LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121217\
Data File : BF101345.D

Aca On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 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-BF113017.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 5.028 497 500 506 rBV 7395 9612 1.78% 0.147%
2 5.440 567 570 588 rBV 150516 175437 32.50% 2.689%
3 6.457 740 743 753 rBV 159844 186604 34.56% 2.860%
4 6.592 762 766 773 rBV 220647 192347 35.63% 2.948%
5 6.822 802 805 816 rBB 278102 228812 42.38% 3.507%
6 6.975 828 831 838 rBV 143747 123618 22.90% 1.894%
7 7.386 898 901 912 rBV 102012 98508 18.25% 1.510%
8 8.104 1019 1023 1040 rBV 340066 291105 53.92% 4.461%
9 9.175 1202 1205 1216 rBB 180615 147070 27.24% 2.254%
10 9.575 1270 1273 1277 rBB 17011 14772 2.74% 0.226%
11 9.863 1318 1322 1325 rBV 320284 280325 51.92% 4.296%
12 9.892 1325 1327 1331 rVB 31784 24855 4 .60% 0.381%
13 10.657 1454 1457 1463 rBB 91663 84452 15.64% 1.294%
14 10.763 1471 1475 1478 rBB2 5870 7531 1.39% 0.115%
15 11.351 1572 1575 1578 rBvV 308691 279921 51.85% 4 ._.290%
16 11.374 1578 1579 1583 rVvv 96962 71527 13.25% 1.096%
17 11.427 1585 1588 1593 rVB 23998 23821 4_.41% 0.365%
18 11.592 1612 1616 1619 rBB 8483 8820 1.63% 0.135%
19 11.857 1658 1661 1663 rBB 8663 7413 1.37% 0.114%
20 11.886 1663 1666 1670 rBB 14874 11786 2.18% 0.181%
21 11.933 1671 1674 1677 rBV 9179 7414 1.37% 0.114%
22 11.969 1677 1680 1683 rVvV 18299 20895 3.87% 0.320%
23 12.404 1751 1754 1756 rBV 7847 7598 1.41% 0.116%
24 12.574 1779 1783 1786 rBV 182546 165531 30.66% 2.537%
25 12.727 1804 1809 1811 rBV2 6777 7391 1.37% 0.113%
26 12.786 1816 1819 1820 rBV2 72439 73087 13.54% 1.120%
27 12.804 1820 1822 1828 rVV 209768 180102 33.36% 2.760%
28 12.851 1828 1830 1836 rVB4 12657 14875 2.76% 0.228%
29 12.933 1836 1844 1847 rBV 147527 133633 24.75% 2.048%
30 12.969 1847 1850 1854 rVB 14262 14284 2.65% 0.219%
31 13.021 1854 1859 1862 rBV3 11839 19313 3.58% 0.296%
32 13.127 1869 1877 1881 rBV 30314 44455 8.23% 0.681%
33 13.198 1885 1889 1891 rVB2 31497 27230 5.04% 0.417%
34 13.233 1891 1895 1897 rBV2 24117 25870 4_.79% 0.396%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121217\
Data File : BF101345.D

Aca On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 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-BF113017 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.263 1897 1900 1903 rVV3 10913 15401 2.85% 0.236%
36 13.327 1908 1911 1914 rVV 14062 12066 2.23% 0.185%
37 13.363 1914 1917 1919 rVB2 14729 12340 2.29% 0.189%
38 13.486 1935 1938 1941 rBV2 14532 12136 2.25% 0.186%
39 13.533 1941 1946 1947 rBV5 4672 5964 1.10% 0.091%
40 13.551 1947 1949 1952 rVB2 8628 9065 1.68% 0.139%
41 13.616 1957 1960 1963 rBV4 8557 10814 2.00% 0.166%
42 13.645 1963 1965 1969 rVv2 7599 6682 1.24% 0.102%
43 13.757 1978 1984 1985 rBVY 20058 19918 3.69% 0.305%
44 13.780 1985 1988 1990 rVB 23728 20872 3.87% 0.320%
45 13.804 1990 1992 1994 rBV 19366 20383 3.78% 0.312%
46 13.921 2011 2012 2015 rVB3 10590 8093 1.50% 0.124%

