LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF071317.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 4.757 467 471 482 rVB 166011 231148 5.87% 0.387%
2 5.193 541 545 549 rBVY 2010642 2158940 54.80% 3.613%
3 6.240 718 723 734 rBVY 2250232 2551328 64.76% 4.269%
4 6.363 739 744 747 rBV 2086559 2141189 54.35% 3.583%
5 6.587 778 782 786 rBV 751097 615025 15.61% 1.029%
6 6.745 805 809 812 rBVY 1816105 1567580 39.79% 2.623%
7 7.151 873 878 881 rBVY 1542096 1506578 38.24% 2.521%
8 7.869 996 1000 1002 rBV 991090 973081 24.70% 1.628%
9 7.892 1002 1004 1007 rVvV 1356982 1041606 26.44% 1.743%
10 8.228 1057 1061 1066 rBvV2 58030 74227 1.88% 0.124%

11 8.581 1117 1121 1125 rVB 340221 301796 7.66% 0.505%
12 8.639 1125 1131 1135 rBV3 45398 64288 1.63% 0.108%
13 8.681 1135 1138 1142 rVB 266469 208065 5.28% 0.348%
14 8.951 1179 1184 1187 rVB 2058518 1873956 47.57% 3.136%
15 9.045 1197 1200 1204 rVB 135260 110699 2.81% 0.185%

16 9.204 1222 1227 1232 rBV2 70941 96698 2.45% 0.162%
17 9.281 1235 1240 1243 rBV 132040 134579 3.42% 0.225%
18 9.310 1243 1245 1247 rVV 77438 64155 1.63% 0.107%
19 9.345 1247 1251 1254 rVV 281731 245914 6.24% 0.411%
20 9.398 1256 1260 1265 rVB2 64554 77339 1.96% 0.129%

21 9.480 1269 1274 1277 rVV 135750 121392 3.08% 0.203%
22 9.622 1292 1298 1300 rBV 824143 811138 20.59% 1.357%
23 9.651 1300 1303 1307 rVV 1044883 855790 21.72% 1.432%
24 9.822 1327 1332 1337 rBV 609948 538857 13.68% 0.902%
25 10.163 1386 1390 1393 rBV 763681 637301 16.18% 1.066%

26 10.251 1403 1405 1407 rVvVv 107915 85322 2.17% 0.143%
27 10.292 1411 1412 1415 rVVv2 82251 72888 1.85% 0.122%
28 10.322 1415 1417 1423 rVB 163279 142031 3.61% 0.238%
29 10.404 1427 1431 1435 rVV 1260423 1246643 31.64% 2.086%
30 10.451 1435 1439 1442 rVB3 42175 54942 1.39% 0.092%

31 10.539 1444 1454 1460 rBV5 74801 163284 4.14% 0.273%
32 10.710 1476 1483 1486 rBV3 94096 153282 3.89% 0.256%
33 10.739 1486 1488 1491 rVVv2 54168 56383 1.43% 0.094%
34 10.792 1491 1497 1500 rVB4 41067 72363 1.84% 0.121%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF071317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.904 1513 1516 1521 rVB 374150 324021 8.22% 0.542%

36 10.957 1521 1525 1528 rBV2 98715 130264 3.31% 0.218%
37 10.992 1528 1531 1534 rBV 343748 287558 7.30% 0.481%
38 11.098 1543 1549 1551 rBV 630240 829237 21.05% 1.388%
39 11.133 1551 1555 1557 rVV 3333871 3692653 93.73% 6.179%
40 11.175 1557 1562 1565 rVV 1326422 1188100 30.16% 1.988%

41 11.210 1565 1568 1572 rVB 86268 88745 2.25% 0.148%
42 11.310 1582 1585 1586 rBV 139331 137418 3.49% 0.230%
43 11.327 1586 1588 1591 rVB 839171 693223 17.60% 1.160%
44 11.392 1597 1599 1602 rBV2 82581 71657 1.82% 0.120%
45 11.427 1602 1605 1608 rVB4 92752 93391 2.37% 0.156%

