LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104326.D

Aca On > 7 Apr 2018 00:35

Operator : JU/SJ

Sample : J2248-05

Misc :

ALS Vial : 22 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-BF040618.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 5.022 490 499 507 rvB 119521 165462 5.24% 0.466%
2 5.416 560 566 569 rBY 2962223 3134510 99.21% 8.819%
3 6.434 732 739 742 rBVY 2941168 3115456 98.60% 8.765%
4 6.575 758 763 766 rBVY 3168049 3159577 100.00% 8.889%
5 6.628 769 772 776 rVB 100459 72575 2.30% 0.204%
6 6.804 798 802 805 rBY 1157100 895394 28.34% 2.519%
7 6.963 824 829 832 rVB 2531287 2276089 72.04% 6.404%
8 7.369 892 898 901 rBVY 2012639 1901770 60.19% 5.351%
9 8.087 1016 1020 1023 rBVvV 1481517 1191346 37.71% 3.352%
10 9.163 1198 1203 1206 rBvV 3173913 2696263 85.34% 7 .586%
11 9.557 1266 1270 1273 rBV 236520 196157 6.21% 0.552%
12 9.704 1292 1295 1299 rBV 45635 43318 1.37% 0.122%
13 9.775 1304 1307 1310 rVvVv 115165 93359 2.95% 0.263%
14 9.839 1314 1318 1322 rVV 1273050 1218849 38.58% 3.429%
15 9.875 1322 1324 1327 rVB 82446 62318 1.97% 0.175%
16 9.998 1341 1345 1349 rBV5 23793 31860 1.01% 0.090%
17 10.045 1349 1353 1355 rBvV2 42364 44268 1.40% 0.125%
18 10.275 1389 1392 1394 rVB 155440 112591 3.56% 0.317%
19 10.386 1408 1411 1416 rBvV 73247 66614 2.11% 0.187%
20 10.492 1424 1429 1432 rBV2 42203 58759 1.86% 0.165%

21 10.628 1447 1452 1456 rBV 1736908 1682638 53.26% 4._.734%
22 10.745 1469 1472 1478 rBV2 141103 182393 5.77% 0.513%

23 10.845 1485 1489 1492 rVB3 29297 35065 1.11% 0.099%
24 10.939 1501 1505 1507 rBV3 38842 40751 1.29% 0.115%
25 11.127 1534 1537 1542 rVB2 258878 210710 6.67% 0.593%
26 11.198 1546 1549 1551 rVVv2 69383 70522 2.23% 0.198%
27 11.222 1551 1553 1558 rVB 43191 46238 1.46% 0.130%

28 11.327 1567 1571 1574 rBV 1100000 979343 31.00% 2.755%
29 11.351 1574 1575 1578 rVV 277101 161321 5.11% 0.454%
30 11.404 1578 1584 1587 rVV 229102 205058 6.49% 0.577%

31 11.433 1587 1589 1593 rVB 47364 45376 1.44% 0.128%
32 11.622 1619 1621 1626 rVB 52852 46415 1.47% 0.131%
33 11.827 1651 1656 1658 rBV2 43966 47494 1.50% 0.134%

34 11.857 1658 1661 1666 rVvV 161799 135222 4.28% 0.380%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104326.D

Aca On > 7 Apr 2018 00:35

Operator : JU/SJ

Sample : J2248-05

Misc :

ALS Vial : 22 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-BF040618_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.904 1666 1669 1672 rVB 57972 48100 1.52% 0.135%
36 11.945 1672 1676 1678 rBV 137438 142925 4._.52% 0.402%
37 12.033 1684 1691 1693 rBv4 26284 37521 1.19% 0.106%
38 12.127 1704 1707 1709 rBV 44725 34057 1.08% 0.096%
39 12.380 1746 1750 1753 rBV 49622 53464 1.69% 0.150%
40 12.416 1753 1756 1758 rVVv2 39476 42348 1.34% 0.119%

41 12.463 1761 1764 1769 rBVY 166801 147432 4.67% 0.415%
42 12.545 1774 1778 1781 rVV 1164837 1036602 32.81% 2.916%

43 12.604 1781 1788 1791 rVB2 39052 52906 1.67% 0.149%
44 12.692 1796 1803 1808 rBV3 37773 70409 2.23% 0.198%
45 12.774 1809 1817 1820 rBV2 1008882 1153298 36.50% 3.245%
46 12.822 1822 1825 1830 rVB2 41961 53842 1.70% 0.151%
47 12.892 1833 1837 1838 rBVY 73173 73147 2.32% 0.206%

