LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 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-BF073019.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 5.457 570 573 596 rBV 828605 1051852 31.18% 2.694%
2 6.116 682 685 689 rBV 322186 285105 8.45% 0.730%
3 6.287 708 714 717 rBV 41186 35805 1.06% 0.092%
4 6.469 742 745 755 rBVY 1000647 1115769 33.08% 2.858%
5 6.539 755 757 765 rvV 51925 67981 2.02% 0.174%
6 6.610 765 769 787 rVB 1239999 1212427 35.95% 3.106%
7 6.834 804 807 817 rBV 713134 717806 21.28% 1.839%
8 6.992 831 834 848 rVB 888181 807436 23.94% 2.068%
9 7.398 899 903 921 rBV 575128 696548 20.65% 1.784%
10 8.116 1022 1025 1033 rBV 964214 952738 28.25% 2.440%
11 9.186 1204 1207 1216 rBVY 1209774 1086079 32.20% 2.782%
12 9.257 1216 1219 1224 rVB4 31860 39251 1.16% 0.101%
13 9.527 1262 1265 1268 rVB2 63407 53916 1.60% 0.138%
14 9.586 1268 1275 1280 rBV 185387 217199 6.44% 0.556%
15 9.745 1299 1302 1305 rVvB2 69734 57185 1.70% 0.146%
16 9.780 1305 1308 1310 rBV 57478 47211 1.40% 0.121%

17 9.869 1320 1323 1326 rBV 1430213 1202496 35.65% 3.080%
18 9.898 1326 1328 1334 rVB2 175996 192912 5.72% 0.494%

19 9.986 1340 1343 1346 rBvV 86336 78283 2.32% 0.201%
20 10.022 1346 1349 1353 rVB 104250 90631 2.69% 0.232%
21 10.080 1356 1359 1364 rBV 52480 60724 1.80% 0.156%
22 10.339 1399 1403 1407 rBV 106641 93724 2.78% 0.240%
23 10.422 1414 1417 1421 rBV 105041 102447 3.04% 0.262%
24 10.592 1440 1446 1449 rVB3 32247 48665 1.44% 0.125%

25 10.639 1449 1454 1455 rVv2 80862 104019 3.08% 0.266%

26 10.657 1455 1457 1461 rVvVv 680630 722615 21.42% 1.851%

27 10.692 1461 1463 1466 rVvVv 92659 96325 2.86% 0.247%
28 10.722 1466 1468 1474 rVV 108100 107934 3.20% 0.276%
29 10.774 1474 1477 1485 rVB5 30458 45701 1.35% 0.117%
30 11.257 1555 1559 1562 rVB 60115 62302 1.85% 0.160%

31 11.357 1572 1576 1578 rBV 1402664 1246653 36.96% 3.193%
32 11.380 1578 1580 1586 rVV 1091081 920187 27.28% 2.357%
33 11.433 1586 1589 1592 rVvVv 131382 128890 3.82% 0.330%
34 11.469 1592 1595 1601 rVB2 37430 59215 1.76% 0.152%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 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-BF073019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.592 1612 1616 1621 rBV2 68262 83612 2.48% 0.214%
36 11.686 1629 1632 1639 rVB6 25651 46957 1.39% 0.120%
37 11.857 1659 1661 1663 rBV 94976 83356 2.47% 0.214%

38 11.886 1663 1666 1672 rVB3 249938 321201 9.52% 0.823%
39 11.968 1677 1680 1683 rVV 193225 208437 6.18% 0.534%

40 11.992 1683 1684 1689 rVB 70123 52274 1.55% 0.134%
41 12.151 1708 1711 1714 rBV 96689 82375 2.44% 0.211%
42 12.186 1714 1717 1726 rVB2 155659 185289 5.49% 0.475%
43 12.298 1732 1736 1739 rBV3 59678 61374 1.82% 0.157%
44 12.410 1752 1755 1757 rBVY 54140 62350 1.85% 0.160%
45 12.439 1757 1760 1763 rVv4 40296 65653 1.95% 0.168%

46 12.492 1766 1769 1774 rVB2 185262 202752 6.01% 0.519%
47 12.568 1778 1782 1786 rBV 1831770 1788955 53.04% 4._.582%
48 12.604 1786 1788 1791 rVB 239874 194506 5.77% 0.498%
49 12.663 1796 1798 1804 rVV2 142529 196824 5.84% 0.504%
50 12.727 1805 1809 1811 rVV2 174919 199498 5.91% 0.511%

