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DFT study of the role of substituents in tin(I1) bis(amidoethyl)amine
complexes used for e-caprolactone polymerization

Maxim V. Zabalov, Badma N. Mankaev, Mikhail P. Egorov and Sergey S. Karlov
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S2
Computational methods

Calculations were carried out by the density functional theory (DFT) using the non-empirically
generalized gradient approximation and the PBE functional"' implemented in the PRIRODA
program using TZ2P basis."™v Full geometry optimization was performed for all stable
compounds, and a saddle point search was performed for transition states. The type of stationary
points was confirmed by vibrational frequency calculations; saddle points were confirmed also
by the intrinsic reaction coordinate (IRC) calculation. The charges were calculated using the
Hirshfeld population analysis.

Calculated Cartesian coordinates and energies of transition states and minima

Pre-reaction complexes (RCa)

Compound RCa isomer 1

Atomic N. X Y 7
50 0.38295301 -0.12473106 -0.95687242
7 1.08525984 -0.96798116 1.37777196
6 2.25359531 -1.85448249 1.22093190
1 2.58596400 -2.25766137 2.19474646
1 2.00313930 -2.69360457 0.55984475
1 3.07852241 -1.29047656 0.76827085
7 -0.92262212 -1.81679429 -0.32770756
6 -0.07926201 -1.70505674 1.92722814
1 0.22155964 -2.29076406 2.81658263
1 -0.82473553 -0.96445932 2.24193212
6 -0.72021556 -2.61108801 0.88116514
1 -1.67756559 -2.98121024 1.28507848
1 -0.08380237 -3.49745829 0.69420648
16 -1.75161098 -2.52941284 -1.56042171
7 0.15330969 1.66979568 0.62889466
6 1.42216849 0.21328132 2.20490791
1 1.52033204 -0.07360745 3.27017104
1 2.39143231 0.59827689 1.85990661
6 0.38086878 1.32526034 2.04142724
1 0.72097951 2.19449922 2.62831297
1 -0.58638420 1.02747349 2.47511085
16 1.10312758 2.92334613 0.08296818
8 0.80967252 3.01274038 -1.37280442
8 2.51527771 2.81145545 0.53664320
6 0.43930477 4.41644543 0.87367205
6 1.16427152 5.04009748 1.88900461
6 0.64592807 6.19060203 2.49051024
6 -0.58232158 6.73097551 2.08540375
6 -1.28744628 6.08694669 1.05264392
6 -0.78575712 4.93773854 0.44647228
1 2.12964374 4.63164139 2.18598606
1 -1.32837314 4.45852910 -0.36837849

it J.P. Perdew, K. Burke, M. Ernzerhoff, Phys. Rev. Lett., 1996, 77, 3865.
it M. Ernzerhoff, G.E. Scuseria, J. Chem. Phys., 1999, 110, 5029.

il D.N. Laikov, Chem. Phys. Lett., 1997, 281, 151.
v D.N. Laikov, Y.A. Ustynuk, Russ. Chem. Bull. (Int. Ed.), 2005, 54, 820.



1 -2.24131106 6.49779050 0.
6 -1.12704958 7.98758826 2.
1 1.21177938 6.67991542 3.
8 -3.07217866 -3.03275101 -1.
8 -1.65038386 -1.55898234 -2.
6 -0.79230699 -3.99616448 -2.
6 0.39529530 -3.83328801 -2.
6 1.13687520 -4.95748855 -3.
6 0.71158215 -6.25126540 -2.
6 -0.48146907 -6.38583105 -2.
6 -1.23743428 -5.26740133 -1.
1 0.72111285 -2.83434866 -3.
1 2.05982088 -4.83166823 -3.
6 1.50957393 -7.46098511 -3.
1 -0.83048723 -7.38182807 -1.
1 -2.17566855 -5.37005484 -1.
1 -0.60455067 8.22559194 3.
1 -1.00919665 8.84808708 2.
1 -2.20014400 7.89328268 2.
1 1.19770350 -8.35749095 -2.
1 1.37564058 -7.66588233 -4.
1 2.58518178 -7.30893743 -3.
8 -1.71846078 1.04517152 -1.
1 -1.42084901 1.73391763 -0.
6 -2.10199211 1.64495674 -2.
1 -1.30013562 2.28843725 -2.
1 -3.02370072 2.22605856 -2.
1 -2.29446047 0.81325363 -3.
Energy = -8139.845304 Hartree
Number of imaginary frequencies = 0.

Compound RCa isomer 2

Atomic N. X Y
50 1.61987039 -1.76975843 0
7 1.22217363 -0.57423389 2
6 1.98776637 -1.27967750 3
1 1.87166805 -0.78615824 4
1 1.64150550 -2.31727989 4
1 3.05076454 -1.29039391 3
7 -0.46488570 -2.19357309 1
6 -0.23568967 -0.62718449 3
1 -0.42934559 -0.43708460 4
1 -0.71656384 0.17171143 2
6 -0.84137874 -1.95706530 2
1 -1.93725224 -1.88093198 2
1 -0.51312756 -2.77876735 3
16 -1.06009363 -3.59701907 0
7 1.64276324 0.58666698 0
6 1.69314450 0.82232004 2
1 1.337544¢67 1.44477529 3
1 2.79123324 0.81247315 2
6 1.23852340 1.41624908 1
1 1.63876172 2.44133037 1
1 0.14269224 1.51682616 1
16 3.13286855 0.99519246 -0
8 3.38474161 -0.00615766 -1
8 4.16202589 1.20616629 0

71609277
71678920
28549219
11886678
68725744
04269322
76288398
12068782
76870150
04503859
68093815
05644663
69044998
18718094
76573707
13631186
65196090
04021237
93415579
63632556
26060589
02038754
19396861
54714369
45669851
84473562
31410922
14114449

Z

.67362775
.92008674
.96626014
.94800195
.05088496
.69486460
.36875696
.19510011
.26742140
.61715285
. 76889155
.88284132
.42736894
.72102705
.28241320
.76728715
.61151057
.78361422
.43034289
.35764459
.39615264
.33873486
.41004230
. 71367503
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6 2.89783404 2.60935205 -1.
6 3.43474683 3.75464483 -0.
6 3.25427782 4.99211527 -1.
6 2.55287726 5.09992369 -2.
6 2.02983579 3.92810932 -2.
6 2.19783473 2.68834672 -2.
1 4.00069087 3.66515418 0.
1 1.80870615 1.78285271 -2.
1 1.48878055 3.98981534 -3.
6 2.38957504 6.43174575 -3.
1 3.67336354 5.88928965 -0.
8 -0.18309706 -3.88833221 -0.
8 -1.26452637 -4.64107619 1.
6 -2.70636405 -3.18003800 0.
6 -3.81799659 -3.88413821 0.
6 -5.08176067 -3.56892260 0.
6 -5.24625018 -2.56305372 -0.
6 -4.10658134 -1.86598433 -1.
6 -2.83957982 -2.16610433 -0.
1 -3.68345104 -4.66775516 1.
1 -5.95481581 -4.1174542¢6 0.
6 -6.60714092 -2.24653923 -1.
1 -4.21699898 -1.07486446 -2.
1 -1.95638194 -1.62263831 -1.
1 2.54742785 7.26534894 -2.
1 3.11898410 6.53997152 -3.
1 1.38955713 6.53418716 -3.
1 -6.73306774 -2.70712244 -2.
1 -7.40976366 -2.62662322 -0.
1 -6.74733519 -1.16408941 -1.
8 0.48637820 -1.19002871 -1.
1 0.81905311 -0.26313953 -1.
6 0.95122550 -1.79400583 -2.
1 2.03862731 -1.68247529 -2.
1 0.43963892 -1.32328139 -3.
1 0.67598607 -2.85161615 -2.
Energy = -8139.847842 Hartree
Number of imaginary frequencies = 0.

Compound RCa isomer 3

Atomic N. X Y
50 2.33700661 -1.01039197 0
7 2.21599260 -0.46021062 2
6 3.50458450 -0.78410455 3
1 3.51159691 -0.44898658 4
1 3.66575136 -1.86955397 3
1 4.31591177 -0.29074755 2
7 0.48964738 -1.90892328 1
6 1.08188106 -1.21304846 3
1 1.36398178 -1.51403779 4.,
1 0.22293043 -0.53442033 3
6 0.66184839 -2.42082363 2
1 -0.27654399 -2.82623707 2
1 1.41311587 -3.23005519 2
16 -0.26641200 -2.82460915 -0
7 1.39104931 0.97465450 0
6 1.96408728 1.00964293 2

13673591
54826660
17242214
38148301
95684086
34413705
37839392
80959341
90306587
06988501
71296337
44769966
75501451
08450167
54533014
03753946
92472141
36539772
86950031
29007125
39638331
49342373
11009790
20867774
37369863
88766476
51304968
48572810
84839690
61991549
44094366
36021195
67566462
77793430
52726507
61799887

Z

.18702235
.63406357
.28692024
.33851213
.26172490
. 73760886
.06629202
.26462434

28668191

.33683309
.42529439
.83937587
.482467766
.06812945
.27212463
.65517802
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1 1.63700704 1.32211683 3.
1 2.91415825 1.51044760 2.
6 0.93174148 1.40957084 1.
1 0.81220829 2.50271148 1.
1 -0.04856537 0.95409910 1.
16 1.89556537 2.12906505 -0.
8 3.04379265 1.51348834 -1.
8 2.08903592 3.44140859 -0.
6 0.56536202 2.33397208 -2.
6 0.08031402 3.61606214 -2.
6 -0.93500098 3.78152789 -3.
6 -1.46838639 2.68477290 -3.
6 -0.96376216 1.40380641 -3.
6 0.04849110 1.21899958 -2.
1 0.49722516 4.46569020 -1.
1 0.41473378 0.21426839 -2.
1 -1.37147254 0.53411633 -4.
6 -2.54180399 2.87097583 -4.
1 -1.31775309 4.78355472 -3.
8 0.20408054 -2.20966364 -1.
8 -0.11952692 -4.28420540 0.
6 -2.03133213 -2.45044581 0.
6 -2.92280804 -3.46438637 0
6 -4.28310884 -3.16299449 0
6 -4.76091685 -1.86527707 0
6 -3.83681369 -0.86268022 -0.
6 -2.47852571 -1.14522604 -0
1 -2.54722135 -4.47377617 0
1 -4.98480330 -3.95407274 0
6 -6.23169386 -1.54741547 0.
1 -4.19011963 0.15439181 -0.
1 -1.76827501 -0.36502677 -0.
1 -3.05811910 3.83189719 -4.
1 -2.10843063 2.85296743 -5.
1 -3.28827160 2.06621816 -—4.
1 -6.67115679 -1.39434777 -0.
1 -6.78437988 -2.36112902 0.
1 -6.40176944 -0.62396999 1.
8 4.88255326 0.77272437 0.
1 4.39175099 1.17554731 -0.
6 6.04180399 0.12519321 -0.
1 5.77140922 -0.69335055 -0.
1 6.60300636 -0.29854704 0.
1 6.69334858 0.83877350 -0.
Energy = -8139.851739 Hartree
Number of imaginary frequencies = 0.

Compound RCa isomer 4

Atomic N.

50
7

NS = EREYON

OONRRFERFEOR

X

.25784087
.80347624
.79821610
.66633887
.67942852
.80684870
.81396557
.59122567

.82047206
.30773892
.99034930
.70335926
.07761003
.71369650
.45885434
.74434082

Y

Wk WwWwWwhkwwo

66426064
42474696
59631171
62678019
80950328
79203938
53620861
12970898
00123241
25737719
20328250
89469707
60824397
66871695
71813501
45421949
12675667
93773105
40604245
35217811
14491226
08767651

.43446745
.55296010
.32544258

02317150

.14346795
.59891433
.82397556

42978131
20462009
41866907
81602580
94988709
89289326
56794618
91619615
00111152
49091163
26502721
04771590
73695632
79527343
57686992

Z

.68667760
.05886713
.91839550
.97560354
.82942960
.58705347
.13100320
.39340630
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PO FRFRFARFEFRPEFRFREPEFRPORFRRPODOOOOOOOHFOOTFREFRERPOOOOOOOWOOHF,EFEFODRFERFRPODJIORFEREREORFRF

=

Enerqgy =

.64499848
.25796672
.05748573
.13081350
.53475364
.38615205
.95123768
.93326547
.46713510
.00484411
.29651334
.45407899
.79412667
.42003677
.67721218
.95112695
.57047083
.25457497
.15444286
.35033427
.63148732
.74995433
.31939274
.95577285
.55436662
.29620754
.91832156
.55886507
.43179623
.08858608
.12475420
.43840914
.72342862
.65515194
.33887668
.89520875
.25453791
.13912189
.85617638
.51962123
.31200399
.98559206
.31958790
.29697680
.86659059
.36429640
.71843274
.96767698
.87167119
.69324224
.67930429
.19570269
-8139.843496 Hartree

.01027435
.10859185
.89552438
.06445142
.83755884
.39099704
.40419414
.17575107
.51875173
.41026515
.88227968
.96693036
. 70985965
.27686960
. 71721985
.87526005
.69132375
.55489075
.12006520
.81211187
.95905604
.40434488
.02036884
.30216949
.51243034
.35197696
.77510135
.92957522
.83506822
.85594106
.78036231
.36060665
.03473321
.12685218
.52434229
.81094044
.07888745
.58865168
.91057223
.19060597
.74331207
. 74346505
.70335230
.41296236
.34280622
.35570806
.10938930
.48349432
.01140735
.35068920
.58188720
.00008776

Number of imaginary frequencies

Compound RCa isomer 5

Atomic N.

X

NE WL WODONDDNDDN WD

.46252909
.21754088
.50740377
.69908992
. 75270136
.10611835
. 74495336
.17564532
.11657922
.21519263
.98459303
.09906049
.96123752
.60083710
.35499410
.00827544
.86235738
.61175316
.58690854
.83354021
.07192387
.08682412
.44095735
.50421105
.25558737
.91420310
.16446007
.26759065
.22665979
.38678963
.25799409
.48584545
.84113753
.96003216
. 73649199
.01019068
.38766794
.10900501
.23418787
.83183537
.99151836
.89541916
.72905332
.18422954
.78278210
.59356885
.64072082
.11955047
.79695426
.06834267
.40281971
.43258426



PO OHRRPRPRPRPRRERPOARPRPOAOOOOO0OHOAE RPN OOHE RO RO PR R R o0

OO wMhMNDNDRE R

.55571940
.51922726
.39997986
.39514826
.06763323
.42550726
.32322630
.10033139
.03072715
.44497747
.55224039
.62960379
.15974321
.90039994
.30303876
.99268100
.86666867
.06638354
.27090960
.81535202
.23755447
.11808581
.15726382
.14319185
.68160340
.63867097
.08816119
.59731531
.63466101
.16934036
.00836642
.59315493
.23667248
.08172073
.83126627
.12057891
.91251639
.62178710
.64230778
.96926441
.28353624
.23095667
.90267277
.39060972
77312369
.71466286
.45663901
.09066084
.17781051
.68331200
.76489832
.93555894
.41812009
.91548597
.20756801
.26177750
.01478281
. 79648776

.57493433
.84106873
.94839265
.07049123
.88694930
.74288076
.57066981
.11067636
.48719179
.16116225
.08720625
.12654683
.11116018
.46658939
.48987792
.55418380
.54023083
.47659683
.65038663
.55562914
.73958841
.17032986
.37077162
.27797389
.79492257
.88633988
.14417188
.31546542
.19126261
.93806189
.98243799
.84181429
.08914199
.67002090
.22113168
.95272399
.91785272
.96204328
.88956293
.48819841
.17674405
.26474899
.64571611
.90973050
.20961733
.75189821
.23778544
.93467821
.69631401
.91581495
.46079336
.65318053
.48281976
.77448940
.87805267
.91334158
.94189832
.11611337

OMNDNNNWNOORFREPEENWNODNDDND WwDNDDNO

.24287437
.28715776
. 70663615
.80464792
.24653348
.37495871
.31645706
.64101115
.67854813
.58259165
.66763346
.90685925
.78849667
.94982373
.77881435
.85511047
.95403382
.63200015
.23692854
.55650698
.60766707
.12915498
.59687062
.35205294
.68051001
.69569189
.08998703
.48546227
.47364729
.06734230
.17959738
.70468525
.00232294
.93736588
.88593898
.11506896
.64542008
.17466366
.96873963
.14782465
.53021644
.72871599
.55546005
.68132718
.98926186
. 74648362
.02236784
.71087148
.01355629
.93365730
.24589366
.82062331
.32756653
.28578206
.79667544
.52645701
.38040864
.08083057
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1 6.06123942 0.85594593 -0.
1 4.89529721 1.90111842 -0.
Energy = -8139.849771 Hartree
Number of imaginary frequencies = 0.

Compound RCa isomer 6

Atomic N. X Y
50 1.06524365 -0.74457417 0
7 0.57356204 0.10320881 2
6 1.76744096 -0.07273094 3
1 1.59179007 0.31675269 4
1 2.02152331 -1.13780542 3
1 2.61081579 0.46121725 2
7 -0.26491367 -2.24047286 1
6 -0.58229483 -0.67308936 3
1 -0.64262710 -0.57241187 4
1 -1.49729115 -0.24832447 2
6 -0.51659038 -2.14516273 2.
1 -1.46321443 -2.62971223 2
1 0.29100917 -2.67518395 3
16 -1.52078373 -2.37589422 0
7 0.13349799 1.30330505 -0
6 0.219840064 1.54303272 2
1 -0.32084740 1.87670327 3
1 1.15882974 2.10795587 2
6 -0.61629647 1.81944753 1
1 -0.75371116 2.91260720 1
1 -1.62193798 1.37202996 1.
16 -0.44894405 1.68555332 -1.
8 -1.92653944 1.68746546 -1.
8 0.35558089 0.82551796 -2.
6 0.07081672 3.39972339 -1.
6 1.34800692 3.65661504 -2.
6 1.74292101 4.97527417 -=2.
6 0.87937013 6.04852701 -2.
6 -0.39960072 5.76175547 -1.
6 -0.81326020 4.44459701 -1.
1 2.00808008 2.82393764 -2.
1 -1.81932197 4.22080798 -1.
1 -1.08876970 6.58119605 -1.
6 1.31205042 7.46964109 -2.
1 2.73727370 5.17795382 -2.
8 -2.81632846 -1.88771267 0.
8 -0.91960638 -1.73157244 -1.
6 -1.74546706 -4.12141543 -0.
6 -0.70677299 -4.82354906 -0.
6 -0.88633753 -6.17006934 -1.
6 -2.09067056 -6.83057117 -0.
6 -3.11321075 -6.10032337 -0.
6 -2.95073810 -4.74685101 0.
1 0.22523959 -4.31563752 -1.
1 -0.07998357 -6.72114107 -1.
6 -2.27355247 -8.28596538 -1.
1 -4.05619508 -6.59419317 -0.
1 -3.74808704 -4.17193213 0.
1 2.33511870 7.64872809 -2.
1 1.30537277 7.68898947 -3.

06108092
91433430

Z

.08097189
.51342902
.36552477
.38488484
.43820171
.91018413
.17688963
.02972347
.13028824
.59699771

61108049

.89900971
.14181193
.14235748
.00089406
.40136114
.30671918
.33727349
.15253084
.08052868

21946035
51606117
56473795
42537670
80397564
31029571
52778923
24660548
74825518
53125867
55355593
17757491
53562490
50813113
93094560
67093172
09338557
26490761
88425787
18724191
88127632
26096454
04902735
13161202
67493548
23156720
01982905
51818314
14890726
58700324
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1 0.64341323 8.18895454 -2,
1 -2.30440463 -8.42611519 -2.
1 -1.43992791 -8.89477887 -0.
1 -3.20707667 -8.68452043 -0.
8 2.96250143 1.94972837 0.
1 2.11727087 1.95907533 0.
6 4.05944221 1.99507311 -O0.
1 4.02916825 1.15962964 -O0.
1 4.97878911 1.90913973 0.
1 4.09133418 2.94756642 -0.

Energy = -8139.843223 Hartree

Number of imaginary frequencies = 0.

Compound RCa isomer 7

Atomic N
50

~J

oo oOooo o oY P EFEFOODOODOOOOOoOoOOYHRrFHFEFOOTRHFFPFPODJIOORFRREFEFORRFOIRE R EFE O

X

.24181176
.47171832
.28006577
.01732516
.04386381
.35502501
.83979225
.94477553
.21715963
.45560260
.39092152
.49302952
.05201292
.46785954
.13408814
.17533553
.71675449
.90253969
.55387304
.22001956
.64757196
.04220470
.68683322
.45915830
.87749671
.20922801
.92753461
.29263868
.93353974
.23561944
.85389067
. 72173392
.99430196
.05359563
.41157039
.93710375
.59449664
.15524993
.87305854
.63440886
.65967382
.93574907

|
O OO OO Oorro

Y

.52084086 0
.20852025 2
.44828199 3
. 79338615 4
.62004903 3
.59031395 3
.15203284 0
.97148489 2
.91283075 3
.83530969 2.
.27301210 2
.29127907 1
.19493748 2
.06112056 -0
.74990673 0
.66808206 2
.09713921 3
.77108369 2
.40166997 1
.44827447 1
.42280749 1.
.66446509 -1.
.94424882 -0.
.71521192  -1.
.65184030 -2.
.65260989 -2.
.88418307 -3.
.11162873 -4.
.13404431 -3.
.90739944 -2.
.47574497 -2.
.71530464 -1.
.32825407 -3.
.29925821 -5.
.09088969 -4.
.91556307 -0.
.72142371  -1.
.80085745 -0.
.33181190 -0.
.66197096 0.
.47716833 0.
.91904246 0.

01842361
32275838
85298660
81497520
74331458
23623833
17450274
89488740
41826475
72968434

Z

.38225342
.63850945
.66368035
.67817665
.58143515
.49738181
.65749333
.76206750
.83024015

32031212

.00324249
.98538971
.51467498
.56237306
.32870923
. 74495774
.60699239
.92519563
.46331240
.55942529

31658878
08807816
90262889
51595697
26548784
97623820
89546965
12231077
39998253
47378107
81585430
92727065
57029102
13980761
43812858
64590201
72312203
15035357
32168988
01838368
53015914
69190487

S9



0.

0.
1.
0.

6 -3.19185111 -3.58741269
1 -0.07812822 -2.71065238 -0.
1 0.36483028 -5.07947789 -0.
6 -1.39421677 -6.92326595
1 -3.74647975 -5.53697610
1 -4.18843039 -3.15919311
1 2.54666739 -0.65020013 -5.
1 3.14209871 0.84917866 -6.
1 4.07378756 0.08048849 -4.
1 -1.33787044 -7.53359988 -0.
1 -0.43722253 -7.04303189 1
1 -2.19020934 -7.34158628 1
8 2.73689369 2.26700732 1
1 2.08353034 2.67719259 0
6 4.01176018 2.19478823 0
1 3.97858971 1.56164717 0
1 4.71282734 1.74570726 1
1 4.38603237 3.19464023 0
Energy = -8139.838052 Hartree
Number of imaginary frequencies = 0.
Compound RCa isomer 8
Atomic N. X Y
50 2.03442997 0.04537126 0
7 1.46924289 1.05873052 2
6 2.65958409 1.04287146 3
1 2.45233753 1.54369590 4
1 2.96301201 0.00772599 3
1 3.48354615 1.56075460 2
7 0.69196397 -1.39990632 1
6 0.34333350 0.28629373 3
1 0.29904937 0.46239197 4
1 -0.59092181 0.65042783 2
6 0.45266581 -1.20809071 2.
1 -0.47203527 -1.70403672 3
1 1.28427033 -1.67070768 3
16 -0.55471038 -1.74495383 0
7 0.61660758 1.71413068 -0
6 1.06540839 2.45723135 2
1 0.60957829 2.92656494 3
1 1.98166311 3.00646729 2
6 0.09925808 2.51526257 1
1 -0.01034123 3.57301642 0
1 -0.90237184 2.15034439
16 0.95879837 2.48348925 -1.
8 1.76526594 1.49952918 -2
8 1.54174870 3.84627236 -1.
6 -0.61186902 2.73638268 -2.
6 -0.98328450 4.01248883 -2
6 -2.19822398 4.17463503 -3.
6 -3.03715831 3.08088604 -3.
6 -2.63261895 1.80674122 -3.
6 -1.42693110 1.62319492 -2.
1 -0.32665937 4.85833459 -2.
1 -1.11923710 0.63426963 -2
1 -3.27540042 0.94401637 -3.
6 -4.34524633 3.25573011 -4.

35308465
73601452
12086140
86673246
08245642
45631067
35359771
08960903
79592942
04789195

.39343537
.49582678
.56694539
.94953599
.91939718
.01621997
.63392111
.64427852

Z

.31340805
.57889442
.45417912
.41648243
.65558884
.94752019
.42370919
.17150608
.26236689
.72764920

85236966

.18846261
.40994902
.42520842
02377777
.27724184
.16992233
.02353948
.09041585
.80390178
1.

37110045
43191934

.20698758

20474953
28102239

.70085751

37302128
62697395
18757052
51581621
50147682

.17185029

37279522
35733546

S10



1 -2.49728900 5.17045708 -3.
8 -1.86338564 -1.19855736 0.
8 0.00405841 -1.33954771 -0.
6 -0.73783054 -3.54501189 0.
6 0.30841246 -4.33151258 -0.
6 0.16512192 -5.71601108 -0.
6 -1.01042607 -6.33301174 0.
6 -2.04176811 -5.51952981 0.
6 -1.91525187 -4.12721663 0.
1 1.21828848 -3.85824193 -0.
1 0.97813938 -6.33289316 -0.
6 -1.15340233 -7.83391892 0.
1 -2.96251530 -5.97958071 1.
1 -2.71947161 -3.49038376 1.
1 -4.54368743 4.31205253 -4.
1 -4.34125438 2.70468823 -5.
1 -5.18547331 2.86523483 -3.
1 -1.19081126 -8.19782479 -0.
1 -0.29820059 -8.32847113 0.
1 -2.07011908 -8.16309254 0.
8 3.76208361 2.93108395 0.
1 3.10558991 3.39892549 -0.
6 4.93669224 2.71976664 -0.
1 4.70971193 2.15323515 -1.
1 5.64087296 2.13617482 0.
1 5.41716075 3.67363117 -0.
Energy = -8139.855223 Hartree
Number of imaginary frequencies = 0.

Compound RCa isomer 9

Atomic N
50

~J

ooocoooovymrHRPFOYRFPFOJdIOHFRFRERPOR RO RERO

X

.28835159
.67364868
.43572084
.08573336
.27467852
77715467
.43369975
.24960172
.63759727
.09104512
.20800430
.73696748
.51571977
.53570938
.29993534
.69493155
.69509445
.49612534
.65746988
.17709420
.23327414
.53180918
.98065869
.22903188
.10533575
.20362650

g wbdhDhweErENdNREPEr P OO

Y

.22599250 -0
.29038443 1
.10204048 2
.32127283 3
.76026239 2
.93715134 2
.30038666 0
.65016972 2
.81219917 3
. 72113264 1
.71890739 1
.68281213 1
.84072267 2.
.27515005 -0
.01116103 0
. 78909873 2
.33636450 2
.32461436 3
.78301315 0
.70877506 1
.35510887 0
.21294001 1
.95392656 0
.44204726 2
. 75285146 0
.89111448 0

70531891
86739600
91281356
39119882
10160012
12231339
34445584
83242510
85751550
47031991
51012805
30379096
19593224
22401730
57829483
30976462
76482307
73420341
78655899
80902004
38705656
18044468
40779529
32572229
19921108
68229830

Z

.42661519
.92118733
.89062889
.91462636
.64013690
.85705421
.47222953
.05362460
.07592508
.34801607
.71127352
.60118114

53514513

.23551045
.40712410
.08703400
.15853937
.02506323
.90344334
.19883036
.06188624
.09932510
.74085292
.53996393
.24374727
.98715934

S11



6 -0.51878604 7.07626544 0.
6 -0.52679474 7.13821288 -1.
6 -0.21933821 5.97147162 -1.
6 0.09427483 4.78185851 -1.
1 -0.19736247 5.83792888 2.
1 0.31951002 3.87634506 -1.
1 -0.23031078 5.99715558 -2.
6 -0.83938613 8.42623123 -1.
1 -0.76382525 7.96899518 0.
8 2.06032291 -2.43488295 -1.
8 2.48613989 -3.88124210 0.
6 0.61539184 -4.64761144 -0.
6 0.76139313 -5.93587120 -0.
6 0.03901891 -6.98499750 -1.
6 -0.82180453 -6.76334789 -2.
6 -0.94811897 -5.45291831 -2.
6 -0.23864405 -4.39697835 -2.
1 1.44429900 -6.10591824 0.
1 0.15215295 -7.99510304 -0.
6 -1.58137219 -7.90000454 -2.
1 -1.61086758 -5.26116425 -3.
1 -0.33165205 -3.38548360 -2.
1 -1.33958732 9.14478675 -1.
1 0.08287434 8.90095678 -2.
1 -1.48430925 8.25165332 -2.
1 -1.17002680 -8.13863217 -3.
1 -1.52862558 -8.80993195 -2.
1 -2.64025356 -7.64232862 -2.
8 2.33094111 0.44160171 0.
1 2.23605580 1.45649204 0.
6 3.57776733 0.21295611 -0.
1 3.63029609 0.84235345 -1.
1 3.61312692 -0.84311105 -0.
1 4.40831306 0.45752893 0.
Energy -8139.840809 Hartree
Number of imaginary frequencies = 0.

Pre-reaction complexes (RCh)

Compound RCb isomer 1

Atomic N.

50

~J

o N e e N e e R e )

NP R R WRNDN R

X

.65973492
.29033060
.32702084
.09671704
.13368549
.41343875
.22160990
.74293830
.20807753
.20721239
.95498594
.04318383
.67290638
.38418598
.87547689
.03638236

Y

.70823841 0
.39181444 1
.72533030 1
.45143959 1
.07907156 0.
.65341208 1
.16652540 -0
.41321353 1
.32546565 1
.53912129 1.
.31874488 -0.
.20801427 -0.
.27903713 -0.
.83236965 -2.
.45880275 -2.
.82284343 -4.

31646562
08403758
80681162
15361890
07516415
71711278
89821523
80403435
89500290
35851756
72803175
98063253
46814993
04526351
12861549
62557156
05920911
36359081
64708737
76602927
47185527
45585812
14221464
17362779
67637947
75884807
15496272
91027195
37967796
55521696
33253601
23224740
61514132
34182709

Z

.00063325
.40870781
.21829238
.93290251

19865277

.35601592
.95700499
.05421473
.46803239

52670675
45212398
62315832
93045497
32960364
66045227
00164914
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6 1.72911731 -0.05114432 .05072360
6 1.21881581 -1.30869768 .71695607
6 1.03092436 -1.71270901 .387842406
7 -0.28652584 0.30678419 .86914651
6 0.08054397 -1.90467195 .80053536
1 0.68710434 -2.50490573 .50364979
1 -0.98252523 -2.05941115 .03331910
6 0.41510206 -0.41744186 .91627721
1 0.07915789 -0.07890296 .91330996
1 1.51679369 -0.28429438 .91499708
6 -0.54968725 1.68745515 .08065011
6 0.49528738 2.62972142 .27225245
6 0.18550179 3.98041469 .47929013
6 -1.13086949 4.44957003 .49399827
6 -2.15322528 3.51337396 .30382954
6 -1.89281272 2.15272244 .10368201
6 2.23392824 1.44306036 .57513164
1 2.42219486 1.81949950 .23196070
6 1.95044615 0.34789697 .48980587
1 0.93272628 -1.99690367 .51722159
6 0.38950256 -3.05367352 .12724482
6 1.94521206 2.21539628 .21765981
1 1.00671801 4.68930637 .61638443
6 -1.43993135 5.91599630 .67735119
1 -3.19375483 3.84850168 .32679448
6 -3.05535128 1.20471524 .93767027
1 2.76924525 2.30476188 .99540817
1 2.86059482 0.97237144 .80544075
1 1.34211317 1.82869428 .05598291
1 1.12927840 -3.84205701 .91478843
1 -0.18898289 -3.37885720 .00188124
1 -0.29358709 -3.00385417 .26571897
1 1.31241960 -0.23400679 .16877433
1 2.99534583 0.17685021 .79456174
1 1.73762348 1.41431544 .64838345
1 2.58270981 3.07381320 .96811425
1 2.10090911 1.43321323 1.46217769
1 2.29945658 1.81596476 3.18163710
1 -2.87805434 0.25992123 2.46999329
1 -3.21990938 0.94320951 0.87992187
1 -3.98128082 1.66112569 2.31250782
1 -1.58147735 6.41733677 1.70656439
1 -0.62457788 6.43536682 3.19865981
1 -2.36403953 6.06204803 3.25420694
1 -3.05252256 -2.10324004 -0.24422213
8 -3.50999816 -2.86643131 0.16831963
6 -4.80506384 -2.42091188 0.59012882
1 -5.29717828 -3.27952571 1.06337852
1 -5.42348212 -2.09009281 -0.26080398
1 -4.74406247 -1.60152194 1.32673378
Energy = -7200.151446 Hartree
Number of imaginary frequencies = 0.

