LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086112.D

Aca On : 6 Apr 2016 21:58

Operator : UM/SJ

Sample : H2074-03

Misc :

ALS Vial : 23 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-BF040216.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 2.167 5 7 9 rVB2 3463456 3780099 27 .00% 1.192%
2 2.235 9 13 16 rBv4 2377440 6291041 44.94% 1.984%
3 2.281 16 17 18 rBVY 1946229 1349933 9.64% 0.426%
4 2.327 18 21 23 rBv4 2010143 5017472 35.84% 1.582%
5 2.407 26 28 29 rBv2 4532032 8787451 62.77% 2.771%
6 2.532 38 39 42 rBV2 4143805 6929896 49.50% 2.185%
7 2.590 42 44 45 rBV2 2189146 4306469 30.76% 1.358%
8 2.727 53 56 58 rvVB3 2456186 4159207 29.71% 1.311%
9 2.761 58 59 60 rBvy 2085259 2000235 14.29% 0.631%
10 2.818 63 64 67 rvv3 1440359 2526895 18.05% 0.797%

11 2.875 67 69 72 rVB4 2383172 4351501 31.08% 1.372%
12 2.932 72 74 77 rBv4 883011 2223374 15.88% 0.701%
13 3.013 79 81 82 rvB2 1291007 1760717 12.58% 0.555%
14 3.035 82 83 84 rBV 1376738 1720487 12.29% 0.542%
15 3.081 84 87 88 rvv3 5364734 6227270 44.48% 1.963%

16 3.127 88 91 93 rvv4 4706415 13203765 94.32% 4.163%
17 3.161 93 94 96 rvV2 5431724 9869969 70.50% 3.112%
18 3.195 96 97 98 rvv 5360193 6908102 49.34% 2.178%
19 3.275 102 104 106 rVV2 4549481 6571259 46.94% 2.072%
20 3.310 106 107 109 rVvVv2 5940927 8540089 61.00% 2.693%

21 3.355 109 111 113 rVV3 6147257 12619789 90.14% 3.979%
22 3.390 113 114 115 rVvV2 6038400 4932518 35.23% 1.555%
23 3.424 115 117 121 rVB4 5731712 13999637 100.00% 4._.414%
24 3.504 121 124 126 rVB3 1525455 2760525 19.72% 0.870%
25 3.561 126 129 130 rBV2 1266705 2378256 16.99% 0.750%

26 3.584 130 131 134 rVB3 1399473 2291747 16.37% 0.723%
27 3.653 134 137 139 rBV4 1487324 4449788 31.79% 1.403%
28 3.721 141 143 147 rVB3 1661353 2443081 17.45% 0.770%
29 3.790 147 149 150 rBV2 1602471 3069051 21.92% 0.968%
30 4._.053 169 172 174 rBvV4 778250 1926199 13.76% 0.607%

31 4.087 174 175 177 rBV2 1435743 2576995 18.41% 0.813%
32 4.933 247 249 253 rBV5 386906 1515858 10.83% 0.478%
33 5.230 272 275 278 rVB4 583538 1728642 12.35% 0.545%
34 5.310 278 282 283 rBV3 590659 1434227 10.24% 0.452%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086112.D

Aca On : 6 Apr 2016 21:58

Operator : UM/SJ

Sample : H2074-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040216.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 5.344 283 285 289 rVvVv 1827750 2870927 20.51% 0.905%

36 6.099 347 351 353 rVvB3 1938419 5274131 37.67% 1.663%
37 6.293 363 368 371 rBv4 1620457 3260945 23.29% 1.028%
38 6.396 374 377 379 rVvV 2712191 4985951 35.61% 1.572%
39 6.476 382 384 385 rvv2 1221123 1982181 14.16% 0.625%
40 6.510 385 387 393 rVvV 3605944 5731801 40.94% 1.807%

41 6.613 393 396 398 rvv4 1040029 1460554 10.43% 0.461%
42 6.704 402 404 405 rVV 1441434 1396542 9.98% 0.440%
43 6.864 410 418 419 rVVv6 720968 2730478 19.50% 0.861%
44 6.899 419 421 425 rVV 3866142 5769303 41.21% 1.819%
45 6.967 425 427 430 rVV3 1176879 2197409 15.70% 0.693%