48 12.916 1838 1841 1848 rVB 1747811 1726337 54.64% 4._.857%
49 12.992 1848 1854 1857 rBV3 101193 154206 4._.88% 0.434%
50 13.074 1865 1868 1870 rBV3 86487 110460 3.50% 0.311%

51 13.098 1870 1872 1875 rVB 180931 153894 4._.87% 0.433%
52 13.169 1880 1884 1886 rVB 142084 130659 4.14% 0.368%
53 13.204 1886 1890 1892 rBV2 130647 150431 4._76% 0.423%

54 13.227 1892 1894 1897 rVB 48383 44865 1.42% 0.126%
55 13.292 1903 1905 1908 rVB 76338 68004 2.15% 0.191%
56 13.327 1908 1911 1914 rBV2 62958 72652 2.30% 0.204%
57 13.580 1951 1954 1956 rBV4 27999 36133 1.14% 0.102%
58 13.604 1956 1958 1963 rVB 89843 90330 2.86% 0.254%

59 13.721 1972 1978 1980 rBV2 111458 152421 4.82% 0.429%
60 13.751 1980 1983 1984 rVVv 110388 106771 3.38% 0.300%

61 13.769 1984 1986 1991 rVV2 120963 159738 5.06% 0.449%
62 13.816 1991 1994 1999 rVV2 176206 196360 6.21% 0.552%
63 13.863 1999 2002 2004 rVvVv 65129 57875 1.83% 0.163%
64 13.892 2004 2007 2012 rVB2 37359 43303 1.37% 0.122%
65 13.974 2012 2021 2023 rBV2 1030106 1545105 48.90% 4._.347%

66 13.998 2023 2025 2031 rVB 678022 576673 18.25% 1.622%

67 14.080 2033 2039 2040 rBV3 77550 85927 2.72% 0.242%
68 14.098 2040 2042 2046 rVB2 70424 61124 1.93% 0.172%
69 14.186 2054 2057 2062 rBV3 44315 58530 1.85% 0.165%
70 14.357 2084 2086 2090 rvVv 81069 97648 3.09% 0.275%
71 14.392 2090 2092 2096 rVv2 77395 83977 2.66% 0.236%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104326.D

Aca On > 7 Apr 2018 00:35

Operator : JU/SJ

Sample : J2248-05

Misc :

ALS Vial : 22 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-BF040618_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 14.451 2099 2102 2105 rVvv2 73703 80520 2.55% 0.227%
73 14.486 2105 2108 2110 rVv2 63714 72617 2.30% 0.204%
74 14.510 2110 2112 2115 rVV2 49889 52078 1.65% 0.147%
75 14.663 2135 2138 2141 rBV2 51775 57077 1.81% 0.161%
76 14.751 2150 2153 2156 rBV3 33722 37659 1.19% 0.106%
77 14.833 2164 2167 2169 rBV2 33402 42614 1.35% 0.120%
78 15.004 2192 2196 2200 rBV 339444 537423 17.01% 1.512%
79 15.110 2212 2214 2218 rVB 60627 64995 2.06% 0.183%

80 15.304 2243 2247 2253 rVB 147096 177704 5.62% 0.500%

81 15.363 2253 2257 2260 rBV 142109 170386 5.39% 0.479%
82 15.433 2264 2269 2272 rBV 605008 709335 22.45% 1.996%

83 15.598 2293 2297 2302 rVB 29201 36763 1.16% 0.103%

84 15.898 2345 2348 2352 rBV4 32219 47786 1.51% 0.134%

85 16.857 2507 2511 2517 rBvV4 27659 48071 1.52% 0.135%

86 17.445 2608 2611 2618 rVBS8 34187 73751 2.33% 0.207%
Sum of corrected areas: 35543334
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104326.D

Aca On : 7 Apr 2018 00:35

Operator : JU/SJ

Sample : J2248-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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: BF104326.D
3000000 5.42 6.49)

6.96
2500000

2000000 =

1500000
6.80
1000000

500000

5.02 b.63

e

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: BF104326.D

3000000 916

2500000

2000000
10.63 12.92

8.09

1500000

1000000

500000

o\ A o N Lo A A A A AARZLR A T a
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: BF104326.D

3000000

2500000

2000000

1500000

1000000

500000

() e ——————————————————————— Gl L S e e e

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\BF040618\
Data File : BF104326.D

