LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086138.D

Aca On > 7 Apr 2016 19:07

Operator : UM/SJ

Sample : H2230-06

Misc :

ALS Vial : 17 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 4.944 249 250 253 rVV3 459530 767334 14.42% 0.712%
2 5.322 282 283 288 rVvVv 934863 1357930 25.52% 1.259%
3 6.385 373 376 384 rVB 546015 861792 16.19% 0.799%
4 6.499 384 386 389 rBY 1863489 2373757 44.61% 2.202%
5 6.739 404 407 411 rBV 545056 733430 13.78% 0.680%
6 6.887 418 420 424 rBV 2115427 2291214 43.06% 2.125%
7 7.310 455 457 459 rvv 1811439 2065272 38.81% 1.915%
8 7.790 494 499 501 rBV3 231131 653350 12.28% 0.606%
9 7.916 506 510 511 rVVv2 191328 511968 9.62% 0.475%
10 8.019 516 519 523 rVV 962474 1488639 27.97% 1.381%

11 8.110 523 527 529 rvv2 355308 827397 15.55% 0.767%
12 8.168 529 532 534 rvB4 353986 670218 12.59% 0.622%
13 8.225 534 537 539 rvB 392659 574072 10.79% 0.532%
14 8.282 539 542 544 rBv2 351875 777244 14.61% 0.721%
15 8.350 544 548 550 rvv2 497784 1118864 21.02% 1.038%

16 8.385 550 551 553 rvv2 352409 554141 10.41% 0.514%
17 8.476 553 559 562 rvv4 628788 2351123 44.18% 2.181%
18 8.545 563 565 567 rvv3d 720185 1504216 28.27% 1.395%
19 8.590 567 569 570 rvv2 591753 906956 17.04% 0.841%
20 8.625 570 572 574 rvv2 807171 1162862 21.85% 1.078%

21 8.670 574 576 579 rvv3 465292 1223037 22.98% 1.134%
22 8.762 582 584 586 rvv2 539030 1040026 19.54% 0.965%
23 8.819 586 589 590 rvv2 422570 938265 17.63% 0.870%
24 8.842 590 591 592 rvv 618795 529859 9.96% 0.491%
25 8.876 592 594 595 rvv 566445 791505 14.87% 0.734%

26 8.910 595 597 599 rvv3 574068 1127538 21.19% 1.046%
27 8.956 599 601 603 rvv2 726536 1618268 30.41% 1.501%
28 8.990 603 604 606 rvv2 749810 1199214 22.53% 1.112%
29 9.025 606 607 609 rvv2 724531 1164718 21.89%% 1.080%
30 9.105 609 614 615 rvvV 3348360 5321595 100.00% 4._.936%

31 9.128 615 616 618 rvv2 658256 1002494 18.84% 0.930%
32 9.162 618 619 621 rvVv 635686 668130 12.56% 0.620%
33 9.299 627 631 634 rvv6 502559 1674448 31.47% 1.553%
34 9.356 634 636 640 rvv3 811607 1512941 28.43% 1.403%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086138.D

Aca On > 7 Apr 2016 19:07

Operator : UM/SJ

Sample : H2230-06

Misc :

ALS Vial : 17 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

35 9.425 640 642 646 rvv5 580711 1595933 29.99% 1.480%

36 9.493 646 648 650 rvv2 544570 1178088 22.14% 1.093%
37 9.539 650 652 656 rvv4 494478 1390033 26.12% 1.289%
38 9.688 662 665 669 rvv4 527775 1166723 21.92% 1.082%
39 9.779 669 673 674 rvVv3 976676 1611007 30.27% 1.494%
40 9.848 677 679 680 rvv 660659 523764 9.84% 0.486%

41 9.893 680 683 684 rvv3 398606 791367 14.87% 0.734%
42 9.973 686 690 694 rVB5 504326 1363574 25.62% 1.265%
43 10.133 699 704 705 rBV5 489638 1213640 22.81% 1.126%
44 10.168 705 707 709 rvB2 553789 847362 15.92% 0.786%
45 10.385 724 726 727 rBV2 445222 655795 12.32% 0.608%