51 12.798 1815 1821 1825 rVV 1490655 1692748 50.19% 4 _.336%
52 12.851 1828 1830 1834 rVB2 68777 77092 2.29% 0.197%
53 12.933 1839 1844 1848 rBV 1129561 1033199 30.63% 2.646%
54 13.015 1854 1858 1861 rBV2 73990 122020 3.62% 0.313%
55 13.074 1865 1868 1871 rVV 664660 554850 16.45% 1.421%

56 13.127 1871 1877 1881 rVV 228962 368556 10.93% 0.944%
57 13.163 1881 1883 1886 rVvVv 76512 93542 2.77% 0.240%
58 13.192 1886 1888 1891 rVV 164816 180262 5.34% 0.462%
59 13.233 1891 1895 1902 rVB3 118480 221980 6.58% 0.569%

60 13.333 1908 1912 1914 rBV2 80036 91113 2.70% 0.233%
61 13.363 1914 1917 1923 rVV4 53960 80818 2.40% 0.207%
62 13.415 1923 1926 1930 rVV3 38676 38601 1.14% 0.099%
63 13.557 1947 1950 1953 rBV2 37227 41971 1.24% 0.108%
64 13.604 1955 1958 1962 rBV 202662 175704 5.21% 0.450%
65 13.645 1962 1965 1970 rVB 82053 71446 2.12% 0.183%

66 13.692 1970 1973 1977 rBV 955590 935753 27.74% 2.397%
67 13.751 1980 1983 1985 rBV 152875 146560 4 _.35% 0.375%
68 13.774 1985 1987 1989 rVB 90629 73783 2.19% 0.189%
69 13.804 1989 1992 1993 rBV 74724 72952 2.16% 0.187%
70 13.851 1998 2000 2004 rVB 137406 133541 3.96% 0.342%

71 13.892 2004 2007 2010 rBV 105925 111682 3.31% 0.286%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 13.968 2016 2020 2022 rBVY 3519308 3372972 100.00% 8.640%
73 13.998 2022 2025 2028 rVvv2 1138440 1545602 45.82% 3.959%
74 14.021 2028 2029 2037 rVB 647036 541818 16.06% 1.388%
75 14.104 2038 2043 2046 rBV 111270 134749 3.99% 0.345%

76 14.386 2089 2091 2094 rVB 67925 62279 1.85% 0.160%
77 14.439 2096 2100 2104 rBV2 561357 667823 19.80% 1.711%
78 14.527 2111 2115 2120 rVB 1766487 1638268 48.57% 4.196%
79 14.709 2143 2146 2149 rBvV4 48615 65208 1.93% 0.167%
80 14.751 2151 2153 2158 rVB 65589 68170 2.02% 0.175%

81 14.892 2173 2177 2179 rBV2 88617 132031 3.91% 0.338%
82 15.039 2198 2202 2207 rBV 556850 1015442 30.11% 2.601%
83 15.086 2207 2210 2215 rVV 941363 1070701 31.74% 2.743%
84 15.145 2218 2220 2226 rVB 92670 144516 4.28% 0.370%
85 15.339 2249 2253 2259 rVB 335881 422668 12.53% 1.083%

86 15.404 2259 2264 2269 rBV 413881 542945 16.10% 1.391%
87 15.462 2269 2274 2278 rBV 739849 971140 28.79% 2.488%
88 15.656 2303 2307 2311 rBV3 104720 155570 4.61% 0.398%
89 15.886 2342 2346 2353 rVB 366299 524458 15.55% 1.343%
90 16.133 2385 2388 2402 rVB6 65141 156881 4._.65% 0.402%

91 16.562 2458 2461 2466 rVB3 48569 68811 2.04% 0.176%
92 16.668 2476 2479 2486 rVB2 74355 125157 3.71% 0.321%
93 16.933 2518 2524 2536 rBV2 210678 524219 15.54% 1.343%
94 17.374 2594 2599 2611 rBV 134865 357381 10.60% 0.915%
95 17.492 2615 2619 2632 rVB 59895 210668 6.25% 0.540%

96 18.015 2703 2708 2725 rVB7 174690 559244 16.58% 1.432%

Sum of corrected areas: 39040338
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF116087.D
3500000