Compound RCb isomer 2
Atomic N. X Y Z
50 1.11076020 -1.11060133 0.09202687
7 1.06925070 -1.32214152 2.46040758




PR RPRPRRPRPRRRRRRPRPRRRERREROOROOROOROOROOOOOOOREROORREFOAJOOOOOORER,ORRODRE R RO

OO RPRPPFP OOORFRNORFRPROOORFRDNWDNDIIN

|
o O

.39920015
.30911321
.08823766
.81278115
.14554372
.45120261
.51676917
.60711947
.10155628
.49450021
.09953295
.02661683
.19483117
.06713351
. 72521238
.54554411
. 72690093
.79997394
.16940847
.04338260
.71884936
.12342271
.63621579
.80531142
.80344329
.06426180
.02032237
.78040325
.53269909
.54982116
.59752849
.59073649
.58333749
.09511883
.73013944
.39209231
.97824928
.83658614
.31740172
.24361166
.39450571
.07196386
.02214615
.42563167
.25786281
.32793722
.24441707
.84418834
.44431913
.17228900
.50595916
.76463797
.10090342
.56273878
.35089769
.39152199
.55550294
.40756816

.54192622
.59661017
. 73786606
.48667055
.01833056
.04587587
.01409945
.07491276
.17178187
.04731921
.32646735
.19913103
.21439283
.37778336
.56726635
.54580181
.40438890
.06182145
.47953176
.54393490
.38283565
.37241802
.34956374
.64826590
.31811954
.66255673
.94435494
.85296937
.48557037
.24365769
.00844435
.35142698
.80348248
.45100277
.52350971
.62493834
.41814575
.16161700
.20542591
.99527442
.30032200
.49347874
.26992732
.67315955
.59686237
.43376940
.76148552
.71013839
.91735641
.05622309
.02817839
.07773985
.31349528
.37628413
.87986150
.34491548
.33657818
.06389210

NDNDNDODNBEENONDN P W

.07694666
.17511198
. 79566120
.70315165
.82137045
.92497988
.02699030
.64037292
.28056190
.56828717
.73031649
.03996722
.11948179
.88573699
.56399005
.43563595
.35930066
.54105176
.72906818
.81186281
.42667116
.92363198
.99512590
.41629571
.43089310
.40078527
.38562377
.41991736
.44745689
.48043473
.55802049
.75864398
.41831297
.16312658
.48876533
.64581068
.34916569
.45370654
.24171181
.56740272
.25493107
.71059336
.09737719
.52399890
.47982652
.35051158
.29884326
.85578325
.79200540
.28147576
.90566694
.57871285
.57373463
.99257177
.20930795
.44153628
.54920748
.18205060
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1 3.09115353 0.70841479 0.
8 4.00665689 0.37441322 0.
6 4.76570849 0.43579520 -0.
1 5.75975455 0.02518791 -0.
1 4.88567919 1.47306153 -0.
1 4.30542994 -0.16567362 -1.

Energy = -7200.149596 Hartree

Number of imaginary frequencies = 0.

Compound RCb isomer 3

Atomic N
50

~J

PO ORFROOFODFOODOOOOOOOFRFRFRFRORFRPOOJIJTOIODOODOODOO OO, PO RFRFOIRE P PO

|
RPFNWWRFERNRPRPPOOORFRREDNMOR OO

X

.98184642
.20578593
.06656907
.67031922
.07964093
.12549789
.33076470
.23015992
.28361808
. 71155157
.38071307
.28698377
.34873602
.81577243
.03250788
.44001909
.70357166
.52435318
.06954603
.17054344
.18403758
.71146080
.11361700
.93525224
.92282521
.14465664
.87171494
.73470415
.41335948
.25912259
.38765505
.70183533
.92738358
.38051651
.14970848
.92404893
.23361950
.87426440
.06469120
.02344941
.24843746
.81006750
.95345637
.59431208
.94257979
.08007697

-1. 0
-1. 2
-2. 3
-2. 4
-2. 3
-3. 3
0. 1
-0. 3
-0. 4
.27604170 3
.60569386 2
.62878338 3
.22284495 3.
0

0

-0

-0

0

0

0

2

3

2

1

1

O

S S NBRERE PR OO

Y
38027114
58734245
50669632
66218276
09202354
47308357
59402682
21897834
29050381

. 74612607
. 72682854
.86823714
.05611517
.07957052
.96359687
.62278139
.10883520
.96497857
.18667113
.44042378
.92884918
.38126024 1.
.73054564 -0.
.70419545 -1.
.86395551 -2.
.00283025 -3.
.99725468 -2.
.88918871 -1.
.50960072 0.
.82956204 -1.
.26426099 -1.
.99334138 0.
.05125003 1.
.59213595 -0.
.05582359 -2.
.16546247 -4.
.90130268 -3.
.02541885 -1.
.78938990 -0.
.26137971 -0.
.02497509 1.
.25234940 2.

68027932
86995024
34102533
12329327
69763788
14421314

Z

.59000842
.93960497
.70933767
.72889910
. 78319719
.19258697
.50852588
.52927954
.63145965
.260386009
.96332114
.36741282

36100593

.84975118
.10794413
.60108226
.59128244
.16396490
.87403043
.46552338
.83969333
.80231681
.63613338
.68687016
.60609447

95034006
75865919
22982745
44451475
24119323
78317970
56663959
10386596
15749649
37905007
18638681
62604757
47395376
78942227
53338952
38258800
12825295
17090598
60928317
08918047
69867704
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1 -0.78183604 2.10187143 1.
1 -0.86050674 3.86076989 1.
1 4.21022399 5.19127710 -1.
1 3.00761073 6.19207902 -0.
1 2.57240544 5.36882638 -2.
1 -3.28770826 1.37577299 -1.
1 -1.89207209 0.92070617 -0.
1 -3.53948231 0.50281245 0.
1 -0.94417224 -4.24482931 -0.
1 0.25825480 -3.79025532 -1.
1 -1.02457970 -4.93157984 -1.
1 -3.44737898 -2.73943454 -5.
1 -4.27343030 -1.19102808 -4.
1 -4.97196854 -2.70289857 -4.
1 1.19685953 1.03239263 -1.
8 0.64644604 0.26589583 -1.
6 1.01222826 -0.12742488 -2.
1 2.05531187 -0.47914111 -2.
1 0.87023921 0.70879489 -3.
1 0.34208675 -0.94709867 -3.
Energy = -7200.154308 Hartree
Number of imaginary frequencies = 0.

Compound RCb isomer 4

Atomic N
50

~J

aoOoOococoocookHk,r PO PO OO OO0 OO, PO RFPOYYdIRFE P PO

|
PNWWRERNRPRPODOOREPENORFR OR

=

X

.04957670
.29662590
.17763403
.79000541
.18402124
.24953869
.37553083
.30438623
.36911072
.64663784
.43665497
.31924253
.41462516
.92839322
.20515483
.67791102
.94657889
.70271368
.18707110
.13020573
.08183302
.60207253
.99044499
.86394262
.84365811
.08762798
.88509447
.89264041
.63149124
.40801846
.39945340
.64642813

N

Y

.43599286 0
.60128003 2
.49438474 3
.63984458 4
.06177622 3
.46763832 3
.56242048 1
.22217235 3.
.27332006 4
.25402401 3
.61068262 2
.64261142 3
.26124734 3
.67735462 0
.62511180 0
.73732758  -0.
.92259198 -0.
.97817628 -0.
.89385144 0.
.61274848 0
.15045862 2
.03419278 3.
.22350856 2
.47606356 1
.98124328 1
.42911691 1.
.74160664 -0.
.80185509 -1.
.98090437 -2.
.05330851 -3.
.95872232 -2.
.83304588 -1.

55247794
23017342
65478334
80703745
31143261
12238132
10621692
39968050
05964040
26018458
71079071
27264017
97551137
37254391
20120922
47210487
80811650
85964582
50807707
09114025

Z

.58059154
.92390467
.70189132
.72601951
.76228117
.19979226
.44551713

48997278

.59238514
.22142078
.89960353
.27755591
.30542935
.76985048
.14316846

57369225
68087071
03746454
67876155

.45578742
.83294991

80327055

.61164529
.70581319
.63624557

99817737
73181177
09221047
26863137
13677219
78947776
61572312

S16



PP OO RRPRRPRRPRRERERRRPRRPRPRERRERRERREREEOOROORE OO RO

=

Energy =

Transition state 1a (TS1a)

|
O OO

.08304148
.66079262
.46960048
.10668101
.16692391
.12655183
.39089202
.23552226
.19972049
.60914082
.13777402
.83397929
.97248804
.69721019
. 77098773
.08701390
.46005775
.85135592
.49917997
.64539343
.17045259
.73941308
.61465774
.41260060
.79040009
.64594041
.63542551
.09594316
.64276502
.19237380
.15090130
.38516357
.58652729
-0.

55859209

.39890258
.67372293
.10239803
.89252451
.00974502
.44614723
.23666751
.24013962
.81031849
.88399760
.67115213
.35558681
.09399533
.04893608
.79170688
.26727985
.02155895
.29711243
.92988138
.20503952
.86603758
.26373828
.14884143
.53948179
.78960663
.69234783
.28265070
.90348275
.84270273
.06157651
.54326813
.33455210
.09334499
.19267746

-7200.153521 Hartree
Number of imaginary frequencies

Compound TSla isomer 1

Atomic N.
50 0.

7 1

2

2

2

3

"
aa~JorRrFPFORFRRFODIRERFE O
|
o

X

62015045
.11028552
.30082178
.51461792
.14504290
.16738439
.26388830
.09886465
.04237089
.93491054
.44197354
.48465371
.19964726
.26064003
.17960404
.38440919

Y

.20800047
.78617638
.66309059
.07258415
.49337387
.08022046
.17199898
.53024459
.92699313
.81899142
.66753507
.97270346
.54600072
.67821813
.94267356
.39181313

NOFRRFRRPRPORNRFEORONR

.24410706
.04798368
.46452015
.10593856
.33059141
.27673806
.52524472
.38578919
.44569983
.30880014
.10243403
.51874165
.21862766
.27455777
.85175842
.39947423
.86038629
.35452339
.80418546
.87738312
.06790140
.61996699
.24172501
.53577199
.90341641
.19549985
. 74741434
.20126829
.33623849
.72408282
.59845130
.97398671
.44692433
.06408590

Z

.00087714
.44328225
.42040443
.42362881
.72129118
.08480501
.44858137
.88055789
.90420556
.89639878
.91257715
.09684896
.10663140
.64644301
.78286630
.30669594

S17



|
P ONORFR OOONL-RE

PO OFFRFRPRERPRPERPRPRPERPEPORPEPODOOODODOWOWORFOOTFEREFPREPOOODODODOHOWOWO P, EFEORFRE
|
(@]

[
|
N

Energy =

Number of imaginary frequencies

.45187950
.36052370
.35239145
.68480897
.63029760
.13165843
.91086179
.51107240
.44249955
.09543943
.54331434
.64811134
.28155315
. 74604833
.03419733
.23137105
.20587516
.22800291
.05405009
. 64232993
.00533497
.60910529
.57020277
.07481599
.41943771
. 76126665
.28305435
.07354963
.99211574
.96293980
.28726649
.21122217
.75645548
.076924009
.31101155
.51912540
. 74278682
.05473018
.39902532
.86690134
.10426641
.49706376
.03947210
.33984518

OO OO dIOYU D WWWEDNRE OO

-8139.841571

Compound TSla isomer 2
Atomic N. X
50 0.67878079 -0
7 0.46561879 -0
6 1.29987335 -1
1 1.16977310 -1
1 1.03372598 -2
1 2.35416365 -1
7 -0.86944330 -2
6 -0.97762787 -0

.06797974
. 79555172
.51762235
.34095335
.20111382
.17301559
.20994473
.06088209
.70303679
.34659338
.51473141
.05189848
.38597012
.21959209
.94088268
. 71820450
. 79371452
.32706547
.02114916
.94494295
.65866399
.25204611
.26501608
.48208666
.69311142
.64944887
.43649292
.32823896
.49503565
.00056648
.57821894
.39831257
.59729385
.16578293
.23599052
.85635757
.11682320
.05356216
. 74441689
.49424458
.35493755
.14366770
.78745759
.57687533

Hartree

Y

.73277181
.31698677
.34973085
.33479011
.34409928
.15667987
.04772925
.53807515

NOONOONNMNREPRPOORFRONDDNDDNDDN W

NDNONDNDWDNDEO

.36372042
.00613236
.16851640
.82365847
.55298424
.23639110
.23133099
.78128153
.92694527
.97828722
.51271605
.00655699
.94172567
.40066713
.35386467
.43663636
.52744687
.56610155
.33406043
.18598354
.71992922
.25926232
.01016378
.46227360
.17535233
.42072201
.96262932
.24973917
.05418158
.69478655
.19205976
.39352322
.51952767
.86907840
.73010659
.17037058
. 76733017
.58240414
.65845495
.00944744
.76043761
.23131967
.37798417
.49663353

0.

Z
.63350093
.88194048
.53350019
.63017106
.15562963
.30015206
.26739377
.15652180

S18



PO FRFRFARFEFRPEFRFREPEFRPORFRRPODOOOOOOOHFOOTFREFRERPOOOOOOOWOOHF,EFEFODRFERFRPODJIORFEREREORFRF

=
|
=

Enerqgy =

Number of imaginary frequencies

Compound TSla isomer 3

.17464054
.53368044
.45999575
.56050611
17707431
.70913363
.59496212
.91849715
.66681719
.01144266
.34453166
.78109306
. 74383366
.98082709
.07105756
.11770892
.70604384
.32130647
.08619761
.25085807
.64880556
.87029272
.98904419
.41541487
.00120132
.02339709
.56789041
.16993833
.94680256
.45270479
.20285958
.00729640
.04337263
.28594685
.49990010
.59899837
.96565157
.82325143
.10414696
.47042632
.31346488
.61722875
.03054517
.78934842
.13172704
.62904942
.96034539
.36145088
.19917333
.29226974
.00696397
.51466835

-8139.841573

Atomic N.

X

.48742580
.27092719
.87797856
.85407460
.70569110
.80349874
.01046395
.02867639
.17339706
.05395269
.18066311
.11348486
.26895356
.65680337
.12697601
.47733951
.44632578
.30656910
.68151331
.20899343
.31919765
.94639587
.89651728
.26331854
.71147537
.69549370
.35659647
.57603121
.40242529
.58320093
.13883781
.50559139
.33209515
. 74775505
.37836075
.50650930
.94322777
.81445408
.37354183
.92550468
.21976471
.11832523
.92411041
.31962013
.02207184
.27528954
.67664033
.50828540
.89792401
.26893222
.63593018
-0.

04989692
Hartree

OO OO RFPENWNODONRKERERE W

.24453926
.66512072
.59102488
.54074645
.26629257
.91930574
.05895239
.32061434
.38943911
.21649790
.48676527
.88304210
.63280177
.55768985
.94156516
.38450816
.67786372
.23188581
.13826880
.85608435
. 76377630
.68156314
.98879951
.39883327
.55049229
.97408730
.84832752
.83827269
.14966178
.70786124
.99828470
.81537586
.34392452
.06195303
.24328226
.37980056
.04739010
.17405488
.29927626
.04371288
.05452563
.79932654
.18495488
.15165818
.32876244
.41119257
.28527856
.79131770
.69196200
.19431424
.79567933
.14481330

0.
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PO OHRRPRPRPRPRPRRERORPRPOAOOOOO0OHOAE PR OOOHE ORI PR PRI R o0

.16953075
.11148345
.11016083
.05246854
.98640192
.27148062
.52946901
.19285512
.15729642
.28349257
.87690353
.62582207
.97270393
.06951302
.64702260
.227758329
.27473021
.59765983
.74484152
.90587431
.35647881
.81892073
.10097003
.47219288
.78567350
.21131575
.18155026
.72420096
.30188441
.33650041
.81329799
.80380011
. 73752356
.72207201
.73459852
.53333712
.34571573
.60455817
.17097068
.66587842
.60377824
.03034472
.53053331
.217627788
.10738397
.14437175
.97427648
.08921172
.97860020
.70625401
.50700092
.38483369
.47100616
.00535440
.25101817
.01319599
.51295257
.30581474

-2.
-1.
.74490333
. 74562097
.72951508
.58032513
.84648323
.90815210
.07774997
.99521440
.07206106
.06528091
.04414320
.81403160
.62060046
.35163376
.17144369
-0.
.79139292
.73768115
.85800636
.21423757
.727367788
.94197541
.01733947
.81052446
.19801331
.80380487
.98011112
.59549737
.33990550
.96375179
.43399334
.30354738
.82092333
.47325706
.23070002
.20401740
.10672712
.63138366
.26952910
.38321841
.83806801
.16385317
.33404970
. 75633955
.31873065
.15006053
.77589417
. 72491646
.59643698
.17396402
.57892466
.09003985
.38535473
.33798355
.12321894
.08374889

(@)

~NODNDWWdOOTOoTWWoOoORr o

03031158
68546045

35263368

P OO DR REPNWWNDENNDMENMNWWNRPRPRPROOOOREPOWNDWWNR

.00581682
.28282714
.31179428
.88914442
.84320450
.99938774
.15542617
.29306626
.80906677
.68992174
.35434338
.45691222
.86770225
.33403718
.60084283
.92049909
.23336244
.81921601
.01690125
.56169963
.10315597
.61413693
.05106568
.03283024
.42228866
.41617942
.24952292
.10762382
.12491262
.27433360
.31444740
.51898485
.23257682
.94769895
.02670574
.30101240
.21570027
.89983821
.79841995
.01629257
.34200382
.41157389
.19343901
.53951812
.72537804
.65333128
.64893293
.46924019
.60248756
.20542598
.91086227
.19479418
.30182171
.49237537
.54776955
.35411885
.19465625
.45939106
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1 2.39623713 0.74701309 -1.85766149
1 2.78857279 -0.99826658 -1.79862916
Energy = -8139.842267 Hartree
Number of imaginary frequencies = 0.

Compound TSla isomer 4

Atomic N. X Y Z
50 1.47137129 -1.69124162 -1.22553194
7 1.37246764 -2.39008284 1.31536639
6 2.25267148 -3.57322478 1.39749718
1 2.25493002 -4.00250816 2.41581249
1 1.91788471 -4.34540749 0.69321305
1 3.27623749 -3.28184485 1.13165772
7 -=0.40762272 -2.76692629 -0.76409578
6 -0.03545073 =-2.75521970 1.60380554
1 -0.09664812 -3.33852983 2.54248929
1 -0.59806740 -1.82276726 1.74320817
6 -0.67201865 -3.52970672 0.45036858
1 -1.75431800 -3.61008000 0.65333164
1 -0.28221977 -4.56028557 0.39022747
16 -1.10374641 -3.21831894 -2.17709517
7 1.70854175 0.45569807 0.50070447
6 1.85411739 -1.32810533 2.23170137
1 1.57368600 -1.57246959 3.27499843
1 2.94952607 -1.30130589 2.16951513
6 1.33402824 0.06736450 1.86038911
1 1.71162331 0.77636683 2.61726618
1 0.23513713 0.10953488 1.92469847
16 3.18343282 1.18978071 0.30268469
8 3.37789130 1.28044426 -1.16408253
8 4.21103191 0.53984559 1.15621638
6 2.99444079 2.87852788 0.93637258
6 3.53584003 3.21911025 2.17647004
6 3.37130880 4.52073526 2.65847015
6 2.68034196 5.48813915 1.91531551
6 2.15068316 5.11844873 0.66611516
6 2.30294919 3.82437873 0.17311490
1 4.09444094 2.47315359 2.74072790
1 1.90776563 3.54919362 -0.80469936
1 1.61690724 5.86028385 0.06878702
6 2.53565121 6.90100002 2.42295957
1 3.79543018 4.79036808 3.62763095
8 -0.31171954 -2.42720151 -3.18032074
8 -1.22319841 -4.68503761 -2.34410310
6 -2.78955388 -2.55786848 -2.16091633
6 -3.85633922 -3.39616227 -2.48335338
6 -5.15209723 =-2.87327290 -2.48891115
6 -5.39221811 -1.52739298 -2.17686558
6 -4.29610968 -0.71030533 -1.84644914
6 -2.99643350 -1.21330655 -1.83662820
1 -3.66387606 -4.44146824 -2.72216320
1 -5.99110222 -3.52516222 -2.73935509
6 -6.78909492 -0.95980906 -2.21385431
1 -4.46621656 0.33785295 -1.59185028
1 -2.14599943 -0.58080763 -1.57339907
1 2.68428731 6.95430040 3.50912189
1 3.28065157 7.56250143 1.95389485
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1 1.54459476 7.31250525 2.18770981
1 -6.96592617 -0.42091867 -3.15779996
1 -7.54618835 -1.75091088 -2.13868594
1 -6.95290184 -0.24337929 -1.39726436
8 0.19277576 0.16918275 -1.40030384
1 0.83751965 0.57195318 -0.49664196
6 0.30746108 0.96011758 -2.60063076
1 1.35032260 1.26067615 -2.78557444
1 -0.31600958 1.86010242 -2.49182200
1 -0.06287327 0.369460180 -3.44944477
Energy = -8139.842294 Hartree
Number of imaginary frequencies = 0.
Compound TSla isomer 5
Atomic N. X Y Z
50 1.47826779 -2.00420022 0.58649844
7 1.11486006 -0.60211807 2.78932834
6 1.91308570 -1.31682765 3.80585885
1 1.80065501 -0.85433334 4.80320978
1 1.59644139 -2.36568332 3.86905670
1 2.97145557 -1.29095352 3.51872039
7 -0.49239704 -2.43899417 1.49556732
6 -0.33206865 -0.67087173 3.10607862
1 -0.51017755 -0.37150052 4.15669155
1 -0.84867758 0.04560317 2.45400786
6 -0.90917742 -2.06090760 2.84088922
1 -2.00808930 -1.99231935 2.92280483
1 -0.57825381 -2.78890753 3.60126734
16 -1.08883154 -3.80297780 0.81098932
7 1.68678713 0.72179323 0.18384977
6 1.57629418 0.80223340 2.66931033
1 1.19243574 1.40077639 3.51860380
1 2.67271590 0.80188578 2.71935272
6 1.17286420 1.45552623 1.34030592
1 1.52435219 2.50145364 1.36265385
1 0.07689453 1.50411487 1.24046791
16 3.21166182 1.11162317 -0.34205353
8 3.54491973 0.08639329 -1.35958111
8 4.11850882 1.34680665 0.81080419
6 3.05743480 2.70312691 -1.19792283
6 3.49492550 3.87206101 -0.57392186
6 3.35636687 5.09340906 -1.23912668
6 2.79425240 5.16189194 -2.52173328
6 2.36799526 3.96728015 -3.12896156
6 2.49576879 2.74224162 -2.47786140
1 3.95487547 3.81381798 0.41189709
1 2.18205190 1.81729507 -2.96166325
1 1.93571460 3.99923062 -4.13103199
6 2.67940950 6.47745275 -3.25038552
1 3.69939709 6.00910807 -0.75369626
8 -0.16656230 -3.99137378 -0.36088422
8 -1.28125012 -4.91810274 1.76642883
6 -2.72708797 -3.38524961 0.16270231
6 -3.80908442 -4.21697378 0.44916022
6 -5.06574488 -3.89873838 -0.07249413
6 -5.25192070 -2.76290059 -0.87336713
6 -4.14257002 -1.93896031 -1.13605142
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Energy

Number of imaginary frequencies

Compound TSla isomer 6

.88129783
.65899801
.91663599
.60378027
.27176476
.02093148
.71442246
.50784373
.74504054
.65314770
.40778255
.80928993
.32973704
.91420478
.59677857
.66808176
.02136990
.26765108

-2.
-5.
-4.
-2.
-1.
-1.

7.

6.

6.
-2.
-2.
-1.
-0.

0.
-1.
-1.
-0.
-2.

-8139.842275

Atomic N.
50 1
7 0
6 1
1 1
1 1
1 2
7 -0
6 -0
1 -0
1 -1
6 -0
1 -2
1 -0
le -1
7 0
6 0
1 0
1 1
6 0
1 0
1 -0
16 0
8 0
8 -0
6 1
6 1
6 2
6 3
6 3
6 2
1 0
1 3
1 4
6 4

X

.52296853
.81482422
.79470456
.59425056
.73000848
.80199838
.66904324
.57028085
.64769042
.27057362
.95283878
.02398062
.40177149
.24185443
.99629241
.85551596
.32611027
.91009176
.23440465
.28162283
.82003635
.52372730
.86613786
.86841220
.64004219
.31145298
.18670893
.36969018
.66431093
.80707097
.39484644
.02588058
.58001184
.29042292

-0.
-0.
-0.
-0.
.93920624
.52991945
.42613721
.75842375
.05214357
.06726197
.90443540
.12538314
.82984591
.33839083
.49829698
.23470318
.57153213
.52739215
.90094960
.99316096
.61752629
.43146276
.84512353
.06760478
.78437448
.59975195
.11896581
.80575615
.99556220
.49300814
.05713977
.41964173
.54004574
.28621998

ONWONRPRPODODORFRRNMNMNWNENRE R EFE B

24056053
09623241
54556322
43850327
04550314
59751713
32574129
60130930
53787041
73917389
96392941
35986233
91348058
04144164
26424444
17292452
59291190
29818702
Hartree

Y
86136293
25448361
84429830
51567292

NEFE WP WODONDNNDNDNWdWE WWOU D WwO

=

.62595463
.07455420
.14929257
.45821536
.75043535
.82350284
.55475593
.96523952
.82492709
.51639414
.92712301
.41925001
.03218496
.65852404
.40520430
.64210677
.05998993
.57580876

Z

.76856023
.08374405
.02601671
.06028652
.98544073
.72566748
.07525337
.35933518
.41932440
.18285012
.43001413
.57874036
.68127775
.17109481
.73348910
.16923285
.07840443
.24549174
.94389367
.08208704
.81453395
.65220875
.38444293
.98678851
.90152228
.56764007
.54140377
.86110544
.17521644
.19369149
.33178616
.66432142
.41159439
.93560934
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I
D

=
s o DN W

Energy

Number of imaginary frequencies

.94457316
.46367553
.26964104
.96378207
.98612046
.31170273
.62427139
.57082081
.24427962
.73556828
.11569548
.05296850
. 79322338
.43666196
.34719753
.92394805
.30473995
.24178362
.76038313
.27934885
.18920970
.14775896
.46057749
.50286961
.24525452
.72718430

-0.
-1.
-3.
-1.
-2.
-2.
-1.
.11443933
.49759549
.78851891
.08531332
.60572594
.92034495

0.
-0.

0.

0.
-0.
-1.

0.

0.

1.

0.
.10226099
0.
1.

-0

-8139.824288

Compound TSla isomer 7
Atomic N. X
50 1.88877535 -1
7 1.46451354 -1
6 2.58975720 -2
1 2.52905512 -1
1 2.56338024 -3
1 3.53136778 -1
7 -0.22704148 -2
6 0.15598822 -2
1 0.23758516 -2
1 -0.59798205 -1
6 -0.30324382 -3
1 -1.3336609 -3
1 0.31481111 -4
16 -0.89571273 -3
7 1.20665622 0
6 1.45990634 -0
1 1.07397962 0
1 2.50158930 0
6 0.62683284 0
1 0.65224236 1
1 -0.42248094 0
16 0.53154057 1
8 -0.93781102 1
8 1.24785471 0
6 1.04114544 2
6 2.33866477 3

81302530
86200714
79026771
82556617
76036191
35684776
03503108

22597231
81031007
57481825
69066745
41354316
37643039
32569775
75238872
49918222
68211555

44894466

04133501
Hartree

Y

.97418261
.50467777
.10394001
.85531342
.19585967
.72443092
.61205888
.09524775
.46530581
.29832864
.19349670
.47953081
.10450029
.47909021
.40626150
.02837173
.22801873
.31006104
.69338173
.77350008
.36941174
.21391165
.15830219
.63817173
.93435717
.30501223

P ERPNWOWNODORERRERENDWDNDODNDNWNDNDO

.05415678
.35470927
.13858543
.40353894
.24512695
.43273205
.77837259
.92890912
. 74434400
.01383701
.31090853
.00257254
.19708431
.86366427
.91602468
.93301105
.82612324
.06993818
.67090571
.46429506
.48561239
.96058464
.86327416
.07951837
.60483897
.38494787

Z

.32551152
.15146565
.90321565
.97758412
.79389143
.48681450
.28294000
.57626128
.61234879
.55995417
.62360513
.89753580
.73203504
.95159262
.05203419
.33579803
.33963799
.26336837
.27462614
.49985552
.27920580
.40404081
.27779341
.55591249
.21270812
.57987773
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6 2.72645497 4.63460970 -1.43278134
6 1.83729112 5.60075617 -0.92822492
6 0.54164100 5.19781494 -0.57273912
6 0.13392271 3.86901426 -0.71246868
1 3.02257633 2.56284356 -1.99129021
1 -0.87777531 3.55691791 -0.45572737
1 -0.16330560 5.93564558 -0.18590114
6 2.26513267 7.04067469 -0.80142415
1 3.73632550 4.93194532 -1.72086692
8 -0.25320247 -2.90276027 -2.16929722
8 -0.84706706 -4.94474697 -0.71402866
6 -2.64905381 -3.02300811 -0.98864508
6 -3.61555767 -3.98108840 -0.68372416
6 -4.96590948 -3.62020063 -0.71491206
6 -5.35926580 -2.31757402 -1.05121756
6 -4.36126614 -1.37340558 -1.35384166
6 -3.01071048 -1.71431303 -1.32573545
1 -3.30366397 -4.99591351 -0.43902048
1 -5.72606039 -4.36764002 -0.47909936
6 -6.81791162 -1.93715417 -1.11389852
1 -4.64731550 -0.35375416 -1.61995888
1 -2.24728608 -0.97359949 -1.56549644
1 3.27226806 7.12146139 -0.36969766
1 2.29781008 7.52494431 -1.78951120
1 1.57113743 7.61257648 -0.17288689
1 -7.15500736 -1.84828532 -2.15832543
1 -7.45018244 -2.68829393 -0.62317824
1 -6.99911261 -0.96510297 -0.63386834
8 3.53014970 -0.35369512 0.24692857
1 2.33082342 0.44035456 -0.03851196
6 4.72772503 -0.38754940 -0.50602573
1 4.80530024 -1.30842459 -1.12091970
1 5.61109400 -0.35827017 0.15721960
1 4.80228901 0.46916690 -1.20159638

Energy = -8139.822535 Hartree

Number of imaginary frequencies = 0.

Compound TSla isomer 8

Atomic N. X Y Z

50 1.45837128 -0.86791575 0.16736603
7 0.63000470 0.14793649 2.47328210
6 1.75859916 0.05188102 3.42288542
1 1.50795102 0.52446538 4.39014864
1 2.00206232 -1.00282276 3.60546184
1 2.63022423 0.54727137 2.97781920
7 -0.09766564 -2.27267337 1.19990289
6 -0.54395562 -0.62056100 2.95568848
1 -0.67014617 -0.46998215 4.04484749
1 -1.43981588 -0.23735093 2.45109725
6 -0.42940396 -2.10995817 2.61015582
1 -1.37819839 -2.60082269 2.88100004
1 0.36156261 -2.59505105 3.20560694
16 -1.32076478 -2.33693838 0.11859803

7 0.36355609 1.33366871 -0.15711862
6 0.26775411 1.57265031 2.26061535
1 -0.33876088 1.94500744 3.10721922
1 1.20487106 2.14321160 2.22889853
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6 -0.49097598 1.79954159 0.95209861
1 -0.70386612 2.87925076 0.86949831
1 -1.45154893 1.26658762 0.92095447
16 -0.13959189 1.72325802 -1.75007784

8 -1.59579134 1.53135109 -1.84667301
8 0.82389182 1.00602722 -2.60775065
6 0.18875298 3.49555087 -1.89829898
6 1.48859608 3.93306160 -2.16892815
6 1.73100877 5.30002785 -2.28520799
6 0.69358474 6.23804283 -2.13828111
6 -0.60077870 5.76808023 -1.87151206
6 -0.86300468 4.40106678 -1.75245595
1 2.29009342 3.20683479 -2.30334568
1 -1.87149215 4.03147650 -1.56916928
1 -1.41947567 6.48141479 -1.76151299
6 0.96707785 7.71250343 -2.29545569
1 2.74324369 5.64761972 -2.49996424
8 -2.59864664 -1.76358640 0.61473030
8 -0.67988229 -1.75864720 -1.11816490
6 -1.64573181 -4.07837582 -0.25079784
6 -0.65097415 -4.84915495 -0.86059141
6 -0.90376353 -6.19031763 -1.13402259
6 -2.13925314 -6.77936077 -0.80677980
6 -3.11747980 -5.98189354 -0.19834302
6 -2.88060641 -4.63242817 0.08136527
1 0.30458009 -4.39607048 -1.12486255
1 -0.13130295 -6.79378986 -1.61479044
6 -2.39902449 -8.23222256 -1.11813164
1 -4.08451128 -6.41925573 0.05700295
1 -3.64394212 -4.00508118 0.54004270
1 1.90484035 8.00030899 -1.80065250
1 1.06769729 7.97844934 -3.35910344
1 0.15364830 8.31885147 -1.87736130
1 -2.37551665 -8.41367149 -2.20319939
1 -1.63154864 -8.87879562 -0.66800767
1 -3.37902927 -8.55329037 -0.74329388
8 2.71254301 1.15722263 0.57994300
1 1.47796798 1.56998718 0.01962798
6 3.95172668 1.25835919 -0.09388092
1 4.13118076 0.40427133 -0.78050268
1 4.79088974 1.28497028 0.62526989
1 4.01016998 2.17980886 -0.70288861

Energy = -8139.822379 Hartree

Number of imaginary frequencies = 0.