46 10.499 734 736 739 rBv2 397854 892261 16.77% 0.828%
47 10.568 739 742 744 rBV2 1803672 2390881 44.93% 2.217%
48 10.625 744 747 749 rBV3 310474 756850 14.22% 0.702%
49 10.762 757 759 762 rBV4 430865 853503 16.04% 0.792%
50 10.819 762 764 766 rvv3 530039 1035211 19.45% 0.960%

51 10.991 776 779 784 rVV6 573054 1195772 22.47% 1.109%
52 11.254 801 802 806 rvv 751265 1202359 22.59% 1.115%
53 11.905 856 859 862 rBv4 437113 950791 17.87% 0.882%
54 11.962 862 864 868 rvB5 272501 694571 13.05% 0.644%
55 12.145 878 880 883 rvB 294945 664622 12.49% 0.616%

56 12.362 896 899 903 rVB6 236249 667745 12.55% 0.619%
57 12.454 903 907 908 rvB4 342615 583331 10.96% 0.541%
58 12.842 939 941 944 rVvV 3017565 3161699 59.41% 2.932%
59 12.888 944 945 948 rVvVv3 262632 529711 9.95% 0.491%
60 12.945 948 950 955 rvB5 317496 774189 14 .55% 0.718%

61 13.482 995 997 998 rvB2 527053 610643 11.47% 0.566%
62 13.528 998 1001 1007 rVB4 349794 768793 14.45% 0.713%
63 13.745 1013 1020 1024 rBV8 380040 1743412 32.76% 1.617%
64 13.848 1024 1029 1031 rVB6 515821 912974 17.16% 0.847%
65 13.894 1031 1033 1034 rBV 764319 952888 17.91% 0.884%

66 14.225 1059 1062 1064 rVV3 322465 577782 10.86% 0.536%
67 14.385 1073 1076 1079 rVVv4 523493 1422588 26.73% 1.319%
68 14.431 1079 1080 1083 rVV3 394861 773126 14.53% 0.717%
69 14.488 1083 1085 1087 rVV3 487466 815370 15.32% 0.756%
70 14.557 1087 1091 1093 rVVv4 579113 1825726 34.31% 1.693%

71 14.602 1093 1095 1099 rVV5 519988 1337883 25.14% 1.241%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086138.D

Aca On > 7 Apr 2016 19:07

Operator : UM/SJ

Sample : H2230-06

Misc :

ALS Vial : 17 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 14.694 1099 1103 1107 rVvVv7 620279 2333337 43.85% 2.164%
73 14.762 1107 1109 1112 rVvVv3 539319 1108842 20.84% 1.028%
74 14.842 1112 1116 1122 rVB7 615901 2117848 39.80% 1.964%
75 15.288 1152 1155 1156 rBV 419465 513863 9.66% 0.477%

76 15.403 1162 1165 1167 rVB2 370114 684671 12.87% 0.635%
77 15.483 1167 1172 1174 rBV4 442001 764869 14.37% 0.709%
78 15.643 1184 1186 1188 rVV3 280796 539888 10.15% 0.501%
79 15.917 1208 1210 1211 rBV 279488 538473 10.12% 0.499%
80 15.940 1211 1212 1216 rVB4 410384 723735 13.60% 0.671%

81 16.008 1216 1218 1220 rBV2 251480 640039 12.03% 0.594%
82 16.248 1235 1239 1240 rBV4 178593 521784 9.81% 0.484%
83 16.397 1250 1252 1254 rBV3 239276 511065 9.60% 0.474%
84 16.466 1254 1258 1260 rVB4 318347 887280 16.67% 0.823%
85 16.500 1260 1261 1266 rBV5 352999 957235 17.99% 0.888%

86 16.614 1269 1271 1273 rVB2 590722 720661 13.54% 0.668%
87 16.683 1273 1277 1280 rBV4 366697 872267 16.39% 0.809%
88 16.900 1294 1296 1298 rVB3 337465 586883 11.03% 0.544%
89 17.048 1308 1309 1311 rBV2 538837 513708 9.65% 0.476%
90 17.151 1316 1318 1321 rVB2 431337 531278 9.98% 0.493%