3000000
2500000
2000000
1500000
1000000 5.46 i 6.99

7.40
500000 6.12

L R et N L S L

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: BF116087.D
3500000

3000000
2500000
2000000 12.57
1500000 9.87 11.36

9.19 1l 38
1000000 8.12

10.66

26 9%’@999 ;Oth93s 1%44;%&27 11.2 4&@@%@?&3@25

e e e B 1 e i R

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: BF116087.D
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500000

3000000
2500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 9

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

6.12 7.94 ng 285105 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2.6.6-Trimethvilbicvclol3.1.... 136 C10H16 007785-70-8 96
2 _alpha.-Pinene 136 C10H16 000080-56-8 95
3 Bicvclol3.1.1Thept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 94
4 trans-.beta.-Ocimene 136 C10H16 003779-61-1 94
5 (15)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-26-4 91

Abundance Scan 686 (6.122 min): BF116087.D (-682) (-) m/z 93.00 100.00%
]
5000
77
e e
ﬁl 53 67 ‘|84 1?5 21 580 6.00 6.20 6.40
et e et A Mt TR Tz 91.00  42.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15852: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93
5000 AR RARRERARRS RsNs nnay

5.80 6.00 6.20 6.40

77 m/z 92.00 38.11%
41 121
27 53 67 | | 105 136
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15699: .alpha.-Pinene
93
e e R
580 6.00 6.20 6.40
5000 39 27 m/z 77.00 31.95%
27
53 g7 ‘ 105 121
15 136
..,....,....,....,....,....,....,....,..8.6.,....,....,....,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93 580 6.00 6.20 6.40
m/z 79.00 26.32%
5000
41 77
27 53 ‘ 105 121
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 2 unknown6.61 Concentration Rank 1

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

6.61 33.78 ng 1212430 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 Cl10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 769 (6.610 min): BF116087.D (-765) (-) m/z 132.00 100.00%
5000 68
96 N e A R0 &R 7N
40 40 54 o || B | 103 6.20 6.40 6.60 6.80 7.00
L i | N m/z 68.00 38.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80 7.00
0,
314 5 78 m/z 134.00 32.84%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
620 6.40 660 6.80 7.00
5000 m/z 66.00 25.33%
104
66
14 27 37445158 P 7T g9 97 || 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 15.43%
117
5000
39 91
51
27 105
,,lemhlw\l‘m,i\,‘lﬁﬁll\”w\,lﬁq, ‘;,,93,,‘, - ,1,2,5,\\,” _
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\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 4 Anthracene, 1l-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.89 5.15 ng 321201 Phenanthrene-d10 11.36
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 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 96
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93

Abundance Scan 1667 (11.892 min): BF116087.D (-1663) (-) m/z 192.00 100.00%

192

5000

=

11.60 11.80 12.00 12.20
m/z 191.00 58.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54741: Anthracene, 1-methyl-
192
5000

11.60 11.80 12.00 12.20
m/z 189.00  30.21%

165
27 50 63 83 96 115 139152 | 178
ARAREEEEEEEEEREE Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-
192
11.60 11.80 12.00 12.20
5000 m/z 73.00 24.18%
94 165
27 50 63 76 139152 | 178
ARAREEEEEEEEEREE Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-

192 11.60 11.80 12.00 12.20

m/z 43.00 19.07%

5000

%

165
15 39 63 839 115 139152
— e o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.97 3.34 ng 208437 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 93
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 49
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 45
5 1,1"-Biphenyl, 4,4"-difluoro- 190 C12H8F2 000398-23-2 23

Abundance Scan 1680 (11.968 min): BF116087.D (-1677) (-) m/z 189.00 100.00%
149
5000
94
63 81 | 163 11.60 11.80 12.00 12.20
Ol 32 20 50l 113125 139190 "y 176 I 204 | Th/7 189.95  97.94%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
5000
o4 11.60 11.80 12.00 12.20
m/z 192.00 36.30%
27 39 50 63 81 110 122 137 150 163 178
mz> 20 40 60 80 100 120 140 1éo 1§o 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
11,60 11.80 12,00 12.20
m/z 191.00 34.73%
5000
94
81
miz--> z'o""4'0""6'0""s'o""lc')d"'lz'd"iAd"iéd"iéo""zc')o"'
Abundance #52976: 2,3,5,6- Tetramethylterephthalaldehyde
9 11.60 11.80 12.00 12.20
m/z 94.50 25.59%
51 91
77
5000 65 115 133 161
105
NREAE:
ey “IHIH‘IHIIHI‘HI I‘H IM 'I‘ . —— ottt et
mz-> 20 40 60 80 140 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 9,10-Anthracenedione Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.19 2.97 ng 185289 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 99
2 Benzolclcinnoline 180 C12H8N2 000230-17-1 95
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 64
4 9.10-Phenanthrenedione 208 C14H802 000084-11-7 60
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 55