47 14.004 2018 2026 2029 rBV2 409092 539878 100.00% 8.274%
48 14.033 2029 2031 2034 rVV 177048 147960 27.41% 2.267%

49 14.092 2038 2041 2042 rVV3 8917 9635 1.78% 0.148%
50 14.110 2042 2044 2047 rVvV 84494 74753 13.85% 1.146%
51 14.157 2050 2052 2054 rVVv2 14910 15424 2.86% 0.236%
52 14.204 2057 2060 2062 rVvV 16578 21134 3.91% 0.324%
53 14.233 2062 2065 2068 rVB2 22514 26623 4._.93% 0.408%
54 14.263 2068 2070 2074 rVB5 6598 6283 1.16% 0.096%
55 14.321 2078 2080 2083 rVV3 7901 7116 1.32% 0.109%
56 14.357 2083 2086 2088 rVv2 23308 25954 4._.81% 0.398%
57 14.392 2088 2092 2095 rVvVv 53715 61719 11.43% 0.946%
58 14.427 2096 2098 2100 rVvVv 22029 23069 4.27% 0.354%
59 14.463 2102 2104 2107 rVVv4 17366 23454 4_.34% 0.359%
60 14.492 2107 2109 2111 rVvV 27673 27144 5.03% 0.416%
61 14.521 2111 2114 2115 rVV2 27879 31944 5.92% 0.490%
62 14.539 2115 2117 2120 rVvV 40323 42541 7.88% 0.652%
63 14.586 2120 2125 2129 rVV6 25124 54702 10.13% 0.838%
64 14.633 2132 2133 2138 rVB4 13926 15490 2.87% 0.237%
65 14.710 2144 2146 2149 rBV3 14945 19379 3.59% 0.297%
66 14.892 2174 2177 2180 rBV2 24165 24832 4._.60% 0.381%
67 14.951 2184 2187 2191 rVB5 8104 10133 1.88% 0.155%
68 14.998 2193 2195 2199 rVB3 8486 7486 1.39% 0.115%
69 15.051 2199 2204 2207 rBV 209070 316875 58.69% 4 _.856%
70 15.162 2219 2223 2227 rVB 57361 67950 12.59% 1.041%
71 15.204 2227 2230 2234 rBV6 10671 16213 3.00% 0.248%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121217\
Data File : BF101345.D

Aca On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 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-BF113017 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 15.245 2234 2237 2239 rVV3 19653 24427 4.52% 0.374%
73 15.298 2243 2246 2250 rVV5 27756 49208 9.11% 0.754%

74 15.357 2251 2256 2263 rVV 149382 201602 37.34% 3.090%
75 15.421 2263 2267 2272 rVV 243426 299804 55.53% 4.594%

76 15.486 2273 2278 2280 rVV 182224 231313 42.85% 3.545%
77 15.515 2280 2283 2290 rVB 71564 109356 20.26% 1.676%