46 7.161 442 444 447 rVV3 1568635 3068179 21.92% 0.967%
47 7.310 455 457 459 rVV 1962423 2134486 15.25% 0.673%
48 7.504 470 474 476 rVV3 1018660 1806778 12.91% 0.570%
49 7.562 476 479 481 rVV3 594794 1635879 11.69% 0.516%
50 7.664 485 488 489 rVvv2 1209399 2198297 15.70% 0.693%

51 8.922 596 598 602 rBv2 898828 1211768 8.66% 0.382%
52 9.105 611 614 616 rBV 2556091 2543178 18.17% 0.802%
53 9.265 624 628 630 rVB4 1421285 2564327 18.32% 0.809%
54 9.505 647 649 651 rBVY 1082588 1849709 13.21% 0.583%
55 9.779 672 673 675 rBVY 1400556 1242887 8.88% 0.392%

56 9.825 675 677 680 rvB 583363 1226197 8.76% 0.387%
57 9.905 682 684 688 rVvB5 627081 1642707 11.73% 0.518%
58 10.007 688 693 695 rBv4 813769 1845544 13.18% 0.582%
59 10.190 706 709 712 rBV3 538935 1320478 9.43% 0.416%
60 10.293 716 718 720 rBvV2 1603002 2161513 15.44% 0.682%

61 10.396 725 727 729 rVV3 1049308 1272291 9.09% 0.401%
62 10.568 738 742 744 rVB 1196220 1666757 11.91% 0.526%
63 10.819 763 764 767 rVB3 882260 1275943 9.11% 0.402%
64 10.968 774 777 778 rvv2 670010 1782834 12.73% 0.562%
65 11.048 781 784 785 rvv3 681959 1454522 10.39% 0.459%

66 11.116 788 790 795 rVB3 625016 1264808 9.03% 0.399%
67 11.219 797 799 801 rvv2 840037 1200402 8.57% 0.378%
68 11.288 801 805 807 rvB2 1951511 3160829 22.58% 0.997%
69 11.459 818 820 821 rvv2 963936 1215230 8.68% 0.383%
70 11.802 845 850 852 rBv2 890347 2102583 15.02% 0.663%

71 11.928 859 861 866 rvB6 763150 1463896 10.46% 0.462%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086112.D

Aca On : 6 Apr 2016 21:58

Operator : UM/SJ

Sample : H2074-03

Misc :

ALS Vial : 23 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-BF040216.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 12.031 866 870 872 rBv2 835831 1843435 13.17% 0.581%
73 12.145 877 880 882 rvB3 925011 1202601 8.59% 0.379%
74 12.191 882 884 886 rBV3 1076496 1554256 11.10% 0.490%
75 12.271 886 891 893 rBV6 1162498 2382556 17.02% 0.751%

76 12.476 907 909 913 rBV 2602092 3317516 23.70% 1.046%
77 12.556 913 916 918 rVvB4 670559 1386193 9.90% 0.437%
78 12.602 918 920 923 rBv4 602723 1373657 9.81% 0.433%
79 12.705 925 0929 932 rVB 2843194 4462565 31.88% 1.407%
80 12.808 935 938 940 rBv4 1086871 1926023 13.76% 0.607%

81 12.842 940 941 945 rVB 1520008 2648413 18.92% 0.835%
82 12.933 947 949 952 rvB4 833013 1280781 9.15% 0.404%
83 13.105 962 964 968 rBv2 611837 1353961 9.67% 0.427%
84 13.414 989 991 992 rBV2 1808328 2780153 19.86% 0.877%
85 13.436 992 993 995 rvB2 2239069 2184274 15.60% 0.689%

86 13.551 1001 1003 1007 rBV3 1008624 1948877 13.92% 0.614%
87 13.699 1015 1016 1017 rBV 1056788 1313687 9.38% 0.414%
88 13.894 1030 1033 1035 rBV2 1185574 2117684 15.13% 0.668%
89 14.316 1067 1070 1072 rBV3 632588 1239140 8.85% 0.391%
90 14.408 1075 1078 1081 rBV5 586595 1966563 14.05% 0.620%