Abundance Scan 1718 (12.192 min): BF116087.D (-1714) (-) m/z 208.00 100.00%
180 208 P
152
5000
76
50 105 e
63 %0 115 11.80 12.00 12.20 12.40 12.60
¥ 208 I Wl "m/z 180.00 90.69%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #67896: 9,10-Anthracenedione
152 180 208
5000 76
11.80 12.00 12.20 12.40 12.60
50 m/z 152.00 78.49%
63 % 126 m
, 0 102 |
miz-> 20 40 ' 80 100 120 140 160 180 200
Abundance #45694: Benzo[c]cinnoline
152 180
11.80 12.00 12.20 12.40 12.60
5000 m/z 151.00 40.29%
63 6 126
27 39 51 °° | 87 1027113 | 139‘\ 167
mz-> 20 40 60 80 100 120 140 160 180 200 '
Abundance #45757: 1H-Phenalen-1-one
180 11.80 12.00 12.20 12.40 12.60
152 m/z 76.00 35.11%
5000
76
63
28 30 50 | | 87 98 111 126 139 || 163
mz-> 20 40 ' 80 100 120 140 160 180 200 ' 11.80 12.00 12.20 12.40 12.60

8270-BF073019.M Fri Aug 09 18:17:17 2019



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 7 unknownl2.49 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.49 3.25 ng 202752 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanone. (3-methvl-3-phenvloxi... 238 C16H1402 019804-81-0 41
2 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BrO 002114-00-3 38
3 2-Phenvl-2.3.4.5-tetrahvdro-2.5-. .. 238 C16H1402 1000145-30-9 38
4 [2-(2-Hvdroxvphenv)cvclopropvll... 238 C16H1402 1000145-30-8 38
5 Benzhydrazide, N2-benzoyl-2-brom... 439 C20H14BrN304 145933-17-1 35
Abundance Scan 1769 (12.492 min): BF116087.D (-1766) (-) m/z 105.00 100.00%
5
5000
77 | | W
51 | o1 | 7 133 101 206 238 12.20 12.40 12.60 12.80
e e S0 168176 T e m/z 114.95  30.90%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92476: Methanone, (g—methyl—3—phenyloxiranyl)phenyl—, trans-
105
5000
77 12.20 12.40 12.60 12.80
m/z 76.95 25.46%
les | 89 | 136 165178101 230223 238
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71680: 1-Propanone, 2-bromo-1-phenyl-
105
12.20 12.40 12,60 12.80
5000 . m/z 116.95 11.84%
51
27 39 | 63 89 | 117 133 212
mz-> 20 40 60 éo 100 120 140 160 180 200 220 240
Abundance #92471: 2-Phenyl-2,3,4,5-tetrahydro-2,5-epoxy(1)benzoxepin
105 12.20 12.40 12.60 12.80
m/z 116.00 9.67%
5000
77
51 133 238
39 \‘ 65 | 91 | ‘ ‘
mz-> 20 40 éo 80 100 150 140 160 180 200 220 240 12.20 12.40 12.60 12.80

8270-BF073019.M Fri Aug 09 18:17:18 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 8 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

12.66 3.16 ng 196824 Phenanthrene-d10 11.36
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 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83

Abundance Scan 1798 (12.663 min): BF116087.D (-1796) (-) m/z 73.00 100.00%

5000

:

12.40 12.60 12.80 13.00
m/z 43.00 91.03%

m/z-->
Abundance #131261: Octadecanoic acid

50 100
43 | 7
5000 129 R o N B
97 12.40 12.60 12.80 13.00
0
185 e m/z 60.00 84.37%
Y LT L O O
50 100

|
150 200 250 300 350

150 200 250 300 350

-

m/z-->
Abundance #95851: Pentadecanoic acid
43 78
12.40 12.60 12.80 13.00
5000 129 m/z 57.00 74.12%
97 199
N
15 U bl Lty il | 280 | 223 | E—
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid R B e
6 12.40 12.60 12.80 13.00
m/z 55.00 70.17%
4
5000 129
l 83
157 185 213 256
i [T T T ey T
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00