46 11.598 1629 1634 1636 rBVY 434201 406135 10.31% 0.680%
47 11.627 1636 1639 1641 rVV 614031 509932 12.94% 0.853%
48 11.674 1644 1647 1649 rVvV 225320 191544 4._.86% 0.321%
49 11.710 1649 1653 1655 rVvV 705922 692893 17.59% 1.159%
50 11.733 1655 1657 1660 rVB 241107 190535 4._.84% 0.319%

51 11.780 1661 1665 1667 rBV2 111593 148050 3.76% 0.248%
52 11.804 1667 1669 1671 rVB2 67866 52613 1.34% 0.088%
53 11.892 1681 1684 1686 rVV 297070 286625 7.28% 0.480%
54 11.922 1686 1689 1692 rVB 295488 275797 7.00% 0.461%
55 12.045 1705 1710 1713 rBV5 91359 136840 3.47% 0.229%

56 12.074 1713 1715 1717 rVV 91236 72814 1.85% 0.122%
57 12.098 1717 1719 1722 rVB2 76697 64311 1.63% 0.108%
58 12.145 1724 1727 1732 rVV2 156391 244050 6.19% 0.408%
59 12.186 1732 1734 1736 rVV 96971 89184 2.26% 0.149%

60 12.233 1739 1742 1746 rVB 233626 233481 5.93% 0.391%

61 12.316 1750 1756 1759 rBV 3110143 3939610 100.00% 6.592%

62 12.398 1768 1770 1773 rVB 68369 55954 1.42% 0.094%
63 12.451 1774 1779 1782 rBV2 233065 305041 7.74% 0.510%
64 12.480 1782 1784 1788 rVB3 101361 93455 2.37% 0.156%

65 12.545 1788 1795 1799 rBV3 2480919 3680148 93.41% 6.158%

66 12.580 1799 1801 1808 rVB2 181082 192509 4_.89% 0.322%
67 12.657 1810 1814 1815 rBV 250362 281877 7.15% 0.472%
68 12.686 1815 1819 1824 rVB2 1330496 1553092 39.42% 2.599%
69 12.733 1824 1827 1829 rBV2 164309 198002 5.03% 0.331%
70 12.757 1829 1831 1833 rVB 120050 105320 2.67% 0.176%

71 12.780 1833 1835 1837 rBV 115631 82156 2.09% 0.137%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF071317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 12.804 1837 1839 1842 rVB2 168203 133402 3.39% 0.223%
73 12.839 1842 1845 1846 rBV 188800 175948 4_47% 0.294%
74 12.863 1846 1849 1852 rVB 475313 443105 11.25% 0.741%
75 12.898 1852 1855 1857 rBV3 78858 95609 2.43% 0.160%

76 12.927 1857 1860 1863 rBV 311043 292215 7.42% 0.489%
77 12.963 1863 1866 1868 rBV 336402 349386 8.87% 0.585%
78 13.021 1874 1876 1878 rBV 74538 57868 1.47% 0.097%
79 13.057 1880 1882 1885 rVVv 162817 129027 3.28% 0.216%
80 13.086 1885 1887 1892 rVB2 176693 187003 4._.75% 0.313%

81 13.298 1912 1923 1926 rBV4 271322 690767 17.53% 1.156%
82 13.333 1926 1929 1932 rVV2 320034 375833 9.54% 0.629%
83 13.374 1932 1936 1939 rVB 888746 911107 23.13% 1.525%
84 13.474 1950 1953 1956 rBV 344938 368100 9.34% 0.616%
85 13.504 1956 1958 1960 rVvVv 297587 290327 7.37% 0.486%

86 13.533 1960 1963 1968 rVV3 379711 584843 14.85% 0.979%
87 13.580 1968 1971 1973 rVV 442495 480061 12.19% 0.803%
88 13.604 1973 1975 1979 rVB 221454 194804 4.94% 0.326%
89 13.727 1990 1996 1999 rBV2 1651437 2490921 63.23% 4.168%
90 13.763 1999 2002 2009 rVB 1466941 1592004 40.41% 2.664%

91 13.833 2011 2014 2018 rVB 344633 340073 8.63% 0.569%
92 14.116 2059 2062 2065 rVB2 418185 452722 11.49% 0.758%
93 14.739 2163 2168 2174 rBV 1007824 2032133 51.58% 3.400%
94 14.827 2180 2183 2186 rVB 218402 217862 5.53% 0.365%
95 14.998 2208 2212 2217 rVB 617610 840840 21.34% 1.407%