91 14.694 1099 1103 1106 rBV6 1351197 2854848 20.39% 0.900%
92 14.842 1114 1116 1119 rVB4 866797 1884781 13.46% 0.594%
93 14.922 1119 1123 1126 rBV 1901380 5558452 39.70% 1.753%
94 16.488 1256 1260 1261 rBV3 3361944 7744873 55.32% 2.442%
95 16.842 1289 1291 1296 rVV6 1798558 4330544 30.93% 1.365%

96 17.585 1351 1356 1359 rBV6 277676 1424728 10.18% 0.449%
97 17.665 1359 1363 1365 rBv4 513251 1385845 9.90% 0.437%
98 17.791 1372 1374 1377 rVB3 1017633 1418322 10.13% 0.447%
99 18.043 1394 1396 1397 rBV2 887284 1713495 12.24% 0.540%
100 18.637 1444 1448 1450 rBV5 595588 1938657 13.85% 0.611%

Sum of corrected areas: 317160668
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086112.D

Aca On : 6 Apr 2016 21:58

Operator : UM/SJ

Sample : H2074-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086112.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086112.D

Aca On : 6 Apr 2016 21:58

Operator : UM/SJ

Sample : H2074-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown2.41 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

241 125.85ng 8787450  1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2H-1.4-Benzodiazepin-2-one. 7-br... 530 C29H31BrN40 1000142-56-8 41
2 Tributvl 3-cvano-3-I3.4-dichloro... 531 C23H35CI2NOSn 1000253-30-2 25

3 Mercury i1odo. (o-i1odophenvl)- 532 C6H4Hal2 089487-89-8 25
4 Ferrocene. decachloro- 526 C10CI10Fe 011121-63-4 15
5 Zinc, bis[[5,5"-methylenebis[3,4... 530 C26H34N404Zn 069782-63-4 10
Abundance Scan 28 (2.407 min): BF086112.D (-26) (-) m/z 269.20 100.00%
78.311'5 60. 214.7 269.2
35.8 323.9 372.8 456.4 514.2
5000
I e B A B e o
220 240 2.60 2.80
0 m/z 214.70 94 .06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170234: 2H-1,4-Benzodiazepin-2-one, 7-bromo-1,3-dihydro-5...
70.0 175.0
111.0
530.0
5000 398.0 L
220 240 2.60 2.80
m/z 119.45 93.35%
258.0 315.0
04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
173.0
220 240 2.60 2.80
s000] 410 m/z 143.90 91.94%
423.0 532.0
121.0 235.0 300.0 361.0
474.0
R  a
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170355: Mercury iodo, (o-iodophenyl)-
203.0 532.0 220 240 2.60 2.80
m/z 122.80 89.69%
76.0
5000 405.0
329.0
0260 127.0 25‘40 i 4560
I B i o o o o o B B o o I e S B S O N L A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086112.D

Aca On : 6 Apr 2016 21:58

Operator : UM/SJ

Sample : H2074-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown2.53 Concentration Rank 7

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

2.53 99.24 ng 6929900 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-2-T(bromoacetvDaminolbe... 530 C21H16Br2N403 1000142-56-7 41
2 Bis(cvclopentadienvimolvbdenum).... 456 C20H20Mo2 1000063-54-0 38

N-T4-Chloro-2-chloroacetamidophe... 286 C13H16CI2N20 1000254-96-6 35
4 2.20-Cvcloaspidospermidine. 6.7-... 306 C21H26N2 056053-37-3 35
5 7-Chloro-8-methoxydinaphtho[1,2-... 390 C23H15CI104 091913-14-3 35
Abundance Scan 39 (2.532 min): BF086112.D (-38) (-) m/z 445.90 100.00%
[ | 270577 "350 3
5000 f\NN\4
49018839 LT T 3k sk
0 m/z 81.00 99.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170221: 5-Bromo-2-[(bromoacetyl)amino]benzophenone, 4-nit...
77.0
193.0 301.0 452.0
5000
220 240 260 2.80
m/z 402.90 98.34%
0‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
450.0
220 240 260 2.80
5000 m/z 35.10 96.75%
225.0 384.0
o 42.0 g3 9 128.0 183.0 277.0 332.0
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109566: N-[4-Chloro-2-chloroacetamidophenyl]piperidine
158.0 207.0 220 240 260 2.80
77.0 286.0 m/z 110.90 96.42%
5000
0‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 220 240 260 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086112.D