8270-BF073019.M Fri Aug 09 18:17:18 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 9 Retene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.07 7.18 ng 554850 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Retene 234 C18H18 000483-65-8 96
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 94
3 3-Isopropvlamino-6-methvl-6.7-di... 234 C13H18N202 145220-69-5 47
4 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 47
5 2-tert-Butyl-4-hexylphenol 234 C16H260 1000224-36-4 47
Abundance Scan 1867 (13.068 min): BF116087.D (-1865) (-) m/z 219.10 100.00%
219
234
5000

102 12.80 13.00 13.20 13.40

m/z 234.05 56.37%

39 51 63 76 89 139152165177

117

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89260: Retene
219
234
5000 LA L L L L L L B LB
204 12.80 13.00 13.20 13.40
189 m/z 204.00 33.60%
102 6
15 27 39 51 63 76 89 | 117 139152165177
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89274: 2-I1sopropyl-10-methylphenanthrene
219 234
12.80 13.00 13.20 13.40
5000 m/z 203.00 27 .99%
204
189
27 39 51 63 76 89102 117 1391521651770 || |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88931: 3-Isopropylamino-6-methyl-6,7-dihydro-9H-5-oxa-9-a...

12.80 13.00 13.20 13.40
m/z 202.00 22.10%

5000

41

69 95 198121 137

1 A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40

8270-BF073019.M Fri Aug 09 18:17:19 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 11H-Benzo[b]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.13 4.77 ng 368556 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 97
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 94
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 93
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 93
5 : 4-((2-Methylphenyl)diazenyl)-1... 216 C10H12N6 1000332-58-9 83

Abundance Scan 1877 (13.127 min): BF116087.D (-1871) (-) m/z 216.00 100.00%

216

5000

12.80 13.00 13.20 13.40
m/z 215.00 82.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74418: 11H-Benzo[b]fluorene

5000
12.80 13.00 13.20 13.40

m/z 213.00 21.26%

107

122 139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74424: Fluoranthene, 2-methyl-
216
12.80 13.00 13.20 13.40
5000 m/z 217.00 17.86%
108
49 63 77 % || 122139 163 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74419: 11H-Benzo[a]fluorene
216 12.80 13.00 13.20 13.40
m/z 107.40 14.15%
5000
107
27 44 63 78 93 | 122139 163 189 |
R Ll AR n L e e e e S R RN R a

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.80 13.00 13.20 13.40

8270-BF073019.M Fri Aug 09 18:17:19 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 11 Cinnamyl cinnamate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.69 12.11ng 935753  Chrysene-di2 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 87
2 Cinnamovlalvcine. methvl ester 219 C12H13NO3 040778-04-9 70

1000210-99-9 52
003160-32-5 50
1000294-01-4 50

3 2.2-Dimethvl-1-(2-vinviphenvDpr... 188 C13H160
4 1-Penten-3-one. 4-methvl-1-phenvl- 174 C12H140
5 Oxalic acid, monoamide monohydra... 323 C18H17N303

Abundance Scan 1973 (13.692 min): BF116087.D (-1970) (-) m/z 131.00 100.00%
5000 115
7
91 219 o o e
51 | J 13.40 13.60 13.80 14.00
173 235
ob8 i 8 b | 4 WL 147160173 192205 | 236249264 | s 795 00 37.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #114231: Cinnamyl cinnamate
131
5000 LI L L L L L LB
03 117 13. 40 13 60 13. 80 14. 00
1 m/z 117.00 32.87%
s 7 219 264
L 147 173 192 | 236
P e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #76403: Cinnamoylglycine, methy! ester
131
AP A e
13.40 13.60 13.80 14.00
5000 103 m/z 103.00 31.40%
i
51 146 218
R T e e e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51728: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one e  EERRmEEE R R
131 13.40 13.60 13.80 14.00
m/z 77.00 26.12%
5000
103
a1 o 188
57
20 0 \ 00 | 117 | 145159173 |
T R e P e e T e e T e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.40 13.60 13.80 14.00