78 15.645 2303 2305 2306 rBv2 7346 6144 1.14% 0.094%
79 15.698 2310 2314 2320 rVB5 18527 38875 7.20% 0.596%
80 15.962 2356 2359 2362 rBv4 9150 12063 2.23% 0.185%
81 16.045 2370 2373 2379 rBv4 17564 25907 4._.80% 0.397%
82 16.456 2442 2443 2445 rBV2 6073 5750 1.07% 0.088%
83 16.498 2447 2450 2455 rBV7 9321 17269 3.20% 0.265%
84 16.704 2483 2485 2487 rBV3 7374 6982 1.29% 0.107%
85 16.762 2492 2495 2499 rVVv2 18336 29204 5.41% 0.448%
86 16.809 2499 2503 2507 rVB3 12332 19933 3.69% 0.305%
87 16.898 2515 2518 2523 rBV7 8908 14873 2.75% 0.228%
88 16.968 2523 2530 2538 rvVvv 128648 243536 45.11% 3.732%
89 17.039 2540 2542 2547 rVB5 13457 14745 2.73% 0.226%
90 17.139 2552 2559 2563 rBvV2 29069 63349 11.73% 0.971%
91 17.192 2566 2568 2576 rVB3 17803 30713 5.69% 0.471%
92 17.421 2601 2607 2615 rBvV 93161 196121 36.33% 3.006%
93 17.668 2643 2649 2659 rVB2 39195 95271 17.65% 1.460%
94 18.321 2758 2760 2763 rBv4 5552 7440 1.38% 0.114%
Sum of corrected areas: 6525324
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101345.D

Aca On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF101345.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101345.D

Aca On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 unknown6.59 Concentration Rank 2

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

6.59 16.81 ng 192347 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 766 (6.592 min): BF101345.D (-762) (-) m/z 132.00 100.00%
32
5000 68
0 54 || © 104 620 6.40 6.60 6.80 7.00
..““.“”.“”:H”.HL.“.”“.”“.”“.”“!”“.“,“”,h”,“ m/z 68.10 37.19%
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 AR A SRR
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 34.71%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 23.03%
41 97
53 2 117
34 60 89 105 124
wwmmwwmm‘ﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole A R
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 14_.71%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

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:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101345.D

Aca On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 3 Cyclopenta(cd)pyrene, 3,4-d... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.11 2.77 ng 74753 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenta(cd)pvrene. 3.4-dihvdro- 228 C18H12 025732-74-5 78
2 Benzolclphenanthrene 228 C18H12 000195-19-7 55
3 Dimethvl-T4-I2-(3-methvlisoxazol... 228 C14H16N20 1000306-39-6 50
4 lIsothiazol-5-amine. 4-bromo-3-ch... 226 C4H4BrCIN2S 1000272-59-9 47
5 Triphenylene 228 C18H12 000217-59-4 46
Abundance Scan 2044 (14.110 min): BF101345.D (-2042) (-) m/z 228.10 100.00%
248
5000
200 13.80 14.00 14.20 14.40
130150 15 S Asll202 260 1 77007 .05 88.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84665: Cyclopenta(cd)pyrene, 3,4-dihydro-
228
5000 IR UL SRR B RS
13.80 14.00 14.20 14.40
m/z 226.10 60.30%
114
74 871007 150 174 2oo
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260
Abundance
228
13.80 14.00 14.20 14.40
5000 m/z 113.05 28.86%
113
16 29 44 62 75 88 126 150 174187200213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84431: Dimethyl-[4-[2-(3-methylisoxazol-5-yl)vinyl|phenyl...
228 13.80 14.00 14.20 14.40
m/z 229.10 18.61%
5000
51 69 o1 113130144158 174 19?17
mz> 20 40 8 80 100 130 180 160 180 200 240 2% 260 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101345.D

Aca On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 Benz[a]anthracene, 7-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.39 2.29 ng 61719 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlalanthracene. 7-methvl- 242 C19H14 002541-69-7 96
2 Triphenvlene. 2-methvl- 242 C19H14 001705-84-6 81
3 Chrvsene. 3-methvl- 242 C19H14 003351-31-3 76
4 Benzlalanthracene. l-methvl- 242 C19H14 002498-77-3 76
5 Benz[a]anthracene, 1l1-methyl- 242 C19H14 006111-78-0 76
Abundance Scan 2092 (14.392 min): BF101345.D (-2088) (-) m/z 242.10 100.00%
242
5000
121
107 151 14.00 14.20 14.40 14.60 14.80
» w2 212\ m/z 241.15  34.13%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96048: Benz[a]anthracene, 7-methyl-
242
5000
14.00 14.20 14.40 14.60 14.80
m/z 239.10 26.29%
50 63 78 93106119 150163 187200213226 ‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 250 260
Abundance
242
14.00 14.20 14.40 14.60 14.80
5000 m/z 243.05 25.72%
121 226
44 63 87 1077134 150163 187200213
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96033: Chrysene, 3-methyl-
242 14.00 14.20 14.40 14.60 14.80
m/z 121.00 12.26%
5000
39 63 g7 107 \ ! 135 150163176189 213226 ||
m/z--> 40 60 80 100 12'0 140 160 180 200 220 24'10 260 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101345.D