Compound TSla isomer 9

Atomic N. X Y 7

50 0.53550810 0.50836557 0.51955712

7 -0.41524050 1.38374138 2.68567491
6 0.33477566 0.74697798 3.79278064
1 0.01012412 1.14519167 4.76979542
1 0.16339876 -0.33703214 3.78182817
1 1.40405202 0.94592917 3.65015864
7 -1.52907443 -0.33664349 0.85792816
6 -1.86984062 1.05913925 2.76749969
1 -2.20143247 1.11783946 3.81993794
1 -2.41168880 1.81821823 2.19055963
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PO OFRFRFFRFRPRFRPEPEFRPEPEFODERPOOOODOOODOOWORFEFORFREFRPRPOOOODOOOWOOF,RFEFORFE PO JIOORFERFEO

=

Energy

Number of imaginary frequencies

WHEDNONDNDNDNO OO

|
I wd wwreE NN

.18931866
.28395271
.85072696
.23656464
.23333187
.22260006
.83413076
.83631521
.58265585
.36512482
.64915240
.05102051
. 77622819
.38420677
.95067024
.29316014
.99893075
.34006548
.96914077
.28352141
. 74715579
.76193595
.01174116
.08239222
.49567920
.69806147
.37407482
.02520084
.75606418
.59552473
.68758321
.94855905
.12604952
.09250168
.39433536
.50394273
.80956936
.10838318
.71568012
.94376850
.16120958
.38249421
.60545701
.36898732
.23649979
.35829747
.55079412
.59565735
.23093414
.95114803

-8139.821412

.30093691
.38517952
.12398815
.13019097
.93079185
.86136341
.29517126
.04296684
.53338170
.60995579
.43149400
.81586337
.09733057
.81283665
.76851201
.68841863
.89036250
.16130638
.25715423
.06690836
.46706951
.92509460
.47955394
.30816364
.03430730
.89110547
.79345018
.90577221
.48007417
.83987427
.64272833
.04095078
.67806458
.86627674
.29071760
.11896133
.64775324
.21154022
.72650832
.69606340
.29927480
.66497183
.31480694
.54791832
.02674627
. 79488969
.85031557
.09272540
.51675534
. 79526591

Hartree

Compound TSla isomer 10

Atomic N.
0.
-1.

50
7

X
94696212
03967357

-0.
0.

Y
45126349
05282110

P ERENWOWDNDOOODNDDNDDN

1.
3.

.15531397
.05808544
.81303024
.39155003
.32380900
. 72874522
.54071355
.94934630
.40599430
.50251043
.16044950
.15724874
.01303542
.50258064
.30774522
.90315914
.80331540
.11857462
.50397539
.59886670
.66636848
.12833738
.73769236
.11552954
.25457048
.44306710
.56084406
.07731217
.19589035
.06046598
.43691730
.54852939
.29159123
.50142717
.03587630
.68687838
.83533913
.35874104
.10691547
.13680363
.91211987
.26147106
.28873098
.20850813
.39178360
.70870084
.88982838
.07992186
.69288194
.48173976

Z
59780705
02402067
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.67807341
.48283088
.51161104
.24686468
.89367360
.22259235
.83150125
.83375502
.80327570
.71147013
.33754158
.49304169
.12632912
.31840706
.31867933
.56392044
.24337971
47686970
.96921980
.36661294
.24529378
.50322562
.08541560
.40238094
. 74238348
. 75775671
.40127468
.06920838
.62409019
.78572774
.17899275
.19812155
.99855947
.71876359
.43562135
.84149742
.10721135
.14102578
.91640210
.62834430
.59342527
.51354480
.34914637
.02018118
.21909857
.35799837
.39906216
.44418383
.88194990
.68762732
.60790825
.62447071
.59855342
.92459071
.98689461
.60427356
.24340987
.29858851

WWOWNRFRPROONREFEFE WNRE WEFEDNDRE B

=

-1

-1

-1

1

NP O

.25239250
.05428015
.33170462
.28327394
.50926423
.75633323
.02213752
.12800600
.99284804
.45684600
.75102186
.57266974
. 71285880
.51083398
. 74437058
.04898214
.96529472
.04148459
.43409145
.46146369
.92406869
77129173
.05034089
.80004734
.50320774
.43506241
.68367267
.00097108
.06695541
.97046280
.41790676
.11105967
-0.
.96701062
-3.
-2.
.27304339
.21644127
.35178351
.55144477
.62778664
.38547999
.27200857
.27513719
.44298840
.55966139
.03806401
1.
1.
.42346919
-2.
-3.
.53577065
.99507558
. 74781966
.98077780
. 71382904
. 73441124

47659862

97900105
48615837

38011467
66786754

13484740
19118452

PR WWNODONREREREWNO® D O D

.42826319
.11835337
.53828669
.67573023
. 75583106
.58309174
.46311092
.92353117
.79656553
.37449980
.45342517
.43669799
.89929682
.87261939
.27913260
.45973563
.41695833
.37755108
.78458881
.64880610
.46692434
.62320638
.968402009
.50723851
.75762033
.48779809
.95114893
.68741494
.72403777
.27937508
.73441386
.79203379
.16306949
.06776047
.03593903
.64336979
.28835487
.22024679
.51986265
.85494328
.91760409
.06510425
.72709322
.54533625
.07419634
.40461671
.67638552
.831144009
.13829136
.35036516
.55625057
.55343437
.83168769
.71168590
.02129769
.50966883
.09514809
.63472080

S28



S29

Energy = -8139.824291 Hartree
Number of imaginary frequencies = 0.

Compound TSla isomer 11

Atomic N.
50 1

7 1

2

1

1

NHFRORFRODNOHRH

Rk RPRPPFRPORFRPFPODOODOOODOOOOFOOTRFREFREPODOOOOOOOOY,RFHFOORFEEFPFOODJIORFRR PO REREODIFE,REREREO
|
N

X

.89184320
.19000804
.04641819
.84093332
.85513556
.09639382
.14996555
.24933390
.46764833
.83927286
.65655321
. 75642562
.25770369
.01491940
.57017016
.41494703
.91520894
.49628472
.92020202
.18775451
.17351237
.39836943
.16523385
.73114097
.36185470
.15186322
.52027678
.10369205
.27891755
.90979940
.69265813
.29272279
.71053624
.58126163
.14552641
.46916318
.29222885
.81970268
.39578503
.54936123
.49533758
.70296478
.87412393
.20290673
.49513674
.31827205
.52806997
.81965208
.11173487
.76396942
.02547073
.23012643

[
eoNoNoNoNGN iGN o]

Y

.02028760
.10975826
.53386766
.00693357
.54343516
.69220704
.73833400
.83163232
.99139506
.54942405
.56888914
.63344210
.33821249
.61920822
.45398974
.57997608
.08715153
. 74493313
.17623782
.24503994
.10325813
.16020370
.25269723
.59827328
.01765609
.16850376
.05126715
.80391073
.66537178
.76260185
.13402557
.86432672
.68179703
.67828465
.94568443
.32976329
.42431629
.36485934
.00750017
.34348583
.05415154
.38548040
.04553938
.46692395
.84906054
.50521660
.92191076
.53056645
.61414957
.42143846
.87642980
.13404369

O OMNDNMNNOONNEFEFREFEF WNON W wNO

Z

.07464397
.14589071
.20685339
.18346024
.29358196
.93197370
.60873610
.41109085
.48315382
.82789886
.96346819
.00068021
.65158153
.46877614
.36744052
.06226993
.90809727
.14378190
.74396020
. 72351480
.64662945
.93379939
.80930638
.84314907
.27576995
.24610353
.49894214
.76909351
.79300523
.55742621
.03761482
.58726454
.98354554
.03977251
.48215580
.38604349
.75920939
.01509075
.26967308
.09272134
.71161914
.95383424
.59231281
. 76573968
.11270311
.08375776
.42633545
.75914216
.82362700
.09426785
.43352747
.18479398



1 0
1 -1
8 3
1 2
6 4
1 4
1 5
1 5
Enerqgy =

Number of imaginary frequencies

.59755599
.16877186
.65171146
.69708729
.89382982
.87261820
.70174837
.15624809

-7.
.87519503
47776115
.29041862
.23714411
.31044245
.13168991
.06656933

R o RPN

2

-8139.825627

65720415

Hartree

Compound TSla isomer 12
Atomic N. X Y
50 1.12986767 -0.00847207
7 -0.01819348 -0.12251750
6 0.56097198 -1.19372213
1 0.00435833 -1.27947831
1 0.53159451 -2.15984893
1 1.60776269 -0.94682467
7 -0.41349182 -1.74935651
6 -1.4006068476 -0.45444605
1 -2.05030489 -0.55322897
1 -1.79652071 0.38355881
6 -1.48062849 -1.76032925
1 -2.47523737 -1.80520356
1 -1.39539182 -2.63180685
16 0.55315226 -3.04072928
7 1.21374786 2.28714252
6 0.05301713 1.15693355
1 -0.78734535 1.21784782
1 0.98255885 1.12222385
6 0.09330447 2.41121149
1 0.21588729 3.27647138
1 -0.86082673 2.55333185
16 1.74180770 3.68976974
8 2.93726158 3.28730845
8 1.81869733 4.80028009
6 0.44094050 4.13912821
6 -0.52438390 5.07996607
6 -1.52996016 5.41216230
6 -1.57951224 4.82374287
6 -0.59134603 3.88398671
6 0.41636690 3.53850269
1 -0.46823522 5.55764484
1 1.19275963 2.82436562
1 -0.60926050 3.41985130
6 -2.64443135 5.21455383
1 -2.28447104 6.14962292
8 1.87762415 -2.38174868
8 0.53864276 -4.00821877
6 0.04223459 -3.94765306
6 -0.31043229 -5.29126692
6 -0.71558100 -5.98313236
6 -0.76940864 -5.35099936
6 -0.40747601 -3.99340439
6 -0.00363025 -3.28886652
1 -0.25939894 -5.78183317

OFRF OONWNDB P WHRFONRPERERERERWNOWWMWNO

-1

.67297864
.67016411
.51928204
.11129405
.13040067
. 73921895
.61363977
.80859894

Z

.32512996
.72611022
.57111025
.52260923
.05687499
LTT7737737
.52593243
.33923221
.23433137
.74095786
.52123094
.04565954
.18888712
.34164575
.68481314
.48675680
.20280886
.07024527
.62098861
.29434705
.07983947
.95541888
.17649567
.93505943
.22363745
.13909759
77213067
.04458499
.38486981
.48545539
.11684036
.75883830
.37294984
.03891397
.49164855
.02166039
.46662426
.13606501
.02446568
-2.
-3.
-3.
-2.
-0.

16976023
41919184
49877882
36833405
05335228
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1 -0
6 -1
1 -0
1 0
1 -3
1 -2
1 -2
1 -0
1 -1
1 -1
8 2
1 2
6 4
1 4
1 4
1 4
Energy =

Number of imaginary frequencies

.99134254
.19000196
.44189712
.27696273
.52748203
.26676846
.96257091
.34146217
.57352006
.97235715
.72010875
.18840528
.10730505
.29427576
.39181280
.71812677

7.
6.
3.
2.
5.
5.
4.
6.
7.
5.
0.
1.
0.
1.
0.
0.

-8139.825469

03596592
10328341
48362041
23748589
63215780
98034000
35524225
23022604
10081625
56070185
34289438
43083215
37661552
16058362
60451245
58142722
Hartree

Compound TSla isomer 13
Atomic N. X Y
50 2.75698996 -1.11839557
7 2.24995208 -0.26104134
6 3.19637012 -0.92454940
1 3.09606862 -0.51693320
1 2.98579431 -2.00144625
1 4.21646070 -0.76515651
7 0.49047601 -1.43906760
6 0.83651644 -0.56971222
1 0.77320480 -0.72832137
1 0.21848191 0.30090383
6 0.29946119 -1.76471698
1 -0.76741421 -1.89027488
1 0.80772591 -2.70066142
16 -0.16897324 -2.51955175
7 2.54962659 1.33298266
6 2.47966027 1.21254933
1 2.03790855 1.65446150
1 3.56479168 1.37217665
6 1.90282476 1.90507650
1 2.11157417 2.98398662
1 0.81346571 1.76703954
16 2.48405981 2.29391527
8 3.39810705 1.58980405
8 2.70695591 3.70460820
6 0.79781562 2.14454532
6 -0.08283391 3.21320009
6 -1.37243783 3.11848617
6 -1.78615379 1.97682738
6 -0.87537825 0.91805106
6 0.41595545 0.992851091
1 0.25113049 4.10740805
1 1.10667920 0.16203769
1 -1.18046904 0.01175837
6 -3.17110276 1.88541818
1 -2.06607056 3.95064640
8 0.34168538 -2.11280465

P ERPNWNODONMNNDNDNBENOWW™WNO

.08780646
.65666580
.46348858
.43956566
.53806448
. 73432827
.64471602
.34601498
.40847969
.20641136
.90255499
.94897091
.51409566
.76449960
.10835838
.40527320

Z

.22887301
.56043959
.48883247
.50981998
.51852131
.11893582
.74647564
.93752909
.02758837
.68339825
.16437793
.42173004
.46286201
.30728710
.13293135
.57003713
.48123980
.59488845
.33449852
.40800190
.26264691
.31331921
.23131752
.93154055
.91529965
.73348570
.25976396
.96372843
.12441754
.60883737
.20885885
. 74095559
.64899445
.55165768
.12766027
.64702153
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8 0.00186290 -3.93426394 0.11747313
6 -1.96043301 -2.20339799 -0.26064256
6 -2.84094524 -3.28303671 -0.18213481
6 -4.21696663 -3.04296398 -0.17230298
6 -4.72702265 -1.73745131 -0.23531772
6 -3.81695914 -0.66846460 -0.30092558
6 -2.44017053 -0.89252424 -0.31676117
1 -2.43944335 -4.29402065 -0.12034082
1 -4.90705299 -3.88661122 -0.10852746
6 -6.21454954 -1.48679376 -0.25258645
1 -4.19424868 0.35594282 -0.33556119
1 -1.73801208 -0.06050340 -0.36315072
1 -3.82387948 2.68178058 -3.17226529
1 -3.13500810 1.97389865 -4.64821720
1 -3.63373899 0.91462326 -3.32452893
1 -6.58952045 -1.43329477 -1.28684413
1 -6.76327419 -2.29250503 0.25246960
1 -6.46767187 -0.53589505 0.23523867
8 4.60441923 0.13769081 0.84790874
1 3.64372063 1.13155746 0.34814319
6 5.80621624 -0.12538485 0.13344561
1 5.78196812 -1.11651874 -0.36265457
1 6.66904497 -0.11697293 0.82104135
1 5.98275614 0.62900752 -0.65244067

Energy = -8139.822147 Hartree

Number of imaginary frequencies = 0.

Transition state 1b (TS1b)

Compound TS1lb isomer 1

Atomic N. X Y Z

50 0.04802457 -0.09648205 -0.76433325

7 0.84069765 -0.82470113 2.53665209
6 1.98026061 -0.88091749 3.44666243
1 1.66635454 -0.96674651 4.51038933
1 2.59886909 0.02125806 3.34701204
1 2.60759497 -1.75055087 3.20701408
7 0.93828946 1.45727062 0.72920823
6 0.02457071 0.36431861 2.77707744
1 -0.15576555 0.53666687 3.86194706
1 -0.95752537 0.21160719 2.30775023
6 0.63768226 1.61835527 2.16369414
1 -0.06641280 2.45236754 2.33456135
1 1.56083524 1.90075779 2.70695186
6 1.09722972 2.74247169 0.08690799
6 -0.02808722 3.49908376 -0.32928836
6 0.16346087 4.73518610 -0.96007961
6 1.43728304 5.26292658 -1.19011390
6 2.53618240 4.52086020 -0.74752390
6 2.39322543 3.27991366 -0.11295773
7 -0.79743010 -1.81153810 0.23491330
6 0.08918380 -2.07955933 2.57797694
1 -0.28782991 -2.30235839 3.60423970
1 0.79287219 -2.88492155 2.31169081
6 -1.10931981 -2.12860370 1.63066781
1 -1.49879265 -3.16016221 1.68558669
1 -1.91901410 -1.49488389 2.04393148
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Energy

Number of imaginary frequencies

.62967944
.02392840
.78571081
.21757102
.83894432
.03994513
.44469714
.71493405
.62027347
.54332137
.63772535
.70233917
.85568190
.06227255
.36784756
.43885350
.15020227
.59183383
.73163950
.51652622
.48863316
.89593172
.70767200
.53287482
.76664847
.63437843
.05002332
.95773292
.77949423
.03906190
.67064810
.53459692
.00790930
.31297779
.03792405
.34902024
.10343885
.49634004
.48437500
.95364380

2

-7200.131906

Compound TS1lb isomer 2
Atomic N. X
50 0.97366500 -0.
7 0.97950113 -1.
6 2.29628897 -1.
1 2.17366290 -1
1 2.98115039 -0.
1 2.73586249 -2.
7 1.25548136 1
6 0.32784161 0
1 0.28942642 0
1 -0.70305800 0
6 1.02240753 1
1 0.37565804 2

.48796892
.23955131
.93101907
.86432409
.08633804
.42262793
.00651884
.30191803
.57900000
4.

91994667

.55036306
-1.
-2.
-4.
-4.
.72183394
.84642601
.49521542
.29666352
.09280014
.24243903
.74049234
.42687607
.09281778
.24971628
.86283010
.33594996
.60477889
.87325573
.89348936
.61871958
.74924898
.09672642
.62480116
.47223526
.29075092
.40300572
.95925260
.07472324
.04409182

20791149
71767688
61868429
80548668

Hartree

Y
99763733
16129589
34417498

.38157511

54204142
28736162

.25361180
.10134709
.13179775
.08239164
.35231256
.21248531

NN WDNONNDWNDO

. 71721196
.81626683
. 76771009
.63941574
.54695749
.60887480
.13818280
.27971888
.90623832
.89349371
.33501208
.05017129
.83822560
.63763762
.22216868
.55524361
.18812609
.82175934
.93218184
.32642353
.38054821
.36391503
.99379277
.57472396
.73842776
.41602144
.21141544
.04496872
.52243412
.96505070
.14475965
.59275627
.83615732
.26561356
.37662029
.35149249
.13859610
.72370118
.75118339
.73926342

Z

.09869952
.37933826
.03410840
.13108063
. 74670815
.68918085
.832252009
.82208157
.92777228
.44529152
.28757548
.52218294
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1.97111237 1.51353323 2.83031893
1.15151799 2.49646449 0.10887414
0.06973329 2.74078202 -0.77019817
0.02335673 3.93910384 -1.49489391
1.01433659 4.91786194 -1.37959945
2.06480098 4.67285013 -0.49047625
2.15369511 .49043417 0.25564173
-0.84571207 .07366538 0.49340725
0.11292576 .32999063 2.69499111
.10160545 .35436821 3.77994633
.69180959 .22809553 2.43542552
.17830873 .31652904 1.88406169
.66141903 .30273461 2.01470804
.88696623 .58239019 2.32153225
.78431821 .50297761 -0.48537737
.09357667 .95418382 -0.56113535
.97460413 .38337851 -1.56108975
.61599565 .34984541 -2.50555897
.32973003 .89058924 -2.41849875
.41536081 .49726939 -1.43264508
.05111969 .74822927 -0.94468087
.82076842 .10961914 -2.16790295
.96482682 .18190861 -2.20311284
.84982896 .42414331 -0.37119374
.31426883 .33179426 1.21166945
.55771565 .88900644 0.40140736
.97066593 .93429279 -1.60782456

-4.59253979 -3.81564260 -3.55864382
-2.02532125 -4.65789986 -3.13532925
-0.06443154 -4.17336369 -1.39509642
-1.92018843 2.22514224 -1.41647196

P> RPRPRARRPERERRPRPRPORRORFRODODORPORFOOODOOODOORFRREPORREFEOJIOOO O OO F

-1.36907959 .32245958 0.01529197
-0.75733471 .90233302 -1.58895874
.70451951 .30534816 1.23614061
.02091432 .59186244 2.24131179
.13394403 .00544500 0.93016964
.48004007 .04548788 -3.16716743
.45591080 .01751518 -1.68620372
.07023874 .47482014 -2.42601848
.38159990 .30682144 -0.03208455
.73986125 .20091209 0.65427130
.92410994 .31979001 1.34694278
.27631074 .33017874 -0.36271188
.71150380 .57451749 -1.89696443
.10966980 .14461279 -1.90613770
.07368755 .14564514 -4.46894073
.29464912 .01677513 -3.83456135
.19249868 .66638184 -3.19766712
.40763307 .76250899 0.68069732
3.31501555 .10351362 0.55713719
4.12458134 .06814086 -0.59227860
4.87398529 -0.73967081 -0.65342152
4.67056131 1.02971709 -0.56510681
1 3.53805661 0.04767685 -1.53486609
Energy = -7200.138317 Hartree

Number of imaginary frequencies = 0.



Compound TSlb isomer 3
Atomic N. X
50 0.064832854 -1.
7 0.28627428 -1.
6 1.47343266 -1.
1 1.23263144 -1
1 2.27865911 -1
1 1.82851887 -2
7 1.04998827 1
6 -0.17450999 0
1 -0.3182449¢6 0
1 -1.15234935 0
6 0.78119719 1
1 0.31312764 2
1 1.72372890 1
6 2.05477381 2
6 3.40272760 1
6 4.32794571 2
6 3.97372985 3
6 2.64860320 4
6 1.69112301 3
7 -1.30789053 -1
6 -0.79453760 -2
1 -1.19289851 -2
1 -0.33648258 -3
6 -1.90509260 -2
1 -2.58471990 -2
1 -2.51903415 -1
6 -2.13961053 -2
6 -3.30575180 -1
6 -4.08005142 -1
6 -3.74512601 -2
6 -2.59009910 -3
6 -1.79163134 -3
6 3.89493680 0
1 5.36223888 2
6 4.97913647 4
1 2.34351397 5
6 0.2944994¢6 3
6 -3.70793295 -0
1 -4.96639013 -1
6 -4.61369467 -2
1 -2.30560327 -4
6 -0.58504844 -4
1 4.97632599 0
1 3.71125817 -0
1 3.39043140 -0
1 0.17436428 4
1 -0.48125720 3
1 0.09149723 4
1 5.99768591 4
1 4.74665689 5
1 4.98624897 4
1 -4.40733957 0
1 -2.82437634 0
1 -4.21104050 -0
1 -0.47743708 -4
1 0.35327491 -3

Y
10022664
31829393
74415171

.85490060
.00939429
.70757866
.08888841
.02821056
.04646303
.20149764
.14234746
.09630036
.07438016
.03467631
.65843201
.61603117
.94849372
.31569767
.39561844
.99623871
.32775164
.31014991
.31081343
.10255361
.97316027
.22963905
.21463919
.44172692
.71050322
.71285129
.45897436
.23767877
.24766734
.30356526
.94866991
.35399342
.90265179
.29409626
.09637201
.99738216
.25484753
.11982727
.24508964
.38690880
.23910432
.16791344
.16254497
.81152534
.69900227
.96595287
.96909285
.37011567
.29127070
.63589233
.38883305
.62063146

P EPNWNODOODOOOOWNDMNDNBEENENWWwDNDO

Z

.01061992
.48527598
.24901915
.32224846
.14530921
.86249614
.05650067
.91260839
.00973749
.44269466
.49361706
.80738854
.07082820
.64551097
.41933730
.01943768
.24658126
.00443588
.44994643
.29408234
.63024259
.66320205
.44908905
.61014676
.66593397
.91810536
.83520675
.09206367
.22823238
.14365172
.88963270
.76064527
.63564163
.18652332
.76384920
.15122548
.73178804
.19886813
.41115308
.34563112
.58334684
.54129565
.82828844
.24484324
.47936821
.79452109
.49728855
.15015967
.43653756
.42061391
.86524546
.72392493
.09156201
.71980757
.48156199
.83219397



1 -0.66661406 -5.03744459 -2.13946533
1 -4.02270651 -3.39136434 -5.18389797
1 -5.13233232 -2.09109616 -4.68793726
1 -5.38740587 -3.74624443 -4.11140490
1 0.05072679 1.21392643 0.07644767
8 -0.55861938 0.79663277 -0.79515702
6 -0.24858066 1.37619388 -2.06743741
1 0.83779752 1.41245663 -2.25725079
1 -0.604818382 2.40134692 -2.12226748
1 -0.72279119 0.77462101 -2.85616565

Energy = -7200.144459 Hartree

Number of imaginary frequencies = 0.

Compound TSlb isomer 4

Atomic N. X Y Z

50 0.87579191 -1.16831076 -0.00020340

7 0.45092297 -1.32706070 2.46097136
6 1.63400710 -1.63965654 3.28089714
1 1.35852766 -1.74587059 4.34629536
1 2.38448024 -0.84970731 3.18538499
1 2.07753158 -2.58167338 2.93377376
7 1.07678008 1.07743883 0.92623949
6 -0.12638348 -0.00515846 2.80827260
1 -0.30439389 0.06250975 3.89871478
1 -1.09775221 0.06844285 2.30222464
6 0.75794291 1.15580165 2.35565281
1 0.22005329 2.09109592 2.61191487
1 1.68463159 1.18119276 2.95849562
6 2.11052608 2.01912665 0.56219566
6 3.49359703 1.72776771 0.67974031
6 4.43906975 2.68238997 0.28045353
6 4.07388592 3.93687034 -0.21573202
6 2.70973444 4.22773933 -0.28951609
6 1.72917438 3.30046630 0.08641239
7 -1.16958225 -1.93291843 0.26731652
6 -0.53891778 -2.42377901 2.57344079
1 -0.92425996 -2.49230814 3.60963988
1 -0.00030198 -3.35588264 2.34488916
6 -1.68793309 -2.24235535 1.58989573
1 -2.26062775 -3.18881965 1.57842803
1 -2.38881660 -1.48399472 1.99699366
6 -2.07052684 -2.12233305 -0.81028718
6 -3.31781149 -1.44019723 -0.88042325
6 -4.18122149 -1.66702187 -1.95991635
6 -3.86243224 -2.54186535 -3.00185156
6 -2.63014174 -3.20049477 -2.93281746
6 -1.74129879 -3.01904511 -1.86647975
6 4.00849056 0.42620388 1.24437153
1 5.49975204 2.43099475 0.36396137
6 5.11424971 4.92996120 -0.67382765
1 2.39121485 5.20881033 -0.65199775
6 0.27934706 3.71308398 -0.03608900
6 -3.71393657 -0.40661606 0.14563955
1 -5.12629223 -1.11760318 -1.99616230
6 -4.81967974 -2.78786111 -4.14314461
1 -2.35368299 -3.89798045 -3.72830009
6 -0.45758027 -3.81342554 -1.85702419

S36



PR O OR R R R R R PP PR R R

=

Energy

|
oY O O O W wul

.05793333
.43335128
.97031116
.35955393
.13041854
.18553385
.03795481
. 74674654
.38368130
.44076300
.83615613
.18021584
.21012168
.40471834
.54039294
.28566599
.51961231
.42140818
.21603163
.02768326
.06649160
.33075976
.78119588
.95732760

O P> Ul Wwwo oo

-7200.139811
Number of imaginary frequencies

Intermediate 1a (11a)

Compound Ila isomer 1

.27416649
.43998557
.42414957
.24163795
.44230485
.80264950
.84513474
.96185780
.76143074
.29779837
.16191170
.85405475
.15697908
.22133541
.68481588
.92874026
.94993293
.69491744
.13134742
.62964249
.97460085
.11581450
.81405830
.26429951

Atomic N.

8

FRPOORPRPOOJORRPOORREFOONdRPR R RERONJORRERE O

-0

X

.04856382
0.
0.
0.
. 76233177
.09249236
.61697225
.17765828
.28161461
.83464044
.82445627
.44369584
.09039184
.17601446
.56774145
.86041505
.19850960
.46512276
.13386222
.60309521
.97356479
.99748319
.95598817
.96100634
.26923117
.96057032

69223026
61948659
29450566

Hartree

-1
-1

-1

-1
-1

-2

ON B RP P

Y

.40625859
.10723315
-0.
-1.
.35813140
-0.
-0.
.17221918
.16204169
.06027515
.71848884
.85920618
.32879531
.22539103
.29587911
-2.
-3.
.81114248
-4.

1.
.10700628
.03385066
.91666646
.46093445
.41407698
.70519378

04007494
70516628

13310781
16353169

69412030
45973893

29893442
53787360

.96045309
.88852966
.34600019
. 72079718
.02093315
.06453261
.08494535
.59153551
.72859907
.28082868
.48612827
.03791702
.84297252
.20508385
.52059269
.09332705
.26496458
.97194266
.18102327
.19567120
.04053783
.67220116
.69674778
.46089506

0.

Z

.83033860
.00763216
.28466621
.84444554
.89140499
.84517273
.71453261
.08384204
.06445108
.62666879
.61730347
.94196978
.08022312
.26715935
.04592574
.56890211
.15075055
.47724045
.82833061
.52572142
.01548646
.39537169
.75639974
.07788341
.53646843
.87943679
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16 -0.10076509 3.02612083 0.
8 1.08893245 2.73953799 0.
8 -1.22069590 3.83771561 0.
6 0.47155854 3.89100687 -1.
6 -0.24098527 4.98936494 -1.
6 0.21369163 5.64927758 -3.
6 1.37198456 5.22931406 -3.
6 2.07292258 4.12055181 -3.
6 1.63180392 3.45059654 -2.
1 -1.13048843 5.32413612 -1.
1 2.18475972 2.59976403 -1.
1 2.98071949 3.78200414 -3.
6 1.87319334 5.95452263 -4.
1 -0.34071862 6.51082694 -3.
8 -2.03118150 -4.24345381 3.
8 -1.15265513 -5.48026590 0
6 0.56418132 -4.00254534 2
6 1.60515263 -4.56825035 1
6 2.92057990 -4.33095322 2
6 3.20324255 -3.54116152 3
6 2.12968101 -2.99499847 3.
6 0.81108689 -3.21703681 3
1 1.38128363 -5.19170959 0
1 3.74204782 -4.77000357 1
6 4.62503478 -3.26492189 3
1 2.33193939 -2.38327537 4
1 -0.02165247 -2.80122291 4
1 1.14368797 6.69334530 -5.
1 2.81251724 6.48619833 -4
1 2.08201199 5.25447868 -5.
1 4.76022932 -3.41716862 4.
1 5.33360341 -3.91197440 3
1 4.89572273 -2.21983266 3.
1 -0.82789024 -2.81283137 0

Energy = -8139.848628 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 2

Atomic N.

8

OFRPRFRPOAFRRPRORRPRERONJORREEO

X

.45936625
.30006055
.749625009
.92180863
.62019477
.07663808
.28482985
.41541367
.46302063
.32304238
.44184323
.42629668
.47487496
.19544125
.80277340
.52966846
.09660178
.96474644

ORFRP OO ORF ONNWDN

2.
3.
3.
4.
3.
0.
.88987284
.17255209
.02436305
.16302361
.31172809
L.67331177
.51663076
.24116964
.51454343
.39535628
.41547643
.84294460

(@)

Y
07139314
49365707
79069023
00348554
84480966
96777742

N wWMhMDWLWwWWLWwNMNDNOO R, PP PFRPFONMRERERERRERE

00282506
84782379
54955137
48253743
96151171
10742322
77500714
26573931
12768141
42907246
73035085
76908484
99888103
48421593
00225942

.93759524
.34154762
.60589755
.00977467
.13423018

85975189

.47055351
.74111960
.44131911
.55219160
.74057358
.03635087

35382696

.78315995

82049968
63210036

.02030725

33697204

.10337535

Z

.89920771
.94377616
.79201128
.18635775
.93722835
.20396131
.95254597
.23443130
.93734814
.61980629
.56484126
.88411287
.59976372
.44713756
.24484982
.06583186
.68429829
. 76489331

S38



1 0.92297467 -0.09323790 3.
1 0.98900196 1.69461883 3.
6 2.23204537 0.82382442 1.
1 2.43736905 1.81779728 1.
1 3.07488602 0.57683770 2.
1 -2.23403531 -1.43892357 1.
7 -2.80612457 -0.64071314 1.
16 -4.32180416 -1.20853547 0.
8 -5.36140643 -0.95285989 1.
8 -4.06149966 -2.57169910 0.
6 -4.67381410 -0.12124403 -0.
6 -3.86432335 -0.18485310 -1.
6 -4.16295042 0.63242367 -2.
6 -5.26268852 1.50916514 -2.
6 -6.05479996 1.55106605 -1.
6 -5.76892526 0.73965896 -0.
1 -3.01417774 -0.86652529 -1.
1 -6.38551176 0.76099720 0.
1 -6.91143746 2.22620197 -1.
6 -5.59456024 2.36194975 -3.
1 -3.53330531 0.58886917 -3.
1 -4.68597699 2.74648827 -4.
1 -6.13925840 1.77476097 -4.
1 -6.22889682 3.21390051 -3.
7 2.07713785 -0.16923944 0.
16 3.08601793 -1.44923112 0.
8 3.70468774 -1.83036956 2.
8 2.22960491 -2.44824019 0.
6 4.44337810 -1.01965011 -0.
6 4.16899857 -0.72964574 -1.
6 5.21846027 -0.39019591 -2.
6 6.54425465 -0.33499586 -2.
6 6.78852732 -0.62900563 -0.
6 5.74697357 -0.97393227 0.
1 3.14498806 -0.77801473 -2.
1 5.93451330 -1.21620770 1.
1 7.81069531 -0.59299866 -0.
6 7.67394883 0.00775579 -3.
1 5.00850456 -0.16633533 -3.
1 7.40460635 0.84087422 -3.
1 7.92170301 -0.85080927 -3.
1 8.58275946 0.28345284 -2.
Energy -8139.850005 Hartree

Number of imaginary frequencies = 0.

Compound Ila isomer 3

Atomic N.

8

&
HF R odO R PP o

-1.
-0.

0.
-1.
.49159360
-0.
.19594598
.42749020
.70425084
.47382490

-1

X
39438642
96754275
11965988
20967316

44530170

-1.

-2

-2
-0

1.