8270-BF073019.M Fri Aug 09 18:17:20 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 12 7H-Furo[3,2-g][1]benzopyran... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.44 8.64 ng 667823 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Furol3.2-all11lbenzopvran-7-on... 274 C15H1405 054087-32-0 53
2 2(1H)-Phenanthrenone. 3.4.4a.4b.... 274 C19H300 007715-44-8 49
3 1-(p-TolvDbenzlcdlindol-2(1H)-one 259 C18H13NO 001710-21-0 38
4 Benzonitrile. 3-(2-methvl-3-indo... 259 C17H13N3 303769-21-3 35
5 9-Methyl-3-phenyl-9H-pyridazino(... 259 C17H13N3 003980-90-3 35
Abundance Scan 2100 (14.439 min): BF116087.D (-2096) (-) m/z 259.05 100.00%
259
5000
215 RS |
215
57 101 189 2B1 14.20 14.40 14.60 14.80
T 324 "m/z 274.05  57.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #122556: 7H-Furo[3,2-g][1]benzopyran-7-one, 2-(1-hydroxy-1..
2[
5000 AR AL IS BN
43 14.20 14.40 14.60 14.80
16 24 m/z 215.10 25.24%
69 89 115 145 185 275
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #122952: 2(1H)-Phenanthrenone, 3,4,4a,4b,5,6,7,8,10,10a-de...
259
14.20 14.40 14.60 14.80
5000 m/z 229.05 25.04%
136 217
161 275
4 \b \ \‘ ‘“ HH H\ \1‘1\ \lJ“ MJ h - \J\ ”.” \””\ ..‘.2.?.1...‘.u.lunlunluu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #110074: 1-(p-Tolyl)benz[cd]indol-2(1H)-one
259 14.20 14.40 14.60 14.80
m/z 202.00 22 .45%
5000
39 9% 114 -
bbbt 2 0 22 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 13 unknownl14.53 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .53 21.20 ng 1638270 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopentalllphenanthrene. 2.... 218 C17H14 000723-98-8 47
2 1.1"-Biphenvl. 5.2".3".4"-tetram... 274 C16H1804 119101-30-3 44
3 Pvridazine-3.6(1H.2H)-dione. 1-(... 218 C11H10N203 060399-10-2 43
4 9-Phenvyl-5H-benzocvcloheptene 218 C17H14 138089-71-1 43
5 7b-Phenyl-2a,7b-dihydro-3H-cyclo... 218 C17H14 138089-70-0 43

Abundance Scan 2115 (14.527 min): BF116087.D (-2111) (-) m/z 218.10 100.00%

218

5000

14.20 14.40 14.60 14.80
m/z 274.15 59.78%

oL 415 76 94 114129 151165 187

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75995: 1H-Cyclopenta[l|phenanthrene, 2,3-dihydro-
2

5000 LI L L L L L LB BB L |
14.20 14.40 14.60 14.80
m/z 202.00 25.45%
27 5165 91 108
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122729: 1,1'-Biphenyl, 5,2',3',4"-tetramethoxy-
274
14.20 14.40 14.60 14.80
5000 m/z 219.10 23.32%
228 259
53 76 102116130 | 171185201 | 17 244777 |
A e L S B o e A Ly
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75377: Pyridazine-3,6(1H,2H)-dione, 1-(4-methoxyphenyl)- R e e S  EEEEEmEmm
218 14.20 14.40 14.60 14.80

m/z 203.00 16.03%

5000

39

137 161175189
T e DT
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 14 Benzo[e]pyrene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.14 2.98 ng 144516 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Benzolalpvrene 252 C20H12 000050-32-8 91
5 Perylene 252 C20H12 000198-55-0 87
Abundance Scan 2219 (15.139 min): BF116087.D (-2218) (-) m/z 252.00 100.00%
282
5000
125

14.80 15.00 15.20 15.40
m/z 250.00  32.45%

144159174 198 224

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

Abundance #104217: Benzo[e]pyrene
252
5000
14.80 15.00 15.20 15.40
125 m/z 253.00 25.34%
39 63 83 99 146 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104228: Benz[e]acephenanthrylene
252
14.80 15.00 15.20 15.40
5000 m/z 125.00 17.56%
126
39 63 84100 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104226: Benzo[K]fluoranthene e EAE E e e
252 14.80 15.00 15.20 15.40
m/z 251.05 15.03%
5000
126
39 63 84100 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40

8270-BF073019.M Fri Aug 09 18:17:21 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 Oxirane, hexadecyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
15.66 3.20 ng 155570 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 89