Aca On : 6 Apr 2016 21:58

Operator : UM/SJ

Sample : H2074-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown2.88 Concentration Rank 18

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

2.88 62.32 ng 4351500 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ruaulosin 542 C30H22010 023537-16-8 25
2 5-Germaspirol4.41nona-1.3.6.8-te... 538 C36H32Ge 150479-95-1 12
3 Anthral2.1.9-def:6.5.10-d"e"f"1d... 542 C36H18N204 000128-65-4 11
4 Nickel. bisll.2-diphenvl-1.2-eth... 542 C28H20NiS4 028984-20-5 9
5 N,5-Bis[3,4-dichlorophenyl]-3,5-... 540 C27H20CI14N4 333399-40-9 9

Abundance Scan 69 (2.875 min): BF086112.D (-67) (-) m/z 188.30 100.00%

188.3 2620 526.
135.9 482,0 ‘

23.3 375.6 440.1

5000 480 g ¢

2.60 2.80 3.00 3.20
m/z 190.10 95.89%

0!

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170775: Rugulosin
256.0
5000

2.60 2.80 3.00 3.20
542.0 m/z 262.00 95.14%

43.0
[0 £20 1350 1970 ‘\ 301.0346.0389.0 454.0498.0

0 prbat o iy i frpapad b d S e 300 L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
538.0
2.60 2.80 3.00 3.20
5000 m/z 526.70 94 .96%
151.0 408.0
91.0 215.0 310.0
40.0 269.0 358.0 461.0
[ MR W WL EEEEEITUY P SUTTE ST P .
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170806: Anthra[2,1,9-def:6,5,10-d'e'f]diisoquinoline-1,3...
542.0 2.60 2.80 3.00 3.20
m/z 270.00 94 _.27%
5000
377.0 453.0497.0
e L R B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086112.D

Aca On : 6 Apr 2016 21:58

Operator : UM/SJ

Sample : H2074-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown3.08 Concentration Rank 11

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

3.08 89.18 ng 6227270 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nickel. I1(1.2.3.4.5-.eta.)-1.2.3... 544 C38H30Ni 129447-18-3 41
2 2.4.6-Tri(4-bromophenvD)pvrimidine 542 C22H13Br3N2 1000070-62-6 40
3 Distannoxane. hexabutvl- 598 C24H540Sn2 000056-35-9 38
4 Tris(benzolblselenopheno)l2.3:2"... 540 C24H12Se3 107210-82-2 16
5 Benzenamine, 4-trifluoromethoxy-... 544 C23H15BrF6N202 284495-96-1 15

Abundance Scan 87 (3.081 min): BF086112.D (- 84) ) m/z 69.30 100.00%
69.3 118.9165.9 47,9, 303.1 359.6 443, 535.5
iy
5000
2.80 3.00 3.20 3.40
0 m/z 443.00 98.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #170871: Nickel, [(1,2,3,4,5-.eta.)-1,2,3,4,5-pentapheny!-...
544.0
5000
m/z 418.60 96.13%
e e || o
[o) \I‘ I‘ l .“.‘:.‘Llugluou‘“. I‘ I‘\Idl 4 T {.‘P.‘M.‘.‘l‘ |h|“‘“| \\; M‘.‘“‘. et h \u ; Ifl'lgl L.O. - \I AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
544.0
2.80 3.00 3.20 3.40
5000 m/z 359.60 95.73%
100.0 182.0 282.0
51.0 363.0 465.0
O T T T T e e e
m/z--> éo 160 150 260 zéo 300 350 400 4%0 560 séo 660
Abundance #172524: Distannoxane, hexabutyl-
.0 2.80 3.00 3.20 3.40
m/z 247 .90 95.27%
5000
ol 594.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 660 zéo 360 350 3Zo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086112.D

