LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078754.D

Aca On : 23 Apr 2015 18:02

Operator : TP/1Z

Sample : 6G1991-01

Misc :

ALS Vial : 10 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-BF040115.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 1.392 17 18 24 rBvV 209138 482578 14.74% 2.337%
2 1.484 24 26 64 rVvB 1596806 3273293 100.00% 15.852%
3 3.255 180 181 189 rBvV 49622 73351 2.24% 0.355%
4 3.770 224 226 239 rBB 374542 465620 14.22% 2.255%
5 5.267 354 357 366 rBV 327012 506710 15.48% 2.454%
6 5.393 366 368 371 rBV 445082 515294 15.74% 2.495%
7 5.759 397 400 403 rBV 106431 147684 4_.51% 0.715%
8 5.987 418 420 423 rBV 322792 396702 12.12% 1.921%
9 6.696 479 482 490 rBB 231003 313323 9.57% 1.517%
10 7.907 584 588 591 rBV 160647 239240 7.31% 1.159%

11 9.919 761 764 767 rBV 452738 648790 19.82% 3.142%
12 11.096 864 867 870 rBV 194179 260108 7.95% 1.260%

13 11.153 870 872 874 rVB 40336 51789 1.58% 0.251%
14 11.485 898 901 909 rBV3 25046 80781 2.47% 0.391%
15 12.113 953 956 960 rvB2 41267 66967 2.05% 0.324%

16 12.559 992 995 1001 rBv2 270312 415106 12.68% 2.010%
17 13.622 1083 1088 1092 rBV2 17830 40839 1.25% 0.198%
18 13.828 1103 1106 1108 rBV 201001 316590 9.67% 1.533%
19 13.874 1108 1110 1112 rVV 427690 572511 17.49% 2.773%
20 13.965 1115 1118 1121 rVB 105116 150680 4.60% 0.730%

21 14.719 1181 1184 1185 rBV 52767 76652 2.34% 0.371%
22 14.754 1185 1187 1190 rVvVv 73260 91912 2.81% 0.445%
23 14.834 1192 1194 1195 rBV 32297 40377 1.23% 0.196%
24 14.868 1195 1197 1199 rVVv2 82844 128566 3.93% 0.623%
25 14.914 1199 1201 1206 rVB 46781 74955 2.29% 0.363%
26 15.211 1224 1227 1230 rBV2 46274 84548 2.58% 0.409%
27 15.577 1256 1259 1261 rBV 40479 73642 2.25% 0.357%
28 15.771 1273 1276 1280 rVB 818852 1111099 33.94% 5.381%
29 15.897 1284 1287 1289 rVB4 28935 40257 1.23% 0.195%
30 15.977 1292 1294 1296 rBV2 21026 34720 1.06% 0.168%
31 16.080 1300 1303 1306 rBV 777804 973679 29.75% 4_.715%
32 16.182 1310 1312 1314 rBV 30236 34487 1.05% 0.167%
33 16.285 1318 1321 1322 rBV 26667 37132 1.13% 0.180%

34 16.377 1326 1329 1331 rBV 615689 768802 23.49% 3.723%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078754.D

Aca On : 23 Apr 2015 18:02

Operator : TP/1Z

Sample : 6G1991-01

Misc :

ALS Vial : 10 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-BF040115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.422 1331 1333 1335 rVB 41546 62844 1.92% 0.304%
36 16.537 1339 1343 1344 rBvV4 48664 96896 2.96% 0.469%
37 16.571 1344 1346 1348 rVB 82310 111553 3.41% 0.540%
38 16.663 1351 1354 1355 rBV 63472 88423 2.70% 0.428%
39 16.697 1355 1357 1361 rVV3 62857 117847 3.60% 0.571%
40 16.811 1365 1367 1369 rVv2 40458 57103 1.74% 0.277%

41 17.143 1389 1396 1399 rBV5 25010 105448 3.22% 0.511%
42 17.245 1399 1405 1409 rBV2 66428 128061 3.91% 0.620%

43 17.383 1414 1417 1419 rVV 63983 91579 2.80% 0.444%
44 17.428 1419 1421 1423 rVV2 73785 125794 3.84% 0.609%
45 17.474 1423 1425 1427 rVV2 47898 63716 1.95% 0.309%
46 17.520 1427 1429 1433 rVB 51730 75040 2.29% 0.363%
47 17.611 1433 1437 1440 rBVY 15284 35106 1.07% 0.170%

