 9 9,10-Anthracenedione, 2-met... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.56 3.21 ng 223219 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,10-Anthracenedione, 2-methyl- 222 C15H1002 000084-54-8 58
2 Benzalphthalide 222 C15H1002 000575-61-1 55
3 9,10-Anthracenedione, l-methyl- 222 C15H1002 000954-07-4 52
4 Phenindione 222 C15H1002 000083-12-5 49
5 2H-1-Benzopyran-2-one, 4-phenyl- 222 C15H1002 015185-05-4 46

Abundance Scan 1781 (12.563 min): BF113469.D (-1779) (-) m/z 222.00 100.00%

165 242

5000

12.20 12.40 12.60 12.80

g 50 63 75 88 104

3

o

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

0 m/z 165.00 85.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79313: 9,10-Anthracenedione, 2-methyl-
165 222
5000 194 LA L L L L L B
12.20 12.40 12.60 12.80
0
0 63 &2 136 207 m/z 203.00 58.23%
22 % | ] Usyp6" 2151 | 179 | "] |
O el il ”.um, S M A | ¥ A N |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
222
12.20 12.40 12.60 12.80
5000 m/z 208.00 57.94%
165
ol 28 39 50 63 76 90 104 155 13915 177 05
B e o I o o L LA e o o o i
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79314: 9,10-Anthracenedione, 1-methyl-
165 222 12.20 12.40 12.60 12.80
m/z 194.00 39.62%
5000
194

12.20 12.40 12.60 12.80

8270-BF032519.M Wed Apr 03 16:29:25 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 10 Pyrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.96 4.17 ng 289899 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, l-methyl- 216 C17H12 002381-21-7 93
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 70
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 70
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 60
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 58
Abundance Scan 1849 (12.963 min): BF113469.D (-1844) (-) m/z 216.00 100.00%
246
5000
— 5% 107 198130 155167 29500 232 12.60 12.80 13.00 13.20
0 21 m/z 215.00 94 _00%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74412: Pyrene, 1-methyl-
216
5000
12.60 12.80 13.00 13.20
9 108 189 m/z 213.00 25.11%
oL 27 3950 63 81 J 122 137 150 163174 | 200
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216
12.60 12.80 13.00 13.20
5000 m/z 217.00 19.38%
108
o 57 o4 139 163 189
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74424: Fluoranthene, 2-methyl-
216 12.60 12.80 13.00 13.20
m/z 94.50 15.26%
5000
o5 108
o 5163 8l | | 12 130150 163174 189200 ‘L
miz-> 20 40 6|O 8|0 100 120 140 160 180 200 220 12:60 12.80 13.00 13.20

8270-BF032519.M Wed Apr 03 16:29:26 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 11 Pyrene, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.08 2.39 ng 166394 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
4 Pyrene, 4-methyl- 216 C17H12 003353-12-6 87
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 60
Abundance Scan 1869 (13.080 min): BF113469.D (-1865) (-) m/z 216.00 100.00%
216
232
5000

12.80 13.00 13.20 13.40

Of m/z 232.00 60.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74412: Pyrene, 1-methyl-
216
5000

12.80 13.00 13.20 13.40
04 189 m/z 215.00 55.53%

108
| | 122 137150163175 | 201 |

27 50 63 81

0,....,....,....,....,....,.... T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
216
12.80 13.00 13.20 13.40
5000 o5 m/z 231.00 31.60%
108
189
0 53 65 81 122 150163 201
i B e R R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 j\
Abundance #74425: Fluoranthene, 2-methyl- R s L B S e
216 12.80 13.00 13.20 13.40
m/z 94.35 18.44%
5000
189
oL273951 74 \ 122134 150163176 17202 |
,,,,, L R e S RARARRRE A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40

8270-BF032519.M Wed Apr 03 16:29:27 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 12 7H-Benz[de]anthracen-7-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.49 5.41 ng 375842 Chrysene-d12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 97
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 91
3 6H-Benz[de]anthracen-6-one 230 C17H100 080252-14-8 81
4 1-Pyrenecarboxaldehyde 230 C17H100 003029-19-4 78
5 o-Terphenyl 230 C18H14 000084-15-1 64
Abundance Scan 1939 (13.492 min): BF113469.D (-1935) (-) m/z 230.00 100.00%
230
5000
101 200
88 175 13.20 13.40 13.60 13.80
Ob o0, 83 75y 15 131 130163175187 .~|,||-. 214 | 246 "m/z 199.95 19.18Y%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230
5000
13.20 13.40 13.60 13.80
gg 101 200 m/z 202.00 18.66%
350 6375 0 | 115 13 150165174187 | 015
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
230
13.20 13.40 13.60 13.80
5000 202 m/z 231.00 17.48%