Aca On : 7 Apr 2018 00:35

Operator : JU/SJ

Sample : J2248-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 5

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

5.02 3.70 ng 165462 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 499 (5.022 min): BF104326.D (-490) (-) m/z 43.00 100.00%
a3
59
5000
s 450 480 500 820 S0
83 : : : : :
...,....,....,....','n..?.l.':l,....,....,.-...,...:,|....,....,....,....,...., m/z 59.00 59.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 S SR UL SRR
4.60 4.80 5.00 5.20 5.40
m/z 101.10 20.03%
"'l'“'|'“"?%'“1“'“l"“|"'w"'w§?'w??'}ﬁ%"l'“'|'“'|"“|"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.00 16.47%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime e BRamr e e
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.89%
5000
101
15 58
28 69 84 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104326.D

Aca On : 7 Apr 2018 00:35

Operator : JU/SJ

Sample : J2248-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 1

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

6.57 70.57 ng 3159580 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Chloro-6-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 762 (6.569 min): BF104326.D (-758) (-) m/z 132.00 100.00%
5000 68
0 s | 9% J 520 640 6.60 680 700
ot e [ gsms | hJ7 68.05  43.09%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRR SRASE RAARRARRAN
a1 o7 620 640 6.60 6.80 7.00
53 117 m/z 134.00 32.80%
79
—— ||| Iw\l‘ I | ‘:“l‘ : "“l‘ |8|8| L |1|O§| "‘l — H: T
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.55%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R B R
132 6.20 6.40 6.60 6.80 7.00
o m/z 69.10 17.46%
5000 0
31
|6 | 8 | 106116 |
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104326.D

Aca On : 7 Apr 2018 00:35

Operator : JU/SJ

Sample : J2248-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.75 3.72 ng 182393 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 81
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 81
3 Dodecane 170 C12H26 000112-40-3 81
4 Heptacosane 380 C27H56 000593-49-7 74
5 Eicosane 282 C20H42 000112-95-8 74
Abundance Scan 1473 (10.751 min): BF104326.D (-1469) (-) m/z 57.05 100.00%
57
5000 85
140
168 DA DR BN B
J 1113 ‘ | 195 10.40 10.60 10.80 11.00
bt el m/z 71.05 69.92%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 AN SRR
85 10.40 10.60 10.80 11.00
29 m/z 43.05 59.82%
7| L || (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
85 10,40 10.60 10.80 11.00
5000 m/z 85.05 46 .74%
29 141
113 169
miz-> 50 100 150 200 250 300 350
Abundance #38316: Dodecane T T T T T
43 10.40 10.60 10.80 11.00
m/z 41.05 28.28%
71
5000

T
LIS L O N L L L L L L I L B Y B B Y LB LB | LI L L L L L L L L L B B

T | | T I T I
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104326.D

Aca On : 7 Apr 2018 00:35

Operator : JU/SJ

Sample : J2248-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Phenanthrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.76 ng 135222 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 1H-Cvclopropal lI'lphenanthrene.la.... 192 C15H12 000949-41-7 96
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 92
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91

Abundance Scan 1662 (11.863 min): BF104326.D (-1658) (-) m/z 192.10 100.00%

192

5000

11.60 11.80 12.00 12.20
m/z 191.10 55.52%

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

Abundance #54750: Phenanthrene, 2-methyl-
192
5000
11.60 11.80 12.00 12.20
165 m/z  73.00  48.99%
27 50 6375, O 115127139152 | 177 |
R e e AR E RN s s S R a E e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 43.10 36.39%
165

2739 63 8396 115127139152 178

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

Abundance #54746: Phenanthrene, 1-methyl- s RRRES Bam
192 11.60 11.80 12.00 12.20
m/z 60.00 35.74%
5000
165
2739 63 82 96 115127139152 | 177 ||
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:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104326.D

Aca On : 7 Apr 2018 00:35

Operator : JU/SJ

Sample : J2248-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.95 2.92 ng 142925 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 94
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 59
3 Methvl diselenide 190 C2H6Se2 007101-31-7 45
4 1.4-Naphthalenedione. 2.5-dihvdr... 190 C10H604 004923-55-1 25
5 2,6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 18
Abundance Scan 1677 (11.951 min): BF104326.D (-1672) (-) m/z 189.10 100.00%
149