96 15.057 2217 2222 2227 rVV 965453 1181131 29.98% 1.976%
97 15.110 2227 2231 2233 rVV 322876 438037 11.12% 0.733%
98 15.133 2233 2235 2242 rVB 378275 437022 11.09% 0.731%
99 16.392 2444 2449 2456 rVB2 376312 723849 18.37% 1.211%
100 16.780 2509 2515 2524 rVB 303766 587647 14.92% 0.983%

Sum of corrected areas: 59761688
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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: BF096886.D

3000000

2500000
6.24
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5.19
2000000 6.75
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1500000

1000000
6.59

500000

4.76

L

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF096886.D
11113 12,32

3000000
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2500000
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2000000
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1500000{7.89

10000001

500000

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF096886.D

3000000

2500000
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1B.76
2000000
14.74

1500000

1000000

500000

- T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

4.76 7.52 ng 231148 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 4-Pentene-2-ol. 2-methvl 100 C6H120 000624-97-5 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Hexanamide 115 C6H13NO 000628-02-4 9

Abundance Scan 471 (4.757 min): BF096886.D (-467) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 LR I UL L
440 4.60 4.80 5.00
il 8OO L 880 | Tw/z 59.10  55.320%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL I R L B
59.0 440 460 480 500
m/z 101.10 14.97%
..,...‘a:‘gll‘..o...‘,‘l...,..a.,....,....,8.3'.0..,9.3'.0.%?1..(?..,.
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
440 460 480 500
5000 m/z 58.00 12.82%
41.0
50.0 73.0 86.0
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance #3895: 4-Pentene-2-ol, 2-methy! R e R
54.0 440 4.60 4.80 5.00
m/z 41.00 9.43%
5000 43.0
31.0
1| 510, 670 77,0 850
m/z--> 20 30 40 50 60 70 80 9 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 2 unknown6.36 Concentration Rank 1

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

6.36 69.63 ng 2141190 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 743 (6.357 min): BF096886.D (-739) (-) m/z 132.00 100.00%
132.0
5000 68.1
096.1 TrrTTTTTT T T T T T T
m1540| J 6.00 620 6.40 6.60
MY T ,~:-.|.'.8,1-9. TR m/z 68.10 39.59%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R S SR S I
6.00 6.20 6.40 6.60
310 510 m/z 134.00 31.42%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 620 640 6.60
5000 67.0 m/z 66.00 25.52%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e o
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 15.68%
74.0
5000 9go 1160
||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| e
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Naphthalene, 1-methyl- Concentration Rank 20

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

8.68 4.28 ng 208065 Naphthalene-d8 7.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 97
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 94
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 87

Abundance Scan 1138 (8.681 min): BF096886.D (-1135) (-) m/z 142.10 100.00%
14%.1
5000
115.1
39.0 5.0 63.0 89.0 8.40 8.60 8.80 9.00
et 49 2009 L 1260 Wl Tm/z 141.10  91.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 T "'I""I""I"'A
115.0 8.40 860 8.80 9.00
m/z 115.10 30.50%
390 580 710 890 1020 1280 |
m/z--> 20 30 40 50 eb fo 80 §o 100 110 120 130 140 150
Abundance
142.0
8.40 8.60 8.80 9.00
5000 115.0 m/z 139.10 11.30%
270 39.0 510 630 740 890 199 126.0
ﬁwwmmﬁwmﬁmw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19231: Benzocycloheptatriene R A REE N A
141.0 8.40 8.60 8.80 9.00
115.0 m/z 143.05 11.00%
5000
63.0 9.0
\‘\ 740 | 1020 | 1280
m/z--> 20 30 40 50 60 fo 80 do 100 110 120 130 140 150 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 9H-Fluoren-9-one Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.90 7.81 ng 324021 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluoren-9-one 180 C13H80 000486-25-9 97
2 Benzolhlcinnoline 180 C12H8N2 000230-31-9 91
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 86
4 1.1"-Biphenvl. 4-ethenvl- 180 C14H12 002350-89-2 45
5 (E)-Stilbene 180 C14H12 000103-30-0 43
Abundance Scan 1515 (10.898 min): BF096886.D (-1513) (-) m/z 180.10 100.00%
180.1
5000 152.1
el 126.0 10.60 10.80 11.00 11.20
50.0 99.0 . : : : :
SN e i ey o bl 1660 ], 194.0 m/z 152.10  46.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45753: 9H-Fluoren-9-one
180.0
5000
152.0 10.60 10.80 11.00 11.20
76.0 ' m/z 151.10 23.61%
270 500 | 900 11101260 |
m/z--> 20 40 60 80 100 120 140 160 180 '
Abundance
180.0
152.0
10.60 10.80 11.00 11.20
5000 m/z 76.10 17.45%
76.0
50.0 9.0 126.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #45757: 1H-Phenalen-1-one a8 /41 v
180.0 10.60 10.80 11.00 11.20
152.0 m/z 149.95 14.76%
5000
76.0
28.0 500 98.0 112,0126-0 Il
R LA S SN UL DAL UL DAL