1
.51057218 1
-2. 1
-3. 1
.54879399 2
.55468688 -0.
0
2.57321153 0
3. 0
2.79560784 -0

Y
35206999

49934176

43592143

39677147

46009681

33806870
47217953
90927978
47594841
57478716
69726396
33828494
81747350
84029759
31615746
58063069
71862917
80632112
77763071
62120248
51999716
74781331
37792457
58020724
97620913
69694222
45917804
73187032
69992640
85182192
76280214
05357739
01865359
35376701
69357032
54349407
07615308
72758791
13835310
06429512
18368182
34632035
01467101
59117903
67860742
65798498
46477023

Z

.04799114
.75428847
.95025550
.20237342
.72367653

62034067

.91175600
.05108530
.64973045
.53217257

S39



1 1.23737624 2.35670414 -0
6 -0.82937492 1.66554486 1
1 -0.46935520 2.46761811 2
1 -0.92432612 0.741024¢61 2
6 -2.21299015 2.06578949 1
1 -2.84399536 2.25702351 2
1 -2.17125296 3.00638109 0
6 1.45540435 0.97601665 1
1 1.16592787 0.31643193 2.
1 1.97165989 1.85809510 2
6 2.38933373 0.19410814 0
1 2.79804323 0.82815044 -0
1 3.24849386 -0.13729987 1
1 -2.73899985 0.07046898 1
7 -2.77536826 1.01913506 0
6 -4.36596347 1.30384319 0
8 -5.12445576 2.11629156 0.
8 -4.85125871 -0.01479640 -0.
6 -4.06212112 2.34610614 -1.
6 -3.45395760 1.79097228 -2.
6 -3.25146233 2.59364860 -3.
6 -3.65346372 3.94172483 -3.
6 -4.26174742 4.46896445 -2.
6 -4.47170418 3.67920241 -1.
1 -3.14705011 0.74520577 -2.
1 -4.95543269 4.07967432 -0.
1 -4.58115379 5.51254415 -2.
6 -3.45838690 4.78793015 -4.
1 -2.77413622 2.16673381 -4.
1 -2.48972234 4.58483463 -5.
1 -4.23776661 4.57064766 -5.
1 -3.51377089 5.85863534 -4.
7 1.62378043 -0.94273982 0.
6 2.36883315 -1.97345791 -0.
8 1.21543433 -2.72684885 -1.
8 3.34169184 -1.29473360 -1.
6 3.31764202 -3.13613256 0.
6 4.69478004 -2.95881751 0
6 5.41686332 -3.84834443 1
6 4.78370460 -4.91745655 1
6 3.39672292 -5.07567924 1
6 2.66010184 -4.19404440 0
1 5.18976607 -2.14503512 -0
1 1.58818909 -4.32800681 0.
1 2.88787377 -5.90680366 2
6 5.57248336 -5.89649048 2
1 6.49431996 -3.71359368 1
1 6.53840054 -5.47541859 2
1 5.77778285 -6.81652063 1
1 5.01954304 -6.19153272 3

Energy = -8139.848390 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 4
Atomic N. X Y

8 1.15099293 -0.04496453 -1.
6 0.57898332 -0.97916645 -1.

.65623099
.95431398
.62770202
.54078293
.44882488
.33261426
.87972255
.59049542

41988243

.01331774
.67109257
.13549638
.28180032
.00521460
.58308944
.01365330

99110893
43013447
42794421
55774694
67782584
68939802
54080847
40745197
55661646
51706313
53221850
92194411
56165364
39855104
66872039
68772673
15982678
88812664
47555237
77858383
12243218

.26368611
.06332381
.71369977
.54571193
75716272
.26524080

61589663

.03789773
.54681554
.17556570
.85400066
.97763580
.44912067

Z
08115731
98827480

S40



PRPRPRPFRPRORPPOOOOOOOOOIE R, R R RO OO IR RO RO PR RPN TO R

U1 W 01 OO W Wb O DD DD O

.50981716
. 752460091
.05103517
.35750026
.38359298
.47468086
.78222151
.49395986
.20976194
.53492007
.14004555
.53099832
.97679895
.52289450
.04659739
. 72413835
.55356918
.25755631
.57002883
.86200050
.50416549
.48606589
.78584268
.44980667
.26766246
.30617465
.53312225
.91092470
.73877806
.21006471
.81926061
.97843885
.32283127
.81696459
.11076678
.39032904
.90266718
.28988881
.08746782
.66101222
.55957569
.19700541
.10832443
.21173293
.39829537
.00839268
.15996903
.68497427
.07440014
.93624047
.60513485
.85956840
.79737981
.49295825
.24949542
.08374216
.82893174
.53416230

.83383302
.02067614
.85009995
.43712770
.67920936
.63867313
.63897205
.71628380
.28110511
.15938042
.09751125
.38966032
.41547408
. 76122750
.21367962
.43537099
.98900278
.39393556
.46146401
.88907567
.28622871
.38726132
.23346739
.01876165
.89961599
.57497618
.89442955
.67774408
.33998093
.22332285
.42848661
.77095401
.01300124
.17327156
.96367309
.11866036
.94262603
.99248655
.47185019
.03548804
.19156180
.37841429
.27152587
.58580885
.91021527
.95040181
.19496667
.37948570
.38336319
.24464399
.87034535
.17283145
.62497887
.29187082
.24239845
.38706701
.14750635
.32520251

WWwWbhOoOoORrRrRWbdhWOEDNWDNE

.10396119
.66335676
.97662208
. 78479194
.22064796
.89780025
.54264954
.40535094
.62925489
.28512884
.72181547
.06975688
.85293428
. 74824190
.10310005
.82570128
.814950842
.96613127
.01003449
.96552731
.57347137
.92542713
.12538292
.96521501
.22818355
.09220394
.19036363
.13875842
.04883489
.00121525
.02338312
.12754449
.61997457
.01117269
.95806547
. 75258252
.13685815
.60876853
.05176874
.95782755
.27366303
.22940460
.93084887
.08168501
.24634330
.58710856
.36554761
.82092589
.47260827
.67767772
.00833764
.41434732
.66219863
.03668274
.36546502
.69536278
.70470209
.24852481



S42

Energy = -8139.848548 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 5
Atomic N. X Y Z

50 1.87479980 -2.78501623 -0.49888366
7 1.81610401 -2.02157624 2.07320137
6 2.34673165 -3.24287683 2.71692032
1 2.23873237 -3.19632468 3.81622262
1 1.81902524 -4.13050567 2.34717482
1 3.41013813 -3.34807379 2.46898304
7 -0.07826443 -3.14804215 0.43278453
6 0.37630783 -1.84844211 2.39318551
1 0.23167037 -1.78265877 3.48953921
1 0.05004640 -0.90223679 1.94362641
6 -0.48592059 -2.97516452 1.81603123
1 -1.54198701 -2.66417719 1.89704294
1 -0.38040930 -3.90384170 2.40278456

16 -0.96626303 -3.95309416 -0.66974622
7 2.83166409 .53010685 0.51685735
6 2.61433153 .86366945 2.55906135
1 2.45080562 .75451384 3.65068989
1 3.67357653 .10964229 2.40273012
6 2.34776191 .48962645 1.89728078
1 2.92331381 .22510758 2.47758749
1 1.28486223 . 77582370 1.97198482

16 3.56982225 .94774856 -0.01758986
8 4.00903369 .66144828 -1.39556679
8 4.51270571 .36302023 1.04172321
6 2.28666633 .22281998 -0.10930904
6 2.11907036 .11303673 0.95301573
6 1.11443150 .08063527 .87852133
6 0.27882267 .17504970 .24426705
6 0.47427730 .26869210 .30074817
6 1.47119034 .29620395 .24242722
1 2.78672556 .05887443 .81225985
1 1.63531689 .61008068 .07302313
1 -0.15930616 .33298040 .18753402
6 -0.77949691 .24562458 .33558335
1 .98452960 .78169819 .70512942
8 -0.00645770 .94092535 .84153702
8 -1.51731053 .24716742 .21349231
6 -2.37392760 .90246804 .10090808
6 -3.65719944 .44891527 .11957687
6 -4.73478274 .63126296 .46778551
6 -4.54357898 .28068044 .79532415
6 -3.23816400 .75907783 .75664253
6 -2.14886373 .55821280 .41307037
1 -3.79908543 .49780509 .86186650
1 -5.74213616 .05135248 .48338170
6 -5.70674929 .41148721 .20269620
1 -3.07362011 .29263233 .99990786
1 -1.13290273 .15340346 .37636291
1 -1.05766979 . 62112747 .65754530
1 -0.41631294 .10308950 .92333808
1 -1.68544994 .87319338 .83260206
1 -5.80106562 .37767954 .29943208



1 -6.65461709 -0.79477208 ~-1.
1 -5.57576919 0.62257397 -1.
8 1.19556010 -0.93174803 -1.
1 2.17329207 0.13572832 -0.
6 1.53279206 -0.62537369 -2.
1 2.58473445 -0.31000497 -2.
1 0.89212540 0.20480364 -2.
1 1.34634266 -1.47953320 -3.

Energy = -8139.851144 Hartree

Number of imaginary frequencies = 0.

Compound Ila isomer 6

Atomic N
50

~J

PR oooocoooooocowo oo RFOOOOOODOOOONTHF,F RO FODJIORFRRPRPOORRFPODIRFRFRO

OO NP PFPORFRPONNMRPORPRPROOODOOOOWMNDWNRE O

[ |
O O O O O

X

.69110307
.53642181
. 73311560
.07922053
.50904094
.53797427
.03283389
.42439681
.69630652
.44852627
.05674534
.93121421
. 77856905
.22769852
.35434296
.95694138
.36417446
.78769539
.90725342
.39504268
.04569100
.47900061
.97980710
.44713908
.45857468
.09035496
.68104200
.08911600
.69978547
.07602956
.41426732
.39324967
.00464695
.90808115
.97187012
.49827639
.14708407
.83224122
.21913541
.52816743
.19767943
.24600217
.57120266
. 77810720

Y

.18070855 -0
.86585595 1
.67892295 1
.24655105 2
.37921045 0
.00934622 0
.26700132 -0
.72103554 2
.16883227 3
.06989493 2
.82844527 1
.222773799 1
.66120645 1
.56801457 -1
.11210500 2.
.12978714 2
.43054336 3
.70662768 2
.10619499 3
.63157668 3
.57066780 3
.20035595 1
.72779501 0
.50356261 2
.65471224 1
.46846482 2
.60157183 2
.93619365 0
.10217603 -0.
.96239601 -0.
.21532526 3.
.31997685 -0.
.34765778 -1.
.17759515 0.
.24189283 2.
.85643634 -0.
.39824548 -2.
.03972553 -2.
.99479728 -3.
.13679499 -3.
.32989301 -3.
.34515388 -2.
.20677103 -2.
.07026930 -3.

80322418
85651666
22594078
19954648
58920274
69464573
92784559
26235827

Z

. 79153550
.54764833
.22266478
.10483706
.40953603
.89503720
.29624777
.04676228
.02265589
.18259553
.05266120
.33944984
.11808992
.29067214

21452385

.57827660
.44446086
.14893277
.12953051
.96297953
.55282255
.57786996
.25792199
.65702134
.27197355
.34696814
.10243901
.79842427

25908038
03235380
35593157
85293114
27781837
54868913
93731263
58668860
24223894
26649142
18721128
92153552
75118434
82096034
07772010
33236051
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1.
0.

0.
1.

0.

1 1.34541253 -5.10367817 -4.
6 0.13458357 -7.55160981 -4.
1 -1.82333712 -7.26030239 -2.
1 -2.39550592 -5.21081585 -1.
1 -2.73468865 8.26161737
1 -1.29074524 9.08238305
1 -2.32996414 8.18283205 -0.
1 -0.35588656 -8.44826057 -4
1 -0.19645291 -7.42577765 -5.
1 1.21827648 -7.73300417 -4.
8 -0.89785148 0.69478467
1 -0.19327368 1.66622784
6 -1.97045879 1.32032083 -0.
1 -1.61189897 2.05985002 -1.
1 -2.60888200 1.84888958
1 -2.58556265 0.57630164 -0.
Energy = -8139.851748 Hartree
Number of imaginary frequencies = 0.
Compound Ila isomer 7
Atomic N. X Y
50 1.55202382 -1.31264729 -0
7 1.27477787 -0.46029273 1
6 1.70342949 -1.61697129 2
1 1.42282111 -1.47857494 3
1 1.24768758 -2.54021083 2
1 2.79412343 -1.71540036 2
7 -0.33283167 -2.09719056 0
6 -0.19854878 -0.26035359 1
1 -0.48940672 0.03450037 2
1 -0.45259008 0.55389955 1
6 -0.97082975 -1.51839858 1
1 -2.00985731 -1.22080625 1
1 -0.99621902 -2.24773067 2
16 -1.23546131 -2.57503631 -1.
7 2.38395924 2.06434449 0
6 2.01589612 0.73353609 2
1 1.75096460 0.87189523 3
1 3.08687650 0.49390270 2
6 1.79727333 2.06611046 1
1 2.32787030 2.81738149 2
1 0.73018829 2.34673767 1
16 3.09018248 3.48936166 -0
8 3.61730513 3.16334303 -1
8 3.95321364 3.99295385 0
6 1.75935292 4.69852460 -0
6 1.48252717 5.61452834 0
6 0.43873299 6.52728134
6 -0.32905765 6.53972426 -0.
6 -0.02280691 5.60985783 -1.
6 1.01450486 4.69235645 -1.
1 2.09648384 5.62317857 1
1 1.26347516 3.98712493 -2.
1 -0.60349083 5.60956262 -2.
6 -1.43862432 7.54280298 -1
1 0.22279760 7.24848559
8 -2.52375631 -1.85902771 -1.

64468669
57076233
67710635
36557241
26806986
65929025
46417914

.17122081

61318317
59700951
25964362
42278991
45059275
19078135
27451036
98019562

Z

.62709075
.79168754
.61298991
.67243348
.23741084
.54706117
.27368670
.87201725
.89890682
.18135544
.45486083
.24191785
.28306378

00315071

.23954493
.29610940
.36338843
.24322002
.57968838
.18248498
.56743439
.31566184
.65317980
. 77375935
.53454036
.48156532
0.

30971101
86378090
87289887
71797116

.38158915

51057850
79741975

.05706986
1.

10020723
13557003
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8 -0.21890668 -2.50872652 -2.
6 -1.63272681 -4.32574735 -0.
6 -0.61215029 -5.27907608 -0.
6 -0.92585945 -6.62285192 -0.
6 -2.24735948 -7.03316592 -0.
6 -3.24936963 -6.05467522 -0.
6 -2.95261294 -4.70200102 -0.
1 0.41164292 -4.96919091 -1.
1 -0.13254813 -7.37071031 -0.
6 -2.57492835 -8.49469759 -0.
1 -4.28155164 -6.35362459 -0.
1 -3.73191255 -3.94144330 -0.
1 -1.71101768 8.02713311 -0.
1 -1.13394929 8.33262674 -1.
1 -2.33779311 7.06847490 -1.
1 -2.55560374 -9.01842908 -1.
1 -1.84313540 -8.99360869 0.
1 -3.57362855 -8.63311001 0.
8 0.66970253 0.49691821 -1.
1 1.75447177 1.62327175 -0.
6 0.42254095 0.76793031 -2.
1 1.35744062 0.97185427 -3.
1 -0.21965653 1.65993561 -2.
1 -0.10407531 -0.06583940 -3.
Energy = -8139.851194 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 8

Atomic N. X Y
50 0.73737012 -0.63528863 -0
7 0.84910075 -0.43871799 2
6 1.76516980 -1.54794478 2
1 1.73447909 -1.75278688 3
1 1.49348585 -2.45895284 1
1 2.78840854 -1.26637315 2
7 -0.63073694 -2.12832677 0
6 -0.55159823 -0.74641210 2
1 -0.63184311 -0.78963741 3
1 -1.18160470 0.07121999 2
6 -1.05033688 -2.06228359 1
1 -2.14832731 -2.07835082 2.
1 -0.65799528 -2.92342710 2
16 -1.70108467 -2.54455336 -0
7 0.56491228 2.71977194 1
6 1.35439169 0.78228947 2
1 1.38610763 0.56444043 3
1 2.39199533 0.93384017 2
6 0.58224382 2.09900162 2
1 1.03996276 2.80855096 3
1 -0.46941450 1.98807317 2
16 2.07779278 3.17193885 0
8 2.65172554 2.09205829 -0
8 2.86114550 3.68990634 1
6 1.65052484 4.53983207 -0.
6 1.34324255 5.78633449 0.
6 1.03462732 6.84421856 -0.
6 1.02993535 6.67665092 -2.

12120414
78763305
85385331
66683174
41320253
35294982
54132815
06326760
72318197
23790297
16160621
51209525
11075494
76090902
47438856
20614402
41264687
19521570
19715639
47975959
58263955
13484757
65027573
07311214

Z

.42473766
.14556344
.50492328
.58996570
.95900113
.22712233
.53992643
.54604001
.64990092
17319995
.93806233

02723386

.50668829
.62166908
.34014460
.84122797
.92825746
.51313320
.67033416
.37433849
.97032637
.73904482
.11015557
.88436841

35478277
19787230
65313701
04998870

S45



6 1.34749764 5.41554222 -2.
6 1.66174375 4.34322944 -1.
1 1.35581231 5.91958419 1.
1 1.92331125 3.36539640 -2.
1 1.35219144 5.26776990 -3.
6 0.70879084 7.83720309 -2.
1 0.79404763 7.82061118 -0.
8 -3.10983081 -2.23565270 -0.
8 -1.07069430 -1.92777144 -1.
6 -1.60694935 -4.33663183 -0.
6 -0.44326325 -4.90359647 -1.
6 -0.37280685 -6.28541063 -1.
6 -1.44966253 -7.11524692 -1.
6 -2.60325075 -6.51848233 -0.
6 -2.69164613 -5.13327761 -0.
1 0.39042264 -4.26520671 -1.
1 0.53283457 -6.73109944 -1.
6 -1.37008122 -8.60735316 -1.
1 -3.45087539 -7.14525218 -0.
1 -3.59284461 -4.66504780 -0.
1 -0.20198958 8.35866351 -2.
1 1.52382758 8.57710748 -2.
1 0.56404338 7.50716703 -3.
1 -1.53183160 -8.86559922 -2.
1 -0.38220398 -8.99842014 -1.
1 -2.13100473 -9.13441342 -0.
8 -0.66798041 0.91452219 -0.
1 0.06867237 2.11040462 0.
6 -1.32519631 1.40197839 -1.
1 -0.61028073 1.73045438 =-2.
1 -1.94277424 2.26921962 -1.
1 -1.98170859 0.63453651 -1.
Energy -8139.851742 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 9

Atomic N.

50

~J

FoRrRFRPOoYOoOR PR RPN R P o

X

.41718015
.85171977
.56707823
.46970608
.20473746
.21445416
17331105
.91886014
.84815639
.12001611
.49872005
.23985345
.52194651
.46536820
.35895170
.26661322
.19989162
.49054613
.51466720
.96164549

Y

.03628352 0
.08872798 2
.25799718 3
.57785869 3
.09943665 2
.98998030 3
.16556379 -0
.41189736 1
.70467358 1
.50205648 0
.51364099 0.
.53743364 -0
.50713652 0
.76276792 -1
.11824782 1
.96637594 3
.25875586 3
.85281758 3
.40358794 2
.03349530 3

57342662
73436901
27911002
13697798
65469510
95778961
22836162
28549128
84761787
85496883
38301660
54211115
18093056
65337492
49007163
67568177
95809582
38551038
37007641
09603212
63113953
95169108
99413683
44365689
10549385
79586035
27982831
62733138
45327839
23063080
17229459
89203617

Z

.82377855
.24531183
.10695865
.65933372
.50355346
.82852590
.19395455
.26388303
.79148499
.68456779

28699752

.53074497
76715717
.56658299
.92750433
.13065199
.65539588
.89991088
.48161957
.26330424
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1 -2.25334164 0.33822249 1
16 0.82529558 1.57802177 3
8 1.97592086 0.63895201 2
8 0.12567595 1.82596967 4
6 1.39935223 3.15581734 2
6 0.53423694 4.25356715 2
6 0.99854544 5.47847015 1
6 2.31834762 5.62626924 1
6 3.16275673 4.50734733 1
6 2.71311707 3.27070725 1
1 -0.48661285 4.14562590 2
1 3.36707303 2.40001083 1
1 4.18969856 4.60204605 1
6 2.81562020 6.96601474 0
1 0.32688815 6.33887465 1
8 1.84873370 -3.15428795 -1.
8 0.33607842 -5.22620276 -1.
6 -0.41923478 -2.99628485 -2.
6 -0.88362864 -3.79528157 -3.
6 -1.54657299 -3.19100170 -5.
6 -1.75086406 -1.80463739 -5.
6 -1.27533563 -1.02744668 -4.
6 -0.61098051 -1.61035834 -2.
1 -0.72279561 -4.87212740 -3.
1 -1.91065780 -3.81025688 -5.
6 -2.46446755 -1.15313640 -o6.
1 -1.42783730 0.05390873 -4.
1 -0.24589405 -1.00766011 -2.
1 2.05189042 7.48739402 0.
1 3.06495526 7.61786867 1.
1 3.71979144 6.86197500 0.
1 -1.82094239 -0.40893510 -6.
1 -2.76598266 -1.89250011 -7.
1 -3.36744898 -0.62311185 -5.
8 0.83326592 -0.27935423 -0.
1 0.09259821 0.63171589 1.
6 1.88048107 0.51769268 -0.
1 2.77657024 0.56226543 -0.
1 1.51534537 1.54775633 -0.
1 2.18977715 0.12416293 -1.
Energy -8139.851342 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 10

Atomic N.

50

~J

o N R e N R )

OO wWhMNdNDRE O

| I |
R O O O

X

.69254071
.45889170
.61196129
.90992355
.36155276
.45945274
.09262443
.29141221
.52087027
.54481213
12271767
.13613022

-0.
-0.
-1.
.59752539
-2.
-0.
.23618934
-0.
-1.
-0.
-2.
-2.

-1

-2

Y
45409140 -
39352767
32575436

23755917
83679480

98769920
11139942
28540435
33610477
56873361

NENWNORPRENRE RO

.66983607
.04496433
.99888581
.32656651
.38449652
.38054548
.90860922
.44456662
.46402391
.93401159
. 74557425
.95853611
.10687567
.96333203
.90050023

50967540
73895195
94796047
99176348
06373099
10080802
02841529
95136622
95692455
88555489
25905089
04013388
11424792
37020232
81507091
35019358
75110048
01154873
92134387
17993573
10844858
74372094
09724662
88354679
72686963

Z

.66186905
.80109096
.79342552
.82180661
.23870651
.29730584
.45118503
.50896909
.58546486
.39969121
.90880063
.27299930
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1 0.54922320 -3.13815913 2
16 -1.35214044 -2.77757578 -0
7 0.44014001 2.69582905 1
6 1.91896555 0.85778436 2
1 2.27838886 0.58508664 3
1 2.78885371 1.22470194 1
6 0.91837275 2.01000364 2
1 1.42141505 2.75006508 3
1 0.02022150 1.68158305 3
16 1.63816316 3.46455030 0
8 2.14248653 2.56545879 -0
8 2.59661467 4.05858562 1
6 0.70753065 4.78416489 -0.
6 0.36775773 5.92304144 0.
6 -0.33490493 6.94760160 -0.
6 -0.70107372 6.85249114 -1.
6 -0.34224216 5.69795548 -2.
6 0.36461191 4.66201153 -1.
1 0.65879094 6.00139726 1.
1 0.65822965 3.77002202 -2.
1 -0.61692936 5.60715342 -3.
6 -1.43736291 7.98129165 -2.
1 -0.60412391 7.84018319 0.
8 -2.64867249 -2.76162847 0.
8 -1.18863814 -1.98038489 -1.
6 -1.02707709 -4.50228627 -0.
6 0.04294013 -4.80832244 -1.
6 0.29587874 -6.13943328 -2.
6 -0.50496396 -7.17631946 -1.
6 -1.57006667 -6.83938707 -0.
6 -1.83947868 -5.50801530 -0.
1 0.66038700 -4.00890866 -2.
1 1.12764226 -6.38138976 -2.
6 -0.23268211 -8.61124752 -1.
1 -2.20494749 -7.62947828 -0.
1 -2.67601446 -5.24165781 0.
1 -2.16488497 8.44799814 -1.
1 -0.73632459 8.76940036 -2.
1 -1.96942379 7.63396236  -3.
1 -0.54050222 -8.80891034 -2.
1 0.83878088 -8.84630282 -1.
1 -0.78071610 -9.30682443 -1.
8 -0.86005428 0.78963125 0.
1 -0.11870672 2.04724854 0.
6 -1.88445163 1.20577493 -0.
1 -1.47349935 1.66572685 -1.
1 -2.51300889 1.95712873 -0.
1 -2.52282458 0.35918198 -1.
Energy = -8139.851747 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 11

Atomic N.
50
7
6
1

NN P

X

.44430530
.48112857
.36304853
.36698312

-1
-2
-3
-4

Y
.58866711 -
.65965487

.51872493

.26087466
.43694654
.44188027
.47408802
.48726629
.91205441
.64854956
.28719908
.19051271
.53147896
.54280764
.49163649

27001680
46451156
16538597
51975544
23062295
61577211
51148034
16788479
28295893
19629428
40230248
27848806
70905298
87776758
72427324
04531728
53264470
68613232
35611693
13412683
70981004
90882601
28092743
28877923
51853162
51271956
09118160
94722754
84063565
26073864
00051290
81544082
90704983
82516449
40398111
20396150

Z

1.51275317

0.94228340
.81976524 0.

1.54044282

68392733
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PR ORPRPRRPRRERPRPORROOOOOOODODHREOORRPROOOOOOOOONR, PR JdOR PR OE P o

=

Energy

.03306878
.38580817
.25456303
.08780541
.05566404
.50974919
.53162837
.61523528
.13531660
.09185720
.46635338
.02483801
.99030152
.08482414
.34210622
.78064948
.26530528
.03247164
.58512317
77137144
.75911312
.31973587
.15090107
.41946654
.86326692
.03778449
.11860441
.39049314
.07797804
.24962812
.80662024
.32176541
.30541462
.73192206
.86534545
.12523706
.26324579
.10097283
.83463065
.75145598
.01656904
.62394869
.19104595
.93020491
.27825176
.02640741
.32016421
.84166026
.41730022
.68298453
.28502221
.00115686
.35930236
.37934722
.05810112
-0.

32044820

.35982581
.46187490
.94457303
.10931749
.78831168
.21819582
.79472659
.89479933
.81631892
.02141296
.52708686
.93319325
.61157784
.727734235
.61926154
.33712630
.75995432
.12756950
.66750765
.85753690
.90573792
.62083031
.99872757
.67724517
.93327113
.54913885
.10084542
.96745791
.44212127
.17307339
.56221293
.02324823
.38439081
.32412958
.00922253
.45389807
.22753070
.56733731
.10396123
.96277669
.98530952
.61725477
.38395698
.59508556
.48856050
.69004338
.52477313
.14259472
.37406530
.11742460
.04589961
.38715842
.23908925
.43618530
.10004819
.18158693

-8139.851357 Hartree
Number of imaginary frequencies

OO WOORFRERNNMENMNOEDNDWDNDEDNDN

.21209416
.51308152
.17328705
.19224180
.06724244
.42173341
.02884659
.15645374
.16081658
.56683317
. 62326736
.12211464
.99989462
.91961546
.53043286
.49771870
.70265873
.40283611
.10288113
.65770379
.26538511
.38348983
.28122002
.07802329
.02368849
.06141615
.31956019
.78927244
.96497284
.99038328
.15045796
.40211850
.10048185
.24733768
.68485274
.44834336
.78176300
.34445500
.57187220
.19914490
.78705862
.55640302
.81587262
.22492330
.39676498
.57433078
.04648280
.32321648
.60776188
.57998528
.86627204
.68782258
.65418946
.03298603
.03609598
.52120277
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Compound Ila isomer 12

Atomic N.
50

~J

PP EPORRPFPODODOODOODOOOHNOOOFRFOFRFRERERPRPOOOODOOODODOOODHF,F PO OO, PO RO IFERERREFEO

N WWNWWNDNNDNNWWNOEREREDNRE R

(R

X

.46814794
.22183733
.05026409
.93490998
.76868258
.10423779
.33525676
.21303891
.36336841
. 77289024
. 76333349
.86311785
.42025273
.04890183
.34832503
.70215053
.54629056
.78686004
.06964056
.43527311
.02511190
.96314038
.59649657
.56939127
.81849779
.35258993
.27947024
.67020373
.13737679
.21726795
.05718849
.58835401
.44592872
.60808100
.91513614
.14835920
.29772093
.66495060
.79454164
.03395947
.15559843
.99898754
.75275518
.69379401
.92231811
.49092846
.07754953
.85358491
.66528177
.42487234
.69966442
.59733164
.32162948
.60079697

-2.
-1.
-1.
.82990364
-3.
-1.

-1

-2

=

G wWwkE scNDWMMOAODNNOFRFENREOOO

Y
15324866
04925775
99662575

03138147
85799236

.85095702
.19978219
.00751847
.44633880
-2.
-2.
-3.
-3.
.59176402
.32632265
.52205699
.34007450
.49280215
.41025465
.49916019
.86763545
.60861713
.63081439
.95628583
.26241199
.10885674
.67230311
.35859538
.49559616
.60738963
.47695405
.00217548
.60919744
.12944084
.88880878
.27154716
.29306460
.10601820
.58951964
.27522134
.47844895
.97551989
.12476917
.21978285
.73281814
.44998928
.35385753
.17356511
.34616828
.06604895
.80868274
.29071099
.67198694

57971575
53576997
35324554
95701596

O ONDMNMNDNDNPEPWOOWNDNDNDDWE WWdWDNO

Z

.31858550
. 74626915
.52516941
.61193782
.29407062
.25458159
.36767762
.09937491
.18017009
.53130209
.72874520
.81290502
.43730246
.41050626
.84003102
.05080057
.13212453
.87729113
.27711328
.75894793
.37917735
.41779240
.05172456
.53298935
.01380779
.83740805
.94020942
.21943449
.36321560
.26692463
.15294833
.37179589
.34751923
.39936203
.80893340
.80249138
.04153418
.06445540
.02894962
.35647785
.83119068
.90324048
.52472942
.40142126
.28436827
.27558893
.26178440
.57298102
.41266376
.35631201
.34836688
.36908992
.82442766
.01264262
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8 0.36051909 -0.60535166
1 0.96019956 0.79342831
6 0.57282239 -0.39152017
1 1.63061610 -0.52204851
1 0.27651999 0.63791573
1 -0.03615998 -1.08741528
Energy = -8139.851352 Hartree

Number of imaginary frequencies

Compound Ila isomer 13

Atomic N.

50

~J

aOaOFFPFOHOCOOTOHTOTOOhOTOWOoOH O REFEFPFPFOOSTODOODOOOOOhOooOoOY ROk FPFOYYJIOFRF PO PO P PO

X

.64424850
.80583315
.74318988
.50374590
.67378725
. 76345939
.65791318
.58906985
.69036059
.28236512
.95537808
.02643115
.40059715
.20622552
.01529964
.86083571
.34338195
.92033701
.23798238
.25148469
.80035477
.52458677
.87482274
.86898966
.63241306
.31319920
.18891174
.36190228
. 64752692
.79037347
.41021747
.00355918
.55627464
.28347374
.95607481
.47515201
.17416860
.95445833
.93556688
.28034226
.65360774
.64119361
.29689310
.63783664
.05158750
.10318737

Y

.86059057
.19507997
.75940227
.40007758
.85471383
.46051354
.28759057
.68925123
.01525421
.14550969
.80559827
.03986694
.73443936
.21087911
.55314714
.29155171
.66380460
.57322375
.94150682
.03463930
.62239629
.49974077
.90844609
.11857229
.85072474
.64839844
.16184071
.85689943
.06238755
.56863148
.09309273
.50590509
.61199924
.32606172
.78364154
.70674549
.66758474
.76947517
. 74322695
.39438061
.08777557
.12637544
.45561134
.75964012
.15439105
.71648000

-0.
0.
-1.
-2.
-2.
-2.

58148226
27169618
98110260
27599393
23896275
58272756

Z

0.79814883
3.08497981
4.08265840
5.09871030
4.07062817
3.81254803
1.01197498
3.32013622
4.36830077
3.15798119
2.
2
2
-0
0
3
4
3
1
2

35034120

.48231855
.58483510
.23469411
.68479164
.12652679
.02961471
.18716188
.89324761
.02954887
1.
-0.
-0.
-1
-1
-2.
-3.
-3.
-3.
-2.
-2
-1.
-3.
-4.
-4
-1.
0.
-0.
-0.
-0.
-0.
-0.
-0.
0.
-0.
-0.

73700362
72512641
44862534

.00899734
.97425849

61226028
58205892
92140435
25913356
28249479

.35240122

77026814
50949720
989220091

.07392129

43512087
06055964
43713369
25553107
41641793
75876384
93438570
77582110
00013238
27614085
95172160
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PR OROR PR R R R R

[

Energy =

.91147161
.51957032
.36547302
.89896070
.28900797
.31746631
. 77050912
.36268804
.23003136
.04064573
.56823656
.63994996
.16379857
.06035912

|
O OO OO R OOOOoOOoOOo

.89729111
.29666550
76776877
.57401616
. 75714014
.50452610
.52631521
.18914566
.54555201
.71959697
.19038958
. 76763866
.07265390
0.

96390361

-8139.826427 Hartree
Number of imaginary frequencies

Compound Ila isomer 14

Atomic N
50

~J

oo oo P RPFPOODODODODODOOOORFRFOOTFRFFOJOR PO RFRFOODIRER R RO

OO WNNDND R

OO WOORFRNNRPRPRPODODODODONRE B

N

X

.95489381
.48602894
.59911288
.52386120
.57277759
.54735358
.23246741
.17080619
.25411311
.57291227
.30634074
.33725337
.30533620
.88712747
.22070388
.48858980
.11553327
.53164551
.64725056
.65780790
.39598451
.52640282
.93780568
.24219276
.02072405
.31304223
.68923065
.79348834
.50352282
.10752726
.00203315
.89978361
.20609634
.20841901
.69471695
.26674805
.80407726
.65210179

Y

.00209236
.49300511
.07842550
.80931257
.17206758
.70894740
.52065148
.07514047
.47743384
.26837860
.14013144
.42599609
.05912193
.37708555
.41389557
.01436560
.26686188
.31666753
.69559789
. 77609479
.35514360
.23323018
.15504735
.67999894
.95549056
.34162746
.67303402
.62527308
.20646471
.87547178
.61009039
.55060258
.93351295
.06766827
.98310237
.76577252
.84707643
.96345419

-1.
-0.
-4.
-5.
-4.
-2.
-0.
-0.
1.
.85643549
.21741839
.65875682
.14215539
.60033422

ON OB O

20182826
91448567
93593116
99073375
90397101
01043650
63021122
38471192
51045946

Z

-0.31873771
2.14922898
2.92837827
3.99706103
2.83875416
2.51828790
0.26070698
2.56649875
3.58993689
2.
1
1
1

-0

-0
2
3
2
1
1

58115637

.58480922
.85810165
.66558062
.98872086
.09430605
.30024124
.30264945
.20959929
.23781461
.46196724
1.
-1.
-1
-2.
-1.
-1.
-1
-0.
-0.
-0.
-2.
-0.
-0.
-0.
-1.
-2
-0.
-1.