Aca On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 unknownl14.59 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.59 2.03 ng 54702 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblselenophene-2-carboxvlic... 254 C11H1002Se 020984-13-8 49
2 2.2"-Binaphthalene 254 C20H14 000612-78-2 46
3 9.10-Ethenoanthracene-11.12-dica... 254 C18H10N2 019067-49-3 43
4 9.10-Anthracenedione. 1-hvdroxv-... 254 C15H1004 007336-64-3 43
5 2,5-Cyclohexadien-1-one, 4-[[4-(... 254 C16H18N20 1000319-40-8 43

Abundance Scan 2126 (14.592 min): BF101345.D (-2120) (-) m/z 254.10 100.00%

254

5000
208 226 241

115 133 167 177 193
147

57
93 212 14.20 14.40 14.60 14.80 15.00

m/z 255.00 31.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105013: Benzo[b]selenophene-2-carboxylic acid, 3-methyl-,...
254

115 223

5000
14.20 14.40 14.60 14.80 15.00

m/z 252.10 29.93%

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

Abundance
254
R Ra L  EasmamsneE S L
14.20 14.40 14.60 14.80 15.00
5000 m/z 226.10 28.73%
126
113
50 63 87100 150 187200 226239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105869: 9,10-Ethenoanthracene-11,12-dicarbonitrile, 9,10-...
254 14.20 14.40 14.60 14.80 15.00
m/z 241.10 23.76%
5000
178 227
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101345.D

Aca On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 6 unknownl14.89 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.15 ng 24832 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-0x0-5.5-dimethvl-5-sila-5.10-... 254 C14H14N20Si 089052-45-9 38
2 2-(2-FurvD)-7-methvl-4-aquinoline... 253 C15H11NO3 1000225-08-8 38
3 trans-3-Nitrochalcone 253 C15H11NO3 024721-24-2 32
4 2H-1.4-Benzothiazin-2-acetic aci... 253 C11H11NO2S2 002832-88-4 30
5 7,12-Dihydrobenzo[k]fluoranthene 254 C20H14 1000080-17-7 30
Abundance Scan 2177 (14.892 min): BF101345.D (-2174) (-) m/z 253.10 100.00%
253
5000
126
56 o 911 174 193 224 278 326 14.60 14.80 15.00 15.20
oL m/z 254.05 43.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105311: 10-Ox0-5,5-dimethyl-5-sila-5,10-dihydro-5H-benzol...
253
5000 14.60 14.80 15.00 15.20
196 m/z 252 .05 29.07%
B4 “M
m/z--> 20 45 65 8b 160 150 140 160 180 200 220 240 260 2éo 300 350
Abundance
253
14.60 14.80 15.00 15.20
5000 m/z 126.00 21.82%
39 63 89 127 180 225
11 152 208
T T T T T [T T T T T [T T T T O T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104715: trans-3-Nitrochalcone
253 14.60 14.80 15.00 15.20
m/z 256.10 20.93%
5000 77 105 236
178 206
P D OO = A ST O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101345.D

Aca On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.16 5.88 ng 67950 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 87
2 Benzolelpvrene 252 C20H12 000192-97-2 87
3 Benzolalpvrene 252 C20H12 000050-32-8 87
4 Benzolklfluoranthene 252 C20H12 000207-08-9 81
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 74