91 17.231 1321 1325 1329 rBV5 452339 1158419 21.77% 1.074%
92 17.368 1335 1337 1341 rBV4 309082 755324 14.19% 0.701%
93 17.517 1348 1350 1355 rVV6 500336 1167721 21.94% 1.083%
94 17.620 1355 1359 1360 rVB3 312592 749913 14.09% 0.696%
95 17.666 1360 1363 1364 rBV 351738 546866 10.28% 0.507%

96 17.711 1364 1367 1369 rVV3 458368 866984 16.29% 0.804%
97 17.746 1369 1370 1372 rVV2 386876 538939 10.13% 0.500%
98 17.849 1377 1379 1383 rVB4 222739 623510 11.72% 0.578%
99 18.031 1389 1395 1396 rBV5 281651 905955 17.02% 0.840%
100 18.294 1416 1418 1421 rBV3 236691 645296 12.13% 0.598%

Sum of corrected areas: 107822437
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086138.D

Aca On : 7 Apr 2016 19:07

Operator : UM/SJ

Sample : H2230-06

Misc :

ALS Vial : 17 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: BF086138.D
3500000

3000000
2500000
6.89

2000000 6.50 7.31

1500000

1000000 5.32

500000 494 b o 7.74:
. M, Lo A LLJL/ L

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: BF086138.D

3500000

12.84
3000000

2500000 1057

2000000

1500000 9.78

11.25

8.02

10 38
1000000

lillll il Rl A B e, i

O L s e s e e e e e L B e e B e e e e e I s s o e e e e N ELA

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: BF086138.D

3500000

3000000
2500000
2000000
1500000
1000000 !

500000

T A N )

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\BF040716\
Data File : BF086138.D

Aca On : 7 Apr 2016 19:07

Operator : UM/SJ

Sample : H2230-06

Misc :

ALS Vial : 17 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 1 unknown6.50 Concentration Rank 3

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

6.50 64.73 ng 2373760 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 386 (6.499 min): BF086138.D (-384) (-) m/z 132.10 100.00%
13R.1
5000 68.1
01 %1 J o3 6k 65 65>
1541 . . )
ol 482L | e m/z 68.10 44.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR LRSS S R
6.20 6.40 6.60 6.80
310 510 m/z 134.10 32.00%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "oB0 om0 ok ok
5000 9go 1160 m/z 66.10 28.18%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R S L e RAaas ma
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.03%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0 ||‘|||‘|‘||“N||“l‘|||‘“|||‘ﬁ||“i‘||l‘||l“:luuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086138.D

Aca On : 7 Apr 2016 19:07

Operator : UM/SJ

Sample : H2230-06

Misc :

ALS Vial : 17 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 unknown8.48 Concentration Rank 16

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

8.48 31.59 ng 2351120 Naphthalene-d8 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 35
2 1H-Imidazole-4-methanol. 5-methvl- 112 C5H8N20 029636-87-1 35
3 Cvclohexanol. 2-methvl-5-(1-meth... 156 C10H200 060320-28-7 25
4 Cvclohexanol. 2-methyl-5-(1-meth... 156 C10H200 000499-69-4 25
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 25

Abundance Scan 559 (8.476 min): BF086138.D (-553) (-) m/z 95.10 100.00%
04.1
55.1
69.1
5000 411
81.1 111.1

8.20 8.40 8.60 8.80
,....|i!|.'..,.':.".'!|...|.'!|.|.'.'.',|:|.'.|.,.-. '“...'“:'.-..,-.1.2.7.,1....1,4.:?.1.,1.“??.,1... m/z 55.10 61.86%