48 17.703 1440 1445 1447 rBV2 564627 1079463 32.98% 5.228%
49 17.737 1447 1448 1451 rVvVv2 321794 459890 14.05% 2.227%
50 17.840 1455 1457 1460 rVB2 87421 134917 4.12% 0.653%

51 17.977 1467 1469 1472 rVB2 44439 61935 1.89% 0.300%
52 18.034 1472 1474 1476 rBV2 39028 56053 1.71% 0.271%
53 18.103 1478 1480 1484 rVB4 18975 32774 1.00% 0.159%
54 18.217 1488 1490 1492 rVV 71360 113477 3.47% 0.550%
55 18.263 1492 1494 1496 rVvV 37001 41458 1.27% 0.201%
56 18.354 1496 1502 1504 rVv4 28274 110355 3.37% 0.534%
57 18.434 1507 1509 1512 rVB2 26819 37862 1.16% 0.183%
58 18.491 1512 1514 1517 rBV3 40946 64355 1.97% 0.312%
59 18.628 1522 1526 1528 rBV3 34427 72198 2.21% 0.350%

60 18.834 1540 1544 1547 rBV3 95421 166539 5.09% 0.807%

61 19.006 1555 1559 1564 rBV 365709 842822 25.75% 4.082%
62 19.108 1564 1568 1570 rBV2 85260 132105 4._.04% 0.640%
63 19.268 1576 1582 1583 rBV3 50604 162616 4.97% 0.788%
64 19.303 1583 1585 1588 rVvVv 267136 331101 10.12% 1.603%
65 19.360 1588 1590 1593 rVB 312854 445773 13.62% 2.159%

66 19.429 1593 1596 1597 rBV 299571 352424 10.77% 1.707%
67 19.451 1597 1598 1600 rVB 83402 102739 3.14% 0.498%

68 19.611 1609 1612 1613 rBV3 26048 60779 1.86% 0.294%
69 19.726 1619 1622 1624 rBV3 29449 61379 1.88% 0.297%
70 19.909 1636 1638 1642 rVB2 27220 40767 1.25% 0.197%
71 20.034 1645 1649 1652 rVB4 24356 71148 2.17% 0.345%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078754.D

Aca On : 23 Apr 2015 18:02

Operator : TP/1Z

Sample : 6G1991-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 20.366 1674 1678 1684 rVB6 25874 111071 3.39% 0.538%
73 20.469 1684 1687 1690 rBV2 49690 102054 3.12% 0.494%
74 20.594 1695 1698 1702 rVB2 200260 335038 10.24% 1.623%
75 20.731 1707 1710 1711 rBV 48722 75827 2.32% 0.367%

76 20.766 1711 1713 1716 rVB3 22282 32788 1.00% 0.159%
77 20.903 1722 1725 1729 rVB 172949 278516 8.51% 1.349%
78 21.074 1735 1740 1745 rBV2 51265 150357 4_59% 0.728%

79 21.314 1758 1761 1765 rVB4 24543 55113 1.68% 0.267%
80 21.406 1765 1769 1772 rBV2 42446 92475 2.83% 0.448%
81 21.577 1781 1784 1794 rVB4 45110 152767 4.67% 0.740%
82 21.726 1794 1797 1806 rVB7 17066 63617 1.94% 0.308%
83 22.480 1859 1863 1869 rVB 44371 118058 3.61% 0.572%
84 22.606 1871 1874 1877 rBV 25448 67478 2.06% 0.327%
85 23.246 1925 1930 1931 rBV 20809 51982 1.59% 0.252%
86 23.303 1931 1935 1940 rVvVv2 30936 113803 3.48% 0.551%
87 23.429 1943 1946 1952 rVvVv2 23301 65039 1.99% 0.315%
Sum of corrected areas: 20649106
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF042315\

BF0O78754.D

23 Apr 2015 18:02

TP/1Z

G1991-01

10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078754.D

Aca On : 23 Apr 2015 18:02

Operator : TP/1Z

Sample : G1991-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

3.26 9.93 ng 73351 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-0Octanol 130 C8H180 000589-98-0 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 3-Heptanol 116 C7H160 000589-82-2 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 181 (3.255 min): BF078754.D (-180) (-) m/z 43.10 100.00%
43
59
5000
101 HRS U R IR
83 | 3.00 3.20 3.40 3.60
o SEDEESEEEEEEEBY 1 EMBESSPT NSNS oMM MMM m/z 59.10 57.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 HRIN U L IR
3.00 3.20 3.40 3.60
59 m/z 101.10 19.11%
0 21 37, 53 ‘ 67 778 o1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
300 320 340 3.60
5000 41 83 m/z 58.10 15.75%
31
101
53 69 112
e e IR R RS I UL RS RS AR SRR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester e
43 3.00 3.20 3.40 3.60
m/z 41.10 9.17%
57
5000
29 101
o 15 Y 51 | 73 83 95
m/z--> 10 20 30 40 50 60 70 8 90 100 110 300 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078754.D