Abundance Scan 2223 (15.162 min): BF101345.D (-2219) (-) m/z 252.10 100.00%

252

5000

125 14.80 15.00 15.20 15.40

m/z 250.10 29.58%

41 56 79 99 150 169 189 224537

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104215: Perylene
252
5000
14.80 15.00 15.20 15.40
126 m/z 253.05 24 .01%
2750 74 99112 | 150 174 198 224237 H
R B a L e R e A RAARA AR As REEEE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
14.80 15.00 15.20 15.40
5000 m/z 251.10 12.34%

125
39 63 83 98111 146 174 200 224237

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

Abundance #104222: Benzo[a]pyrene
252 14.80 15.00 15.20 15.40
m/z 125.00 10.69%
5000
126
228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101345.D

Aca On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 Dinaphtho[1l,2-b:1",2"-d]furan Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.24 2.11 ng 24427 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dinaphtholl.2-b:1".2"-d1furan 268 C20H120 000207-93-2 53
2 Benzo(a)pvrene 4.5-oxide 268 C20H120 037574-47-3 53
3 Dinaphthol2.1-b:1".2"-d1furan 268 C20H120 000194-63-8 52
4 p-Anisaldehvde. azine 268 C16H16N202 002299-73-2 45
5 Benzene, 1,1"-(1,2-dimethyl-1,2-_._. 268 C18H2002 000895-37-4 43

Abundance Scan 2236 (15.239 min): BF101345.D (-2234) (-) m/z 268.10 100.00%
248
5000

302 327 15.00 15.20 15.40 15.60

m/z 258.05 44 _83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117662: Dinaphtho[1,2-b:1',2'-d]furan

268

5000
15.00 15.20 15.40 15.60

239 m/z 134.00 31.35%
40 63 87 119134 163 187 213

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

Abundance
268
15.00 15.20 15.40 15.60
5000 239 m/z 239.10 28.24%
119134
52 17 g 150165 187 211
memﬁwwwmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117663: Dinaphtho[2,1-b:1',2"-d]furan R R R
268 15.00 15.20 15.40 15.60
m/z 211.10 24 .74%
5000 239

39 63 87 120137 un 137 ms !

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101345.D

Aca On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 unknownl15.30 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.30 4.25 ng 49208 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2"-Binaphthalene 254 C20H14 000612-78-2 22
2 Fluorene. 9-(2-pvridinvDmethvlene- 255 C19H13N 002871-27-4 22
3 9.10-Ethenoanthracene-11.12-dica... 254 C18H10N2 019067-49-3 22
4 2.5-Cvclohexadien-1-one. 4-TT4-(... 254 C16H18N20 1000319-40-8 22
5 Anthracene, 9-phenyl- 254 C20H14 000602-55-1 22

Abundance Scan 2246 (15.298 min): BF101345.D (-2243) (-) m/z 254.10 100.00%

254

5000

113

120 165
193 213 237 326 15.00 15.20 15.40 15.60

m/z 258.10 82.25%

55 71 97

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

Abundance #105912: 2,2'-Binaphthalene
254
5000
15.00 15.20 15.40 15.60
126 m/z 113.00 31.29%
39 63 101 | 150 200 226 |
””P”quupuqunpn.””.”.””.”.””.”.uu.”.unpu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
254
15.00 15.20 15.40 15.60
5000 m/z 259.10 29.20%
127
g4 51 75 100 150 176 200 226
Wmmmwmmwwﬂmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105869: 9,10-Ethenoanthracene-11,12-dicarbonitrile, 9,10-...
254 15.00 15.20 15.40 15.60
m/z 255.05 27 .67%
5000
178 227
203
76 100 127
L e s il NN A N B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101345.D

Aca On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.36 17.43 ng 201602 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 93
2 Benzolklfluoranthene 252 C20H12 000207-08-9 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolilfluoranthene 252 C20H12 000205-82-3 90
5 Perylene 252 C20H12 000198-55-0 89
Abundance Scan 2257 (15.362 min): BF101345.D (-2251) (-) m/z 252.10 100.00%
242
5000
20 5669 85 00112' 1351 174 108 224 278 15.00 15.20 15.40 15.60
> 237 m/z 250.10 29.30%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10 20.32%