m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Naphtho[l,2-b]Jthiophene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.99 6.94 ng 287558 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphtholl.2-blthiophene 184 C12H8S 000234-41-3 97
2 Naphthol2.l1-blthiophene 184 C12H8S 000233-02-3 97
3 Naphthol2.3-blthiophene 184 C12H8S 000268-77-9 97
4 Dibenzothiophene 184 C12H8S 000132-65-0 96
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 91
Abundance Scan 1531 (10.992 min): BF096886.D (-1528) (-) m/z 184.05 100.00%
184.1
5000
92.0 1331 10.60 10.80 11.00 11.20 11.40
57.0 : : : : :
390 D22 e 580 2320 /7 139.05  17.59%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #48786: Naphtho[1,2-b]thiophene
184.0
5000
10.60 10.80 11.00 11.20 11.40
139.0 m/z 185.00 13.69%
500 740 920 1130 | 1580
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
184.0
10.60 10.80 11.00 11.20 11.40
5000 m/z 152.10 9.87%
139.0
400 560 740 220 1130 158.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #48787: Naphtho[2,3-b]thiophene
184.0 10.60 10.80 11.00 11.20 11.40
m/z 92.00 7.56%
5000
139.0
92.0
450 630 | | 1130 | 1580
m/z--> 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Phenanthrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.60 9.80 ng 406135 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 98
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 95
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95

Abundance Scan 1634 (11.598 min): BF096886.D (- 1629) ) m/z 192.10 100.00%

19p.

5000

A
LI I

11.20 11.40 11.60 11.80 12.00
m/z 191.10 59.45%

94.6 165.1
115.0 139.1

231.0 265.9

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000

11.20 11.40 11.60 11.80 12.00
m/z 189.10  29.56%

.0
115.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192.0
11.20 11.40 11.60 11.80 12.00
5000 m/z 190.10 17.02%
165.0
39.0 63.0 96.0 139.0

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

Abundance #54735: Anthracene, 2-methyl- e ARE ./,\A. A e
192.0 11.20 11.40 11.60 11.80 12.00

m/z 193.10 16.53%

5000

83.0

16
15.0 39.0 62.0 115.0 139.0
R R NERmasnans B e R EE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Anthracene, 1l-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.63 12.30 ng 509932 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 96
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 93
4 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 92
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 89
Abundance Scan 1639 (11.627 min): BF096886.D (-1636) (-) m/z 192.10 100.00%
190.1
5000
w0 630 6L 101 o 140 110 1180 1200
i . ' - : m/z 191.10 59.60%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54741: Anthracene, 1-methyl-
192.0
5000

11.40 11.60 11.80 12.00
m/z 189.10  27.76%

165.0

27.0 63.0 96.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
192.0
11.40 11.60 11.80 12.00
5000 m/z 193.10 16.17%
165.0

94.0
39.0 63.0 116.0139.0

TW‘TWWW‘TWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54746: Phenanthrene, 1-methyl-
192.0 11.40 11.60 11.80 12.00
m/z 190.10 16.09%

5000

165.0

39.0 63.0 96.0 139.0
B mm e i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Anthracene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

11.67 4.62 ng 191544 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
2 1H-Cvclopropall'lphenanthrene.la.... 192 C15H12 000949-41-7 96
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 95
4 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 95
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94