23815586
44589994

.29588188

60613667
23509624
60516968

.44492536

92562391
56740709
71867228
02730401
46012187
16896707
78587217
73483965

.20008482

78217787
00784215
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6 -3.59166597 -3.94344420 -0.
6 -4.95067518 -3.61523350 -0.
6 -5.37965634 -2.32350399 -1.
6 -4.40845357 -1.35686309 -1.
6 -3.04971055 -1.66505679 -1.
1 -3.25239333 -4.95020343 -0.
1 -5.68953933 -4.38020736 -0.
6 -6.84779545 -1.97819773 -1.
1 -4.72295289 -0.34551921 -1.
1 -2.30559456 -0.90902373 -1.
1 3.21738185 7.15330324 -0.
1 2.23063983 7.56251443 -1.
1 1.51287336 7.62630991 -0.
1 -7.19887357 -1.89059858 -2.
1 -7.45601249 -2.74770744 -0.
1 -7.04755076 -1.01410695 -0.
8 3.56084266 -0.46454315 0.
1 2.28827814 0.51317854 -0.
6 4.82897745 -0.65483058 -0.
1 4.89022278 -1.61562499 -0.
1 5.63003386 -0.66545817 0.
1 5.06320811 0.14839952 -1.
Energy -8139.822729 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 15

Atomic N.

50

~J

oo ooy oo o ook FOYHRFRFPF OO RFRPORRFODIE R RE O

X

.56983353
.62776339
.73136575
.45429970
.97940275
.61076676
.05501152
.54109904
.68459946
.43806806
.39721150
.33620577
.40133286
.27650940
.35737291
.25785122
.35134836
.19220827
.50460425
.75113741
.44439740
.14329198
.59397640
.83362111
.16364627
.46776025
.69495467
.63891449
.65836851
.90607033

-0
0
0
0

-0
0

=2

-0

-0

-0

-2

-2

-2

-2

=

S ooy wwRErRrRrRFERERENMNENDRERE

Y
.88762625
.17331341
.10825503
.59722607
.94038282
.59928545
.24319257
.60927742
.47391428
.23790804
.09374180
.60670231
.56659259
.30512734
.33339930
.58489939
.98187131
.16071663
.78410122
.85578229
.21793661

OO MNWNOOWNNNWNEDNDWDDWNDO

o

.74956987 -1.
.53043623 -1.
.06267964 -2.
.52704320 -1.
.98475846 -2.
.35654879 -2.
.27779026  -2.
.78673076 -1.
.41489472 -1.

68862625
70307971
03762391
35604064
34387041
44694530
45592559
08202442
62219186
59576184
35943153
76898985
14725855
12194057
58932239
59317468
20853902
10014674
38916087
94333970
37295143
11177687

Z

.10623285
.44556477
.42326628
.37612245
.63326847
.98933805
.14001533
.90759419
.99712365
.39671971
.54904108
.81379830
.14465102
.05767028
.22675258
.19717046
.03210133
.15261699
.88610687
. 79598091
.84911817

83397781
91667208
69622994
94057486
15313924
23771708
11831834
90903788
81979847

S53



1 2.28494667 3.27211750 -2.
1 -1.91486333 4.02824444 -1.
1 -1.49032380 6.48737884 -1.
6 0.89720702 7.75784069 -2.
1 2.70978519 5.72133549 -2.
8 -2.54740189 -1.70628209 0.
8 -0.64008887 -1.76032251 -1.
6 -1.62799532 -4.05099098 -0.
6 -0.63737922 -4.85391332 -0.
6 -0.90921816 -6.19675605 -1.
6 -2.16030139 -6.75624391 -0.
6 -3.13362451 -5.92774065 -0.
6 -2.87727937 -4.57617047 0.
1 0.33120787 -4.42422354 -1.
1 -0.13930742 -6.82526016 -1.
6 -2.44277836 -8.21026448 -1.
1 -4.11177472 -6.34245369 0.
1 -3.63573044 -3.92501410 0.
1 1.82135450 8.04780768 -1.
1 1.01555787 8.04349637 -3.
1 0.06795422 8.34676595 -1.
1 -2.45961604 -8.40288393 -2.
1 -1.66590773 -8.85941699 -0.
1 -3.41239213 -8.51826889 -0.
8 2.77667419 0.97972911 0.
1 1.37036745 1.63329494 -0.
6 4.11625217 0.97467861 0.
1 4.38399283 0.03080419 -o0.
1 4.82438402 1.09155521 0.
1 4.30710417 1.79838353 -0.
Energy = -8139.823096 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 16

Atomic N
50

~J

H
e e N N e N B N N e I el e

=

X

.46882748
17272572
.09151972
.87914488
.17754979
.89059407
.56426394
.51127186
.30895474
.55832049
.74145139
.64615113
.92764997
.62931776
.54778110
.16968832
.40921165
.23088340
.08038782
.28029857
.15487674
.09012793

SO LWWWWwRroooONEFERPOOORr O O

Y

.43088246 0
.60019310 2
.81197964 3
.12157688 4
.25692985 3
.96886782 4
.31658712 0
.46580634 1
.73200436 2
.16360136 0
.05348655 1.
.07856184 0
.66220212 1
.40551026 -0
.66445806 0
.01050732 2
.34266617 3
.01915978 2
.04668435 1
.01883240 1
.15898318 1
.49957619 -1

26580610
67731270
81960462
24332849
40614944
54621463
19245598
27269582
84665734
09272045
77306322
19928880
05225449
10288215
54477890
05884543
05168671
48519896
72501759
30005186
83156878
14235091
62950338
64752634
57468876
08362955
12465250
39888314
96676007
58861800

Z

.62778236
.31346484
.56178322
.27299710
.34261355
.02478813
.36496555
.68354938
.40414958
.83948423

13920071

.50964920
.96034638
.84806040
.25739085
.63366130
.51854655
.92846422
.53501487
.91289645
.34450397
.12378800
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8 0.58564259 5.80455592 -1
8 -1.55790904 4.42690021 -0.
6 0.44163848 3.40428992 -2.
6 -0.22867765 2.19236867 -2.
6 0.20161252 1.34148413 -3.
6 1.28972179 1.68651948 -4.
6 1.93065218 2.91625249 -4.
6 1.51562436 3.78309072 -3.
1 -1.07026517 1.91152856 -2.
1 2.00558711 4.74207669 -3.
1 2.77091234 3.20131835 -4.
6 1.75695807 0.73816483 -5.
1 -0.30604792 0.38509608 -3.
8 -1.71027265 -1.13674792 -1.
8 0.79514143 -1.41188110 -1.
6 -0.98761405 -3.02244198 -0.
6 -0.21866652 -3.46678871 0.
6 -0.49349910 -4.71933741 1.
6 -1.51897542 -5.53322938 0.
6 -2.27607731 -5.05328369 -0.
6 -2.01871523 -3.79988324 -0.
1 0.57302771 -2.83101168 1.
1 0.09967890 -5.07400531 2.
6 -1.78400729 -6.89596703 1.
1 -3.08142512 -5.66732664 -0.
1 -2.60527565 -3.41944555 -1.
1 2.10803568 -0.20455181 -5.
1 0.93611735 0.48178969 -6.
1 2.57716319 1.16749750 -6.
1 -0.99425939 -7.60706695 1.
1 -1.79954879 -6.86028288 2
1 -2.74220885 -7.30404029 1
8 1.83210062 -1.05663671 2
1 1.55948616 3.82941734 0
6 3.16176548 -1.31330234 2.
1 3.90823719 -0.62423340 2
1 3.46313876 -2.34001185 2
1 3.23605583 -1.21747316 3
Energy -8139.845939 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 17

Atomic N.

50

O N e I S e N S S R

=

X

.02562685
.05615563
.76411820
.59315903
.62274580
.15966267
.87970165
.22963622
.84632164
.84220436
.78550330
.68431173
.30940638
.45770458

-0.

0.
-0.

0.
-1.
.33496671
.36932911
.68800193
.99053025
.04446387
.89341341
.36600845
.65813967
.44068669

Y
42380669
10915934
18481306
14394293
26567808

OMNEFRPREFEREPWNON OO W

.29333965
96358893
44117322
63599135
64922961
47136139
26015701
24646611
00420617
08279387
89544843
54508211
78069150
82845996
32742498
11760458
96324780
50966407
99545965
08280269
64420056
37294428
35524374
58531190
49023400
47962541
09991290
23022112
13383316
29758107
.68374163
.23934915
.02540655
.26173971
45718583
.01346951
.18475896
.55534078

Z
.68924398
.01457283
.43611222
.08683685
.56421536
.71839237
.68703762
.53215476
.39433555
.88842380
. 71317653
.27928565
.35661251
.48823263
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7 0.16211573 1.77052321 0.
6 -1.29220242 1.56807660 2.
1 -2.28288439 1.84217234 3.
1 -0.51811191 2.09110709 3.
6 -1.21381020 2.00980329 1.
1 -1.46917905 3.08002659 1.
1 -1.90941931 1.45170748 0.
16 0.394600610 2.52378078 -0.
8 0.27489330 3.98439821 -0.
8 -0.50373400 1.81520957 -1.
6 2.10670369 2.11042679 -1.
6 2.42054593 0.84258251 -1.
6 3.76002151 0.54227551 -1.
6 4.77482368 1.48434430 -1.
6 4.41946050 2.74868502 -1.
6 3.08856882 3.07247644 -0.
1 1.64354783 0.09743409 -1.
1 2.80647801 4.05257598 -0.
1 5.19705083 3.48969878 -0.
6 6.21415825 1.15256041 -1.
1 4.01613308 -0.45018244 -2.
8 0.72337217 -1.82397168 -1.
8 -0.34648169 -3.83726066 0.
6 -1.82954993 -2.42934098 -1.
6 -2.14400007 -1.24495958 -2.
6 -3.19541564 -1.24631732 -3.
6 -3.94223322 -2.41212389 -3.
6 -3.60621113 -3.58209616 -2.
6 -2.55240265 -3.59959035 -1.
1 -1.57081174 -0.33630460 -2.
1 -3.44145216 -0.32453584 -3.
6 -5.06624481 -2.39851781 -4.
1 -4.17403875 -4.49678304 -3.
1 -2.27921010 -4.50827259 -1.
1 6.41737888 0.08455255 -1.
1 6.45405283 1.38538610 -2.
1 6.90008087 1.73329891 -1.
1 -5.75385823 -1.55964114 -4.
1 -4.67702532 -2.28031916 -5.
1 -5.64490122 -3.33049925 -4.
8 1.66086010 1.33923629 2.
1 0.86499854 2.17885351 1
6 2.96735458 1.29478464 3
1 3.50923925 0.36438575 3.
1 2.94550219 1.34315128 4
1 3.57691028 2.14400470 3
Energy -8139.826398 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 18

Atomic N.

50
7

= e

WhR PP

X

.91268285
.35779473
.93375695
.55984748
.69892851
.02625775

O OO O O

.25098880 -
.41170746
.52298790
.79240112
.52216713
.61786213

Y

NN WDND R O

86565657
84005404
24658550
41675956
38055277
32487268
74099508
71638307
52681568
64310549
04330887
54070478
78779695
55224497
05227987
79275648
72088651
41049061
86006034
85139703
16114232
16242888
00918493
67566899
35136642
26530598
51676994
82249813
90317452
16378182
79659332
52315152
00424189
36767552
69967106
90065990
22117419
34299189
54602010
49029290
90833959

.53461523
.45044053

17513115

.55542994
.09205500

Z

.70943408
.61728067
.64963925
.65488138
.42651579
.63639084
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PO ORFRFRFRFRRFRPFRPEFPREPRPEFRPORFRPEPODODOOOOOOOFOODTFEREFPREPOOOOOOOWOOF,EFEFORFRERFPOSDJIORFR, PR RFEOJ

=

.00543210
.12573947
.50174300
.49540773
.66917165
.75630901
.51402666
.69016385
.59252745
.87959473
.68331132
.97389406
.32848252
. 76871499
.24338937
.76855987
.66368180
.32332881
.68655527
.92648433
.03870241
.92292718
.65957878
.54236688
.01241162
.43449319
.54897543
.10896301
.01353998
.12309291
.27950226
.63180296
.57667092
.61377706
.53150106
.72871217
.78823925
.46877109
.55237955
.46376769
.63036983
.71619672
.02634992
.27083909
.92984720
.02774949
.11939570
.46508605
.91080262
.58393809
.26958931
.69570355
.36875613
.89715686

.46500124
.37211740
.69219956
.07464512
.01563133
.07535301
.71725130
.53021628
.68685535
.78249757
.06830300
.73107715
.91150676
.85375546
.01235504
.73042751
.78907300
.95414310
.75310390
.12528598
.32543819
.16469187
.82811254
.61455942
.02893314
.35018145
.92194486
.27600607
.60766343
.24842043
.53255180
.16266994
.61960998
.88367735
.69782666
.20567085
.94066684
.98571884
.24718050
.07438713
.81958718
.55207468
.68753534
.14430598
.27718054
.78283946
.06983571
.46599888
.25167148
.75941787
.53483807
.85640820
.56475903
.44795673
-8139.846159 Hartree
Number of imaginary frequencies

RPORPRNMNRPODONMNRFREPEPRODNDRE O

.09596419
.64987799
.64198117
.89239443
.30495346
.14673805
.14459412
.92609060
.44219968
.85715566
.91034438
.74396104
.98527284
.35266558
11762665
.54422855
.71600807
.84310886
.93630174
.41791162
.696383009
.47505275
.99720870
.73668615
.81538897
.14068240
.59379925
.73887430
.29499493
.19075259
.07336688
.14324749
.39273047
.97929723
.03726259
.49810171
.09224385
.35982949
.40296854
.65014606
.54069673
.50972527
.29968776
.81860761
.31383781
.96536874
.58155014
.87047362
.30758441
.69037533
.00302730
.76878661
.38797543
.90174045



Compound Ila isomer 19

Atomic N.
50

~J

NOOOOoOHrr oo

RPORRFRRPRPRPRRPRORREFOOOOO®®OHEAARRREOAOOON®D®OAR,RORROAJORRP,ORREODRERE O
I
'_\

X

.70947179
. 77768802
.84935536
.02544123
.90249321
. 76978660
.79872104
.46766751
.34757003
.57529897
.40906533
.32286246
.41627636
.21658668
.28700840
.87617959
.20198547
.90294628
.53552887
.71314298
.53493983
.91594648
.06693760
.48465666
.53009858
.70596262
.81047127
.75248205
.55444424
.44047650
.74464819
.48036182
.49085704
.93937204
. 73439129
.69792925
.69331419
.47540301
.71165598
.29542721
.70374838
.49768008
.08896540
.15606734
.22259940
.32070739
.97861037
.02728649
.87514686
.83398925
.02938284
.72269285
.33658048
.36757842
.04422600
.30553942

-0.
0.
-0.
-0.
.45545776
.13917558
.29335701
.10379979
0.
0.
-1.
-1.
-2.
-2.
.70482808
.84865352
.04360194
.00711749
.89682221
.88765063
.85511570
.81192746
.71700085
.11667457
.03048434
.77006678
.17919917
.86425296
.14273372
.71745820
.78962263
.14724888
.11457732
.24005066
.75090136
.48606681
.90370868
.57941142
.26551927
.16338679
.39541347
.72246785
.80768506
.88593141
.70145369
.30874005
.12539946
.29651163
. 74320510
.31229790
.17374794
.86902912
. 72364782
.26850729
. 76699302
. 74579190

N

HFORMPEPRPRERPWWWOLDWWNWNDDNDDNDRE

Y
39843874
41295740
38929762
17747454

16859065
84966266
27264014
37910147
08684212
67244637

|
OMNNNWPTWRERONREPERERPRFERWNOSDdU D W

Z

.63909141
.16866353
41305739
.05434183
.17572016
.95289214
.93030336
.41899346
.08702932
.62350864
. 75486607
.14314581
.49754507
.14628920
.24558397
.55530983
.41195929
.92062137
.49463421
.94544745
.24766390
.01673795
-0.
.53221411
.75721604
.88544582
.50346093
.98906403
.83793141
.22949667
.50343038
.10836411
.19888589
.67833477
.60620408
.04960884
.77804919
.50376061
.76191213
.02816198
.04143408
.75417743
.49534798
.98422869
.23442502
.41521230
.53140267
.28089928
.40325430
.77207436
.43133473
.15001039
.42606078
.76762332
.13411924
.36342050

93401397

S58



)

1
Energy =

4.26685072
5.14988718
4.25019296
4.41322002

-2.49648004
-1.86705820
-3.32838146
-2.92001793

-8139.840674 Hartree
Number of imaginary frequencies

Compound Ila isomer 20

Atomic N
8

o oo oOoO OO kPO HFPFHFOOOOOOOON OOV, PFRPOOJIOFRFRFRFOOR PO, PR OOOTIORRE RO

. X
1.64622820
3.07366562
3.54793402
3.51801400
3.32202509
0.85457474
-1.51815149
-2.13923688
-3.21569054
-2.02587472
-1.63844370
-0.55851475
-2.18685924
-3.26908210
-1.74008695
-1.97784335
-2.31096649
-2.59988987
0.17961583
0.38938586
-1.63696458
-2.71147197
-1.13493157
-1.07500031
-1.41649501
-1.50667559
1.09685896
2.55240268
0.42026619
0.68026177
-0.37133884
-0.69648819
0.01622359
1.07108024
1.40861801
-0.90895768
2.23771185
1.64354628
-0.31536609
-1.51507317
1.53804028
-0.57343164
0.40350841
.02760246
.22161153
.78390851
.14284772
.95918705

O O OO

Y
-1.52039888
-1.59849954
-0.68523518
-2.46049088
-1.70714529
-2.68763766
-2.98422871
-3.95261748
-4.08195038
-3.61580887
-4.92368498
-1.10912043
-1.66224630
-1.75867912
-1.00557045
-1.01245478

0.03713852
-1.49133521
-0.20735551
-2.71409088
-3.54588670
-3.72165953
-4.52374716
-2.71923718
-3.21516681
-1.70231301
-2.35458405
-2.42099941
-3.19378498
-0.63192928
-0.35079199

0.98135081

2.03544889
.72164280
.39864692
.17050416
.16154220
.52885852
.47149331
.20444550
.87378885
.05341149
.44913555
.56269339
.83730798
.00816931
.86323874
.58301307

|
RPN ONRPOORF WNOR OR

NN W

-0.
-0.
-0.
-1.
0.
-2.
-1.
-1.
-1.
-2.
-1
-2.
-1.
-0.
-0.
-2.
-2.
-3.
-3.
.55792624
.36935362
.58027747
.36543998
.52516584
.44513160
.53284229
.04888375
.82315527
.05877828
.42605607
.29962344
.56796132
.97818404
.10318060
.82373005
. 77520374
.15733030
.64161384
.29798107
.25478385
-3.
-5.
-3.
-3.
-3.
-2
-1.
-1.

DN NNDENWWDRRDWOWPAAENWORERENMNRER OOO®R

(€3]

.14780183
.91992240
.42252908
.15479119

Z
67936776
51538944
91114714
04783217
55090351
22291837
00648083
93614025
71942243
97397133

.83508516

77741663
11044045
89395572
35454111
48092650
40823073
25643724
91747323

94666694
18050486
22709809
97755470
43915005

.16582430

43166024
95055134
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1 -0.40927970 2.42338486 -4.
1 -0.07046694 4.71383854 -4.
6 1.02163543 5.38671909 -1.
1 1.57523026 2.97821778 -0.
1 1.23265724 0.69209591 -1.
1 -1.33064843 3.56840171 4.
1 0.38129371 3.87442614 5.
1 -0.23497251 4.10991410 3.
1 2.07527063 5.68152270 -1.
1 0.40554533 6.14029817 -2.
1 0.80100818 5.42409031 -0.
1 0.86044264 -2.18067970 0.

Energy -8139.851270 Hartree

Number of imaginary frequencies = 0.

Compound Ila isomer 21

Atomic N.

8

FookHFRrRFEFPEFPODODOODOODOOHODOCOOOYVFFHFPFOYFRFHFRFOTJITORFRFFPORFRPRRFFOODYIFRF PR OOOJITOREREREO

OFRP NP OOOHRHRROORPRORPRORPROOORNDNMNENRE Wb WDW

|
o

-1

X

.93040391
.03204875
.04513879
.55645275
.60626297
.07478833
.39854287
.19648873
.54731907
. 73253696
.93742915
.44231825
.43267334
.14167346
.28044373
.04759229
.31743627
.92409637
.38302771
.13996176
.67015010
.13362418
.40423264
.09486962
.24140689
.78605432
.49245914
.92378176
.14992644
.54001800
.57827729
.32470951
.96486865
.17496310
.92770937
.84359082
.81991077
.47876193
. 76530436
.19807919

PSS BSDNDODNDNDWWNO

.62904968
.12490680
.33710642
.42116847
.06525456 1.
.86973969 -0.
.46090490 -1.
.53987489 -2.
.37620420 -2.
.15910863 -3.
.89115270 -1.
.31831688 -3.
.88645849 -2.
.72006747 -2.
.26168686 -1.
.05217836 -3.
.98251080 -4.
.56090155 -4.
.60668720 -3.
.96489666 0.
.02589874 -0.
.70657421 -0.
.61594357 0.
.94738233 0.
.44512392 1.
.46146264 0.
.50137803 2.
.03914035 2.
.50864124 3.
.98424378 2.
.88005538 3.
.02806661 3.

3.

2.

2.

4.

1.

2.

3.

4.

Y

0
1.
2
2

.27678209
.35171919
.21715613
.08496671
.28512486
.31578372
.51629614
.95117065

96570358
02034389
60232853
43533026
37726044
70332892
04949954
40751747
72705725
10932430
52667304
78635622

Z

.33033427

66339323

.11376622
.33010061

63511233
25605514
53384303
15723312
47506314
03419345
42807206
31621353
50847240
96066814
95638165
64279994
46151519
07147035
57999069
83916935
36261347
70501440
20263015
56086858
48522564
10690573
36539274
19932162
39508415
76014680
58710800
86862916
34161374
52013835
22605603
01735157
60374475
10797963
65247983
51877710
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8 1.12401627 2.79206996 -3.
8 -0.10861965 1.45629388 -4.
6 -1.05463081 1.39610561 -2.
6 -2.24693770 0.90003064 -3.
6 -3.34485877 0.72505309 -2.
6 -3.26804049 1.04169723 -0.
6 -2.05501148 1.54452866 -0.
6 -0.95027740 1.72416762 -1.
1 -2.31026582 0.67447296 -4.
1 -4.28056640 0.34153288 -2.
6 -4.46194315 0.87396313 0.
1 -1.97218948 1.79929208 0.
1 -0.01814000 2.12542483 -0.
1 -2.64278919 4.28369732 4.
1 -1.15550363 5.25382473 4
1 -2.11287859 5.00522821 2
1 -4.91224337 1.85000209 0
1 -5.23771510 0.25451578 -0.
1 -4.17567845 0.41122141 1
1 2.02100453 0.45515814 -2
Energy -8139.843030 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 22

Atomic N.

8

osoooccooooymrHFOHRHEFPFOOJIOORFFRFRPORPRRERPFOOYNRFRLEFERPRPOOIJORREREREREO

X

.63307226
.06980041
.51301227
.38933469
.48238145
.79111204
.49987057
.14248764
.20038576
.09872251
.60688514
.70289104
.21421293
.27881039
. 74617942
.10464167
.46494525
.75575042
.05682377
.55502245
.52434101
.58038294
.00373970
.90808334
.18277319
.35665744
.35059337
.78946256
.75370945
.93205774
.06943181
.39600349

Y

.36447344 -0.
.39537759 -0.
.17020690 -1.
.61291776 0.
.42251561 -1.
.40365213 -2.
.90563614 -1.
.80159444 -2.
.99036919 -1.
.36225700 -3.
.75898355 -2.
.83494061 -2.
.60501832 -1.
.76192072 -0.
.00863188 -0.
.81870407 -2.
.20626722 -2.
.242776389 -3.
.20693131 -3.
.83649272 1.
.59987991
.82274707
.55940525 -
.87449234
.46537500
.87372764
.63754938
.64229322
.60545365
.98169679
.82994655
.45299236

o

DWW NDNDEDNDE OO

11441979
96287942
50041977
03022113
18388426
81945111
31521085
14531325
09417351
59474834
08646242
74308468
74856453
26857725

.19495836
.73063604
.32398463

38104765

.04116268
.48026232

Z
93696432
86617361
51974883
16400245
18066289
54463249
23583633
22180271
96155618
22600888
24334525
86492457
17359320
91006717
38138253
48266828
28903163
26621849
93925919
22353653

.08282349
.33803428
.04547734
.27849339
.16411980
.41129943
.69975926
.37775744
. 64255732
.30506565
.26528626
. 71217659
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6 0.26564287 1.58518178 4.
6 1.27028161 1.40140828 3.
6 1.60872329 0.12905971 2.
1 -0.56595565 -1.71203703 4.
1 2.40037463 -0.00858742 2.
1 1.80319727 2.27008574 2.
6 -0.06505335 2.96473794 4.
1 -1.174686084 0.57441190 5.
8 1.31948711 -0.40044629 -4.
8 -0.87963929 0.46084615 -5.
6 0.14613312 1.79149184 -3.
6 -0.30956154 2.96007634 -3.
6 -0.13442879 4.17902906 -3.
6 0.48779298 4.24056934 -1.
6 0.92734600 3.04200850 -1.
6 0.76366141 1.81580788 -1.
1 -0.79335690 2.90549959 -4,
1 -0.48929593 5.09793162 -3.
6 0.70332225 5.56227231 -1.
1 1.40689957 3.07097559 -0.
1 1.09956590 0.88259080 -1.
1 -1.05369144 2.99021381 5.
1 0.67243082 3.28892954 5.
1 -0.05032680 3.70757130 3.
1 1.73188781 5.92196223 -1.
1 0.02158056 6.33288533 -1.
1 0.55573669 5.47486147 -0.
1 0.96639338 -2.20650542 0.
Energy -8139.851265 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 23

Atomic N.

8

O RPN, RFOOR RN R RO JO R R0

OO OO R, NWWWDN

X

.84001985
.19040366
.94170188
.62280698
.32328139
.82877890
.15147900
.34817916
.42638154
.66906601
.22420623
.07671048
.29940294
.15394939
.61467842
.97326281
.86480888
.01198250
.94128004
.32029320
.51652327
.40480935
.33763975
.76345932

.98710059 2
.55108822 3
. 74351427 3
.40582906 4
.17859675 4
.87606329 1
.54690446 1
.93498926 1.
.64758750 1
.21516706 0
.99290280 2
.15610658 -1
.35000438 0
.98103319 0
.30149240 0.
.63447635 -0.
.71139043 -1.
.16159843 -1.

Y

.60947585 -2.
.03284061 2.
.17137563 2.
. 74245751 3.
.45851293 3.
.66776788 3.

21493069
24864989
79150594
66840491
05527986
85653746
72666358
46747776
10469070
14114277
09124120
70073945
04082315
78542479
19487941
83659618
67524169
51105491
09183321
21409726
37450352
20250908
47732861
91736172
25101781
47388979
00671844
49168680

Z

.44449434
.75467761
.73290251
.30103888
.33103384
.05225408
.50991242

49696177

.83684490
.48641348
.15555891
. 72873907
.59843924
.91324172

66806572
87398961
05935272
14001877
43481029
38408924
90230531
23556501
53052881
06155363
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1 -0.77857071 -0.43958768 4
1 -1.74673051 -0.38125114 2
16 0.97836100 1.40234022 2
8 2.26912784 1.44756376 2
8 1.04112576 1.48246618 4
6 -0.03937266 2.79233315 2
6 -0.23162147 3.87399145 3
6 -1.00232989 4.95509821 2
6 -1.58659068 4.96633228 1
6 -1.38596627 3.85600606 0
6 -0.61475155 2.77077719 1
1 0.21049575 3.85562620 4
1 -0.48518411 1.90890854 0
1 -1.84763212 3.83271467 -0
6 -2.40218905 6.14472845 1
1 -1.15761657 5.80285672 3.
8 -3.17085779 -0.45426990 -3.
8 -1.58213513 0.30230812 -1.
6 -0.54222232 -0.66589287 -3.
6 0.72625164 -0.27658091 -3.
6 1.79753509 -0.34108507 -—4.
6 1.61857398 -0.78261868 -5.
6 0.32630906 -1.15361968 -5.
6 -0.75445107 -1.10073767 -4.
1 0.87116791 0.08712918 -2.
1 2.78920158 -0.03448201 -3.
6 2.78291054 -0.86888376 -6.
1 0.16352436 -1.47755221 -6.
1 -1.75992045 -1.36103573 -5.
1 -2.72365766 6.77179667 1.
1 -1.81444349 6.77874829 0.
1 -3.29462074 5.81859828 0.
1 2.49389023 -0.56012444 -7.
1 3.61923663 -0.24013749 -5.
1 3.15308190 -1.90369232 -6.
1 -2.36757808 -2.81617782 -2.
Energy -8139.845209 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 24

Atomic N.

8

OFRPRPOAdRr PR O JdJOR FEE O

PP OOONWWDd WwN

X

.54208841
.81050692
.64918014
.97060248
.86043403
.04162214
.07443462
.53180439
.31909409
07267242
.22296620
.80783118
.881916009
.87617165
.99763066
.52319440

.40589636
.78142671
.22623043
.85276055
.62607423
.41872890 0.
.487639%946 -0.
.44459613 -1.
.99697116 -1.
.91815142 -2.
.14658370 -0.
.22520179 -2.
.48295822 -0.
.95292781 -1.
.70015312 -0.
.84279030 -2

Y

NP = o

.14017692
.64862185
.96815857
.17837890
.44577597
.41828845
.27858545
.84567180
.57032569
.73223800
.14476071
.27388857
.48976023
.25650075
.10031184
51558984
23043325
33085702
57405686
13870668
03231032
35161711
76463262
88694435
12140766
69563318
30519778
79418187
21735111
94176426
41830797
54880187
31890304
97500524
37406679
45057218

Z
.96791987
.49608660
.03384925
.29336376
.58783654
77831460
42132710
45267439
89089186
24714159
97188880
28376152
95052349
08478331
18546410
.29360332
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1 -1.32684410 -0.12060006 -2.
1 -0.51841658 -1.59738685 -3.
16 1.48950081 0.21134498 -3.
7 0.28349567 -1.49952386 2.
6 -0.55401162 -3.24406446 0
1 -1.46863180 -3.75564384 0
1 0.18454124 -3.99498896 1
6 -0.87718691 -2.34547450 1
1 -1.10530099 -3.00015522 2
1 -1.77383645 -1.73061252 1

16 0.91853608 -1.45477828 3
8 2.35904166 -1.10630854 3
8 0.58500542 -2.63952695 4
6 0.21094632 -0.02112635 4.
6 -0.70659383 -0.21957722 5
6 -1.26605230 0.89162280 6
6 -0.91548310 2.19620491 5
6 0.01547524 2.36489665 4
6 0.57985184 1.26792565 4
1 -0.96234584 -1.23433782 5
1 1.31268227 1.40380729 3
1 0.30642320 3.37309551 4
6 -1.49446356 3.39230799 6
1 -1.98325965 0.73951334 7.
8 2.76935985 0.85248222 -3.
8 1.39534051 -0.99675692 -4.
6 0.41141491 1.46756793 -4.
6 -0.59942441 1.08524404 -5.
6 -1.43505788 2.06569266 -5.
6 -1.27246044 3.42015696 -5.
6 -0.24359683 3.77468293 -4.
6 0.60028373 2.80971540 -4.
1 -0.70924076 0.03713208 -5.
1 -2.22363156 1.77321552 -6.
6 -2.15512294 4.47737289 -6.
1 -0.09577627 4.82442696 -4.
1 1.41448067 3.08934055 -3.
1 -2.41630008 3.13233728 7.
1 -0.78155444 3.78873122 7.
1 -1.71922139 4.20791935 5.
1 -1.67201494 4.91999121 -7.
1 -3.11669356 4.05962880 -6.
1 -2.35069329 5.29540220 -5.
1 0.92070005 0.54819330 ~-1.

Energy = -8139.843635 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 25

Atomic N.