50 63 83 991%2 M 146 174187200 224237 L

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.10 12.04%
126
113 224
36 50 63 84 100 150 174187200 237
e L S R R A e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene R S A REARa
252 15.00 15.20 15.40 15.60
m/z 251.10 9.84%
5000
126
39 74 8710012 | 150 174187200 224237 |
R e R A mae e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101345.D

Aca On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 unknownl15.70 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.70 3.36 ng 38875 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzoimidazole-5-sulfonamide.... 253 C10H11N303S 1000303-16-3 22
2 Pvrrolol2.1-blauinazolin-1-ol. 1... 266 C11H11BrN20 103518-86-1 14
3 Pseudo-ortho-(E)-12.14-dioxobicy... 266 C16H14N202 078821-68-8 14
4 4.7-Dichloro-1.3-dimethvl-1H-pvr... 265 C12H9CI2N3 025627-94-5 12
5 2-Pyrrolidinone, 1,5-dimethyl-3,... 265 C18H19NO 030223-75-7 11
Abundance Scan 2314 (15.698 min): BF101345.D (-2310) (-) m/z 133.00 100.00%
133
5000
189
55 79 106 163 350 ” |

TN A

e e et m/z 265.15  65.78%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104363: 1H-Benzoimidazole-5-sulfonamide, 2-oxo-2,3-dihydr...
56 133
253

5000 R e e e  Baaa
105 15. 40 15. 60 15. 80 16. OO

m/z 241.10 59.20%

181197
T ™
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
265

15.40 15.60 15.80 16.00

5000 m/z 267 .05 55.76%
103 209 237
33 51 76 130 165186
mmmmmmwﬁm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115625: Pseudo-ortho-(E)-12,14-dioxobicyclo<8.2.2>tetrade... e .
133 15. 40 15. 60 15. 80 16. OO

m/z 253.10 50.89%

5000
266
39
67 91 ‘ 162 224
‘H A il ‘ 1‘98\\\\ “ 1 1182 " { “249 |

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 40 15. 60 15. 80 16. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101345.D

Aca On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 unknownl6.04 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.04 2.24 ng 25907 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dibromobenzaldehvde 262 C7H4Br20 074003-55-7 38
2 Boroxin. ethvldiphenvl- 264 C14H15B303 1000151-82-0 38
3 Benzolblnaphthol2.3-d1thiophene.... 264 C18H16S 024964-02-1 30
4 Phenvl t-butvl telluride 264 C10H14Te 083817-38-3 27

5 1-(4-Methoxyphenyl)piperazine, 4... 264 C14H24N20Si 1000373-99-5 22

Abundance Scan 2372 (16.039 min): BF101345.D (-2370) (-) m/z 264.05 100.00%

5000

15.80 16.00 16.20 16.40
m/z 263.10 68.75%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #112716: 3,4-Dibromobenzaldehyde

5000
15.80 16.00 16.20 16.40

m/z 131.50 47 .33%

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

Abundance

264
15.80 16.00 16.20 16.40
5000 - m/z 265.10 30.69%
104 131 165
27 53 87 185 opg
Tmmmmmrwmrwﬁmm

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

Abundance #114244: Benzo[b]naphtho[2,3-d]thiophene, 9,10-dihydro-6,7... R EAEEEE s
264 15.80 16.00 16.20 16.40

m/z 130.40 26.20%

5000

39 63 g2 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101345.D

Aca On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 p-Bis(phenylethynyl)benzene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.76 2.53 ng 29204 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Bis(phenvlethvnvl)benzene 278 C22H14 001849-27-0 72
2 Pentacene 278 C22H14 000135-48-8 68
3 Dibenzla.ilanthracene 278 C22H14 000224-41-9 68
4 Benzolbltriphenvlene 278 C22H14 000215-58-7 64
5 Benzo[a]naphthacene 278 C22H14 000226-88-0 59