Abundance Scan 1646 (11.669 min): BF096886.D (-1644) (-) m/z 192.10 100.00%

19%2.1
5000

A
LI e N B

11.40 11.60 11.80 12.00

139.0
1159 m/z 191.10 53.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54735: Anthracene, 2-methyl-
192.0

5000
11.40 11.60 11.80 12.00

m/z 189.05 24 .59%

16
115.0139.0

15.0 39.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
192.0
11.40 11.60 11.80 12.00
5000 m/z 193.10 18.65%
165.0

390 63.0 96.0 139.0

Wﬁmﬁmﬂﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54730: 1H-Indene, 2-phenyl-
192.0 11.40 11.60 11.80 12.00
m/z 165.10 12.60%

5000

63.0 89.0 11501390

I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 10 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.71 16.71 ng 692893 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 52
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 50
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 45
5 Methyl diselenide 190 C2H6Se2 007101-31-7 43

Abundance Scan 1653 (11.710 min): BF096886.D (-1649) (-) m/z 190.05 100.00%
190.1
5000
% R T T T
63.0 163.1 . i i i
| 390 139.1 224.1 302.1 m/z 189.10 93.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190.0
5000
11.40 11.60 11.80 12.00
95.0 m/z 192.10 31.71%
39.0 63.0 137.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
190.0
9.0 146.0 RN U SN IR
11.40 11.60 11.80 12.00
5000 82.0 m/z 191.10 30.47%
117.0
1680
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #52976: 2,3,5,6- Tetramethylterephthalaldehyde
39.0 190.0 11.40 11.60 11.80 12.00
m/z 94.60 22 .49Y%
91.0
5000 65.0 115.0 161.0
|....|....|....|....|....|.F".L.gl'ﬂ?..l....|....|....|....|....|....l....l...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Phenanthrene, 4-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.73 4.60 ng 190535 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 72
2 Benzene., 1.1"-(1.2-propadienvlid... 192 C15H12 014251-57-1 72
3 Naphtholl.2-blnorbornadiene 192 C15H12 1000210-14-8 64
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 64
5 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 64
Abundance Scan 1656 (11.727 min): BF096886.D (-1655) (-) m/z 192.10 100.00%
192.1
5000
%0 165.1 S AL B BN UL
0 63.0 1 . ' 11.40 11.60 11.80 12.00
080 L | L os2 3021 el 100 71.42%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54745: Phenanthrene, 4-methyl-
192.0
5000
11.40 11.60 11.80 12.00
165.0 m/z 95.00 26.20%
270 630 92011701390
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
192.0
11.40 1160 11.80 12.00
5000 m/z 165.10 15.87%
165.0

94.0
39.0 63.0 116.0139.0

mmmm’mwmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54755: Naphtho[1,2-b]norbornadiene R B e L
192.0 11.40 11.60 11.80 12.00

m/z 82.50 5.66%

5000 165.0

39.0 63.0 95.0977139.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Naphthalene, 2-phenyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.89 6.91 ng 286625 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 92
2 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 64
3 Naphthalene. 1-phenvl- 204 C16H12 000605-02-7 60
4 3.4-Biphenvldicarbonitrile 204 C14H8N2 004128-63-6 60
5 9-Acridinecarbonitrile 204 C14H8N2 005326-19-2 53

Abundance Scan 1684 (11.892 min): BF096886.D (-1681) (-) m/z 204.05 100.00%

2

5000

101.0 11.60 11.80 12.00 12.20

126.1 151.1 176.1
o 223.2 m/z 202.10  39.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64601: Naphthalene, 2-phenyl-

76.0

51.0

204.0

5000 et
11.60 11.80 12.00 12.20

m/z 203.10 31.59%

101.0
270 510 760 1260 1520 1760 ||

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

:

Abundance

204.0
11.60 11.80 12.00 12.20
5000 m/z 205.05 15.04%
101.0
270 510 760 1260 152.0 176.0
R A w2 A o