Aca On : 6 Apr 2016 21:58

Operator : UM/SJ

Sample : H2074-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13 unknown3.31 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
331 122.30ng 8540090  1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Zirconium. bis(.eta.5-2.4-cvclop... 546 C28H30Zr2 119144-91-1 35

2 Anthral2.1.9-def:6.5.10-d"e"f"1d... 542 C36H18N204 000128-65-4 25
3 Nickel. bisll.2-diphenvl-1.2-eth... 542 C28H20NiS4 028984-20-5 15
4 2.4.6-Tri(4-bromophenvD)pvrimidine 542 C22H13Br3N2 1000070-62-6 10
5 muco-Inositol tri-n-octaneboronate 546 C30H57B306 069822-60-2 10
Abundance Scan 107 (3.310 min): BF086112.D (-106) (-) m/z 54.00 100.00%

p4.0 112.2 161.7 212.125¢.4 , 330.4 | 40p.9448.8 496.6 544.8

5000
3.00 3.20 3.40 3.60
0 m/z 402.90 95.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170905: Zirconium, bis(.eta.5-2,4-cyclopentadien-1-yl)bis...
546.0
247.0
5000

3.00 3.20 3.40 3.60
m/z 40.90 95.12%

371.0 423.0465.0

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
542.0
3.00 3.20 3.40 3.60
5000 m/z 257.40 94 _75%
377.0 453.0497.0
o220 B0 2100 271.0 3240
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170771: Nickel, bis[1,2-diphenyl-1,2-ethenedithiolato(2-)...
542.0 3.00 3.20 3.40 3.60
178.0 300.0 m/z 402.00 93.92%
5000 121.0
364.0
236.0
58.0 L L
O pherh bt b B b 4210 4780 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40 3.60

8270-BF040216.-M Thu Apr 07 17:51:20 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086112.D

Aca On : 6 Apr 2016 21:58

Operator : UM/SJ

Sample : H2074-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 unknown3.39 Concentration Rank 16

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

3.39 70.64 ng 4932520 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.5-BisI3.4-dichlorophenvl1-3.5-... 540 C27H20CI14N4 333399-40-9 38
2 5.57.6.67.7.77.8.8"-0Octahvdro-9.... 542 C32H3008 099968-11-3 10
3 1.5-Bisl3.4-dichlorophenvl1-2.5-_.._. 538 C27H18CI14N4 1000212-73-4 10
4 2.4.6-Tri(4-bromophenvD)pvrimidine 542 C22H13Br3N2 1000070-62-6 9
5 Ferrocene, 1,1"-bis[(pentafluoro... 546 C24H12F10Fe 055494-16-1 9

Abundance Scan 114 (3.390 min): BF086112.D (-113) (-) m/z 49.10 100.00%
4!

1 1122 169.3 2387 291.4 3507 4223 4730 5‘.7

5000
3.00 3.20 3.40 3.60 3.80
0 m/z 291.40 93.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170693: N,5-Bis[3,4-dichlorophenyl]-3,5-dihydro-3-[[1-met...
47.0 542.0
365.0
5000 484.0
80 e 256.0 3.00 320 3.40 3.60 3.80
H ‘ ‘ ‘ 303.0 ‘ m/z 521.70 92.91%
ool || L1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
527.0

3.00 3.20 3.40 3.60 3.80
5000 m/z 42.90 02 _46%
410 g70 1490

. 1930 2620 4, (3850 483.0
e T T e T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170563: 1,5-Bis[3,4-dichlorophenyl]-2,5-dihydro-2,2-dimet... B EEEEEEaE A L S

525.0 3.00 3.20 3.40 3.60 3.80
m/z 522_.40 92.41%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086112.D

Aca On : 6 Apr 2016 21:58

Operator : UM/SJ

Sample : H2074-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tris(benzo[b]selenopheno)[2... Concentration Rank 17