Abundance Scan 2495 (16.762 min): BF101345.D (-2492) (-) m/z 278.05 100.00%
218
5000
139
43 57 5, 85 105 124 162 209224 250 296 16.40 16.60 16.80 17.00
m/z 276.10 27 .45%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #126227: p-Bis(phenylethynyl)benzene
278
5000
16.40 16.60 16.80 17.00
139 m/z 279.15 23.58%
28 43 57 71 85100 125 | 176 200 224 250 ‘w

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

278

16.40 16.60 16.80 17.00

5000 m/z 139.10 19.21%
139
51 74 92 111125 163 200 224 250

memwmﬁm
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z-->
Abundance #126222: Dibenz[a,jJlanthracene
278 16.40 16.60 16.80 17.00
m/z 274.10 10.86%
5000
139
125 | ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101345.D

Aca On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 15 1-(Diethylamino)-3-methylpy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

17.19 2.66 ng 30713 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(Diethvlamino)-3-methvlpvridol... 278 C17H18N4 1000331-84-4 59
2 Benzlalanthracene-7.12-dicarboni... 278 C20H10N2 035215-32-8 58
3 Curan. 16.17.19.20-tetradehvdro- 278 C19H22N2 056053-17-9 58
4 Pentacene 278 C22H14 000135-48-8 52
5 17H-Cyclopenta[a]phenanthren-17-... 278 C19H1802 056614-59-6 52
Abundance Scan 2568 (17.192 min): BF101345.D (-2566) (-) m/z 278.10 100.00%

218

5000

A
LI I

16.80 17.00 17.20 17.40 17.60
m/z 279.10  28.78%

99 124 149 14 208596 250

m/z--> 50 100 150 200 250 300 350
Abundance #126005: 1-(Diethylamino)-3-methylpyrido[1,2-a]benzimidazo...
278
5000 233
16.80 17.00 17.20 17.40 17.60
194 m/z 276.10 28.01%
%9 51 ) 77 102 129 167\\ \ “\ h‘ \h ? O ‘
e i B e o B ...,. ——
m/z--> 50 100 150 200 250 300 350
Abundance
278
16.80 17.00 17.20 17.40 17.60
5000 m/z 277.15 17.88%

43 74 112 139 494 195 224 249

m/z--> 50 100 150 200 250 300 350

Abundance #126159: Curan, 16,17,19,20-tetradehydro- I R B
278 16.80 17.00 17.20 17.40 17.60
m/z 149.00 14.21%
5000 122 148

T T
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121217\
Data File : BF101345.D

Acq On : 12 Dec 2017 22:14

Operator : SJ/JU

Sample : 16822-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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 .59 6.59 16.8 ng 192347 1 6.82 228812 20.0
Cyclopenta(cd)pyr... 14.11 2.8 ng 74753 5 14.00 539878 20.0
Benz[a]anthracene... 14.39 2.3 ng 61719 5 14.00 539878 20.0
unknownl14 .59 14.59 2.0 ng 54702 5 14.00 539878 20.0
unknownl14 .89 14.89 2.1 ng 24832 6 15.49 231313 20.0
Perylene 15.16 5.9 ng 67950 6 15.49 231313 20.0
Dinaphtho[1,2-b:1... 15.24 2.1 ng 24427 6 15.49 231313 20.0
unknown15.30 15.30 4.3 ng 49208 6 15.49 231313 20.0
Benzo[e]pyrene 15.36 17.4 ng 201602 6 15.49 231313 20.0
unknown15.70 15.70 3.4 ng 38875 6 15.49 231313 20.0
unknownl16 .04 16.04 2.2 ng 25907 6 15.49 231313 20.0
p-Bis(phenylethyn... 16.76 2.5 ng 29204 6 15.49 231313 20.0
1-(Diethylamino)-... 17.19 2.7 ng 30713 6 15.49 231313 20.0
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