5000

203 218 543 11.60 11.80 12.00 12.20
m/z 190.10 99.51%

39 51 63 82

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
920

5000
11.60 11.80 12.00 12.20

94 m/z 192.05 56.85%

27 39 51 63 81 | 110122 137150163 178 ||
R e o e B e R e REA RN N e s e S e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
190
45 146
11.60 11.80 12.00 12.20
5000 82 m/z 191.10 42 .84%
117
57 69 162
33 102 | 130 174
R B e o e B B B E SRR S SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53209: Methyl diselenide
9 190 11.60 11.80 12.00 12.20
m/z 94.50 25.89%
175
5000
, ..u\\ bod L e W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104326.D

Aca On : 7 Apr 2018 00:35

Operator : JU/SJ

Sample : J2248-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Cyclopenta(def)phenanthrenone Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
1246 3.00ng 147432 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclopenta(defyphenanthrenone 204 C15H80 005737-13-3 97

1000147-59-7 50
001591-30-6 47

2 (B)-Ethvl 3-o0xo0-2-(pvrid-2-vIDme... 219 C12H13NO3
3 I1.1"-Biphenvl1-4.4"-dicarbonitrile 204 C14H8N2

4 3.4-Biphenvldicarbonitrile 204 C14H8N2 004128-63-6 45
5 Quinoline, 8-methoxy-5-nitro- 204 C10H8N203 1000298-88-7 43
Abundance Scan 1764 (12.463 min): BF104326.D (-1761) (-) . m/z 204.10 100.00%
204
5000 176
w5168 | 1021351286 P a5yl 101 12.20 12.40 12.60 12.80
0 m/z 176.10 40.66%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64588: Cyclopenta(def)phenanthrenone
204
5000
176 12.20 12.40 12.60 12.80
88 m/z 205.10 17.32%
62 0 | 102 3p 10 |
B e B e T e e o T
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
204
12.20 12.40 12.60 12.80
5000 m/z 88.00 15.32%
132 176
43 78 104
63 89 117 146 159 190 219
L e e . S = o
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64248: [1,1'-Biphenyl]-4,4"-dicarbonitrile
204 12.20 12.40 12.60 12.80
m/z 174.00 14 .04%
5000
75 88 102 177
27 39 50 63 75 88 102133 127 140151 164 ' 189 |
e s R R e e S
miz-> 20 40 60 80 100 120 140 160 180 200 220 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104326.D

Aca On : 7 Apr 2018 00:35

Operator : JU/SJ

Sample : J2248-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Cyclopenta[cd]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.07 ng 159738 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentalcdlpvrene 226 C18H10 027208-37-3 70
2 4-Naphthalen-2-vI-thiazol-2-vlamine 226 C13H10N2S 1000300-53-4 53
3 .beta.-Carboline. 7-methoxv-1.2-... 226 C14H14N20 006519-18-2 40
4 Anthracene. 1.8-diethvnvl- 226 C18H10 078053-58-4 37
5 9H-Xanthen-9-one, 3-methoxy- 226 C14H1003 003722-52-9 28
Abundance Scan 1986 (13.769 min): BF104326.D (-1984) (-) m/z 226.10 100.00%
226
5000
12 13.40 13.60 13.80 14.00
99 - : : :
L ep7asr 9 | isarer 167179 198 | 253 | i Tooa 0 24050
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #83067: Cyclopenta[cd]pyrene
226
5000 LN BRI UGS
13.40 13.60 13.80 14.00
113 m/z 112.05 16.68%
74 87 9 | 174 198 il
m/z--> 40 60 80 100 120 140 160 180 200 250 200
Abundance
226
13.40 13.60 13.80 14.00
5000 139 184 m/z 225.10 16.29%
92 113 152
43 79
63 127 171 109211
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #82735: .beta.-Carboline, 7-methoxy-1,2-dimethy!-
226 13.40 13.60 13.80 14.00
m/z 113.00 16.12%
183
5000
211
2 63 77 91 M31271§01§41?8 | 197 ‘
ul I I I | \ |
m/z--> 40 eb 85 160 120 140 160 180 200 220 240 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104326.D

Aca On : 7 Apr 2018 00:35

Operator : JU/SJ

Sample : J2248-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 7H-Benz[de]anthracen-7-one Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.82 2.54 ng 196360 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 53
2 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 45
3 4-Pvrenecarbaldehvde 230 C17H100 022245-51-8 32
4 1-Pvrenecarboxaldehvde 230 C17H100 003029-19-4 32
5 1,1"-Biphenyl, 5-hydroxy-3,4"-di... 230 C14H1403 119101-26-7 27

Abundance Scan 1995 (13.821 min): BF104326.D (-1991) (-) m/z 230.10 100.00%

57 230

83 g7

3

5000
263 281 13.60 13.80 14.00 14.20
m/z 57.10 83.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #86246: 7H-Benz[de]anthracen-7-one
230
5000 202 LA L L L L L LB