Aca On : 23 Apr 2015 18:02

Operator : TP/1Z

Sample : G1991-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown5.39 Concentration Rank 2

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

5.39 69.78 ng 515294 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 368 (5.393 min): BFO78754.D (-366) (-) m/z 132.00 100.00%
5000 68
96 SRR SRS AR SR
40 _ 54 75 104 5.00 5.20 5.40 5.60 5.80
ol 4ot & m/z 68.10 38.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS SRS LN LU
5.00 5.20 5.40 5.60 5.80
78 m/z 134.00 32.16%
31 54 51
0"P'“P'”J”J“J'WL“'P”lP'”I”“I”'W'”'P”'P'”I“” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
500 520 540 5.60 580
5000 m/z 66.10 24 .79%
104
ol 14 27 37 44 51 5 % 77 g9 97 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 "
Abundance #13679: 5-Fluoro-2-chloropyrimidine o R

132 500 520 540 560 5.80
m/z 69.10 15.65%

5000

33 44 o 97 105
78
51 60 86 . 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 520 5.40 5.60 5.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078754.D

Aca On : 23 Apr 2015 18:02

Operator : TP/1Z

Sample : G1991-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Phenanthrene, 1-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.72 4.84 ng 76652 Phenanthrene-d10 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 95
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 95
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 94
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91

Abundance Scan 1184 (14.719 min): BF078754.D (-1181) (-) m/z 192.10 100.00%

192

5000

14.40 14.60 14.80 15.00
m/z 191.10 54.38%

gy 94 65

1
139 152

64 115
o

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

Abundance #50623: Phenanthrene, 1-methyl-
192 AﬂN

5000 ||||||||IIII|IIII|III"II
14.40 14.60 14.80 15.00

m/z 189.10 28.06%

165
27 39 50 63 74 g5 96 115126 139 152 | 176

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

=
:;:::==_

Abundance
192
e
14.40 14.60 14.80 15.00
5000 m/z 193.10 17.93%
165
oL 273950 63 82 9 115126139 152 176
i o e e A B S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\
Abundance #50615: Anthracene, 9-methyl- e L LU
192 14.40 14.60 14.80 15.00
m/z 190.10 15.10%
5000
oL 2839 51 63 8 9 11519 139 152 165178 |
LA m A B e R B s e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078754.D

Aca On : 23 Apr 2015 18:02

Operator : TP/1Z

Sample : G1991-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 Phenanthrene, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.75 5.81 ng 91912 Phenanthrene-d10 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 98
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 95
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 94
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93
Abundance Scan 1187 (14.754 min): BF078754.D (-1185) (-) m/z 192.05 100.00%
192
5000
X T e | |_1440 1060 1480 1500
o} m/z 191.10 54 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50627: Phenanthrene, 2-methyl-
192
5000 LN SR DU I
14.40 14.60 14.80 15.00
165 m/z 189.05 28.00%
0 27 39 51 63 82 M 115126139152 | 176 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192
14.40 14.60 14.80 15.00
5000 m/z 190.10 15.57%
96 165
0 27 39 51 63 82 115126 139 152 176
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #50612: Anthracene, 2-methyl- R e R
192 14.40 14.60 14.80 15.00
m/z 193.10 15.45%
5000
oL 15 27 39 51 63 83 95 115126139 152 \ 176 WH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078754.D

Aca On : 23 Apr 2015 18:02

Operator : TP/1Z

Sample : G1991-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.87 8.12 ng 128566 Phenanthrene-d10 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 83
2 Methvl diselenide 190 C2H6Se2 007101-31-7 55
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 45
4 4-Cvano-4-hvdroxv-3-methvl-2-phe... 216 C13H16N20 1000216-11-7 12
5 Isoquinoline, 1-chloro-3-ethyl- 191 C11H1O0CIN 055150-52-2 11