NP OWNDWNRE

X

.24217492
.66657012
.19382608
.93443736
.03173696
.45651706
.93190339
.33181551

.56875957
.39486149
.36325612
.10130063
.23685304
.54092464
.45683939
.34460983

Y

WNNHFR, O RFP

52788772
09029488
78494544
17241546

.70216738
.34527576
.01275127
.89853743
.75486936
.70390863
.68106551
.40770330
.50503788

53214116

.56340729
.20005554
.82494002
.78440550
.13718562
.86622737
.34170926
.48268796
.53857988

00889181
44311085
62576286
50960812
39403881
93233912
60303416
71313048
16547696
67029932
62792557
21630643
45329347
49698904
07461509
27834889
83755624
10134814
54092081
51029405
62278854

Z

.15990989
.12621227
.15920233
.17945583
.95505062
.85993867
.56745458
. 74167252
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Pk EFEFOODODOODOOOOCORFROFRERERFRPODODOOODOOHOOOOIFEFEFE,FOFR,EFOYIORFR, PO EPOdIRFE P

=

Enerqgy =

ORFRPONORFRPONWHEFEFOORFRPRNRPOODOORFHR OO, OOoOOOo

.37579776
.66419270
.24634738
.12560162
.05910797
.12775864
.54918984
.49329798
.56769613
.10384651
.61180509
.83274588
.75910169
.82284535
.67518253
.27829566
.76504127
.58200008
.01087052
.34465739
.66630748
.25250442
.03649608
.16440244
.64837189
.92128507
. 72877053
.41328160
.93525326
.29139011
.89270978
.05981183
.94586128
.36331061
.84711277
.10067265
.08410625
.20389949
.14312687
.97392349
.95666310
.65237301
.41713282
.02521945
.71447359
.33719278
.96140684
.60085920
.13367299
.48076733
.82801403
.51663207

N

NN OO 0T AN WNDN R

.69718918
.20509383
.27987126
.73368525
.29951529
.37694733
.28473453
. 72233610
.10726616
.37750032
-3.
. 76312893
.69222920
.43460563
.17370593
.67778190
.64953335
.34100538
.10366844
.78090336
.37324009
.10798527
.26105634
.25487629
.11440323
.96525715
.95108607
.14342661
.05687275
.06632239
.12251434
.15376647
.89062233
.03411227
.00883992
.92061878
.51049278
.20624013
.28682425
.68746558
.17671041
.22738590
.87267397
.04361470
.99178804
.92993878
.27349190
.16827634
-6.
-6.
-5.
-1.

21563957

70394840
28491128
16996229
01417557

-8139.852772 Hartree
Number of imaginary frequencies

Compound Ila isomer 26

Atomic N.

X

PR OFRRWNNRNRORORRERE®WW

.65488425
.85616381
.64007528
.83272794
.29452505
.01127496
.51548684
.31719433
.28230109
.95295563
.11691612
.56704853
.51258286
.34669634
.49838852
.44441639
.62905141
.43637224
.18198644
.81503718
.52722306
.61055863
.33960770
.72221477
.37935014
.61557525
.23527456
.82374414
.63973841
.11300711
.86764744
.29949798
.65478318
.86736468
.50742334
.03925424
.21355200
.00154497
.50235249
.25561424
.66273968
.58122295
.33743368
.09782487
.13866078
.36169122
.08613709
.32726406
.24789953
.73463218
.07507819
.41603274
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PRPRPRERPRPRPOORPRPOOOOOOODOHE R RPN R, RO RO RO, RPROJOR R R Oo®

P OOONNORPROOORF WWMNDNEDNO N OO D

| |
O OO O

.33670312
.13027001
.38490119
.63501108
.06787456
.43788948
.49733811
.70589826
.43272238
.29321548
.33747560
.64159162
.68458439
.49590612
.28479549
.32278555
.58536341
.21304172
.18675204
.00171338
.70805912
.25372114
.40158861
.40637915
.11318378
.98199705
.36110743
.38754668
.56924814
.17329463
.00871541
.18679525
.53370597
.66669140
.48877563
.72626901
.81110271
.91753122
.78930563
.84408831
.75533287
.03183102
. 74735938
.53578091
.58827928
.49683851
.25568876
.14315023
.25285821
.75728427
.69064268
.94997879
.04378845
.50551192
.55707558
.28156225
.51340204
.90319562

.35510928
.52966869
.96372323
.32217120
.25612902
.23784696
.25583730
.38346401
.48726516
.25476213
.50215119
.22999008
.49572852
.76514420
.29060729
.67834409
.50018785
.05035869
.26805617
.26899807
.90469400
.63438309
.73329140
.41210935
.98586396
.57672743
.90127389
.26635018
.09498056
.75015877
.21344569
.88125625
.09650328
.62241314
.95366260
.06395088
.60128315
.78634611
.84693711
.24754480
.29715145
.36581516
.04336416
.41188026
.00053655
.24175055
.86364800
.26033507
.00103200
.07154143
.88604957
.25693866
.19410292
.86104793
.89247535
.40195710
.02508958
.87263193

P OMNOORFRPNRENWNORFRRPERPRERPRERERERPWNONDNDWNDNOOOOOO

.20814863
.34001490
.64085073
.93134438
.85066518
.49169728
.08295273
.92463940
.99178751
.61765374
.79282823
.07337206
.15513301
.21361956
.68140491
.42384186
.41735233
.95869543
.06327848
.52797385
.57731367
.55255250
.76772324
.64828033
.26337528
.22145480
.84300057
.15195804
.29629387
.41675180
.43270870
.08884302
.25266256
.25356829
.92964481
.47408208
.70671415
.30317220
.61862539
.87945475
.07391643
.54286929
.83469339
.67029957
.25644049
.00725524
.15631985
.57576635
.09997606
.13089392
.66579075
.74079664
.70390951
.21276751
.87434898
.49404820
. 74358522
.23483535
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1
1

Energy

-3.
0.

58951129
72891918

-5.
1.

26218140
87863728

-8139.840698 Hartree
Number of imaginary frequencies

Compound Ila isomer 27

Atomic N.

8

PR OOODOODOOHOhOOHFRFOY—F,HEFEFEFODODOSTOODOOHOOOOOOITHFFRE,FOoOYRFFPFPFOTYIOFRFRFORFPRPOODdIRRPRPREROODJIORERREO

oOrooorrRFrOoOOoOor

OO NRKFHFRPORFREIN

X

.48146897
.63764278
.16402018
.16773317
.22327722
.81560622
.02015890
.52612355
.27026622
.28730109
.99953161
.42701670
.71293387
.68387316
.92654287
.05429442
.53284188
.10086777
.48893152
.10503569
.94432201
.85584298
.41962073
.31665182
.85104301
.00874506
.22506733
.68040695
.25717929
.67256938
.89280792
.59206967
.08418642
.84755205
.13971266
.27310307
.82716262
.43024112
.82611646
.54562494
. 79110093
.29614021
.92611725
.15165417
. 71770578
.04588466
.83418723
.27639044
.91922646
.12142092

Y

.29067126
. 74728662
.41320383
.11862619
.29446313
.20318206
.19932630
.92127406
.45076645
.63974763
.19619314
.09308954
.11266264
.42666867
.54232770
.39001728
.89798245
.07172535
.38880459
.32457479
.86903184
.42002023
.42182765
.85988858
.69604915
.39984558
.93588668
.94772700
.65652209
.63879098
.28046381
.80134638
.69970893
.05787344
.52701911
.38801399
.04695617
.97845756
.29190879
.30566491
.78219905
.27024020
.29503360
.44558507
.12701159
.67326023
.51459388
.82262714
.81082705
.03422487

-3.
-0.

-0.
-1.
-0.
-1.
-1.
.70313753
.89355049
06211145
.61558012
.74008321
. 73574441
.17524627
.94872653
.38083557
.03472013
.58759323
.79901894
.44674568
.97508436
.58225129
.35986886
.80070323
.15258982
.25602269
. 73513713
.52907239
.53403980
.17347985
.73615761
.12857173
.34610900
-0.
-2.
-2.
-1
1.
-1.
-3.
-3.
-0.
0.
.14601267
-0.
-0.
-1
-2.
-2.
-1
0.
-1.

ONPFEFREFRENNPPWWRFRFONORENREREMMWS_DNDPRE

o

2

56505344
08305922

Z
14816797
19857518
83540806
69772775
95756845

74511744
04858762
23549829

.15880241

36132580
30484177
24120934
22054276
57807961
65257008

48584808
33422570

.47461983

76019762
88054210

.75509101

66560609
36135443
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6 0.56346273 -6.40210430 -3.
1 2.11456823 -4.15645541 -3.
1 2.90573030 -2.93767069 -1.
1 -3.87079603 6.51059209 -2.
1 -2.35786691 7.23451476  -3.
1 -2.81544976 5.61360555 -4.
1 1.36925645 -6.51546648 -4.
1 0.18125918 -7.39995891 -3.
1 -0.24927723 -5.84573273 -4.
1 1.50991441 -1.37289378 0.

Energy -8139.850067 Hartree

Number of imaginary frequencies = 0.

Compound Ila isomer 28

Atomic N.

8

oorHroyRrHRrFFRPOOOM OO O OOOOHHFRPORREFOJYIORFRRRPORPPRPOIRPPEPRERPOODIORREREO

NP ORFRPRONMNMRPRPREPRPRPRPOOOOOOWWMNMNDEDNOU oYU O b

X

11113060
.21940883
.46361389
.10455360
.04272465
.37475270
.85385192
.94071477
. 77073355
.01852985
.88011671
.94262084
.51828447
.16087754
.18107454
.43638910
.61891757
.03759998
.23440271
.07026909
.84772133
.59861429
.86935368
.87987115
.10753266
.16666489
.35437739
.14129625
.88839434
.22916676
.81700400
.04895739
.69626885
.07747344
.85117617
.30241866
.36801486
.56284772
.00788940
.51064116
.66800940
.07711818

OO OO0 OOONEKFHE O

W PP OONDNWDSDWSAEDNDWNDDBDNDDNDDNDDN

Y

.41095880 -0.
.50588161 -1.
.54157511 -1.
.82039770 -0.
.25166999 -2.
.48132867 -0.
.85841072 1.
.34788935 2
.61811146 3
. 74141542 2
.79105748 2
.98985397 1
.33425694 1
.85797295 2
.58604843 1
.16310891 2
.38115223 2.
.40853022 3
.63995764 1
.29785192 -0
.35049506 1
.68918732 2
.66691958 1
.96379823 0
.03960746 0
.86810024 0.
.19281790 -2.
.23563726 -2.
.54451046 -1.
.43447093 -2.
.69900756 -2.
.87364798 -3.
.80433503 -4.
.54157838 -4.
.34986194 -3.
.53248120 -2.
.37269919 -3.
.69792963 -4.
.00528055 -4.
.86284901 -3.
.19910084 0.
.66477441 2.

98915729
87297895
85016539
96531891
54367803
08493808
72767189
73965459
48115562
41902821

Z
36038251
25011426
73569008
67390170
04453369
95616066
50030499

.36439078
.42233089
.27426184
.01394645
.08662531
.88225249
.79075393
.07046243
.18813282

43548470

.07269871
.40417145
.74983733
.55296772
.57708691
.30403813
.53795863
.46910658

87780571
09141707
94938113
80592420
93676122
94341987
57971027
21459069
19420940
56161056
46662614
56226832
68897153
93181315
58859709
11369578
61425760
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6 -0.35692636 -4.38362634 1.
6 -0.74184650 -4.47966999 3.
6 -1.98193199 -5.04386711 3.
6 -2.83855245 -5.51314730 2.
6 -2.41837332 -5.41119720 1.
6 -1.18586733 -4.85124006 0.
1 -0.06513067 -4.14140697 3.
1 -2.28398608 -5.12988409 4.
6 -4.17612781 -6.12217059 2.
1 -3.06338196 -5.78823319 0.
1 -0.84964369 -4.79969088 -0.
1 -4.51390386 4.91894607 -—4.
1 -3.84933707 4.09605048 -o6.
1 -4.68599471 3.15518177 -4.
1 -4.26786042 -7.13315492 2.
1 -4.32490867 -6.19022763 3
1 -4.99852285 -5.52339711 2.
1 0.42794767 -1.89999732 0
Energy -8139.843608 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 29

Atomic N.

8

oo ococooocooooy RO FPFOOIORFRPRPORPRERFPFOODIRFREFRERERERPOOITORREREREREO

OO MNORFRPRONRPFOOOOORFHF WNREDNE WU oy oy U i

|
o

X

.24420158
.59843183
.16966764
.08583772
.68162489
.02174914
.44727123
.16558502
.49731898
.54400955
.03790205
.45962132
.25089118
.35679537
.35284652
.62879866
.31207184
.14514975
.11556340
.49316793
.10638987
.68151113
.05721530
.11263310
.02767536
.88724349
-0.
.18887969
.30383234
.80906210
.15820755
.09726922
.70380323
.33542347

60201651

O OO RPFPFWERENWPrrWSEDMNWNRPRPODOORRNMNNMNODMNDMWNMNEFRFORRERRERER

.52411895 1
.08493319 1
.69689620 2
.19016844 0
.02756489 1
.04135804 -0
.84405555 0
.45027987 1
.13931180 2
.67065226 2.
.00147090 1
.03614519 1
.09752206 1
.72723996 1
.84307948 0
.78779246 1
.25582495 2
.96462973 2
.39272266 1
.45334113 -2.
.94326703 -0.
. 79482219 0.
.29488405 -0.
.63581130 -1.
.54453254 -1.
.44916874 -0.
.01533709 -3.
.14152189 -4.
.20472184 -3.
.03765557 -2.
.38424377 -2.
.59648825 -1.
.52609940 -1.
.84440860 -0.

Y

82806654
16617557
47599333
46958250
13103237
80257272
95012446
52114586
80596053
33514003
23293364
59438785
01777250
77470855
38338525

.89064442

38682945

.20633653

Z

.38336103
.37945824
.09646776
.38991296
.68493710
.19500478
.80954238
.95572729
.50349907

62270028

.58623590
.03152691
.27875321
.95615262
.40044952
.97197893
.20057091
.92937537
.50046724

04481393
13692409
42943244
56719730
25828038
87761691
84102632
29581430
18241833
82740992
38082017
45975582
79035124
04618652
98032871
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PR R RRPRPRPRPRPOREROOOOG00OR OO

[

Energy

.38445204
.45606187
.32543329
.00615696
.72500404
.15432789
.29705591
.29400843
.95070072
.09485619
.82481719
.89255171
.00722505
.90980084
.16702342
.49351124
.87963207
.03559339
.60369284
.33003928
.64354417
.00380564
.36349297
.50173939
.54542784
.41319302

.07334072
.25910224
.32212068
.70675812
.38862332
.86219050
.51523826
.51953638
.68811840
.24085884
.21702435
.65476535
.08860107
.10950787
.92171509
.65434730
. 71329037
.42399936
.68358486
.79373212
.82868579
.24606211
.59559749
.04259237
.34000699
.53120583

-8139.840678 Hartree
Number of imaginary frequencies

Compound Ila isomer 30

Atomic N.

8

PR oRRoOdORROOR RPN RRPROOJOR R RO

O OO MNOHFHFONRPFPOOOOORF WMNNDNDEDND O O W

X

.60820029
.69420880
.18786836
.45068341
.37114778
.19580224
.48655142
.62689405
.34403335
.98685605
.43569068
.37275243
.31543382
.20910653
.38508513
.61010813
.36350734
.20677990
.08086693
.46224337
.09374414
.71935180
.00984830
.04833565
.00505939
.95284104

OO R PFPFORFRPORREWWNDDNDDN

Y

.43438572
.84651900
.00002204
.33452264
.57006171
.12102358
.24602979
.99351602
.16549003
.03467481
.67680631
.71741223
.38023794
.75416440
.47894419
.09998026
.59418269
.22085018
.24135194
.53535792
.68306801
.90100067
.26068025
.07353187
.17381071
.69925524

-1.
-3.
-1.
-0.
-0.
-1.

0.

2
1
1
1.
0
-0
-0

2.
2.
-0.
-1.
-1.
0.
-0.
-0.
-0.
0.
-0.
-2.

0.

-0.
-0.
-1.
-0.
-1
-0.

1.

2
3
2
2
1
1
2
1
2
2.
3
1
-0
1.
2.
1.
0.
0.
0.

64601420
03670762
58055546
39777190
34854527
84603218
57481738

.96371399
.00482562
.95754954

56194071

.23163097
.70398101
.32808384

99683472
30573155
19306494
74255532
05258555
59251120
13068385
98085627
59933481
64862844
98537193
49264043

Z
09003312
91437289
42917930
27871119

.68291390

80621134
62838372

.53641125
.59070450
.41857989
.25244743
.08200835
.91699290
.81832289
.07377584
17279663

34655791

.08572531
.37154172
.61559719

72694560
74569544
54533554
67929045
65650794
95754395
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16 0.56431422 3.52872818 -1.
8 1.60277015 2.83786460 -2.
8 0.72644959 4.95823199 -1.
6 -0.99325197 3.39797690 -2.
6 -1.88945492 4.46632371 -2.
6 -3.09968040 4.34918338 -3.
6 -3.42200701 3.18301987 -4.
6 -2.49662104 2.12400662 -—4.
6 -1.28740742 2.22325961 -3.
1 -1.62795244 5.37904175 -2.
1 -0.56651972 1.40576293 -3.
1 -2.72652609 1.21034153 -4.
6 -4.71325840 3.07417530 -4.
1 -3.80241727 5.18455464 -3.
8 2.72587388 -3.60297058 0.
8 2.82537011 -3.09436162 2
6 0.73005247 -4.40561405 1
6 0.29789787 -4.65306193 2
6 -0.75855599 -5.54255380 3
6 -1.38475267 -6.18980163 2.
6 -0.92442678 -5.92322696 0
6 0.12836936 -5.03829575 0
1 0.80118518 -4.17185794 3
1 -1.09681930 -5.74362972 4
6 -2.50105674 -7.17606689 2.
1 -1.39245356 -6.42533009 -0.
1 0.50153310 -4.85348213 -0.
1 -5.44983235 3.81166014 -4.
1 -4.54282446 3.25138201 -6.
1 -5.15477929 2.07260924 -4.
1 -2.11641115 -8.20769082 2.
1 -2.98136557 -7.01751596 3
1 -3.26829955 -7.10489825 1.
1 0.90105664 -1.72774022 0

Energy -8139.843602 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 31

Atomic N.

8

FRPOoORRPOAdRRPROJOR R PO

OO OO FNNENRENO O U O

|
= O

X

.19666405
.56433350
.68267468
11722757
.04565865
.98830392
.36596994
.06287371
.37494639
.45623626
.92368504
.44928279
.18485633
.44390484
.40516267
.58967738
.33936404
.09137875

OO ORFRPNMNNMNODWNWWNNRHRRFRRPRLRORRE

Y

.53850092 1
.14490078 1
.07212418 1
.72374851 2
.33458953 0
.12410230 -0
.81877695 1
.36216726 2
.99600929 2
.54810026 2.
.95780377 1
.00486486 1
.01451907 1
.58395527 2
.80318664 0
.67228070 2
.10299712 2
.79940058 2

91328130
75882694
56079814
82819690
81346589
50250278
21080779
21087970
52628110
27922170
54222967
76271922
98283121
49472780
09909400

.63627852
.66268110
.96726528
.17381056

09768516

.79636616
.57036849
.80517887
.19180503

32994747
05230982
43687663
63897239
05622449
88714965
31449106

.30383517

54730808

.17363985

Z

.50166644
.46681370
.69808526
.22455694
.48690246
.10684096
.00466698
.19471280
. 78329090

80987142

.87001329
.04692093
.41295238
.12369504
.51407460
.02406648
.20651818
.99703591
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16 2.13800924 -1.43437592 1.
7 0.43981858 2.60090007 -1.
6 1.00467979 3.97152511 0.
1 0.55575193 4.77215976 0.
1 1.94941138 4.37416466 -0.
6 0.02565263 3.71760937 -1.
1 -0.07757540 4.66412415 -1.
1 -0.97191081 3.47910590 -0.

16 -0.63704731 2.22138357 -3.
8 0.18119889 1.43086025 -4.
8 -1.36707898 3.42587250 -3.
6 -1.82253932 1.15244176 -2.
6 -3.17920659 1.47247967 -2.
6 -4.10052631 0.61664014 -1.
6 -3.68190769 -0.54718965 -1.
6 -2.30645550 -0.83767373 -1.
6 -1.37308236 0.00121203 -1.
1 -3.49673607 2.37910030 -2.
1 -0.30857389 -0.22699038 -1.
1 -1.95788652 -1.73221236 -0.
6 -4.68329011 -1.48146075 -0.
1 -5.16345260 0.86092656 -1.
8 3.32764161 -1.46767237 0.
8 2.31029707 -1.65070371 2.
6 1.01023415 -2.72466949 0.
6 0.16177455 -3.35844376 1.
6 -0.72838861 -4.33126786 1.
6 -0.77337470 -4.68695287 -0.
6 0.10099766 -4.03756107 -0.
6 0.98934931 -3.06073659 -0.
1 0.21655622 -3.10255642 2.
1 -1.39208708 -4.83061775 1.
6 -1.71459943 -5.75676028 -0.
1 0.08714293 -4.30517245 -2.
1 1.67522391 -2.57023039 -1.
1 -5.62364046 -0.96572948 -0.
1 -4.92225172 -2.31109619 -1.
1 -4.28888379 -1.92553661 0.
1 -1.16515225 -6.67689586 -0.
1 -2.46509791 -6.01357819 0.
1 -2.23845990 -5.43775001 -1.
1 1.36012802 2.73130034 -2.

Energy -8139.840671 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 32

Atomic N.

8

&
HF R odO R PP o

WNNENO WS DD

X

.28114478
.63871757
.87384381
.84283631
.53806102
.49795436
.74409520
.87131244
.64130273
.09288772

Y

.50089920 -0.
.20182701 -2.
.86879283 -2.
.44579325 -2.
.78267695 -2.
.15513995 0.
.76467393 -0.
.28647176 -1.
.29163212 -1.
.60990156 -2.

42832371
87691462
13245517
75204177
26529831
01497827
57176507
61916786
16242428
10088644
61628222
32466933
38236179
77451698
11210173
06529609
67084676
89634444
62084900
54595528
48141165
81400657
50565707
88176391
84150503
74971869
28528535
07051178
96082929
51560284
80740767
99370776
56526469
01915526
20609086
24818827
16496477
44225603
81637542
19309057
47745298
31170264

Z
75908190
10265798
22638310
83074153
36872496
16478172
50931108
30817577
71180683
13896357
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1 3.77012596 -3.33776060 -0.
7 1.13635997 -0.23638503 -1.
6 0.55152300 -2.56360214 -1.
1 0.31192532 -3.49669465 -1.
1 -0.29767117 -2.32877823 -0.
6 0.71452993 -1.40909982 -2.
1 -0.26501782 -1.2510239%6 -2.
1 1.42849361 -1.66473630 -3.
6 1.16030904 1.24051122 -2.
7 1.19081319 -2.36936397 2
6 1.44667680 -3.74816182 0
1 1.01173254 -4.66142988 0
1 2.40911436 -4.05224144 1
6 0.51171778 -=3.30004327 1
1 0.15704297 -4.20334184 2
1 -0.37906089 -2.79555020 1
6 0.32772762 -1.94653853 4
8 1.38438308 -1.70631240 5
8 -0.76450948 -2.91514401 4
6 -0.42905346 -0.37198922 3
6 -1.81350764 -0.29311056 3
6 -2.39288856 0.94667880 3
6 -1.60719976 2.09972276 3
6 -0.21234088 1.98393061 3
6 0.38250332 0.75840820 3
1 -2.42137364 -1.18779554 3
1 1.46160580 0.67574514 3
1 0.41608152 2.86866548 3
6 -2.23251700 3.44218172 2
1 -3.47698413 1.01793118 3
8 1.93022279 2.02828107 -1.
8 1.60781129 1.26487394 -3.
6 -0.54269129 1.85848115 -2.
6 -1.09962089 2.33492800 -3.
6 -2.41488252 2.80820004 -3.
6 -3.17914603 2.80874042 -2.
6 -2.59185836 2.31639887 -1.
6 -1.28154498 1.84412276 -1.
1 -0.50230096 2.32888273 -4.
1 -2.85405705 3.18144386 -—4.
6 -4.59206554 3.33620820 -2.
1 -3.17377349 2.29970613 -0.
1 -0.83635086 1.461960094 -0.
1 -2.07756803 4.13185787 3.
1 -1.77946444 3.91226602 1.
1 -3.31328618 3.35547595 2.
1 -4.64229266 4.31184705 -1.
1 -4.97700833 3.47050028 -3.
1 -5.26861650 2.65748711 -1.
1 2.08579673 -2.73611116 2.
Energy = -8139.838874 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 33
Atomic N. X Y

8 3.95785595 -1.73833112 -0.
6 5.34343802 -1.54235495 -0.

68281239
60107273
36683375
91665141
71127029
35665703
84165201
15809033
28913296

.60372797
.56000166
.10486915
.00051457
.68503997
.20759706
.28536153
.03136855
.03421369
.26953258
.59497456
.45183804
.16620696
.02528033
.16983165
.45563968
.58118090
.57591606
.05478887
.74249340
.06209291

25768602
70048606
28586248
47181128
46432994
28953175
10954327
09857534
38270909
39127487
27960692
18573049
17910007
58563370
85776077
57328819
77198675
29830265
74140194
94402405

Z
52110637
25592354
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kRO PERPOODODOODOOOODOHOOCOFFOOTHF PR ODODODOOODOOCOOF,FFEF,FOHFFER,FOSYIOOHFR,EFEFORRRPRPOODNR,RERPRERFODIORFRFRE

NEFEFRPRPEREREDNDO oo

|
OFRPNWNORFRPRONORF R

| |
= O OOoOo

.92014979
.58452636
.69246424
.57248086
.10458243
.70698694
13161177
. 75244452
.73109010
.29146657
.29640675
.96700294
.58436116
.57856947
.65186608
.40951173
.36942231
.40523502
.16155999
.53188483
.21104366
.73613134
.03196961
.36091788
.25578112
.27468970
.69329943
.16731937
.70130508
.15542729
.54619266
.05755915
.79452582
.02191878
.18234488
.34575233
.44143539
.52050926
.26694402
.64996449
.28292597
.17755295
.45397210
.84774914
.92037069
.64212483
.86231243
.15279741
.23441142
.20075413
.91455638
.00077234
.85002062
.16083993
.21881393
.70262186
.88366535
17733660

RS DO OOR DO DNEF WDWNDDNDDNDRE

2.
1.
0.
0.
1.
.97499228
.69851272
.01466709
.33960917
.99103519
.31259629
.14480735
.01060166
.16872576
.07785128
0.
2.
1.
3.
3.
3.
.95991736
.88358574
.86642260
.93850913
.83624587
.32364328
.44869546
.41725159
.03498062
.69844831
.25637558
.10866914
.45177172
.63774366
.30328530
.28429800
2.
.21110975
.43599855
.89200473
.38090265
.93932091
.99854037
.49958397
.95506689
.57873186
.55205946
.58275388
.33857374
.36515486
.13896216
.14213669
.48485259
.67329599
.35459531
.17176450
.44813614

w

26264573
71366818
52719414
35791122
80012497

49649420
17571530
79125317
09931887
84995162
42084394

79058374

(@]

~N O wWwds ooy Ul WDDNDDN O

.85841156
.80764039
.52627815
.11952957
.37456750
. 71432818
.31991816
.24011292
.57351498
.18346598
.43203663
.72409092
.41361320
.40940374
.31250228
.44285612
.40747404
.39161658
.64111260
.15653038
.67499481
.82247679
.34518453
.91100859
.783043009
.64872299
.07197724
.14560867
.03412648
.07000094
.23320202
.32363845
.28371217
.91659500
.59032971
.43791939
.37436304
.76823469
.87060589
.65233800
.55572312
.49806397
.59310490
.76126344
.83090443
.72115463
.16445722
.33661008
.85372214
.19148270
.02083906
77617720
.19962405
.06138887
.72423503
.81957482
.06495121
.27484773

S74
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Energy = -8139.843627 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 34
Atomic N. X Y Z

8 4.34011124 -0.37731613 -0.61145318
6 4.74853662 -0.02455505 -1.92684850
1 5.54124626 -0.71830878 -2.25695977
1 5.16143685 0.99821701 -1.94846164
1 3.92758333 -0.06081707 -2.66612152
50 2.51468448 -0.11925241 0.25407779
7 1.82529873 -2.68090976 -0.63529525
6 2.99070355 -3.12998836 -1.42355734
1 2.79388956 -4.10865770 -1.90270628
1 3.23079722 -2.39529722 -2.19785213
1 3.86614354 -3.21005258 -0.76861840
7 1.23377917 -0.08924573 -1.57038188
6 0.66442866 -2.43229567 -1.52331691
1 0.45854770 -3.32642200 -2.14661052
1 -0.21255221 -2.25302471 -0.88714463
6 0.85169215 -1.20871562 -2.42189100
1 -0.11076609 -1.02347264 -2.93076448
1 1.59718261 -1.40125055 -3.21217793
16 1.24139329 1.43660361 -2.14287331
7 1.13036816 -2.51166513 2.46786387
6 1.50209630 -3.74247858 0.34839382
1 1.10453816 -4.62822985 -0.18813677
1 2.45098014 -4.06124561 .80763621
6 0.51204555 -3.39176032 .46072843
1 0.15869078 -4.33622252 .90569778
1 -0.37405667 -2.88069865 .05899221
16 0.20089363 -2.20895026 .88440663
8 1.21044150 -2.01334847 .94380994
8 -0.87369589 -3.21741904 .01146327
6 -0.57969127 -0.62655293 .52510059
6 -1.96028808 -0.57017508 .34007742
6 -2.56142363 0.67237744 .11869347
6 -1.80108444 1.85020247 .08249093
6 -0.40899733 1.75703989 .26554279
6 .20714555 0.52907321 .48911198
1 -2.54906230 -1.48544190 .38816695
1 .28358357 0.46356618 .64014828
1 .20025346 2.66174695 .23081845
6 -2.45121872 3.19412038 .87199825
1 -3.64302507 0.72532187 .98243201
8 .95353439 2.16186338 .02861114
8 . 73660899 1.57834077 .53138119
6 -0.47725197 2.00976584 .15693990
6 -0.99701925 2.58553073 .31583067
6 -2.32315442 3.02632063 .32125629
6 -3.13543725 2.89698445 .18591505
6 -2.58556033 2.30531022 .03444079
6 -1.26425368 1.86409498 .01060260
1 -0.36295885 2.67863497 .19667117
1 -2.73339460 3.47594966 .22734811
6 -4.55863348 3.39595192 .18760251
1 -3.20539586 2.18479672 .14368750



Energy

.84823403
.35637409
.97125441
.51993250
.62782773
.94282700
.22366087
.02039687

W W wwr

-2

.40401436
.81996568
. 742770857
.09334728
.37917547
.50980724
2.

71344424

.88050580

-8139.838885 Hartree
Number of imaginary frequencies

Compound Ila isomer 35

Atomic N.

8

oo O REPEEFPOOOODODODODODOOOOONNHRFRFOHFHFPFRFOOSIOR,R PRI, ERPRERPOOITORRRO®

N R RFERFEREDNDOOYO OO

|
OFRPNWNORFRONORRH

X

.02002025
.38154931
.55833114
. 72391994
.01114741
.56934818
.20615517
.86512767
.33493316
.90283928
.89314535
.34108240
.20556158
.83971232
.54031405
.48510594
.56823648
.26827658
.40635339
.40109585
.27247106
.68425107
.33118088
.78763859
.08844035
.31402175
.22213838
.20489430
.70155242
.08542763
.62325047
-0.
. 70262965
.21693171
.67216736
.97573172
.05796214
.53671659
.63894485
.63241235
.25442935
. 74117531
.26666905
.11995400

27069047

NN

Y

.58412888
.38762199
.64447337
.34726347
.04346145
.26702590
.70314403
.81883838
.53846194
.84128386
.15906800
.08645128
.25383577
.09598439
.9901419¢6
.09068599
.12175096
.38281032
.31962380
.77330470
.02253758
. 77331961
.31400052
.94042452
.87247118
.87853995
.95060989
.80974068
.33116363
.55784765
.58174547
.27469262
.95885332
.05300875
.23668035
.60020979
.55340380
.08495807
.62624817
-3.
.36310618
.63858537
.98343660
.48011825

07359985

-0.
3.
2.
2.
-1.
-3.
-1.

2

-0.
-0.
0.
-0.
-0.
0.
-1
-2.
-3.
-3.
-2.
-2.
-1.
-1.
-0.
-2
-2.
-3.
-3.

1

-0.
-1
-0.

N O Wb > WDNDDNDORERO

(&)

-2.
-4
-3.
-4

11341761
77201352
04894467
64404342
69649095
20927420
64084601
.81883444

Z
45054558
08118671
97771138
24152616
70405329
17729293
.41206448
73156004
38132983
22519367
56114876
17307704
50947293
85013059
49463734
.46426151
40094845
49952989
34937904
.36542947
71629271
.27833700
71933584
.73318975
.23790438
.78165956
77112636
.70947441
.01235597
.12538375
.95156926
.98098110
.19912787
.35171532
.31908555
.79247906
.67474398
.50975514
.33400162
.63109744
75127104
.61404149
51004612
.49365223
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6 -3.41413367 2.99531797 -4.
6 -3.86546043 4.00422523 -3.
6 -2.97867056 4.49901710 -2.
6 -1.68417656 3.99708241 -2.
1 -1.76054156 1.71747625 -5.
1 -4.08159624 2.61342345 -5.
6 -5.26848860 4.54608694 -3.
1 -3.30445730 5.29981059 -2.
1 -0.98856978 4.40291201 -1.
1 -2.17440534 -1.51711237 7.
1 -1.08357188 -0.21286217 8.
1 -2.37989896 0.12807709 7.
1 -5.28009239 5.64151111 -3.
1 -5.73761809 4.26680862 -4.
1 -5.89995429 4.15336652 -3.
1 0.19005352 1.50463540 -1.

Energy -8139.843611 Hartree

Number of imaginary frequencies = 0.

Compound Ila isomer 36

Atomic N.