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

3.65 63.73 ng 4449790 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tris(benzolblselenopheno)l2.3:2"_.. 540 C24H12Se3 107210-82-2 56
2 Distannoxane. hexabutvl- 598 C24H540Sn2 000056-35-9 14
3 Hexa-2.4-dien-2.5-zirconium-3.4-... 526 C26H26MoZr 1000154-45-6 14
4 Olean-9(11)-en-12-one. 3.beta..2... 540 C34H5205 004409-10-3 11
5 Copper, [2,8,12,18-tetraethyl-3,... 539 C32H36CuN4 014055-18-6 9

Abundance Scan 137 (3.653 min): BF086112.D (-134) (-) m/z 197.00 100.00%
433 947 0, 197.0 270.8 328.0374.0 424.8 476 ¢ B3
5000
3.40 3.60 3.80 4.00
0 m/z 424.50 97 .48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #170690: Tris(benzo[b]selenopheno)[2,3:2',3"2",3"]benzene

3.40 3.60 3.80 4.00
m/z 537.70 97 .32%

5000

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
179.0 539.0
255.0 483.0
41.0 3.40 3.60 3.80 4.00
5000 313.0 3690 455 m/z 524.90 92.86%
121.0
0 594.0
L LA B B B I L Sl
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #170082: Hexa-2,4-dien-2,5-zirconium-3,4-molibdenum-tetra(...

3.40 3.60 3.80 4.00
m/z 516.30 92.18%

526.0
5000

298.0 3p50415.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086112.D

Aca On : 6 Apr 2016 21:58

Operator : UM/SJ

Sample : H2074-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.10 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

" 6.10 75.53ng 5274130  1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Benzenamine. 4-trifluoromethoxv—... 544 C23HLSBrF6N202 284495-96-1 40

2 Zirconium, bis(.eta.5-2.4-cvclop... 546 C28H30Zr2 119144-91-1 25

3 Preana-2.4-dien-20-one. 17-(acet... 546 C30H5005Si2 069833-57-4 20
4 2.4.6-Tri(4-bromophenvDpvrimidine 542 C22H13Br3N2 1000070-62-6 16
5 N,5-Bis[3,4-dichlorophenyl]-3,5-... 540 C27H20CI14N4 333399-40-9 15

Abundance Scan 351 (6.099 min): BF086112.D (-347) (-) m/z 198.90 100.00%
41.4 84.4 148.6 198.9 257.6 313.6 384.7 463.2 518|0

5000

5.80 6.00 6.20 6.40
m/z 518.00 99.13%

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170833: Benzenamine, 4-trifluoromethoxy-N-[1-(4-bromophen...
543.0

95.0

5000
5.80 6.00 6.20 6.40

m/z 525.40 99.11%

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
546.0
247.0
580 6.00 6.20 6.40
5000 m/z 200.10 95.54%
o 390 4o 10 2890 3710 423.0465.0
m/z--> 5I0 l(I)O 15IO 200 250 300 35I0 400 45I0 5(I)0 55I0
Abundance #170916: Pregna-2,4-dien-20-one, 17-(acetyloxy)-6-methyl-3...
281.0 5310 580 6.00 6.20 6.40

m/z 384.70 90.69%

57.0 358.0
5000
456.0
117.0 187.0 2. 14.0
04

m/z--> 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040616\
Data File : BF086112.D

Acq On : 6 Apr 2016 21:58

Operator : UM/SJ

Sample : H2074-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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]
unknown?2 .41 2.41 125.8 ng 8787450 1 6.74 1396540 20.0
unknown2 .53 2.53 99.2 ng 6929900 1 6.74 1396540 20.0
unknown?2 .88 2.88 62.3 ng 4351500 1 6.74 1396540 20.0
unknown3 .08 3.08 89.2 ng 6227270 1 6.74 1396540 20.0
unknown3 .31 3.31 122.3 ng 8540090 1 6.74 1396540 20.0
unknown3 .39 3.39 70.6 ng 4932520 1 6.74 1396540 20.0
Tris(benzo[b]sele. .. 3.65 63.7 ng 4449790 1 6.74 1396540 20.0
unknown6.10 6.10 75.5 ng 5274130 1 6.74 1396540 20.0
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