Abundance Scan 1197 (14.868 min): BF078754.D (-1195) (-) m/z 190.10 100.00%
190
5000 Jk
o 14,60 14.80 15.00 15.20
63 81 163 . . . .
M. < OB .'|.~, A e . Tm/z 189.10 91.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 ---u--ly\ AR BRI IR
o4 14.60 14.80 15.00 15.20
m/z 191.10 25.90%
0 27 3950 63 8L || 110122 137 150 163 178 ||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
93 190
175 14,60 14.80 15.00 15.20 :
5000 m/z 192.05 19.78%
80 109 160
e L L UL UL LA B BRI SIS B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48945: 2,2'—Bis(4,5—dimethy|imidazo|e) LI L L I L L
42 190 14.60 14.80 15.00 15.20
m/z 187.10 18.78%
5000 122 A
162
53 94
66 148 | 175
80 108
ol, m \m T ‘.”l,.“‘l..l“..l.?.‘l,.”l‘..,“....,.:‘..,.. ...,.... |
m/z--> 20 40 60 80 100 120 140 160 180 200 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078754.D

Aca On : 23 Apr 2015 18:02

Operator : TP/1Z

Sample : G1991-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Naphthalene, 2-phenyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.21 5.34 ng 84548 Phenanthrene-d10 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-phenvl- 204 Cl6H12 000612-94-2 81
2 2-Phenvilnaphthalene 204 Cl6H12 035465-71-5 81
3 5.160I1".271:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 78
4 Tricvclol8.2.2_.2(4.7)Thexadeca-2... 204 C16H12 006572-60-7 74
5 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 62
Abundance Scan 1227 (15.211 min): BFO78754.D (-1224) (-) m/z 204.10 100.00%
204
5000
101 1480 15.00 15.20 15.40 15.60
76 126 152 176
I e || M/Z 202.10  35.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58957: Naphthalene, 2-phenyl-
204
5000
14.80 15.00 15.20 15.40 15.60
m/z 203.10 31.19%
oL, 27 5t ZGM1?1 126 152 176
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
e e
14.80 15.00 15.20 15.40 15.60
5000 m/z 205.10 16.92%
101
28 51 16 126 150 176
mz-> 50 100 150 200 250 300 350 400
Abundance #158148: 5,16[1',21:8,13[1",2"]-Dibenzenodibenzo[a,g]cy... IR R
204 14.80 15.00 15.20 15.40 15.60
m/z 101.10 9.44%
5000
39 63 101196 152176 313 408
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078754.D

Aca On : 23 Apr 2015 18:02

Operator : TP/1Z

Sample : G1991-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 10-0Oxo-5,5-dimethyl-5-sila-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.83 9.45 ng 166539 Perylene-d12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-0Oxo0-5.5-dimethvl-5-sila-5.10-... 254 C14H14N20Si 089052-45-9 53
2 1.2-Dihvdrobenzolblfluoranthene 254 C20H14 100516-13-0 53
3 7.12-DIHYDROBENZOTKTFLUORANTHENE 254 C20H14 1000080-17-7 53
4 Hexadecanamide 255 C16H33N0 000629-54-9 47
5 d-Glucosamine 179 C6H13NO5 000090-77-7 47
Abundance Scan 1544 (18.834 min): BFO78754.D (-1540) (-) m/z 59.10 100.00%
o
72
5000
97 112126 R PN S BN B
4 1391521/c177 193 224 18.60 18.80 19.00 19.20
0 165 209 m/z 72.10  74.28%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90596: 10-0x0-5,5-dimethyl-5-sila-5,10-dihydro-5H-benzole...
253
5000 U NN NN SN BN
239 18.60 18.80 19.00 19.20
196 594 m/z 55.10 53.55%
120134 | -
- e
m/z--> 40 60 80 100 150 140 160 180 200 220 240 260
Abundance
253
1860 18:80 19.00 19,20
5000 m/z 253.10 51.68%
126
e s R R s A LA SRS BRSNS RAAR BRSNS
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91078: 7,12-DIHYDROBENZO[K]FLUORANTHENE
252 18.60 18.80 19.00 19.20
m/z 41.10 35.77%
5000 126
113
0 01| 2%4 |
m/z--> 40 60 80 1(')0 120 140 160 180 200 220 240 260 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078754.D