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

Abundance #64595: Naphthalene, 1-phenyl- L s To AN A
204.0 11.60 11.80 12.00 12.20

m/z 101.00 13.77%
5000

101.0
270 510 76.0 | 1260 1500 176.0

B i i B o B e L A I B o B o o e R

T T T I
m/z--> 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:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 9,10-Anthracenedione Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.92 6.65 ng 275797 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 97
2 Benzolclcinnoline 180 C12H8N2 000230-17-1 83
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 64
4 1.4-Anthracenedione 208 C14H802 000635-12-1 64
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 60
Abundance Scan 1689 (11.922 min): BF096886.D ( 1686) (-) m/z 208.10 100.00%
1521 180.1 2
5000
76.0
50.0
126.1 11.60 11.80 12.00 12.20
98.0
,....,..II..,'...“.,..'..-,....,.-'...,.. e el 2000 3021 Th/z 180.10 88.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67896: 9,10-Anthracenedione

152.0 180.0 208.0

5000 76.0
11.60 11.80 12.00 12.20
)
STO 126.0 m/z 152.10 82.12%
SN NN W T N IR N—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
152.0 180.0
11.60 11.80 12.00 12.20
5000 m/z 151.10 38.72%
76.0 126.0
39.0 102.0
mmmwwmmmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45753: 9H-Fluoren-9-one =T T TR
180.0 11.60 11.80 12.00 12.20
m/z 76.00 27.80%
5000
152.0
76.0
27.0 50.0 | 980 1260
e 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 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.15 5.89 ng 244050 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 97
2 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 91
3 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 90
4 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 87
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 81
Abundance Scan 1728 (12.151 min): BF096886.D (-1724) (-) m/z 206.10 100.00%
206.1
5000
50 890  1o6p 1651 302.9 11.80 12.00 12.20 12.40
rrrrrpromprreb e et per e bl e | M7z 191.10 59 14%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000
11.80 12.00 12.20 12.40
101.0 m/z 189.10 28.72%
27.0 5.0 760 | 1390 1650 h‘ ‘
miz-> 20 40 60 85 160 120 140 160 180 200 220 240 260 280 300
Abundance
206.0
11.80 12.00 12.20 12.40
5000 m/z 205.15 18.51%
89.0
39.0 63.0 115.0 139.0 165.0
Wﬂmﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66261: Phenanthrene, 1,7-dimethyl- R e
206.0 11.80 12.00 12.20 12.40
m/z 190.05 16.18%
5000
27.0 51.0 /6.0 Of 0 1300 1650 M ) .
miz-> 20 40 60 85 160 120 140 1éo 1éo 200 220 240 260 280 300 11/80 12.00 12.20 12.40

8270-BF071317.M Thu Jul 20 17:40:51 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Cyclopenta(def)phenanthrenone Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.23 5.63 ng 233481 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenta(def)phenanthrenone 204 C15H80 005737-13-3 95
2 Isoauinoline. 1-phenvl- 205 C15H11N 003297-72-1 50
3 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 46
4 Benzoll.2-b:4.3-b"1dithiophene. ... 204 C11H8S2 013640-86-3 43
5 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 43

Abundance Scan 1741 (12.227 min): BF096886.D (-1739) (-) m/z 204.10 100.00%
204.1
5000 176.1
12.00 12.20 12.40 12.60
233.2 299.0 m/z 176.10 43.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64588: Cyclopenta(def)phenanthrenone
204.0
5000
176.0 12.00 12.20 12.40 12.60
88.0 m/z 88.10 22.02%
620, | 1220 100 | |
m/z--> 25 Jo éo 85 160 120 1&0 1éo 180 200 220 240 260 2§o 360
Abundance
204.0
12.00 12.20 12.40 12.60
5000 m/z 205.10 16.19%
51.0 75.0 102.0 126.0 151.0 176.0

Tmmmmmrmmm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64614: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,15...
204.0 12.00 12.20 12.40 12.60
m/z 174.10 15.44%

5000

101.0
126.0 152.0176.0

A
LI e I B I B D B I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknownl13.30 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.30 5.55 ng 690767 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chromone. 3.5-dibromo-6-hvdroxv-... 332 C10H6Br203 030095-77-3 38
2 1.1"-Biphenvl. 2.3.4.4"-tetramet... 334 C18H2206 123705-85-1 14
2-I(2-Chloro-4-nitro-phenvl)-hvd... 336 C13H9CIN405 1000294-51-9 14
4 1.17:4" . 1""-Terphenvl. 2.4.6-tri... 332 C18H11CI3 057346-61-9 10
5 Indane-1,3-dione, 2-[5-(4-chloro... 334 C20H11CI03 1000294-04-8 10
Abundance Scan 1923 (13.298 min): BF096886.D (-1912) (-) m/z 333.90 100.00%
338.9
5000