Ok
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5673: Furan, 2-ethyl-5-methyl-
95.0
110.0
5000 43.0 B
67.0 8.20 8.40 8.60 8.80
m/z 69.10 52.94%
200 || s50 | 80 |
e e B S AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95.0
T T
8.20 840 8.60 8.80
5000 112.0 m/z 97.10 48.13%
42.0
54.0 83.0
68.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27036: Cyclohexanol, 2-methyl-5-(1-methylethyl)- R A
43.0 95.0 8.20 840 8.60 8.80
57.0 m/z 41.10 42 .97%
5000  29.0 1130
69.0 81.0 138.0
o S A1 P YO T - .. —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086138.D

Aca On : 7 Apr 2016 19:07

Operator : UM/SJ

Sample : H2230-06

Misc :

ALS Vial : 17 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 5 unknownl14.39 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

14.39 29.86 ng 1422590 Chrysene-di12 13.89

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Osmium methvl. (.eta.-5-cvclopen... 548 C22H300sP2 1000158-92-4 40

2 1.2.4-Oxadiazol-5(4H)-one. 3-(2.... 307 C13H7CI2N302 288246-51-5 18

3 Phosphine. 1.8-anthracenedivlbis... 546 C38H28P2 131276-25-0 15

4 2.4.6-Tri(4-bromophenvDpvrimidine 542 C22H13Br3N2 1000070-62-6 12

5 Ethanimidamide, N-[1-[(butylchlo... 270 C8H14BCI3N20 070609-32-4 10

Abundance Scan 1076 (14.385 min): BF086138.D (-1073) (-) m/z 220.30 100.00%

355

5000

14.00 14.20 14.40 14.60 14.80

0 m/z 535.50 92.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170980: Osmium methyl, (.eta.-5-cyclopentadienyl)-bis(dim...
533.0
5000
3770 14.00 14.20 14.40 14.60 14.80
301.0 : m/z 170.90 92.34%
430 90 139.0, .. 12270 437.0 4o
[0} r
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
78.0 263.0
R B
35.0 0.0 307.0 14.00 14.20 14.40 14.60 14.80
5000 119. 1o m/z 400.10 91.81%
212.0
B T U M.
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170950: Phosphine, 1,8-anthracenediylbis[dipheny!-

546.0 14.00 14.20 14.40 14.60 14.80

m/z 539.50 91.65%

5000
281.0  359.0
183.0
0 51.0 1080 \. 233'q‘ \u " .L x416'0u. 46?.0
---|----|----|----|----|----|----|----|----|----|----|-

m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.20 14. 40 14.60 14.80

8270-BF040216.M Fri Apr 08 18:46:12 2016

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086138.D

Aca On : 7 Apr 2016 19:07

Operator : UM/SJ

Sample : H2230-06

Misc :

ALS Vial : 17 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 6 unknownl4.56 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14 .56 38.32 ng 1825730 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Germaspirol4.41nona-1.3.6.8-te... 538 C36H32Ge 150479-95-1 32
2 Distannoxane. hexabutvl- 598 C24H540Sn2 000056-35-9 30
3 5.7:23.25-Dietheno-8H.22H-diinde... 534 C35H3405 081854-68-4 25
4 lron. (.eta.5-2.4-cvclopentadien... 534 C32H32FeP2 051509-19-4 15

5 Cholest-2-eno[2,3-b]Jquinoxaline, ... 540 C33H46CI2N2 1000210-84-2 11

Abundance Scan 1091 (14.557 min): BF086138.D (-1087) (-) m/z 284.10 100.00%

38.0 99.3 1945 284.1 3p4.8380.6 47
16.0

5000

14.20 14.40 14.60 14.80
m/z 532.70  98.28%

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170602: 5-Germaspiro[4.4]nona-1,3,6,8-tetraene, 2,7-dieth...