Aca On : 23 Apr 2015 18:02

Operator : TP/1Z

Sample : G1991-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Anthracene, 9-phenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.27 9.23 ng 162616 Perylene-d12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-phenvl- 254 C20H14 000602-55-1 80
2 Eicosane 282 C20H42 000112-95-8 78
3 Benzolalpvrene. 4.5-dihvdro- 254 C20H14 057652-66-1 60
4 Octadecane 254 C18H38 000593-45-3 55
5 Hexadecane 226 C16H34 000544-76-3 38

Abundance Scan 1582 (19.268 min): BF078754.D (-1576) (-) m/z 57.10 100.00%

5000

U 254
71

19.00 19.20 19.40 19.60
0f m/z 254.10 81.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91072: Anthracene, 9-phenyl-
4

5000 R R
19.00 10:20 19.40 19.60

m/z 71.10 73 .65%

0 150 174 200 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57

71 e
43 85 19100 1920 19.40 19.60
5000 m/z 253.10 63.47%

141155169183 209224239

113
. 29 127141155169 183197211225239053 282

Twwwwmﬁwwﬁwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91076: Benzo[a]pyrene, 4,5-dihydro-

19.00 19.20 19.40 19.60
m/z 43.10 62.13%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 00 19. 20 19. 40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078754.D

Aca On : 23 Apr 2015 18:02

Operator : TP/1Z

Sample : G1991-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown20.37 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.37 6.30 ng 111071 Perylene-di12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.2.3.4-Phenazinetetrol. 7-chloro- 278 C12H7CIN204 023774-10-9 22

2 Curan. 16.17.19.20-tetradehvdro- 278 C19H22N2 056053-17-9 22
3 3-Methoxv-2-phenvlcinchoninamide 278 C17H14N202 1000252-14-6 22
4 Benzolbltriphenvlene 278 C22H14 000215-58-7 18

5 3-Methoxyestra-1,3,5(10),8-tetra... 284 C19H2402 006733-79-5 14

Abundance Scan 1678 (20.366 min): BF078754.D (-1674) (-) m/z 278.10 100.00%
5000
292 j\'l""l""l""l""ll
20.00 20.20 20.40 20.60
(o m/z 284.10 92.88%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104847: 1,2,3,4-Phenazinetetrol, 7-chloro-
278
5000
250 20.00 20.20 20.40 20.60
6 m/z 277.10 65.49%
75 102 137 176 204 221
ol rereprrb b el e bbb e pebep b
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
278
20.00 20.20 20.40 20.60
5000 120 148 m/z 276.15 59.20%
43 v 263
91 180 205
58 108 167 194507 249
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105123: 3-Methoxy-2-phenylcinchoninamide
278 20.00 20.20 20.40 20.60
m/z 138.10 37.42%
204
5000 a4
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 20.00 20.20 20.40 20.60

8270-BF040115.M Fri Apr 24 13:24:01 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078754.D

Aca On : 23 Apr 2015 18:02

Operator : TP/1Z

Sample : G1991-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown21.41 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.41 5.25 ng 92475 Perylene-di12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Norandrostane-16-carboxvlic ac... 290 C19H3002 032319-09-8 47
2 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 42
3 1.4-Cvclohexadiene-1-carboximidi... 219 C14H21NO 063013-29-6 35
4 Balfourodine 289 C16H19N0O4 1000280-17-3 35
5 1,4-Naphthalenedione, 5,8-dihydr... 218 C12H1004 021418-10-0 30
Abundance Scan 1769 (21.406 min): BF078754.D (-1765) (-) m/z 218.20 100.00%
218
5000
290 AR/ AN R N 5 RN
065 309 21.00 21.20 21.40 21.60 21.80
0! m/z 122.10 42 .38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #112275: D-Norandrostane-16-carboxylic acid, (5.alpha.,16....
218
148
109 175 203
5000
% 81 21.00 21.20 21.40 21.60 21.80
2”590 m/z 95.10 34.77%
133
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
218
175 21.00 21.20 21.40 21.60 21.80
5000 o7 m/z 135.10 34.04%
41 91 135
190
L2 107
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #68751: 1,4-Cyclohexadiene-1-carboximidic acid, N-cyclohex... e ARAREE L R,
218 21.00 21.20 21.40 21.60 21.80
7 105 136 m/z 55.10 33.94%