A
LI L I

13.00 13.20 13.40 13.60
m/z 335.90 78.67%

43.1

71.1

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #170220: Chromone, 3,5-dibromo-6-hydroxy-2-methyl-
334.0
5000 TT IIIIAIIIIIIII TT 1T
13.00 13.20 13.40 13.60
107.0 2140 554, m/z 331.90 53.34%
79.0 . ' -
136'0160.0 186.0 306.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
334.0
R R EERmaT s
13.00 13.20 13.40 13.60
5000 m/z 263.90 41 .84%
301.0
241.0
510 770 1150 1580 1980 271.0
Wmmmmm‘m
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #173540: 2-[(2-Chloro-4-nitro-phenyl)-hydrazonomethyl]-4-n...
336.0 13.00 13.20 13.40 13.60
m/z 337.90 36.68%
5000
44.0 172.0
0.0
Lo 2000 )| a0 210550 zno |, ML L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknownl3.37 Concentration Rank 10

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

13.37 7.32 ng 911107 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 46
2 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 42
3 2-Methoxv-5-methylphenol. heptaf... 334 C12H9F703 1000365-24-3 11
4 1.3.4-Oxadiazole. 2-T3-(4-fluoro... 230 C11H7FN40 1000338-11-4 11
5 p-Terphenyl 230 C18H14 000092-94-4 10
Abundance Scan 1935 (13.368 min): BF096886.D (-1932) (-) m/z 230.10 100.00%

230.1
333.9
5000
263.9
131.9 200.1
eLo 1010 167.0 298.9 13.00 13.20 13.40 13.60
m/z 333.90 64.73%
m/z--> 50 100 150 200 250 300
Abundance #86243: 7TH-Benz[de]anthracen-7-one
230.0
5000
202.0 13.00 13.20 13.40 13.60

m/z 335.90 48.06%

101.0
39.0 750 | 127.0 174.0

T |
m/z--> 50 100 150 200 250 300

Abundance
230.0
L L] S L8|
13.00 13.20 13.40 13.60
5000 m/z 263.90 35.23%
101.0 200.0
39.0 750 134.0 174.0
— T T T T T
m/z--> 50 100 150 200 250 300
Abundance #171856: 2-Methoxy-5-methylphenol, heptafluorobutyrate
334.0 13.00 13.20 13.40 13.60
m/z 331.90 33.95%
5000 109.0 137.0
2.0 7.0 169.0
Sl oo 20 aso |
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknownl3.53 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.53 4.70 ng 584843 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-4.5-dihvdronaphthol2.1-b... 226 C13H10N2S 037071-20-8 35
2 1.3-Diamino-5.6-dihvdro-9-methvl... 226 C13H14N4 037436-39-8 27
3 Phenol. 2-I5-(2-furanvl)-3-1H-pv... 226 C13H10N202 038371-84-5 27
4 Cvclopentalcdlpvrene 226 C18H10 027208-37-3 27
5 1,8-Diazacyclotetradecane-2,7-dione 226 C12H22N202 004266-66-4 27
Abundance Scan 1962 (13.527 min): BF096886.D (-1960) (-) m/z 226.10 100.00%
226.1
5000
113.1 0639 333.9
167.0192.0 - 13.20 13.40 13.60 13.80
36.0 609 870, [ 181 298.9 m/z 224.10 22.47%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82586: 2-Amino-4,5-dihydronaphtho[2,1-b]thiophene-1-carbo...
5.0
5000
60.0 13.20 13.40 13.60 13.80
100.0 ]390‘”1D19&0 m/z 333.90 19.24%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
226.0
13.20 13.40 13.60 13.80
5000 m/z 113.10 18.32%
43.0
o7 0 9L 115.0141 169.0194.0
mmmmmmwmwmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82556: Phenol, 2-[5-(2-furanyl)-3-1H-pyrazolyl]-
226.0 13.20 13.40 13.60 13.80
m/z 112.10 16.82%
5000
|||“i||“l‘|‘|‘l‘n‘|“||‘|L||!||‘||l|||‘|tlu|||L||||||“|||||||||||||||||||||||||||||||| e R aa
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.83 9.95 ng 217862 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzolklfluoranthene 252 C20H12 000207-08-9 96
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 87
Abundance Scan 2183 (14.827 min): BF096886.D (-2180) (-) m/z 252.10 100.00%
25p.1
5000
125.1
14.60 14.80 15.00 15.20
ol 510821 j] 1741 2230 ‘.\ 20918822 3863 | n77 250.10  30.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252.0
5000
14.60 14.80 15.00 15.20
m/z 253.10 27 .13%
125.0
50.0 83.0 , | 174.0 223.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
14.60 14.80 15.00 15.20
5000 m/z 125.10 14 ._.70%
126.0
87.0 222.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #104215:Perylene LI L L L LA B
252.0 14.60 14.80 15.00 15.20
m/z 126.10 12.88%
5000
126.0
500 870 , | 1740 2220
LU B S R B BN N B R S B NN B EN B BN BN B RN N B N B RN N B BN B NN N B B B N B B B N R —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096886.D