27 50 62 74 87 101 115 134 150162174187

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

Abundance #86242: 6H-Benz[de]anthracen-6-one
230 13.20 13.40 13.60 13.80
202 m/z 201.00 12.08%
5000
101
75 88 016174
26 38 50 63 1 | | 115 135 150167174187 |
R e e o R E N e s S RS E s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.20 13.40 13.60 13.80

8270-BF032519.M Wed Apr 03 16:29:27 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 13 6H-Benz[de]anthracen-6-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.59 4_.56 ng 317156 Chrysene-d12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Benz[de]anthracen-6-one 230 C17H100 080252-14-8 94
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 89
3 Anthra(l,2-b)thiophene 234 C16H10S 000227-86-1 84
4 Benzo[b]naphtho[2,3-d]thiophene 234 C16H10S 000243-46-9 64
5 Benzo[b]naphtho[2,1-d]thiophene 234 C16H10S 000239-35-0 60
Abundance Scan 1956 (13.592 min): BF113469.D (-1952) (-) m/z 234.00 100.00%
234
5000 202
101 117 189 13.20 13.40 13.60 13.80 14.00
87 163
O 32 23 13473 218 I 249 281 177530.00  53.11%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #86242: 6H-Benz[de]anthracen-6-one
230
202
5000
13.20 13.40 13.60 13.80 14.00
101 m/z 202.00 38.55%
27 5063 8 ‘ 115 135150 174189‘“ ‘

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

Abundance
230
_rl_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—rl_r
13.20 13.40 13.60 13.80 14.00
5000 202 m/z 199.95 19.90%

27 50 74 101495 134150 1741gg

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89178: Anthra(1,2-b)thiophene
234 13.20 13.40 13.60 13.80 14.00
m/z 200.95 19.00%
5000
117 189
0 40 g7 104 \‘ 150163 y 2(\)2 [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13 60 13.80 14.00

8270-BF032519.M Wed Apr 03 16:29:28 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 14 Cyclopenta[cd]pyrene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.64 2.91 ng 202633 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopenta[cd]pyrene 226 C18H10 027208-37-3 95
2 _beta.-Carboline, 7-methoxy-1,2-... 226 C14H14N20 006519-18-2 58
3 Benzene, [4-(3-ethynylphenyl)-1,... 226 C18H10 1000115-87-3 50
4 Benzo[ghi]fluoranthene 226 C18H10 000203-12-3 47
5 1,3-Diamino-5,6-dihydro-7-methyl... 226 C13H14N4 037436-37-6 42
Abundance Scan 1964 (13.639 min): BF113469.D (-1963) (-) m/z 226.00 100.00%
226
5000
12 ' 13.40 13.60 13.80 14.00
ol 139 162176799 205 m/z 224.00  22.98%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83067: Cyclopenta[cd]pyrene
26
5000
13.40 13.60 13.80 14.00
m/z 227.00 18.19%
113
ol 74 99 | 174 198 Hﬂ
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
226
183 13.40 13.60 13.80 14.00
5000 m/z 112.10 16.94%
211
42 637791 1 140154168 197
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83070: Benzene, [4-(3-ethynylphenyl)-1,3-butadiynyl]- R B N ama s
226 13.40 13.60 13.80 14.00
m/z 112.90 15.66%
5000

27 50 74 98 122935150 174 200 ‘

N Nt A N N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00

8270-BF032519.M Wed Apr 03 16:29:29 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 15 11H-Benzo[a]fluoren-11-one Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.69 4.46 ng 309778 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 94
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 91
3 o-Terphenyl 230 C18H14 000084-15-1 64
4 4-lIsothiazolecarbonitrile, 3,5-b... 230 C8H10N2S3 024135-13-5 59
5 1-Pyrenecarboxaldehyde 230 C17H100 003029-19-4 56
Abundance Scan 1973 (13.692 min): BF113469.D (-1971) (-) m/z 230.00 100.00%
5000
101 202
57 8 115 174 13.40 13.60 13.80 14.00
8 ST TL S RS 134150 17 ....~!||-..?1.?....,2f‘?.. 8L "m/z 202.00 20.17%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230
5000 ’\“‘”“J
13.40 13.60 13.80 14.00
101 200 m/z 200.00 19.18%
o 50 63 87 | 115 134150 174 M 215
mz-> 20 45 éo éo 160 120 110 160 180 200 220 240 260 280
Abundance
230
13.40 13.60 13.80 14.00
5000 202 m/z 231.00 18.67%