5000

0 R e S R EE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078754.D

Aca On : 23 Apr 2015 18:02

Operator : TP/1Z

Sample : G1991-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown21.58 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.58 8.67 ng 152767 Perylene-d12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloro-5.6-dimethvl-1-(2-propv... 218 C12H11CIN2 080276-20-6 43
2 1.3.5-Triazine-2.4(1H. 3H) dione.... 218 C10H10N402 1000277-96-1 38
3 1.4-Methanonaphthalene. 1.4-dihv... 218 C17H14 055028-73-4 38
4 4-(p-N.N-dimethvlaminophenvlimin... 218 C13H18N20 1000100-07-8 35
5 3-Amino-5-piperonyl-1,2,4-triazole 218 C10H10N402 014730-92-8 35
Abundance Scan 1784 (21.577 min): BF078754.D (-1781) (-) m/z 218.20 100.00%

147
43 202 L L L L L
9 173 276 21.20 21.40 21.60 21.80

o ek 397 077 122,10 41.13%

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

Abundance #67890: 2-Chloro-5,6-dimethyl-1-(2-propynyl)-1H-benzimidazole
218

218
5000
69 107°2 203 /\

203
5000
21.20 21.40 21.60 21.80
0
o1 116 179 m/z 203.15 35.48%
65 142157 \ \
) S PR SN N LU THNN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
218
B REE RS R .”.,”..“.
158 21 20 21. 40 21.60 21.80
5000 203 m/z 69.10 34 .44%
132
104
77
44 174

o 62

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

Abundance #68285: 1,4-Methanonaphthalene, 1,4-dihydro-9-phenyl- R
8 21.20 21.40 21.60 21.80

m/z 135.10 33.21%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21 20 21. 40 21. 60 21. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078754.D

Aca On : 23 Apr 2015 18:02

Operator : TP/1Z

Sample : G1991-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Coronene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.30 6.46 ng 113803 Perylene-d12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Coronene 300 C24H12 000191-07-1 87
2 Estra-1.3.5(10)-trien-17-one. 3-... 300 C19H2403 074299-14-2 47
3 trans-4.4"-Bis(methvlthio)chalcone 300 C17H160S2 033868-48-3 47
4 7-ACETYL-4.6-DIHYDROXY-2" .5-DIME... 300 C17H1605 1000244-73-0 38
5 2,4-Diamino-6-[[p-methoxyphenyl]... 300 C13H12N60S 077900-97-1 38
Abundance Scan 1935 (23.303 min): BF078754.D (-1931) (-) m/z 300.10 100.00%

5000 L\ /\/W

43 71 316 23. 00 23. 20 23. 40 23 60
(o} m/z 150.10 26 .83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117854: Coronene
0

5000 ..................
23. 00 23. 20 23. 40 23 60

m/z 301.10 22 .60%

105121

o 54 74 100117 135 169 187 222 247 270285
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
300
268 mﬁ M

23100 23.20 23.40 23.60
5000 m/z 149.10 19.71%

157 011
183
133 240 285

97
57 81 117

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117563: trans-4,4'-Bis(methylthio)chalcone ARmEE S A
300 23.00 23.20 23.40 23.60
253 m/z 298.10 18.09%
5000
151
134 177 238 285
ol 28 9 63 79 102159 | TIT 2062937 | 270° h
L L e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF042315\
Data File : BF078754.D

Acq On : 23 Apr 2015 18:02

Operator : TP/1Z

Sample : G1991-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 3.26 9.9 ng 73351 1 5.76 147684 20.0
unknown5 .39 5.39 69.8 ng 515294 1 5.76 147684 20.0
Phenanthrene, 1-m... 14.72 4.8 ng 76652 4 13.83 316590 20.0
Phenanthrene, 2-m... 14.75 5.8 ng 91912 4 13.83 316590 20.0
4H-Cyclopenta[def... 14.87 8.1 ng 128566 4 13.83 316590 20.0
Naphthalene, 2-ph... 15.21 5.3 ng 84548 4 13.83 316590 20.0
10-0Oxo0-5,5-dimeth... 18.83 9.4 ng 166539 6 19.43 352424 20.0
Anthracene, 9-phe... 19.27 9.2 ng 162616 6 19.43 352424 20.0
unknown20.37 20.37 6.3 ng 111071 6 19.43 352424 20.0
unknown21.41 21.41 5.3 ng 92475 6 19.43 352424 20.0
unknown21 .58 21.58 8.7 ng 152767 6 19.43 352424 20.0
Coronene 23.30 6.5 ng 113803 6 19.43 352424 20.0

8270-BF040115.M Fri Apr 24 13:24:04 2015 Page: 17