8

Y
R oooocooooovoooH—HRF PO RPOOJIORFRFRFORRPRPROONREPERRFROIORRREO

X

.63061157
.84248805
.72467844
.92960078
.86991111
.03075035
.55927676
.20964487
.25184352
.65446873
.21369660
.45373702
.55055345
.58690382
.10100661
.71687178
.57767949
.24753898
.89210484
.50342345
.31590345
.35318144
.38120135
.77089484
.54644578
.64186245
.51589044
.87394400
.89438847
.42492768
.82745984
.00109391
.22686831
.60002096
.78030547
. 77951131

Y

.65206445 -0.
.70766884 0.
.64177869 0.
.63596366 1.
.14327517 1.
.45500280 -0.
.57948800 -1.
.80150107 -1.
.59981988 -1.
.19172967 -2.
.56942479 -0.
.40966449 -2.
.51082181 -2.
.26484089 -2.
.38128301 -1.
.89100802 -3.
.02076629 -3.
.61947731 -3.
.50149744 -3.
.12814418 1.
.14695676 0.
.89716107 -0
.01266688 0
.04860086 0
.30235129 1
.93430367 0
.26865927 2
.53216582 2
.29021024 3.
.52197671 4
.64518623 4
.19225443 5
.58802626 6
.58399112 5
.14663636 4
.11180131 4

59635683
73234587
75955221
64136642
18365871
37076891
83604617
09317645
90690502
68665230
19036106
03541134
75233515
78772028
02415376
25110151

Z
05870747
70188081
04273625
29644281
40125089
92197797
04767995
57126365
88003033
43318751
78796039
81097338
07915506
38442272
62538719
30582660
91234555
94287611
72156499
67221598
15890249

.14674540
.83211640
.95460185
.69060182
.31600617
.92166742
47622829

46285175

.14961440
.80571862
.78124842
.11709854
.44539366
.46295264
.55485439
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1 1.06169766 -2.06201346 3
1 2.54610405 -1.06813696 5
6 2.10455090 1.18529234 7
1 -0.30733169 2.10404510 6.
8 1.82641472 -2.19661911 -2.
8 0.70261962 -2.07635504 -5.
6 1.49861037 0.18825828 -3.
6 1.85999073 0.61620356 -5.
6 2.34324252 1.91637818 -5.
6 2.46768241 2.78892749 -4.
6 2.08441365 2.32991426 -3.
6 1.60099971 1.03600518 -2.
1 1.75848147 -0.06551224 -6.
1 2.62693048 2.25815547 -6.
6 3.01913076 4.18113052 -4.
1 2.16604556 2.99950065 -2.
1 1.29471753 0.68073510 -1.
1 1.63775337 1.08378931 8.
1 3.08359759 0.69156853 7.
1 2.26638795 2.25920211 7.
1 4.08275869 4.21811029 -4.
1 2.94363765 4.51140644 -5.
1 2.49090133 4.90702273 -3.
1 -0.67401396 -0.29453707 1.
Energy = -8139.851356 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 37

Atomic N.

[e0)

(&)}

oo RPOOYORRPORRFROOYIRERERONIORRRE O

[

=

O OO

WHRHRrROOORFr O

O O OO WNENREFE WWOU O b b

X

.26314531
.58390821
.07286544
.27997336
.69444133
.09963075
.47426355
.31092491
. 74207563
.65583577
.19180702
.88725449
.30846018
.20693159
.39527161
.63353631
.21190765
.49696173
.35961144
.37508652
.00671710
.25775780
.88634658
.43733304
.30824671
.55654796
.87646765
.19714758

-2.
-2.
-1.

=2

=2

-2

-2

.85838772
-2.
-0.
.73820921 -0.
-3.
-4.
-3.
-3.
-0.
.62863662 -1.
-3.
-1.
-2.

Y
03055071 0
02592832 1
08837756 2.

2

16533133 2.
67383659 -0.

90734198 -1.
84802808 -1.
83223820 -2.
91405201 -0.
79390744 -3.

61001913 -1.
90259915 -1.
21490915 -3.

.49628112 -3.
-2.
.23574721  -3.
.50961462 0.
.89213968 0.
.70544113 0.
.18593740 1.
.59619285 1.
. 74926968 2.

0.

2.

1.

77914069 -3.

.36948443
.50480666
.97304260

.94405937
.69352964
.18802528

29613976
75679494
07127292
95563515
23295254
39975735
30874617
03572353
84809579
07657222
39690185
48881782
17696043
85954060
17961311
22567617
01749279
20592526
53282103
85563969
04334188

Z

.49136387
.88058584

19110176

.07347108

52234721
49585860
82045855
16988603
05356201
20759656
51552856
41941160
73753475
76371427
31174272
18106627
82482088
56462113
90585490
89992660
58613932
65245616
17476419
17247317
25656636
74906565
07805777
50618933
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8 1.81756721 -0.07561275 3.
6 0.80487491 1.96145280 2.
6 -0.16003853 2.09141344 3.
6 -0.99983721 3.20888674 3.
6 -0.88461532 4.19839984 2.
6 0.10733352 4.04586348 1.
6 0.95008429 2.93667166 1.
1 -0.23224287 1.33671167 3.
1 1.72910817 2.83429747 0.
1 0.22376179 4.81162796 0.
6 -1.79690738 5.39890370 2.
1 -1.75141202 3.31748529 3.
8 0.27862099 1.55967913 -4.
8 -1.02201224 -0.43094548 -5.
6 -1.58464637 0.31846686 -2.
6 -2.76543142 -0.41925672 -2.
6 -3.69804025 -0.35598927 -1.
6 -3.46657590 0.43235440 -0.
6 -2.27366601 1.17378864 -0.
6 -1.33243420 1.12130368 -1.
1 -2.95324157 -1.01146338 -3.
1 -4.62755439 -0.92242445 -1.
6 -4.46441498 0.47722102 0.
1 -2.07822173 1.80463486 0.
1 -0.41777264 1.71087966 -1
1 -2.41528164 5.44309990 2
1 -1.22304580 6.33373726 2
1 -2.47109601 5.37106249 1
1 -4.55615505 1.49127452 1.
1 -5.45750462 0.14371902 0
1 -4.14839872 -0.17923977 1
1 1.55927927 -0.32574532 -2
Energy -8139.843032 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 38

Atomic N.

8

(&)}

dorRrRProRRFRFOAdRPR R RONJORERE O

[

X

.94858030
.23785574
.79868072
.80561113
.17586525
.50605251
.92565549
.14455917
.75712532
.87294392
. 74079737
.32343614
.10075893
. 64234231
.18067791
.72077706
.10696096
.56759769
.03503860
.43631300

0. 0
-0. 0
.15708873 1.

0
0

-0

-0.
.67568687
-0.
.28697443 0.
.20562864 -0.
.11942222 -0.
.06721613 -1.
.34337364 -0.
.12825932 -1.
.47262340 -0.
.40524535 0.
.42052725 0.
.47867925 -1.
.19348087 -1.
.83285529 -2.
.88829503 -2.
.33499017 3.

-1

[

OO MNWNDNDNMNDWNE ORFDNE

Y
03687776
58121194
39087887 -

66447607 -0.

43872261
09184119
09060462
08295067
09576688
10977528
10027269
87288423
34491578
34060386
08299960
86698883
01110009
04308171
57581635
67898860
64080509
50338641
43307268
45963514
57394276
72216722
62643768
43612874

.40424822
.98820372
.01253387
.21341643

03826253

.29953936
.45225316
.80170892

Z

71711122
.76329138

61078466

.16082845
.91025451

62050237
28496784
55571757
45626181
60871219
23249685
95304251
07705167
17518119
51893276
56204137
69495154
17562055
82750731
04261953
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PP PEERPRPERPRPRPPRPODPRRPEPOODOODOOOODOOOHOORFROODRFEPERPEPODODODOODOHOOOWOHERFE POy P O

=

Energy

OFRP NP WNODODORHRDNE O

|
(@]

.38387135
.05232033
.99774880
.32936741
.89349917
.67825185
.20665425
.49784120
.31144627
.08597809
.36442456
.35045115
.06203276
.75590796
.76831505
.19271089
.51728596
.29565080
.11361711
.57317667
.06419935
.36041494
.58030105
.24266552
-0.
.15880005
.66553266
.04120614
.58300851
.24429792
.54342951
.02555724
.69403770
.78381691
.65029562
.72206276
.00747772
.61810241
.30281041
.18585317

60536993

.36032821
.24017529
.46838496
.47766761
.66333005
.34948083
.09866580
.94234170
.72494540
.93174489
.50736850
.16753118
.24823077
.65296469
.00324673
.67658320
.32356744
.49133888
.96454865
.84141523
.93727545
.54769060
.90816774
.10066931
.06670459
.96308790
.96014751
.93953423
.90755358
.85514959
.97403669
.76535770
. 70462526
.25308643
.58135963
.62643372
.18704581
.78442871
.93547115
.14948914

-8139.851850 Hartree
Number of imaginary frequencies

Compound Ila isomer 39

Atomic N.

8

dRP PR ONJOR R PO

O WwWhNhDMNMDNDEFE WO OO b

X

.81239037
.61387490
.03016755
.12842031
.38268411
.25125715
CTTTTTTT6
.40574360
.06292121
.15360043
.49581408
.01346493

Y

.68751757
.73512632
.98047584
. 77816633
.51537529
.38852862
.64676706
.58755724
.62481950
.30344311
.53151579
.25321866

AP NOYYWOUOOUOUDDDNDWDNDNDWNDNRERERRE

~J

=2
-2.
-4,
-5.
-6.
=-7.
-6.
-5.
-4,
-6.
-8.
=-7.
-4,

7

2

-0.
0.
1.
0.
0.
-0.
-0.
-1.
-1.
-2
-1.
-1.

.70414411
. 79937623
.89071027
.81552079
.74045060
.66076816
.49762950
.30589981
.41047894
.43829028
.74051872
.46903685
.91691166
.61003155
.86511704
.17225250
.85465280
.16638607
.72631464
.48669272
.64529364

49249596
57899627
08916811
43312398
28144037
74227617
39593229
43996576
83573565
73976011
38533876
97747276

.22879988
7.
6.
-9.
-8.
-9.
.20376573

51169629
09733203
29235256
87103246
21080125

Z
40397412
77028290
67860347
96216453
64092290
75894755
61417934
56212397
38676286

.59206629

44207999
45928777
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6 0.31180685 =-2.60302037 -0.
1 -0.06375868 -3.61757526 -1.
1 -0.15551896 -2.31191905 0.
6 -0.17686499 -1.64423238 ~-1.
1 -1.23747446 -1.88044029 -2.
1 0.38259743 -1.77868397 -2.
16 -0.49600489 0.99667418 -2.
7 2.25969361 -0.64553296 1.
6 2.11790023 -3.02685283 0
1 1.60886839 -3.96747290 1
1 3.20195183 -3.20026348 0
6 1.78174954 -1.91324906 1
1 2.27603026 -2.15501355 2
1 0.69379879 -1.87990287 1
16 2.91488849 0.48976403 2
8 3.79275100 1.24487587 1
8 3.49173014 -0.04723097 3
6 1.59596907 1.63463381 2.
6 1.21343320 1.72516622 4
6 0.18107959 2.59830538 4
6 -0.46896063 3.38249437 3
6 -0.06254349 3.26750613 2
6 0.96451494 2.40208111 1
1 1.73107500 1.12504889 4
1 1.27301581 2.33530326 0
1 -0.55065979 3.87002423 1
6 -1.55521827 4.35250461 3
1 -0.11860933 2.67469807 5.
8 -0.22197135 2.23546624 -1.
8 0.10397773 0.70378681 -3.
6 -2.28929816 0.83696747 -2.
6 -2.82435654 0.16590100 -3.
6 -4.21123113 0.03647212 -3.
6 -5.06806830 0.56978204 -2.
6 -4.49931887 1.24337110 -1.
6 -3.11850822 1.38247451 -1.
1 -2.15935576 -0.22762959 -4.
1 -4.63485692 -0.48290617 -4.
6 -6.56513427 0.45424425 -3.
1 -5.15096318 1.67321829 -1.
1 -2.68205866 1.92655954 -0.
1 -2.00103580 4.08661975 4.
1 -1.15155845 5.37301369 3.
1 -2.35381350 4.38846854 3.
1 -6.99832435 1.40354735 -3.
1 -6.84455282 -0.32443888 -3.
1 -7.03738164 0.22132233 -2.
1 -0.32754687 -0.06141927 -0.
Energy -8139.841300 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 40

Atomic N.

8

6
1
1

Wk ww

X
.59981462
.05614225
.95237619
.33422682

3.
3.
3.
3.

Y

14426171 -1.
75380429 -2.
81446103 -2.
21226679 -3.

80811975
04381119
14394991
89458297
09945198
83014089
49688718
23771097

.78119066
.07113245
.79335385
.78115634
. 73668638
.98275608
.21152060
.24242215
.46596136

68837553

.02637633
.38072787
.41712054
.07542822
.70412776
.77388578
.66018219
.30688034
.81022903

42770450
74586821
80941774
66283209
76371304
87044988
89632515
80047135
67711459
53178328
73178123
03160428
03749074
83939370
77745596
90140722
05662755
38273181
75234250
06739492
51321304

Z
46075082
62900325
60208407
54824513
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1 3.45415404 4.77903809 .70065094
0 3.35255600 1.20702413 .85624628
7 1.94452158 2.29829338 .18424557
6 2.85198483 3.32925893 . 72535610
1 2.31225486 4.03327173 .38576089
1 3.65135998 2.84957594 .30583428
1 3.30753189 3.87862349 .89056562
7 1.90160328 -0.93277372 .62784799
6 1.39243759 1.45889433 .28424499
1 1.35288986 2.06412247 .20830516
1 0.35779400 1.18539962 .03940876
6 2.19179889 0.17765731 .54810512
1 2.00230220 -0.18695267 .56708613
1 3.27178741 0.39009066 .49043850
6 0.89984587 -2.20073207 .13732760
7 1.11739310 1.02244872 .12973018
6 0.87080070 2.92512700 .37720763
1 0.15266332 3.47002130 .02090379
1 1.36284666 3.65227604 -0.28321824
6 0.13050221 1.89145965 -0.47994386
1 -0.47323770 2.43582715 -1.22408309
1 -0.56627781 1.29690127 0.13703007
16 0.96349151 0.65991518 -2.72212949
8 2.40686870 0.37834257 -3.08865054
8 0.19745756 1.65866442 -3.50183953
6 0.08061578 -0.90897790 -2.86753991
6 -1.15463690 -0.93785733 -3.51446339
6 -1.84851664 -2.14859271 -3.59509886
6 -1.32593676 -3.32432620 -3.03732058
6 -0.07745770 -3.26261368 -2.39182340
6 0.62949489 -2.06625558 -2.30639564
1 -1.55414587 -0.02378948 -3.95182776
1 1.59630182 -2.03719848 -1.80419413
1 0.34211213 -4.15893358 -1.93303630
6 -2.07096800 -4.63163876 -3.13309185
1 -2.81394073 -2.17778719 -4.10362459
8 0.93517218 -3.17295218 1.02993786
8 1.32792068 -2.53516059 3.50872187
6 -0.79504101 -1.57396965 2.24509814
6 -1.30788170 -1.18253713 3.48313748
6 -2.60964611 -0.68011562 3.55088943
6 -3.40589139 -0.56770327 2.40122294
6 -2.86375162 -0.97582825 1.16958610
6 -1.56718933 -1.48040108 1.08233880
1 -0.69781085 -1.29302399 4.37911919
1 -3.01638186 -0.37760426 4.51755664
6 -4.82056769 -0.05224307 2.48297945
1 -3.46866686 -0.90098430 0.26382992
1 -1.15752078 -1.80755572 0.12622771
1 -3.09293605 -4.48599319 -3.50512969
1 -1.55899641 -5.32442962 -3.81814097
1 -2.12464012 -5.13049791 -2.15515928
1 -5.54102775 -0.88356256 2.43853850
1 -4.99766798 0.48971429 3.42056528
1 -5.05075812 0.61882827 1.64410336
1 1.66047036 -0.65257803 0.66990091

Energy = -8139.841921 Hartree
Number of imaginary frequencies = 0.



Compound Ila isomer 41

Atomic N.
8

PO PFEFODODOODOOOHLOOOHFOITHFEFPERFEFODOODOODOOHOLOOOIYTFk,rFFOYTFFEFOJIOOP,PFRPFORP PO, PRI ORE R EFE O

O o oo oONMNREHr OO o

(I
w wNh o

WNhPrRPrPOOORrRrRPFrOOOHRKrRK

X

.63921283
.97661705
.12419365
.59236186
.66901423
.20240546
.11372898
.13012558
.81264051
.60316280
.80830287
.91225030
.02658968
.99718092
.21140544
.43323485
.09697979
.42774706
.88873279
.50320440
.69581930
.70550274
.06605974
.80484543
.40814057
.34889592
.62945632
.06342566
.13738883
.22611402
.51576670
.16751382
.54837476
.24471067
.42055679
.98524343
.43803170
.25962886
.25408024
.17274165
.22749227
. 71830153
.40275082
.60413152
.21804165
.62667556
.43808473
.82752696
.31121537
.40441868
.23352003
.77431742
.47076784
.21815562

0.
-0.
-0.
-0.
-1.
.80515420
.00726832
.11914657
.63020957
. 74714565
.84425388
.87239909
.00158688
.47022818
.22933790
.34126524
.50045583
.03745918
.36324867
.37000671
.57851007
.97114828
.42904663
.64771880
.19100759
.72029888
.41169042
.24335931
.59059914
.94218833
.05800687
-0.
.34501980
-1.
-0.
.03933247
-0.
-2.

O WNDNEFEFWNDDEWWNONORFRFENNO DD W WE

=

-1

2

-2

-1

Y
40947656
83610143
92122814
95288914
66923658

08817117

42919039
29743678

36300354
39699218

.58166554
-0.

0.

1.
.33220487
-1.
-2.
-3.
-3.
-2.
-0.
-3.
-5.
.50477124
.17350637
.33451106

00050982
29868428
15629773

57388647
88545231
95662579
68243991
38050762
74431306
07947722
37456252

NN B OYOUTWW D OO Wb

Z

.62139011
.42984826
.12752106
.59760009
.63917514
.81542076
.85249779
.79771019
.06483344
.71460588
.33139293
.36875064
.45253291
.70820497
.69478931
.69788588
.97071745
.55315025
.59368565
.20515625
.39607198
.16125432
.68937515
.60675819
.34833578
.36053628
.88994342
17717538
.34569439
.51220350
.03098054
.49520687
.44681883
.92500823
.45904875
.09194860
.07303875
.89290703
.94445511
.91154478
.92030741
.83389103
.98957584
.10783825
.39643108
.58913439
.47353687
.16734582
.75048556
.27176471
.91950123
.83905965
.31272878
.40632047

S83



1 -1.64438805 -3.11425530 -6.
1 -2.44393614 -3.28641353 -5.
1 1.09337816 -5.93633457 5.
1 -0.56173725 -5.40519524 5.
1 -0.11694888 -5.91044726 4.
1 0.98340269 1.52981763 -1.

Energy -8139.850011 Hartree

Number of imaginary frequencies = 0.

Compound Ila isomer 42

Atomic N.

8

oo ooy oo, oY P FOODODODOOOOOOOY—FHFOVTHFRFPFRPFOSJIOHFRFRFRFOORRPRPOOIRFR, PR OOIORERERFEO

ONOODOOHOORFRPROWRNORFRFRPRPRPRPWWNNREF WREFE WWwWwW

X

.57108684
.04066782
.34919338
.41980574
.93572419
.35263835
.91522311
.80265919
.24614214
.60110986
.25916653
.88130836
.37385233
.34609851
.33582067
.17544521
.99162620
.25469117
.90111023
.11863448
.83554625
.10583045
.31920531
.11596539
.49366543
.57331283
.98455084
.43428213
.21999509
.11457375
.10452227
.78953055
.27402871
.04259234
.65583822
.49868113
.60882205
.37000285
.00784287
. 74255662
.93177560
.35069935
.79869432
.29792224
.60330569
.41707663

OO RFRPNFWWNENOOOFRRPFPFRPEPOWNWWNEWAWWW

.04772013
.38587435
.26656928
.30837064
.08160551
.90134364
.40132816 1.
.66872848 -0.
.90133078 -0.
.47351743 -1.
.26475565 0.
.82062404 -2.
.57504109 -3.
.86279069 -3.
.74076593 -2.
.73564321 -3.
.94189538 -3.
.14692037 -3.
.11886519 -2.
.92699975 -2.
.20170007 -3.
.92469576 -1.
.03905316 -2.
.44936055 -3.
.94415321 -4.
.20103438 0.
.73288449 3.
.71025583 2.
.40988986 3.

3.

2.

Y

.26159081 -1.
.92402373 -2.
.43892986 -3.
.95887574 -2.
.96214983 -2.
.28961261 -0.
.25089662 1.
.26646193 1
.92992656 2
.76880527 2
.86225876 1
.99632969 1
.34299118 2
.88739296 3
.08634516 2.

2

3

2

1

-1

0

.92774780
.74549664

68854630
12083751
31559654
67488665
02625058
80501155

Z
25465468
40005979
34088659
40689657
39467043
76007052
32386301

.92435643
. 61225391
.49072356
.12259815
.55237595
.37452282
.33571407

12530709

.54642387
.53909322
.49774479
.98467337
.05785114
.54423065

21093311
07568732
36845091
08638350
21404327
67259533
04019934
39507832
93060445
60846999
77860449
27950535
60034085
42583447
99880368
89721171
18456719
47567103
31081928
81204680
32388013
15749636
42643450
54607945
41751340
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0.
1.
0.
.25574869
1.
0.
.04790618
.24860081
.87074155
.73507265
.27229014
.13069113
.35321902
.98845977
.14943666
.09392453
.92768556
.54244849
.55648910
.14456421
.32306672
.96067385
0.
0.
0.
0.
.66821167
2.
2.
3.
3.
4.
5.
5.
4.
3.
4.

2

ORFRPNMNwWwwdhdDNDNDDNORFRREPEREFE R

(@)

2

6 -2.88834143 -1.06174285
6 -1.58806998 -1.54546438
1 -0.67395068 -1.57453030
1 -2.99912541 -0.69625668
6 -4.83629864 -0.25522510
1 -3.50679048 -0.93094723
1 -1.18853438 -1.80174460
1 -3.03926746 -4.28353356 -
1 -1.50491937 -5.07064183 -
1 -2.03374374 -5.03512058 -
1 -5.54219153 -1.10025981
1 -4.98405625 0.28728478
1 -5.11400761 0.40752562
1 1.62393698 -0.65042327
Energy -8139.841922 Hartree
Number of imaginary frequencies = 0.
Compound Ila isomer 43
Atomic N. X Y
8 0.83023872 -0.07645997 -
6 1.22614903 -1.00126017 -
1 1.98137105 -1.70886185 -
1 1.64888666 -0.49899876 -
1 0.34613977 -1.57848258 -
50 2.07627681 1.59430992 -
7 0.08244356 3.00721545
6 0.78401623 4.29486927
1 0.18485023 4.98487011
1 1.75351485 4.13111400
1 0.96315566 4.76180080
7 1.95649445 1.30856549
6 -0.18858969 2.35230036
1 -0.81480912 3.00955701
1 -0.74787154 1.43060730
6 1.09699102 1.97393440
1 0.81933470 1.30586445
1 1.57848541 2.85999915
16 3.19527210 0.34266492
7 -1.52272799 1.20728826 -
6 -1.18592139 3.29247365
1 -1.81623869 3.94671101
1 -0.92720805 3.87360720 -
6 -2.05072616 2.097093% -
1 -2.99709008 2.52145320 -
1 -2.30242568 1.45405425
16 -1.29833048 1.90745807 -
8 0.13680128 2.22302140 -
8 -2.31761765 2.97400885 -
6 -1.72419834 0.55908580 -
6 -3.04550543 0.10586671 -
6 -3.37443854 -0.90583372 -
6 -2.40324126 -1.47068247 -
6 -1.08848302 -0.99166243 -
6 -0.74071932 0.02309358 -
1 -3.80240858 0.54572422 -
1 0.27787637 0.40425812 -
1 -0.32162279 -1.41668067 -

6.

.15378934
.01462060
.30433556
.53662999
.55585589
.26372534
.03292006
.81165079
.23256064
.54628948
.54678979
.49841336
. 72520357
.61982644

Z
34708330
36587871
98376593

69203315
04749238

57264542
10413489
46732963
75148724

88788358
79910685
78881462
84663077
74429878
59166510
51343309
61740849
19803936
55786499
16330815

S85



PR R RERRRPRPROREREOO OGO 00 O

=

Energy

[ [
HF PP WWROONWREFORDNDNDND WHDN

.78088730
.40409808
. 77859920
.08438774
.48262083
.96804484
.42372511
.40386929
.92933301
.46025806
.75809585
.79840649
.84070198
.12919490
.08672739
.36639223
.40271831
.89312980
.28792024
.04622121
-0.
-0.

24553575
65346878

.55310998
.26508021
.03242643
.88314693
.18700886
.71067690
.90116195
.56963559
.00934575
.82337523
.18500577
.31617878
.87052743
.51209514
.38269856
.34544209
.14659110
.01055307
.72559443
.00171217
.92685478
.68312612

-8139.851360 Hartree
Number of imaginary frequencies

Compound Ila isomer 44

Atomic N.

8

(&)}

oo oooymrHkFOHRHFOJIOOFEFEFORPREFOOYNREEFREREPOOJORREREO

[

=

O O WNDNNE WO oY U U

P WWWoONEFE WEN

X

.82051393
.71309653
.21008052
.21463476
.49060929
.18192214
.82681646
.42749929
.14518043
.09016006
.51962688
.11181421
.35060406
.00484316
.06118601
.25399632
.31087465
.25563467
.69851579
.36257198
.28091192
.83294904
.36930907
.97197954
.54011596
.90004494
.03716193
.80743491
. 727729652
.70832571

HF OMNMNNMDNMNDWDDWOROFRFEDNMNWNONDNMNWDNDDNMNONONEFE -

|
o O

Y

.22696097
.53688390
.03408936
.63785270
.22069741
.01913335
.28588998
.90257814
.96871429
.37365378
.81157263
.12935166
.28350497
.22523614
.27426028
.11008710
.35476571
.95824770
.57918240
.82328826
.00074815
.01282008
.10743060
.21365848
.67304340
.29543064
.05023656
.08835083
.76375713
.94390242

-6.
-4.
.19621651
.60791583
.21259051
.41065337
.89882532
.20590605
.00627856
.50154433
.94565587
.83635185
.72098402
.45899009
.57223983
-6.
=-7.
=-7.
4.
5.
.56641678
-0.

=

PN O DND WS DWW

4

57130239
79273332

08373768
38351854
02559806
19037645
79114248

86004952

Z

1.06762153
0.00427379
-0.84756304
-0.39288068
0.38450174
0.95567458
1.33727477
2.53610025
2.62473725
3.43693413
2.
1
1
1
0
2
2
3
2
-0
0
0

46737823

.42569377
.43011304
.89895625
.41037596
.20280992
.41654485
.16378927
.09959389
.95407878
.11656595
.06046434
0.
-1.
-1
-1.
-2.
-1
-3.
-3.

21373542
16314221

.98901109

42709794
15659488

.37632344

18415678
00137457
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6 1.42554814 -0.65642965 -4.
6 0.38550114 -1.33918432 -4.
6 -0.37043237 -2.30599191 -4.
6 -0.06291312 -2.57266794 -2.
6 0.96985600 -1.90103082 -2.
1 2.02492948 0.08484697 -4.
1 1.19977228 -2.12901604 -1.
1 -0.63484373 -3.32367084 -2.
6 -1.46557783 -3.06834385 -4.
1 0.16333828 -1.11916941 -6.
8 -0.46347232 -2.59352099 1.
8 -0.11394618 -1.66272448 3
6 -2.48602515 -1.38260778 2
6 -3.01026802 -0.97552050 3
6 -4.39145190 -0.81160034 3
6 -5.25404119 -1.05170361 2
6 -4.69651694 -1.46345967 1.
6 -3.32078644 -1.63226083 1
1 -2.34225227 -0.81262051 4
1 -4.80673074 -0.49807345 4
6 -6.74680644 -0.90685410 2
1 -5.35299695 -1.66353422 0
1 -2.89395765 -1.97551470 0
1 -1.09899293 -4.04819628 -5.
1 -2.31572469 -3.25924624 -4.
1 -1.83115704 -2.52553506 -5.
1 -7.21343498 -1.88506099 2.
1 -7.00261124 -0.24709705 3
1 -7.20641989 -0.50434865 1.
1 -0.44052203 -0.05487734 0
Energy -8139.841328 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 45

Atomic N.

8

&
FoaNdo R RPN, RERONJdO R RO

=

P RPRPORPRPRPORPRPOOORF WWWWEDNOU B D DD

X

.10879748
.67568944
.62489048
.17997495
.73610964
.16020258
.83623125
.15544131
.11612344
.47674337
.90084642
.14059185
.83600801
.84087825
.15628349
.05187866
.18653915
.94977953
.21268395
.54258981
.42005022
.15492929

WNREPNODODORFRLNNREREREFEFREREDNDRE

Y

.09385817 0
.56697175 2
.66568297 2
.15317692 2
.26764317 2
.17180819 0
.42105507 1
.80620021 1
.81748121 2
.08872040 2
. 78933037 0
.06703552 2.
.31958413 2
.24676540 2
.22356860 1
.10505629 3
.04408658 3
.22582387 3
.57681830 2
.22390018 -1
.45746936 0
.38282458 0

33636695
97340465
29524667
94888238
29779615
86372212
25630617
40038992
99871161
01938540
05581753

.44856591
.28676733
.51513065
.64188032
.56165666

33828879

.19293533
.36021794
.60126846
. 71479957
.48949171
.25050074

34255868
32963513
88003210
90934095

.55360984

80217196

.45907869

Z

.86477526
.08188418
.15678804
.97969620
.10708649
.31227870
.14692605
.69172299
.13893945
.45349691
.88882621

28075660

.23864122
.84606079
.77782187
.14384280
.82701907
.77324090
.89883824
.90237125
.16376889
. 71520953

S87



PP PP R, RPRPPRPOAR RPN OOFR AR P RPN MO R oy -

=

Energy

.28617329
.24461581
.17243040
.56772426
.28298513
.13203587
.82227737
.10217032
.60722102
.67182879
.22951078
.69263767
.63248067
.15822318
.20796420
.10944218
.35743715
.07067898
.72183451
.92339900
.48209915
.91589236
.23287307
.11638267
.64886026
.34149137
.22137404
.57610253
.52754631
.32082621
.98196523
.86432988
.98014825
.10246053
.63126840
.81555988
.24705892
.02197207

NOOPRFEFENWWNWOREREWNDN

.69844915
.08879562
.02595666
.60558004
.91238149
.84272368
.24710205
.18316304
.47151341
.66881017
.59905085
.31313504
.09730209
.30434014
.10280303
.46948112
.82132153
.67502934
.34304187
.68061431
.13314710
.34699059
.76075966
.96824583
.74601029
.32971408
.20164943
.93065833
.44372942
.90690382
.17016853
77724917
.83813590
.01610432
.50702808
.33434808
.88603628
.34174656

-8139.840710 Hartree
Number of imaginary frequencies

Compound Ila isomer 46

Atomic N.

8

RPN RPN dO R RO

PR NWWNWNDNS OO W

X

. 75635724
.65757925
.49817819
.08453416
.14602690
.99276411
.06039295
.14989500
.74076871
.86214324
.68095231
.18094518
.33649262
.03443056

NEFPOWNWWDNOEFE WERFEDNDDN

Y

.25217635
.24484106
.53859055
.25481542
.98636596
.49016377
.10758723
.00713605
.85261384
.45947669
.37555526
.85698590
.53519379
.37493358

-0
-0.
-1.
-0.
-3.
-3.
-2.
-4
-4,
-5.
-6.
-5.
-5.
-4.
-4.
-6.
=-7.
-5.

=

PP WO OaNDN WD WD

-6.
-8.
-7
3.

4

3.
-1.

-1.
-2.
-2
-2.
-3.
-0.
1.

W NNDONDDN R

.46525997
75520287
14849343
19130882
27104486
82980194
92420508
.39555548
56799205
45104322
16581789
97493924
09794961
02818819
96380090
52814801
14154500
59139614
.69806130
.19276703
.19276362
.50063849
. 72031327
.65214056
.34375667
.10723395
.32712723
.74240380
.89015266
.49855092
.09063776
95841242
17584124
.08275395
62420888
.94332383
27457298
67520174

Z
21236885
31759604
.17876562
42237124
26022032
48504726
25855652
.70585628
.28725471
.33377620
.82031388
. 77565369
.42934298
.08556531

S88



1 0.41801531 1.06041686 2.
6 2.11872213 0.51664373 3.
1 1.65774121 0.46528795 4.
1 3.15107388 0.85783168 3.
16 1.03824867 -2.00572012 3.
7 0.86732359 0.90694370 -0
6 1.11499805 2.89354038 0
1 0.57228094 3.63034277 1.
1 1.73507771 3.429674060 -0.
6 0.12856155 2.00075197 -0.
1 -0.37244258 2.62807881 -1.
1 -0.65206917 1.60256662 0.
16 0.76187365 0.65655779 -2.
8 2.09348151 0.00486760 -2.
8 0.33018120 1.84802255 -3.
6 -0.48388665 -0.62398271 -2.
6 -1.75146867 -0.25532980 -3.
6 -2.71874414 -1.24531397 -3.
6 -2.43485550 -2.59710598 -3.
6 -1.14287981 -2.93930385 -2.
6 -0.16818336 -1.96436962 -2.
1 -1.96407774 0.79119832 -3.
1 0.83669593 -2.23703405 -2.
1 -0.89597187 -3.98743822 -2.
6 -3.48552811 -3.66142681 -3.
1 -3.70928484 -0.96121339 -3.
8 1.44750284 -3.23942028 2.
8 0.94452722 -1.90059409 4
6 -0.57710548 -1.51722836 2
6 -1.51197560 -0.92333019 3
6 -2.75091913 -0.53742727 2
6 -3.06777822 -0.73921893 1
6 -2.10730672 -1.34378594 0.
6 -0.86686192 -1.73441064 1
1 -1.27076102 -0.78612139 4
1 -3.48681643 -0.07700615 3
6 -4.41427809 -0.34268923 1
1 -2.33162386 -1.51081194 -0
1 -0.13373343 -2.21345801 0.
1 -4.33946068 -3.28293196 -4.
1 -3.07602960 -4.53637808 -4.
1 -3.86672330 -4.01668307 -2.
1 -5.04374650 -1.22978096 0.
1 -4.95178232 0.32035458 1
1 -4.31378386 0.16926023 0.
1 2.49231282 -0.99528878 1
Energy -8139.844004 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 47

Atomic N.