600

5000

14.20 14.40 14.60 14.80

910 1510 408.0
: 215.0 310.0 m/z 474.70 96.10%
04
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
179.0 83.0 539.0
255.0 483.
41.0 14.20 14.40 14.60 14.80
5000 313.0 3690 455 m/z 326.50 96.02%
121.0
0 594.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #170428: 5,7:23,25-Dietheno-8H,22H-diindeno[2,1-q:1',2-r]....
45.0 14.20 14.40 14.60 14.80
m/z 334.80 95.71%
171.0 534.0
5000 342.0
0 I . \9\ 0 HL\ l‘ 237.0 289 Ol LJ l 4’02 0447.0 L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086138.D

Aca On : 7 Apr 2016 19:07

Operator : UM/SJ

Sample : H2230-06

Misc :

ALS Vial : 17 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 unknownl14.69 Concentration Rank 1

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

14.69 90.82 ng 2333340 Perylene-di12 15.29

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Diboronl.mu.-(diselenium-SE:SE")... 530 C10H14B2Br2N4Se2 1000159-49-8 46
2 Ferrocene. decachloro- 526 C10CI10Fe 011121-63-4 42

3 5-Methvl-4-triphenvlsilvl-2-(1-b... 531 C32H26BrNSi 037965-29-0 25

4 Hexa-2.4-dien-2.5-zirconium-3.4-... 526 C26H26MoZr 1000154-45-6 25

5 9,9"-Dichloro-7,7"-dihydro-7,7"-... 526 C34H16C1202 024092-43-1 15

Abundance Scan 1103 (14.694 min): BF086138.D (-1099) (-) m/z 107.80 100.00%

107.8 216.9 89.4 339.7 419.5459,8 505.9
155.1 |
8.5

5000

%

14.40 14.60 14.80 15.00

0 m/z 216.90 96.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170214: Diboron[.mu.-(diselenium-SE:SE")]diethylbis[.mu.(...
343.0
/
5000 LA L L L L L L L L
14.40 14.60 14.80 15.00
0
520 1560 g0 H o 530.0 m/z 215.30 96.66%
ol bbb 169 )7 280 20 o b | 000
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
530.0
2930 |||||||||||||||||A||A||||
14.40 14.60 14.80 15.00
5000 130.0 404.0 m/z 459.80  96.66%
237.0
334.0
185.0
Ol el W e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170276: 5-Methyl-4-triphenylsilyl-2-(1-bromo-2-phenylethe. .. !
452.0 532.0 14.40 14.60 14.80 15.00
m/z 339.70 95.46%
5000
259.0
141.0 {
Ot ﬁ... Jﬂhiéf. SN ¥ . ..,%7f&?, MM HMMBMNI S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086138.D

Aca On : 7 Apr 2016 19:07

Operator : UM/SJ

Sample : H2230-06

Misc :

ALS Vial : 17 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 10 unknownl4.84 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.84 82.43 ng 2117850 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.5-Bisl3.4-dichlorophenvl1-3.5-... 540 C27H20CI14N4 333399-40-9 42
2 Distannoxane. hexabutvl- 598 C24H540Sn2 000056-35-9 38
3 Tris(benzolblselenopheno)l2.3:2" ... 540 C24H12Se3 107210-82-2 14
4 Nickel. bisll.2-diphenvl-1.2-eth... 542 C28H20NiS4 028984-20-5 11
5 5-[2-Chlorophenylthio]-6-methoxy... 531 C29H26CIN303S 064895-64-3 11
Abundance Scan 1116 (14.842 min): BF086138.D (-1112) (-) m/z 170.00 100.00%
0p.4 170.Q 2245 284.0 354.0 426.6 | 506.2
50.p ’
5000
1460 14.80 15.00 15.20
0 m/z 100.40 98.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #170693: N,5-Bis[3,4-dichlorophenyl]-3,5-dihydro-3-[[1-met...
47.0 542.0
365.0
5000 484.0
09.0 256.0 14.60 14.80 15.00 15.20
T ‘ ‘ ‘ 3030 ‘ ‘ m/z 506.20 97 .29%
1 e T Wt 1 N |
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
179.0 539.0
2550 483.0
41.0 14.60 14.80 15.00 15.20
5000 313.0 3690 455 m/z 510.10 96.79%
121.0
0 594.0
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
14.60 14.80 15.00 15.20
m/z 189.60 96.43%
5000
0‘
m/z--> 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086138.D

Aca On : 7 Apr 2016 19:07

Operator : UM/SJ

Sample : H2230-06

Misc :