13.60 13.80 14.00 14.20
m/z 69.05 64.98%

27 50 74 101195 43,150 1741gg | \

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

%

Abundance
230
13.60 13.80 14.00 14.20
5000 m/z 43.05 64 .54%
101 200
50 63 87 | 115 43,150 174 215
TWWWWVTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #86237: 4-Pyrenecarbaldehyde A L R REmms e
230 13.60 13.80 14.00 14.20
201 m/z 83.05 60.94%

5000
100

5

115 134150 174
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104326.D

Aca On : 7 Apr 2018 00:35

Operator : JU/SJ

Sample : J2248-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Perylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.30 5.01 ng 177704 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 99
2 Benzolelpvrene 252 C20H12 000192-97-2 98
3 Benzolilfluoranthene 252 C20H12 000205-82-3 97
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
Abundance Scan 2246 (15.298 min): BF104326.D (-2243) (-) m/z 252.10 100.00%
252
5000
e 15.00 15.20 15.40 15.60
224 : : : :
S S 1 162179198 47 Al 207 819 88 1 h777250.05  30.54%
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252
5000
15.00 15.20 15.40 15.60
125 m/z 253.05 21.07%
17 39 74 99 | M 150 174 200 224 M
m/z--> 50 100 150 200 250 300 350
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 18.92%
126
41 63 83100 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104223: Benzolj]fluoranthene e R BRE T e
252 15.00 15.20 15.40 15.60
m/z 126.00 15.14%
5000
126
29 51 74 100 JH 150 174 200 224
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104326.D

Aca On : 7 Apr 2018 00:35

Operator : JU/SJ

Sample : J2248-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl7.44 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

17.44  2.08ng 73751 Perylene-di2 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethvl 2-((butoxv(methvl)phosphor... 306 C10H18F305P 1000298-09-5 9
2 2-t-Butvl-5-chloromethvl-3.5-dim... 318 C15H27CIN203 1000192-00-2 9
3 Thiophene-2-carboxvlic acid. 3-c... 282 C9H11Cl104S2 1000268-09-4 9

4 3-Buten-2-amine. 4-(2.6.6-trimet... 193 C13H23N 092158-04-8 8
5 3-Penten-2-one, 3-bromo-4-methyl- 176 C6H9BroO 005682-80-4 7
Abundance Scan 2610 (17.439 min): BF104326.D (-2608) (-) m/z 43.10 100.00%

4B
5000

17.20 17.40 17.60 17.80
m/z 83.00 52.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #148979: Ethyl 2-((butoxy(methyl)phosphoryl)oxy)-3,3,3-1ri...
29
79
205
5000 179 251 LIRS
57 138 17.20 17.40 17. 60 17. 80
97 ‘ 158 293 m/z 117.00 47 .88%
S0 1 O - 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
17.20 17.40 17.60 17.80
5000 161 205 m/z 95.00 46 .65%
29
75 92 111 132 245261 319
mmﬁwwmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129603: Thiophene-2-carboxylic acid, 3-chloro-4-propylsul... b RREmE EE e
43 17.20 17.40 17.60 17.80
m/z 55.10 45_.90%
5000
192
81 116 176
145
282
I b3, 98 | Il )| 209 290 2637
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.20 17. 40 17. 60 17. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF040618\
Data File : BF104326.D

Acq On > 7 Apr 2018 00:35

Operator : JU/SJ

Sample - J2248-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.02 3.7 ng 165462 1 6.80 895394 20.0
unknown6 .57 6.57 70.6 ng 3159580 1 6.80 895394 20.0
Octacosane 10.75 3.7 ng 182393 4 11.33 979343 20.0
Phenanthrene, 2-m... 11.86 2.8 ng 135222 4 11.33 979343 20.0
4H-Cyclopenta[def... 11.95 2.9 ng 142925 4 11.33 979343 20.0
Cyclopenta(def)ph... 12.46 3.0 ng 147432 4 11.33 979343 20.0
Cyclopenta[cd]pyrene 13.77 2.1 ng 159738 5 13.97 1545110 20.0
7H-Benz[de]anthra... 13.82 2.5 ng 196360 5 13.97 1545110 20.0
Perylene 15.30 5.0 ng 177704 6 15.43 709335 20.0
unknownl7 .44 17 .44 2.1 ng 73751 6 15.43 709335 20.0

8270-BF040618.M Mon Apr 09 06:47:31 2018 Page: 15