3 Octadecanal
4 Heptadecanal

268 C18H360
254 C17H340

000638-66-4 87
1000376-70-0 80

5 1,19-Eicosadiene 278 C20H38 014811-95-1 74
Abundance Scan 2308 (15.662 min): BF116087.D (-2303) (-) m/z 57.00 100.00%
e \A_/LJ\‘JN
15,40 15.60 15.80 16.00
m/z 43.00 91.34%
m/z--> 100 150 200 250 300 350
Abundance #117616: Oxirane, hexadecyl-
5000 L B B UL I
109 1540 15.60 15.80 16.00
m/z 82.00 79.74%
I[ h1%7 (166 194 225 2506
UL UL UL UL B

m/z--> 100 150 200 250 300 350
Abundance #194460: (2)-14-Tricosenyl formate

55

3

15.40 15.60 15.80 16.00
5000 m/z 55.00 73.02%

110
|‘ 138
L1 w

1§6 194 222 250 278 3%0 348366

LI e LIRS B s e B s B s B s e s B
I T I | T

m/z--> 50 150 200 250 300 350

?

Abundance #117607: Octadecanal B e A

43 82 15.40 15.60 15.80 16.00
m/z 96.00 62.90%

5000
109
137 222

- w.i,w. -.\ w L5 | 100 100 TF Pee

m/z--> 50 100 150 200 250 300 350 15.40 15 60 15. 80 16. OO

8270-BF073019.M Fri Aug 09 18:17:22 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 17 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.89 10.80 ng 524458 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2347 (15.892 min): BF116087.D (-2342) (-) m/z 57.00 100.00%
57
85
5000
| ﬂ M1 1 107 s oo 15160 1580 160 1620
| — ﬂ.da Lol ko m/z 71.05 74.31%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LR U BRI U B
15. 60 15. 80 16. oo 16 20
m/z 85.05 58.15%
29 113
J | | J | 141,169 197 225 253 296
m/z--> éo 100 1%0 260 250 360 3%0
Abundance #129490: Eicosane
57
85 15,60 15.80 16.00 16.20
5000 m/z 43.00 55.54Y%
113
2, i L | [ M 169 107 205 53 282
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane A EEREEREE LS
57 15.60 15.80 16.00 16.20
m/z 55.00 21.70%
h I J\\A/L\,jLW
i i || M8 141 169 197 225 253 295 303 367
m/z--> % @ 150 M @ 300 @ mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 18 unknownl16.13 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.13 3.23 ng 156881 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. diethvlisobutoxv(2-isopr... 294 C17H3002Si 1000363-84-6 41
2 Amiphenazole 191 CO9HON3S 000490-55-1 38
3 9-Anthracenepropanoic acid 250 C17H1402 041034-83-7 30
4 N-TT2-0x0-1.2"-bi(tricvclol3.3.1... 355 C23H33N02 1000305-39-6 30
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 27
Abundance Scan 2388 (16.133 min): BF116087.D (-2385) (-) m/z 191.10 100.00%
191
5000 81 123
=° 149 LN BN BN A

7 218 250269 296 329 355 383 15.80 16.00 16.20 16.40
m/z 81.00 51.56%

m/z--> 50 100 150 200 250 300 350
Abundance #139503: Silane, diethylisobutoxy (2-isopropylphenoxy)-
191
5000 TT [T T I T [T T T T[T T T T[T TTT]
065 294 15.80 16.00 16.20 16.40

m/z 95.00 44 _71%

75 163
209
T S O P i1 W SN

m/z--> 50 100 150 200 250 300 350
Abundance #54042: Amiphenazole
191
B RN RARES RS
15.80 16.00 16.20 16.40
5000 121 m/z 177.10 44 .61%
149
h‘ a“ ‘.‘142 ..‘1L*:I“6.8.l| ——
m/z--> 150 200 250 300 350
Abundance #102540: 9-Anthracenepropanoic acid R R mEEE
191 15.80 16.00 16.20 16.40
m/z 123.05 42.43%
250
5000
26 75 101125146'%, | | 225
e e e T e R e R RS R
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 19 _gamma.-Sitosterol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.49 4.34 ng 210668 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 70
2 _beta.-Sitosterol 414 C29H500 000083-46-5 41
3 17-(1.5-Dimethvlhexv1)-10.13-dim... 414 C29H500 1000210-86-9 35
4 Stigmastan-3-en-6-ol 414 C29H500 1000214-19-7 20
5 22,26-0xido-4,17-cholestadien-3.... 414 C27H4203 1000252-80-4 18
Abundance Scan 2619 (17.492 min): BF116087.D (-2615) (-) m/z 43.00 100.00%
a3