ALS Vial : 17 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 11 unknownl15.48 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.48 29.77 ng 764869 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1:12.2:3.4:5.6:7.8:9.10:11-Hexab... 522 C42H18 000190-24-9 20
2 lron, (.eta.5-2.4-cvclopentadien... 548 C33H34FeP2 097941-08-7 15
3 Estra-1.3.5(10)-trien-4-amine. 3... 519 C27H49N0O3Si3 077883-13-7 15
4 trans-4"-Methvlthio-4-(octadecvl... 522 C34H5002S 131316-23-9 14
5 trans-4-Methylthio-4"-(octadecyl... 522 C34H5002S 1000234-55-7 9

Abundance Scan 1172 (15 483 min): BF086138.D (-1167) (-) m/z 173.80 100.00%

5000

352.2 423.2 475|6
15.20 15.40 15.60 15.80

0 m/z 521.80 97 .55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #169939: 1:12,2:3,4:5,6:7,8:9,10:11-Hexabenzocoronene
522.0
5000 202.0 261.0

1520 15.40 15,60 15.80
m/z 173.05  87.12%

ol 510 101.0 150.0, | 4660
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
519.0
15.20 15.40 15.60 15.80
5000 m/z 529.20 87.02%
183.0
56.0 121.0 262-0306'03 a0 2280 4540
o STAPRRTNNT UN'VINUVIN NPT SR VR i FUND SHIRE SIS MNINREN i A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #169761: Estra-1,3,5(10)-trien-4-amine, 3,16,17-tris[(trim...
519.0 15.20 15.40 15.60 15.80
m/z 521.00 69.24%
5000
. 750 1290 1940 2440 31203600 4290
IIIIIIIIIIIIIIIIIIIIIIIIII‘-IIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086138.D

Aca On : 7 Apr 2016 19:07

Operator : UM/SJ

Sample : H2230-06

Misc :

ALS Vial : 17 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 unknownl1l6.50 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.50 37.26 ng 957235 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
5-T3.4-Dichlorophenoxvl-6-methox... 364 C16H10CI2N204 082329-64-4 46
9-(Dicvanomethvlene)-2.4.7-trini... 363 C16H5N506 001172-02-7 44
3 Benzoic acid. 4-(2.3-dihvdro-6.8... 364 C20H16N203S 312632-54-5 42
4 D:A-Friedooleanan-26-o0ic acid. 3... 514 C33H5404 063543-42-0 40
5 9,10[1",2"]-Benzenoanthracene, 9... 363 C27H25N 127280-69-7 38
Abundance Scan 1261 (16.500 min): BF086138. D (-1260) (-) m/z 362.80 100.00%
5000
99.2 16012081 544 : Aﬁ \ Q Qﬁ !
4786 9883 16.20 16.40 16.60 16.80
0 m/z 363.40 96.98%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #146123: 5-[3,4-Dichlorophenoxy]-6-methoxy-8-nitroquinoline
364.0
5000
16.20 16.40 16.60 16.80
‘ 159.0 m/z 364.60 75.62%
222.0 306.0
ol \\\HMM‘M‘MMHm ) \2640; ...,.‘... RN
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
363.0
30.0 16.20 16.40 16.60 16.80
5000 225.0 m/z 348.50 53.20%
271.0
99.0 1740 317.0
Olrrr i r e T T T T T e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #146257: Benzoic acid, 4-(2,3-dihydro-6,8-dimethyl-3-oxoth... .
364. 16.20 16.40 16.60 16.80
m/z 347.00 51.85%
5000

=

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086138.D

Aca On : 7 Apr 2016 19:07

Operator : UM/SJ

Sample : H2230-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 15 unknownl7.23 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.23 45.09 ng 1158420 Perylene-di12 15.29
Hit# of 3 Tentative ID MW  MolForm CAS# Qual
1 Osmium methvl. (.eta.-5-cvclopen... 548 C22H300sP2 1000158-92-4 27
2 Zirconium. bis(.eta.5-2.4-cvclop... 546 C28H30Zr2 119144-91-1 25
3 Nickel, [(1,2,3,4,5-.eta.)-1,2,3... 544 C38H30Ni 129447-18-3 9
Abundance Scan 1325 (17.231 min): BF086138.D (-1321) (-) m/z 388.90 100.00%