27 50 74 101495 134150 1741gg

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #86259: o-Terphenyl
0 13.40 13.60 13.80 14.00
m/z 201.00 11.71%
5000

215

128 151165 187200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00

8270-BF032519.M Wed Apr 03 16:29:30 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Benz(a)anthracene-7,12-dione Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.27 3.17 ng 220690 Chrysene-di2 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benz(a)anthracene-7,12-dione 258 C18H1002 002498-66-0 96
2 5,12-Naphthacenedione 258 C18H1002 001090-13-7 93
3 Piperazine, 1-methyl-4-(1,2,3,4-... 258 C17H26N2 055591-14-5 93
4 1,8-Anthracenedinitrile, 9,10-di... 258 C16H6N202 090866-50-5 58
5 Pyrene 202 C16H10 000129-00-0 55
Abundance Scan 2071 (14.268 min): BF113469.D (-2067) (-) m/z 258.00 100.00%
2%8
202 242
5000
119,5,150 174 5 302 14.00 14.20 14.40 14.60
o} m/z 242_.00 71.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #109308: Benz(a)anthracene-7,12-dione
258
5000
202 239 14.00 14.20 14.40 14.60
101 m/z 202.00 64 .50%
18 so 75 | 129150 175 ||
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
258
202 14,00 14.20 14.40 14.60
5000 m/z 199.95 44 .40%
101 230
28 50 ° 126 162
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #109303: Piperazine, 1-methyl-4-(1,2,3,4-tetrahydro-3,7-di... LR e o st
70 258 14.00 14.20 14.40 14.60
m/z 201.00 38.43%
5000
o e e e AR R EaEmEa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.00 14.20 14.40 14.60

8270-BF032519.M Wed Apr 03 16:29:30 2019

Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 17 Phenanthro[3,4-c]furan-1,3-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.65 3.18 ng 213599 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 92
2 Phenanthro[3,4-c]furan-1,3-dione 248 C16H803 005723-54-6 76
3 Aceanthrenequinone 232 C16H802 006373-11-1 70
4 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 25
5 [1,1"-Biphenyl]-4,4"-dicarbonitrile 204 C14H8N2 001591-30-6 22
Abundance Scan 2136 (14.651 min): BF113469.D (-2133) (-) m/z 176.00 100.00%
176 204 248
5000
88
62 126 14.40 14.60 14.80 15.00
BNl W O S Jcad . L.2ar |28 803 32| 7 203.95 97.67%
m/z--> 50 100 150 200 250 300 350
Abundance #64588: CycIopenta(de(fb)phenanthrenone
204
5000 U SR AL SO B
176 14.40 14.60 14.80 15.00
88 m/z 248_.00 83.02%
150
o & 2
m/z--> 50 100 150 200 250 300 350
Abundance
176 248
14.40 14.60 14.80 15.00
5000 m/z 87.85 32.82%
88 220
17—
m/z--> 50 100 150 200 250 300 350
Abundance #87770: Aceanthrenequinone
176 204 14.40 14.60 14.80 15.00
m/z 150.00 19.84%
5000 a8 232
150
L woe] | o || |
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 18 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.13 7.70 ng 517001 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 98
3 Perylene 252 C20H12 000198-55-0 97
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 96
5 Benzo[a]pyrene 252 C20H12 000050-32-8 95
Abundance Scan 2217 (15.127 min): BF113469.D (-2214) (-) m/z 252.00 100.00%
252
5000
125 14.80 15.00 15.20 15.40
224 : : : -
o 39 57 75 100, || 146 174 200 257 | 200 355 sz 250.00  28.59%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000
14.80 15.00 15.20 15.40
m/z 253.00 20.24%
o 50 74 99 y M 146 174 200 224 w
m/z--> 50 100 150 200 250 300 350
Abundance
252
14.80 15.00 15.20 15.40
5000 m/z 125.00 16.50%
126
o 39 63 83100 150 174 200 224
L L WL WU UL LN B B
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252 14.80 15.00 15.20 15.40
m/z 125.90 14 .32%
5000
125
ol17. 39 74 99 | m 150 174 200 224
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 19 Tetradecane, 2,6,10-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.66 3.11 ng 208693 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2308 (15.662 min): BF113469.D (-2304) (-) m/z 57.00 100.00%
57
5000 85
113 15.40 15.60 15.80 16.00
141 266
oL LL | 164183 21 20 A 35 A0 Thsz 71.00 66.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
5000 85 L B B UL I
1540 15.60 15.80 16.00
us 155 m/z 43.00 58.67%
0:::“|'|“M‘|‘“‘|““| f“:rl:3|5|“|||‘|||2|2|5||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15.40 15.60 15.80 16.00
5000 g5 m/z 85.00 49 _15%
29
o 113 141 169 105 240
m/z--> 50 100 150 200 250 300 350 400
Abundance #129498: Nonadecane, 2-methyl- T e
57 15.40 15.60 15.80 16.00
m/z 55.00 20.44%
5000
85
29 113
Ll 1 e 107 29 2
m/z--> 50 100 150 200 250 300 350 400 1540 15.60 15.80 16.00