5000
17.20 17.40 17.60 17.80
i m/z 55.00 67 .73%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol

17.20 17.40 17.60 17.80
m/z 95.00 60.68%

5000

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43
I AEEREE TS
17.20 17.40 17.60 17.80
5000 81 105 m/z 105.00 60.19%
145
18 213 329 o
73 255 303
Ll 2347 276 354 381
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. . I AEEREE TS
43 17.20 17.40 17.60 17.80
81 m/z 81.00 59.64%
5000
m/z--> 0 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116087.D

Aca On : 9 Aug 2019 00:18

Operator : HP/JU

Sample : K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 20 Azulene, 1,2,3,5,6,7,8,8a-0... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.02 11.52 ng 559244 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene. 1.2.3.5.6.7.8.8a-octahy... 204 C15H24 003691-11-0 62
1-(2-PvridvD)piperazine 163 C9H13N3 034803-66-2 43
3 1-Ethvl-3.5-di-n-propvladamantane 248 C18H32 1000215-00-4 43
4 1-1sopropenvl-3-propenvilcvclopen... 150 C11H18 1000192-81-2 38
5 2,3,3-Trimethyl-2-(3-methyl-buta... 206 C14H220 1000193-60-6 25
Abundance Scan 2709 (18.021 min): BF116087.D (-2703) (-) m/z 205.10 100.00%
9 205
5000
"' 17,80 18.00 18.20 18.40
m/z 109.10 92.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64528: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7...
107
41 79
5000 135 M s )
189 1780 18,00 18.20 18.40
J 161 m/z 95.00 71.96%
L III'l"'\""""I""I""IIII
m/z--> 50 100 150 200 250 300 350 400
Abundance #33113: 1-(2-Pyridyl)piperazine
95 121
"' 17,80 18.00 18.20 18.40
5000 m/z 107.00 71.12%
51 163
30
gy L
m/z--> 0 100 150 200 250 300 350 400
Abundance #100930: 1-Ethyl-3,5-di-n-propyladamantane N B B !
205 17.80 18.00 18.20 18.40
m/z 81.00 70.39%
5000
121
163
\H \\H‘\‘ . .‘...,‘....24|8....|....|....|... e
m/z--> 50 100 150 200 250 300 350 400 17. 80 18 00 18. 20 18. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080819\
Data File : BF116087.D

Acq On : 9 Aug 2019 00:18

Operator : HP/JU

Sample > K4154-10 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.M
Quant Title : 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]
(1R)-2,6,6-Trimet. .. 6.12 7.9 ng 285105 1 6.84 717806 20.0
unknown6.61 6.61 33.8 ng 1212430 1 6.84 717806 20.0
Anthracene, 1-met... 11.89 5.2 ng 321201 4 11.36 1246650 20.0
4H-Cyclopenta[def... 11.97 3.3 ng 208437 4 11.36 1246650 20.0
9,10-Anthracenedione 12.19 3.0 ng 185289 4 11.36 1246650 20.0
unknownl12 .49 12.49 3.3 ng 202752 4 11.36 1246650 20.0
Octadecanoic acid 12.66 3.2 ng 196824 4 11.36 1246650 20.0
Retene 13.07 7.2 ng 554850 5 14.00 1545600 20.0
11H-Benzo[b]fluorene 13.13 4.8 ng 368556 5 14.00 1545600 20.0
Cinnamyl cinnamate 13.69 12.1 ng 935753 5 14.00 1545600 20.0
7H-Furo[3,2-g]1[1]--- 14.44 8.6 ng 667823 5 14.00 1545600 20.0
unknownl14 .53 14.53 21.2 ng 1638270 5 14.00 1545600 20.0
Benzo[e]pyrene 15.14 3.0 ng 144516 6 15.46 971140 20.0
Oxirane, hexadecyl- 15.66 3.2 ng 155570 6 15.46 971140 20.0
Heneicosane 15.89 10.8 ng 524458 6 15.46 971140 20.0
unknown16.13 16.13 3.2 ng 156881 6 15.46 971140 20.0
-gamma.-Sitosterol 17.49 4.3 ng 210668 6 15.46 971140 20.0
Azulene, 1,2,3,5,... 18.02 11.5 ng 559244 6 15.46 971140 20.0
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