Aca On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 Perylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.00 38.39 ng 840840 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 99
2 Benzolklfluoranthene 252 C20H12 000207-08-9 98
3 Benzolelpvrene 252 C20H12 000192-97-2 95
4 Benzolalovrene 252 C20H12 000050-32-8 95
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 94
Abundance Scan 2212 (14.998 min): BF096886.D (-2208) (-) m/z 252.10 100.00%
25%.1
5000
14 14.60 14.80 15.00 15.20 15.40
o200 870 e (Lr40 221 J| 2851 3372 3844 | /7 250.10  29.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104214: Perylene
252.0
5000
14.60 14.80 15.00 15.20 15.40
125.0 m/z 253.10 20.86%
17.0 50.0 83.0 \H 174.0 222.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
14.60 14.80 15.00 15.20 15.40
5000 m/z 125.10 19.01%
126.0
87.0 222.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene B R E T b
252.0 14.60 14.80 15.00 15.20 15.40
m/z 126.05 15.30%
5000
125.0
50.0 83.0 , | 174.0 222.0 .\
Trrr o[y rrrrrrrrrrrrrrrrr | 1 rr 11111 T —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071917\
Data File : BF096886.D

Acq On 19 Jul 2017 22:48

Operator : SJ/JU

Sample : 14276-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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]
2-Pentanone, 4-hy... 4.76 7.5 ng 231148 1 6.59 615025 20.0
unknown6 .36 6.36 69.6 ng 2141190 1 6.59 615025 20.0
Naphthalene, 1-me... 8.68 4.3 ng 208065 2 7.87 973081 20.0
9H-Fluoren-9-one 10.90 7.8 ng 324021 4 11.10 829237 20.0
Naphtho[1,2-b]Jthi... 10.99 6.9 ng 287558 4 11.10 829237 20.0
Phenanthrene, 2-m... 11.60 9.8 ng 406135 4 11.10 829237 20.0
Anthracene, 1-met... 11.63 12.3 ng 509932 4 11.10 829237 20.0
Anthracene, 2-met... 11.67 4.6 ng 191544 4 11.10 829237 20.0
4H-Cyclopenta[def... 11.71 16.7 ng 692893 4 11.10 829237 20.0
Phenanthrene, 4-m... 11.73 4.6 ng 190535 4 11.10 829237 20.0
Naphthalene, 2-ph... 11.89 6.9 ng 286625 4 11.10 829237 20.0
9,10-Anthracenedione 11.92 6.7 ng 275797 4 11.10 829237 20.0
Phenanthrene, 2,5... 12.15 5.9 ng 244050 4 11.10 829237 20.0
Cyclopenta(def)ph... 12.23 5.6 ng 233481 4 11.10 829237 20.0
unknown13.30 13.30 5.5 ng 690767 5 13.73 2490920 20.0
unknownl13.37 13.37 7.3 ng 911107 5 13.73 2490920 20.0
unknownl13.53 13.53 4.7 ng 584843 5 13.73 2490920 20.0
Benzo[e]pyrene 14.83 9.9 ng 217862 6 15.11 438037 20.0
Perylene 15.00 38.4 ng 840840 6 15.11 438037 20.0
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