8270-BF032519.M Wed Apr 03 16:29:33 2019 Page: 22



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 20 Heptadecane, 2,6,10,15-tetr... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.12 2.58 ng 172987 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78
2 Hexadecane 226 C16H34 000544-76-3 60
3 Tetradecane 198 C14H30 000629-59-4 60
4 Octacosane 394 C28H58 000630-02-4 53
5 Tetracosane 338 C24H50 000646-31-1 53
Abundance Scan 2386 (16.121 min): BF113469.D (-2382) (-) m/z 57.00 100.00%
57
43
5000
U AR BN BN B
113127 155 197 205 250 15.80 16.00 16.20 16.40
N = 2% "m/z 71.00 70.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
43
5000 85 U DA UL UGN B
15,80 16.00 16.20 16.40
m/z 43.00 57.28%
0 I ‘ I 1ﬁ3 141 169183 211 239 267282296
m/z--> 20 40 65 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
43 7
15.80 16.00 16.20 16.40
5000 m/z 85.00 49.32%
85
o 21 113 141 169183 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59882: Tetradecane A B A B R oS
57 15.80 16.00 16.20 16.40
43 m/z 280.00 45.33%
5000 85

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 80 16. 00 16. 20 16. 40

%

i \\‘

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040119\
Data File : BF113469.D

Acq On 1 Apr 2019 16:28

Operator : JU/SJ

Sample : K2056-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 .48 6.48 83.5 ng 3210490 1 6.70 768971 20.0
Phenanthrene, 2-m... 11.75 5.0 ng 273577 4 11.22 1089410 20.0
4H-Cyclopenta[def... 11.83 2.5 ng 138747 4 11.22 1089410 20.0
9,10-Anthracenedione 12.04 4.2 ng 229236 4 11.22 1089410 20.0
Naphthalic anhydride 12.29 2.7 ng 146753 4 11.22 1089410 20.0
Cyclopenta(def)ph... 12.35 3.1 ng 169711 4 11.22 1089410 20.0
Octadecanoic acid 12.53 4.7 ng 328479 5 13.84 1390340 20.0
9,10-Anthracenedi... 12.56 3.2 ng 223219 5 13.84 1390340 20.0
Pyrene, l-methyl- 12.96 4.2 ng 289899 5 13.84 1390340 20.0
Pyrene, 2-methyl- 13.08 2.4 ng 166394 5 13.84 1390340 20.0
7H-Benz[de]anthra... 13.49 5.4 ng 375842 5 13.84 1390340 20.0
6H-Benz[de]anthra... 13.59 4.6 ng 317156 5 13.84 1390340 20.0
Cyclopenta[cd]pyrene 13.64 2.9 ng 202633 5 13.84 1390340 20.0
11H-Benzo[a]fluor... 13.69 4.5 ng 309778 5 13.84 1390340 20.0
Benz(a)anthracene... 14.27 3.2 ng 220690 5 13.84 1390340 20.0
Phenanthro[3,4-c]... 14.65 3.2 ng 213599 6 15.25 1342170 20.0
Benzo[e]pyrene 15.13 7.7 ng 517001 6 15.25 1342170 20.0
Tetradecane, 2,6,... 15.66 3.1 ng 208693 6 15.25 1342170 20.0
Heptadecane, 2,6,... 16.12 2.6 ng 172987 6 15.25 1342170 20.0
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