536.9

308.3

65.4 140.4

5000

-

134.2
17.00 17.20 17.40 17.60

m/z 536.90 86 .00%

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170980: Osmium methyl, (.eta.-5-cyclopentadienyl)-bis(dim...
533.0
5000

17.00 17.20 17.40 17.60
m/z 531.50  85.54%

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
546.0
247.0
17.00 17.20 17.40 17.60
5000 m/z 533.60 83.42%
39.0 168.0
L B o L ML ma o s
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170871: Nickel, [(1,2,3,4,5-.eta.)-1,2,3,4,5-pentaphenyl-...
544.0 17.00 17.20 17.40 17.60
m/z 308.30 73.33%
5000
58.0 289.0  364.0
10&0 165.0 l
426.0
0 ﬂ@fLHM|h-ﬁfJVH|-3??ﬁ&ﬂ-[hk*#$n- rkﬁu..?ﬂZQ..“.
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086138.D

Aca On : 7 Apr 2016 19:07

Operator : UM/SJ

Sample : H2230-06

Misc :

ALS Vial : 17 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 19 unknownl7.71 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.71 33.74 ng 866984 Perylene-d12 15.29
Hit# of 3 Tentative ID MW  MolForm CAS# Qual
1 IminobislIbis(trimethvisilvDami... 533 C18H57B2N5Si6 113678-60-7 40
2 3-(7.8.12.13.17.18-Hexaethvl-3-m... 545 C36H43N5 1000188-65-2 9
3 Cephalotaxine, 4-methyl 2-hydrox... 545 C29H39N09 026833-87-4 9
Abundance Scan 1367 (17.711 min): BF086138.D (-1364) (-) m/z 348.80 100.00%
348.8
5000 & ﬁ ?
17.40 17.60 17.80 18.00
0 m/z 350.30 72 .39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170357: Iminobis[[bis(trimethylsilyl)amino][(trimethysil...
429.0
259.0
146.0
5000 518.0
203.0 357.0 17.40 17.60 17.80 18.00
m/z 324.70 71.26%
o h \H ‘ \\\ JHiim H \\h \h \\ N — ,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
545.0
17.40 17.60 17.80 18.00
5000 m/z 532.90 64.79%
475.0
o 200 810 181.0 23002730511 6 3680 4310
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170880: Cephalotaxine, 4-methyl 2-hydroxy-2-(4-hydroxy-4-...
298.0 1740 1760 17,80 18.00
m/z 90.70 63.17%
h \\AAA/\/W
545.0 MN/WJ
150.0 205.0
%09M)‘1 \XZWP‘ | 3610 MAMWnLl
miz--> 50 100 150 200 2L0 300 30 400 450 500 550 1740 1760 17.80 1800
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040716\
Data File : BF086138.D

Acq On > 7 Apr 2016 19:07

Operator : UM/SJ

Sample : H2230-06

Misc :

ALS Vial : 17 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]
unknown6 .50 6.50 64.7 ng 2373760 1 6.74 733430 20.0
unknown8 .48 8.48 31.6 ng 2351120 2 8.02 1488640 20.0
unknown14 .39 14.39 29.9 ng 1422590 5 13.89 952888 20.0
unknownl14 .56 14.56 38.3 ng 1825730 5 13.89 952888 20.0
unknownl14 .69 14.69 90.8 ng 2333340 6 15.29 513863 20.0
unknownl14 .84 14.84 82.4 ng 2117850 6 15.29 513863 20.0
unknownl15.48 15.48 29.8 ng 764869 6 15.29 513863 20.0
unknown16 .50 16.50 37.3 ng 957235 6 15.29 513863 20.0
unknownl17.23 17.23 45.1 ng 1158420 6 15.29 513863 20.0
unknownl7.71 17.71 33.7 ng 866984 6 15.29 513863 20.0
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