8

O R o

N > O DD

X

.14649169
.71244581
.20474956
.76804170
.67773328
.20584192

-1

.01222341
-1.
-1.
.16978473
.58458484
.13632845

Y

48480691
08392647

oM NDDDNDDNO

06343535
27465945
27123125
44405322
25371604

.98038066
.40770035

03004503
32319132
35078932
10552493
31991256
59550039
88720731
35960737
88343973
33430482
52867359
28446452
84597693
64276626
55003683
32079647
66691269
47778140
88873492
56036070

.72255843
.59955317
.44912236
.93115231
.57955181

74873942

.24890383
.50262687
.59288876
.02842000
.30640643

60041539
05362486
00120138
50779151
85909881

.71803587

06126064

.80772181

Z

.88098883
.09877117
.99579304
.13278230
.16684252
.30890798

S89



7 1.79979445 1.43998732 1.16476402
6 3.10285621 1.85697789 1.72463176
1 3.03010482 2.86055381 2.18490579
1 3.44008112 1.13911052 2.47912517
1 3.85411292 1.87344662 0.92720620
7 1.16908847 -1.07765511 2.26978675
6 0.79402920 1.29910986 2.24694344
1 0.76690243 2.22032311 2.86285539
1 -0.19127291 1.17844877 1.77705774
6 1.03803948 0.08295168 3.14275236
1 0.16908649 -0.01043143 3.81762848
1 1.92651036 0.22433951 3.78119869
6 1.27001741 -2.59197939 2.87164659
7 0.52961606 1.23353515 -1.89292688
6 1.36250185 2.47389370 0.18823337
1 1.06908254 3.38681673 . 74614304
1 2.22578208 2.74353991 .43299608
6 0.20306319 2.08265620 .74157013
1 -0.23435843 3.01223039 .13115791
1 -0.60133312 1.57627261 .18671692
6 1.25710785 1.95299962 .25250568
8 2.10898108 0.89890383 .83577049
8 .79210956 3.28464974 .88726582
6 .13927478 2.23551082 .36016485
6 .64209140 3.52625419 .51911950
6 . 71465620 3.73250145 .39083883
6 .28232019 2.66924980 .10698843
6 .74729984 1.38030596 .92988364
6 .67969050 1.15569008 .06463331
1 .18537467 4.35399476 .97796733
1 .25682297 0.15911526 .94106167
1 .17178442 0.54155532 .48472990
6 .42097358 2.89949612 .06830241
1 .11170901 . 74079615 .52090620
8 .80805700 .331920091 1.66698678
8 .97051768 .69550168 4.17108330
6 .41420771 .19057527 3.14193298
6 .85285881 .43904666 4.44209643
6 -2.16147147 -3.88699756 4.64345638
6 -3.03171156 -4.09497671 3.56443513
6 -2.55980785 -3.83679730 2.26432257
6 -1.26059891 -3.38613741 2.04612614
1 -0.16830540 -3.29257663 5.27666251
1 -2.50858235 -4.08355524 5.65944840
6 -4.43256359 -4.60882935 3.78261765
1 -3.22157053 -3.99682375 1.41097889
1 -0.89756657 -3.19832493 1.03564247
1 -3.88958397 3.87878666 -6.90875326
1 -3.06526271 2.86542224 -8.10965948
1 -4.19334990 2.12460751 -6.96631474
1 -4.50140625 -5.67655403 3.52280303
1 -4.74075997 -4.50149813 4.83032687
1 -5.15745482 -4.07618643 3.15158911
1 1.03327816 0.36398944 -1.66923983

Energy = -8139.840701 Hartree
Number of imaginary frequencies = 0.



Compound Ila isomer 48

Atomic N.
8

rFEERERErPERPRPOOFRPFPOODOOODODOOOHNOOHFRF OO EPERFEFODOODOOOOOOIOFKFFOOHFEFPOODJYIOOFR,FRFRFORRRFRPODIRFR, R ERPODJIJORFREREREO
|
o

OO OONRKFHEFRPRPEPRPPORPRPROORRED®WWWDNDDNOU OlWwbs b

X

.35180871
. 73347879
.91799932
.57649676
.06962917
.49277301
.18217208
.41775713
.36912765
.57375562
.27927721
.25800173
.02174830
.95916643
.11185005
.06034044
.09575230
.84665645
.04761743
.41167721
.97991498
. 71381537
.95215480
.92831347
.68145800
.00314559
.41843696
.37183335
.53176809
.53523873
.90740753
.64566175
.02964427
.641881009
.10944952
.38446798
.18156862
.14373764
.82759955
.72202658
.62084083
.54149639
.73749161
.32387617
.70190564
.49968154
.88070154
.50811112
.69954188
.16408712
.98266466
.48614296
.03850183
.80123301
.41431162
.87857165

W WU oORFRF OOODOOODODOOORrRrRNBhDBNMNOMWWNRE RO

Y

.17114650
. 72943657
.28030877
.42563629
.06080722
.36679161
.21335449
.92374913
.99204078
.85151497
.45084812
.94368616
. 74500172
.84621379
.30580571
.38421141
.69427214
.94808680
.16513093
.14946659
.40704962
.46638395
.23992261
.53164625
.99682844
.49952975
.89354764
.83093174
.09683460
77779529
.55264293
.28507204
.23364102
.43202048
. 71379103
.82809542
.87793159
.15975635
.03967056
.12125694
.19100921
.89722026
.03735152
.38792193
.23236482
.33988220
.75351178
.60870583
.83473371
.56526727
.52783447
.19256122
.93106462
.11022862
.93965642
. 72475060

Z

.55443033
.80493979
.30783814
.64991696
.49741203
.07895460
.10700004
.71969166
.00678531
.36077478
.20544263
.23326717
.35259130
.46960995
.78292522
.13317178
.57245028
.66347075
.65018522
.41444786
.56344113
.75660526
.05295849
.24800496
.21618616
.66571019
.35708224
.98335028
.16342812
.11185207
.01261430
.07832371
.24921080
.37108020
.29683313
.67149253
.39384568
.72834553
.25590209
.00182895
.32676989
.83912763
.88500444
.07647637
.25061372
.25011584
.05646001
.86770575
.84924051
.18176404
.45009321
.26088018
.93751442
.50799326
. 75817203
.23326212

S91



1 -5.21368699 1.57568627 -3.
1 -5.35924993 -0.09653266 -4.
1 -5.54449131 0.27929990 -2.
1 2.33046132 -0.10681699 3.
Energy -8139.838891 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 49

Atomic N.

8

o oo oO o OO kPO R HFOOOOOOOONOOOYFHFRFOIHFRFPFRPOOJIOFRFRFRFOORPR PO, PR OOOIORRE RO

NP RPEREDNOOooorw

PP OOOOORFRPRNWNMNMNOREHONMORR

|
o

X

.99586451
.37359996
.97445428
.61077498
.69644297
.56889293
.13555088
. 72492646
.16765289
. 72764537
. 76359057
.21249355
.28304883
.92703600
.56689401
.62117443
.70068763
.45846354
.21402984
.47824169
.25008865
.63993708
.30964881
.84161969
.17617805
.25635614
.37581685
.34345406
.88078418
.30993417
.91160137
.07380163
.36626361
.05921420
.89108670
.27229896
.23241907
.26088714
-1.
.23510741
.09619921
.47883105
.46170154
.37184959
.66913123
.06692610
.12419957
.82630686

26810392

Y

.57804390 0
.22118854 0
.14500375 0.
.65646158 1
.61362925 -0
.15579361 0
.25243266 0.
.28348893 -0.
.23520784 -0.
.93824738 -1.
.43670086 -0.
.77620738 -2.
.95834760 -0.
77743447 0.
.04815208 0.
.79114273 -1.
.55941085 -1.
. 73236659 -2.
.72307863 -4.
.35398898 2.
.70131537 1
.61170065 1
.94321829 1
.60814219 2
.92445761 3
.49536883 2
.48232168 3
.21799766 2
.34343640 4
.74934009 3.
.62390315 5
.59636852 5
.69158740 5
.79561514 3
.83430219 3
.78311779 5
.92839239 2
.64956416 3
.74179866 5
.50444045 6.
.40563202 -4.
.10753418 -4.
.29529809 -4.
.30890615 -4.
.96181767 -5.
.38032286 -5.
.37922311 -5.
.05269651 -4.

69737168
27019215
53908499
86764434

Z

.62500417
.68325959

68270012

.60159374
.18387477
.20743897

15174231
73043431
66058662
77039444
41518823
30950582
17248659
20407647
37750921
65610558
71382491
19616993
01464949
16124450

.57105519
.72732092
.72836702
.56151835
.56250475
.59984613
.24593163
.35479238
.36704513

97980922

.30967727
.86404807
.10865679
.77150527
.20335049
.90109557
.17237465
.17097588
.70801378

90698097
35184700
44897684
53495211
83912427
22450456
31086587
00746399
62088311

S92



1 -2.05560560 -2.35071853 -4.
1 -4.38209798 -1.74997807 -5.
6 -5.46825306 0.75258020 -5.
1 -3.40979513 2.42976102 -5.
1 -1.08894041 1.82818303 -4.
1 -1.46217213 4.54444298 6.
1 -0.82158015 5.74334481 5.
1 -2.23672025 4.77696339 5.
1 -5.45835013 1.45114636 -6.
1 -6.04934634 -0.13129787 -6.
1 -6.00106895 1.25369698 -4.
1 0.11099306 0.17277497 -1.

Energy -8139.843575 Hartree

Number of imaginary frequencies = 0.

Compound Ila isomer 50

Atomic N.

8

FookHFRrRFEFPEFPODODOODOODOOHODOCOOOYVFFHFPFOYFRFHFRFOTJITORFRFFPORFRPRRFFOODYIFRF PR OOOJITOREREREO

O OO WHENERPRPNORPRORPRERRED®WWWNDND O OB D

X

.36166768
.78805016
.66127148
.09625283
.00732158
.46745329
.33814286
.61956270
.64621451
.76782793
.44689383
.33045499
.21644246
.22849576
.27889592
.23044080
.28879916
.05279029
.07083540
.42245531
.15230593
.96226624
.11107612
.04246869
.83665993
10773973
.36198326
.24655931
.51444231
.67078235
.02166962
.82450660
.29367271
.92468051
.10995903
.43370310
.94677585
.49175157
.16370012
.88513296

P W HAsDNONDNWNRE O

Y

.18840760 -0.
.25076447 -1.
.91717464 -1.
.60738988 -2.
.79679120 -2.
.54375617 0.
.12576252 0.
.71590711 0.
.80409844 0.
.54926106 -0.
.22324922 1.
.74445215 -1.
.67474296 0.
.78343009 0.
.33257456 0.
.19846003 -1.
.53783422 -1.
.66562142 -1.
.12489428 -2.
.30769904 3.
.44768246 2.
.53513779 2.
.25108851 2.
.70592633 3.
.25866821 4.
.70073523 2.
.58461115 4.
.54727666 5.
.33929814 5.
.47833844 3.
.15251188 3.
.89137248 2.
.94578454 1.
.24387427 1.
.52056800 2.
.34541139 3.
.76166925 2.
.05487759 1.
.76118338 0.
.64827515 2.

79969783
47241575
72421088
08757258
41383182
76975907
62301167
18705891
57318049
01482104
90215776
93954160

Z
53450347
81755986
70302202
43851048
37751010
12226328
94419549
50710547
71013378
56394037
03115282
29636085
14515638
17639467
60337653
30822279
77482132
87647272
65090120
39544997
37993461
48810069
88489381
12736201
05844360
54937870
41608478
10202122
16850912
24265908
13162929
25763351
50056473
63124386
49758407
73619402
60251120
04327597
57792695
17272363

S93



8 1.54601172 1.48852644 -2.
8 1.61972394 -0.47566352 -3.
6 -0.72312366 0.21874864 -2.
6 -1.27174052 -0.14757869 -4.
6 -2.65661872 -0.07538020 -4.
6 -3.49792582 0.35514282 -3.
6 -2.91580113 0.71322717 =-2.
6 -1.53750748 0.65019926 -1.
1 -0.61346454 -0.48427299 -4.
1 -3.08926056 -0.36167213 -5.
6 -4.99025364 0.44884096 -3.
1 -3.55475567 1.04357009 -1.
1 -1.09654696 0.92862727 -0.
1 -3.23785038 4.80162694 0.
1 -2.74323923 3.79478457 -0.
1 -4.18080904 3.35364067 0.
1 -5.31137097 1.49977235 -3.
1 -5.30521012 -0.05509786 -4.
1 -5.53397030 -0.00153148 -2.
1 2.33960994 -0.22935257 3.
Energy -8139.838873 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 51

Atomic N.

8

osoooccooooymrHFOHRHEFPFOOJIOORFFRFRPORPRRERPFOOYNRFRLEFERPRPOOIJORREREREREO

P OOMNMNNDNMENMNNWNNDMNORPFRF OOOR PO WWWNW-JOoo oy U

X

.03193017
.26784078
.65601908
.19337676
.01649134
.26607995
.67666781
.70558338
.68184933
.54060379
.68857835
.40877535
.31903163
.32719979
.64506480
.72350079
.17064841
.42422116
.32018643
.09760268
.91206471
.72113785
.97149805
.05551515
.47285064
.01571445
.05287831
.72012514
.52641209
.31257767
.36409618
. 71246059

-0. 0
.59727405 0
.17151945 1.
.29499867 -0
.17018674 0.
.75531693 -0.
.81873288 -0.
.47613367 -0.
.57412225 -0.
.24089151 -2.
.08965603 -0.
.11229406 -1.
.24592273 -0.
.32708998 -0.
.11870086 0.
.49565913 -1.
.05413497 -2.
.45434081 -2.
.90020612 -2.
.12284064 1.
.12742646 1.
.19843171 1.
.90752910 1.
.24632260 2.
.30905706 3.
.62255595 2.

2.

1.

4.

2.

4.

4.

Y
02384307

.38346611
.47892279
.03482589
.86486930
.61770214
.97324885

21856321
88849792
88644856
11466914
29053597
25563992
02578184
83455746
91459629
25087625
45271767
20428350
87652997
92803082
43745519
51828636
51910537
37505827
61025120
84717250

Z

.71222421
.38283286

24178405

.47581787

11879829
04878972
11547274
94467700
81571132
00408816
64794637
33110645
52519327
76204430
33388093
71621946
04957938
56091535
49209714
73031215
32366300
53035157
51248273
23949709
25722036
29485660
78002535
99859298
13867453
94002414
13365725
23862083

S94



6 -2.38946287 2.57519104 3.
6 -1.68002533 2.81346692 1.
6 -0.33660172 2.46476501 1.
1 0.16961015 1.16649589 4.
1 0.20282511 2.67061311 0.
1 -2.18236588 3.29082223 1.
6 -3.83520470 2.98740989 3.
1 -2.24402311 1.78505209 5.
8 -0.55685165 2.16958252 -1.
8 0.51906877 0.79818752 -3.
6 -1.92910546 0.17108073 -2.
6 -2.06907870 -0.63723287 -4.
6 -3.31488413 -1.20528816 -4.
6 -4.41984326 -0.97491828 -3.
6 -4.24789203 -0.15442615 -2.
6 -3.01311341 0.42139820 -2.
1 -1.21609540 -0.79682628 -4.
1 -3.43112553 -1.83383331 -5.
6 -5.76990417 -1.56372559 -3.
1 -5.09861043 0.04255767 -1.
1 -2.88928184 1.07571591 -1.
1 -4.29396008 2.57051519 4.
1 -3.92654281 4.083154061 3.
1 -4.42361740 2.65811537 2.
1 -6.41642711 -0.81295827 -4.
1 -5.68367802 -2.41455096 -4.
1 -6.28659188 -1.90128299 -2.
1 -0.10101651 -0.03124045 -0.
Energy -8139.842014 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 52

Atomic N.

8

O RPN, RFOOR RN R RO JO R R0

NPFPORFRPEFEDNDWDDdWWDN

X

.40742892
.54473928
.68222795
.48632887
.40316856
.69425670
.06193978
.26222747
.52713088
.17649798
.27189296
.59766213
.28323442
.07552454
.34447687
.54531246
.47275290
.72780294
.69303774
.87783111
.34239769
. 72611757
.39377191
.10629065

.62331720
.02635052
.11790106
.55066969
.76214751 1.
.67620366 -1.
.96893215 -1.
.49181919 -2.
.28177775 -=3.
.68556739 -3.
.91631772 -2.
.32849509 -2.
.38819920 -1.
.15494116 -1.
.99664791 -0.
.23664517 -2.
.73448292 -1.
.61312265 -3.
.89512666 -3.
.58801492 1.
.05867262 -0.
.94905778 -0.
.35353721 -0.
. 75799722 1.

Y

O O O o

16910520
97754461
85529321
96953690
93007840
13354762
29536000
17347504
78203081
69814960
87647182
00593903
28269981
44969650
32052764
02866377
66467320
16731328
77111954
66557290
16546817
20092820
34742124
42699158
25137738
45867492
86246202
44628200

Z

.03105738
.79900171
.71848271
.46149082

85909787
54305072
39126327
75308834
00105518
49162624
83098811
15384727
21743602
34475032
19387266
19167880
86307856
21165602
23339595
49345777
43348139
67977622
58307223
04516598

S95



PP PP REPRPEPRPPRPOOR RPN O®OFRP AR P OO ) ®WWOo

=

Energy

OMNNWHFODOORFRLRNNODORENRE O

.35351446
.04356022
.64305343
. 79574955
.35493497
.12821690
.92355670
.08210574
.19934356
.12355442
.04733684
.82844556
.87231807
.20355889
.44250400
.91014492
.16792258
.08773016
.19543122
.22189685
.89406413
.54912031
.51293029
.16878292
.48010843
.69857135
.25197774
.23427457
.96998818
.30171979
.29130336
.69875510
.64324479
.21822229
.42513616
.89101790

-4.
-3.
-2.
-1.
.35550774
.18756948
.51207435
. 73336405
.35550426
.64710865
-0.
-2.

0.
.48019560
.20886759
.98032491
.22856120
.59075600
.31332317
.90232741
.00321894
.51864185
.89558866
.79566612
.50151098
.47049946
.72942974
.28271301
.30511465
.67482561
.12195731
.52738184
.63534350
.89756969
.62859739
-2.

[

|
OgoRrNMNMNONONDNDNDWSESENDNNORE O

()]

66919810
54921549
15866042
29397346

11067332
36382104
12317776

71857894

-8139.843081 Hartree
Number of imaginary frequencies

Compound Ila isomer 53

Atomic N.

8

OFRPRPOAdRr PR O JdJOR FEE O

O OO OO WNENRE WO O b > WD

X

.53881983
.96587854
.12852022
.49083302
.66456904
.23818422
.63054051
.44278197
.99224208
.52496308
.45062712
.34726433
.29534407
.06601995
.41107871
.22375013

Y

.250196064
.80672830
.21121658
.06749671
.63453190
.66939831
.58954264
.28180810
.25197188
.65720874
.44326136
.20568237
.24664526
.06491529
.18491671
.93559213

NEFEERESAENDMDNWWWWWWERER

IS

1

NN RO

.61519409
.23282503
.14452047
.46479255
.96716280
.04838764
.90656330
.87633351
.99925692
.14171443
.15938353
.57902187
.47680868
.44013134
.98728788
.54303910
-3.
-4.
-2.
-3.
=2
-1.
-0.
-1
-4.
-3.
-0.
0.
-0.
3.
3.
1.
-1.
-1
0.
.39640771

15769604
54951113
55054999
28750372

.74942204

49190236
77195281

.28905857

26699635
32031529
93087459
21055230
72804764
41294531
58395946
96785046
07679416

.42355202

14940139

Z

.30898306
.54638935
.14728085
.17525248
.33839366
0.
-0.
-1
-2.
-2.
-1
-1.
-1.
-2
-0.
-2.

06799674
95170692

.97121097

25413464
87023542

.56631048

35451044
48757352

.14029413

64689335
27244887

S96



PR RPRPRFRPORFRPOODODOODOOOOOOOORFRFROFRREPEPODOOODODOODOOOOODHFEFPFODRFEREODOJIORFRE

=

Energy

OO MNWNOHFHRPRONORFREORKR O

| |
RPoOoORFRPMNMNORFR OOORF O

. 73077359
.04008975
.32383754
.70747682
.51450280
.87247638
.53000478
.98548447
.14826193
.10616708
.13506967
.31196008
.27972206
.82710592
.09748372
.92037539
.21416829
.46310603
.55462470
.33867222
.13239723
.67091955
.28625526
.49155644
.38788898
.33524758
.29576343
.44369987
.70365868
.81401172
.63282528
.38332626
.57624962
.82374862
.16389365
.48345249
.24063379
.00875212
.84488994
.83165082
.34273078
.23843900
.97452713
.29395130

-0.92633090
-0.86197219
1.77837313
-1.37980159
-3.43438210
-4.31727340
-3.78591103
-2.64543924
-3.25639629
-2.48225182
-0.73561453
0.12329707
-1.72715252
0.41056668
.15577590
.03896407
.17265496
.40136361
.53108900
.71844005
.73115883
.27856950
.14438323
.84447908
.66618949
. 78706805
.99938971
77067422
.92935797
.31592802
.54186450
.38841992
.49444146
. 75657137
.51933382
.85202843
.58869556
.67361285
.00277933
.54579509
.58777761
.98984758
.17099502
0.16926878

0
1
2
2
1
-0
1
3
3
0
2
1
1
1
1
2
2
2
1
1
2
2
2
2
4
3
3
1
2

= -8139.841298 Hartree
Number of imaginary frequencies

Compound Ila isomer 54

Atomic N.

8

O J OB RFEPEFE O

P RPN WwWwN

X

.35431390
.47852949
.38120280
.53721721
.44280705
.69328095
.22112035
.42307617

Y
0.78591776
1.22282107
0.88672287
2.32425059
0.83638505

-0.39413867
-2.79901047
-3.22188576

-2.
-3.
-2.
.54280204
.26485666
.07406695
.48970185
.46901905
.37244572
.38467123
.97980383
.58264294
.07099539
.48340544
.64420912
.01511019
.24409819
.07707980
.69183465
.24788016
.78867166
.46126962
.67043192
.92492473
-0.
-3.
-2.
-4.
-4.
-3.
-2.
-1.
-4.
-5.
-4.
.98019035
-0.

5.

5.

3.
-4.
-5.
-3.
-0.

SN OON W OO WOWPENNNDNENMNREROOOR

(3]

-1

= 0.

o R O O

-1

83038605
00356728
00810651

83261709
07826096
78060968
14993487
73141007
96587338
58987518
99213850
74843957
80233095
60552560

93021404
34970418
20062245
80541677
80264927
56379623
95133547
55738087

Z

.02392919
.79260922
.83723420
. 77595093
0.
.63185152
-1.
-2.

40846374

59525782
99111962

S97



S98

1 0.73630354 -4.04295474 -3.27413919
1 1.26646466 -2.37915476 -3.67528695
1 2.45653252 -3.57141168 -3.11554524
7 0.56462648 -0.15422944 -2.18132792
6 -0.15500796 -2.32237890 -1.35858075
1 -0.89752320 -3.13171229 -1.51823425
1 -0.21748700 -1.99948690 -0.31139147
6 -0.51617133 -1.13368193 -2.25327951
1 -1.46679817 -0.71645553 -1.87577453
1 -0.69744344 -1.45865010 -3.291030098
16 0.55492051 1.13426502 -3.18698764
7 2.08365205 -2.54205797 1.28920530
6 1.59571804 -3.92437218 -0.71407982
1 1.03255389 -4.83698344 -1.00265118
1 2.65989712 -4.13914594 -0.90415669
6 1.37830701 -3.73101527 0.78519042
1 1.69861153 -4.65694286 1.29156623
1 0.30941833 -3.60501989 1.00842655
16 1.86658903 -2.23313165 2.96950125
8 2.96800582 -1.31379954 3.31690902
8 1.68164450 -3.49574652 3.72040395
6 0.28868948 -1.36309077 2.97144699
6 -0.71472746 -1.81033242 3.83254427
6 -1.92248190 -1.11159576 3.87953826
6 -2.13613422 0.01884094 3.07609974
6 -1.10685544 0.43466667 2.21298441
6 0.11174388 -0.24171345 2.15455154
1 -0.54450975 -2.69347308 4.44720580
1 0.89979566 0.08912793 1.46851686
1 -1.26157435 1.30200369 1.56769492
6 -3.43239757 0.78567900 3.14996517
1 -2.71329764 -1.45462146 4.54894396
8 2.00558213 1.56221019 -3.11689442
8 -0.05526504 0.86677689 -4.50886162
6 -0.41220784 2.44562789 -2.40511543
6 -1.49005692 3.00686274 -3.08841315
6 -2.22352735 4.02514648 -2.47332267
6 -1.88928202 4.48590043 -1.19190225
6 -0.79979366 3.89240579 -0.52782597
6 -0.05620291 2.87468400 -1.12221182
1 -1.74024852 2.64904494 -4.08646603
1 -3.06856122 4.47026306 -3.00180716
6 -2.66027558 5.61016722 -0.54664361
1 -0.52850391 4.23754579 0.47223033
1 0.786883061 2.40664467 -0.60506537
1 -4.25044281 0.15859515 3.52732333
1 -3.33486340 1.64599704 3.83046201
1 -3.71957688 1.18124011 2.16653976
1 -2.11833718 6.56316137 =-0.64990330
1 -3.64675978 5.73909651 -1.01019088
1 -2.80140291 5.43492777 0.52876221
1 3.10022970 -2.59878526 1.16111918
Energy = -8139.843075 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 55
Atomic N. X Y Z




PRPRPRERPRPRPOORPRPOOOOOOODOHE R RPN R, RO RO RO, RPROJOR R R Oo®

|
N WNORFRFRPEPENREPRPRPORFFOOOOOOWWwWNWNWO U b O b

.75702851
.18327232
.38260980
.53996697
.01751558
.25650085
.03150191
.00276976
.71905596
.05169362
.99389903
.38576054
.69884073
.50745163
.06367113
.48824066
.41866207
.33177940
.21613969
.76317028
.95994752
.46744608
.99890084
.24291589
.43421399
.14703714
.01110609
.06267212
.24461289
.51491467
.23803332
.40293395
.82067546
.04137464
.12198740
.09786695
71775714
.34424481
.05716701
.99344975
.07252291
.30194081
.34981292
.35445600
.57196028
. 78110950
.74380967
.53865432
.41288165
.58067094
.08826153
.67379398
.51033602
.73590197
.79085651
.60575778
.38486766
.01521836

P WNWENNMNNERERPNMNMMNNERRERPNNMNNONWEREORNDN

.59974215
.12378759
.67557380
.33320173
.82358576
.21601904
.30448878
.83373099
.84747520
.17060203
.86232003
.28865290
.13765303
.97184836
.21355677
.81939993
.92338197
.60038127
.87376785
.18837845
.20249950
.16027413
.41221674
.54234953
.15577564
.53630498
.55215101
.49050845
.56057065
.35587114
.07282560
.62175805
. 73933595
.14678748
.46537551
.93309361
.80159727
.01630871
.50915474
.29051801
.70911370
.05382833
.93034557
. 75465994
. 78963935
.00100412
.17699310
.14523400
.61558662
.65837085
.07361555
.35168287
.30836988
.89695657
.39710029
.86508346
.12163132
.59540429

.55814553
.80978844
.33923757
.49182455
.63320332
.25839530
.90897183
.88685967
.22697718
.76038191
.41515944
.31729645
.52949793
.23187362
. 74064722
.27678775
.90054911
.94532432
.91736930
.61632037
.27324101
.01264634
.55941142
.45743994
.35356564
.30077848
.09918920
.80823531
.15933882
.56359457
.65626963
.99421675
.25773976
.15997783
.80789984
.23413349
.95844997
.57331811
.65005925
.85062141
.71098696
.89563007
.81898558
.20396582
.88749803
.20811592
.81350739
.11451862
.73411069
.97093282
.95564894
.26935844
.03715078
.25798614
.24449235
.76728835
11718719
.94059355

S99



1 -5.89922705 1.59111169 -4.
1 -0.30525145 0.13782077 -0.
Energy -8139.841364 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 56

Atomic N.

8

PR OOODOODOOHOhOOHFRFOY—F,HEFEFEFODODOSTOODOOHOOOOOOITHFFRE,FOoOYRFFPFPFOTYIOFRFRFORFPRPOODdIRRPRPREROODJIORERREO

O OO ON U U b bdWw

X

.86178352
.62829050
.02507697
.46210332
.05518326
.85924204
.68372242
.91871800
.23498150
.76145341
.96069525
.15011353
.67449127
.38981247
.99132113
.80890179
.88647120
.33187947
.16204756
.89718596
.89316754
.08683804
.84307488
.99960981
.38670177
.00129284
.94149747
.00816914
.31767244
.13921798
.87208642
.23807194
.87270807
.15277832
.78360475
.17030765
.00083894
.88071793
.22487277
.03005657
.50344638
.33772730
.89242913
.59476478
.93534635
.58013195
.84451583
.50726395
.08669339
.48749701

OO PP OORFrROCOONNWNHE

Y

.05639803 3
.23615810 2
.07430656 2
.07061267 2
.55599924 3
.01595066 1
.86648349 3
.50904794 4
.05954298 5
.56789067 4
.74569442 4
.15592239 0
.46347692 2.
.63040572 3
.12248012 1
.98647811 2
.23141669 2
.68061599 2
.69850217 0
.74877335 0
.32413874 2
.90940792 3
.56455341 3
.69756131 1
.72814205 1
.70031717 0.
.23478652 -0.
.16991097 -0.
.66528565 -0.
.99672699 -2.
.10238519 -2.
.90881716 -4.
.62666864 -4.
.53139029 -3.
.70591627 -2.
.09513395 -2.
.15736413 -1.
.47729287 -4.
.41894171 -5.
.77158899 -4.
.50184563 -1.
.62937599 1.
.11209131 -0.
.89874100 0.
.19981657 0.
.72863768 -0.
.94161040 -1.
.63123201 -1.
.28501949 1.
.81980841 1.

39350824
57741396

Z

.13234457
.92194944
.52250762
.21858477
.88740981
.68480309
.02207165
.43465027
.10819224
.57819872
.68773212
.82573796

59699056

.42552101
.77543083
.12860951
.09110713
.83362365
.10455948
.69068884
.82501076
.31006963
.32029411
.34124292
.27814417

86289281
46557742
37028598
38231797
07105983
87784545
10836477
54267128
70584237
47573958
54266106
84558048
02276556
88898055
74411884
19642809
13023875
21685351
69722556
44306905
70973998
61436907
37795582
58018785
15141135

S100



0.
2.
2.
6.
5.
6.
1.
0.
1.
0.

0.
1.
1.
1.

1

O ORFRP PP WWWODODWNDNDNDdWE DO W

o

2

2

4.
6.
11257757
1.

4

6 -6.02021342 -4.07386188 -
1 -4.32632044 -2.57588356 -
1 -1.93256338 -2.04324599 -
1 0.97302701 1.11688060 -
1 -0.53285929 0.62436506 -
1 -0.25245624 2.33852978 -
1 -6.09548481 -4.77003218 -
1 -6.49705905 -4.54870086 -
1 -6.59997914 -3.17867442 -
1 -0.42530553 -0.46081684
Energy -8139.841307 Hartree
Number of imaginary frequencies = 0.
Compound Ila isomer 57
Atomic N. X Y
8 4.03431106 2.16114076
6 4.19253158 1.87777586 -
1 3.27911685 2.10505987 -
1 4.44468109 0.81973583 -
1 5.01242522 2.50648006 -
50 2.61224299 1.91665133
7 -0.12230000 0.94907496
6 0.28920956 1.55290200
1 -0.31993693 1.19902749
1 1.34227690 1.31674482
1 0.20204075 2.64621456
7 1.65872279 -0.19614433
6 0.14504538 -0.49788765
1 0.04634054 -0.95154301
1 -0.59471861 -0.99319610
6 1.53801727 -0.78926770
1 1.70167443 -1.87745801
1 2.31499148 -0.38268797
16 2.21105166 -1.24317703
7 -0.86648556 1.04074017
6 -1.48913055 1.33269217
1 -2.24569945 0.92644368
1 -1.54246135 2.42920298
6 -1.90610592 0.90102198
1 -2.79334292 1.47625476
1 -2.19768046 -0.15966766
16 -0.52282497 2.55679363 -
8 0.97837219 2.72004419
8 -1.40397286 3.57403281
6 -0.86690141 2.46977893 -
6 -1.89116097 3.25609504 -
6 -2.14964589 3.19169307 -
6 -1.39896901 2.35739770 -
6 -0.37427337 1.57720589 -
6 -0.09591286 1.62541342 -
1 -2.46551460 3.90940369 -
1 0.70206043 1.01641128 -
1 0.22031385 0.92198080 -
6 -1.66355499 2.30902682 -
1 -2.94765340 3.80473888 -
8 2.10153149 -0.48816563 -
8 3.50113656 -1.87666129

0.

99258432
52308515
09364662
63849142
85194263
25167594
84168611
12619981
25848514
12645452

Z
24576016
14045611
71336462
30519872

.52441061
.63529268
.37287418
.63803928
.49690103
.84271129
.57275617
.41137734
.34051935
.34783968
.69667650
.76817460
.74876375
.44081892
.23474554
.57041662
.02097177
.73110277
.08572694
.60174956
.30658316
.58259426
.03298801
.05328410
.57161041
1.

79408990

.31903383
3.
4.
3.
2.
1.

69045044
53099225
96428611
60060918
66360956

.17099386

60336866
01439349

03909838
59901578

S101



6 0.98793720 -2.58851109 0
6 1.33241849 -3.84843175 0
6 0.39943403 -4.88657301 0
6 -0.87144594 -4.68608934 0
6 -1.18934773 -3.40857511 -0
6 -0.27053606 -2.36144200 -0
1 2.32873721 -4.00587092 1.
1 0.66787966 -5.87242293 0.
6 -1.86203850 -5.81889251 -0.
1 -2.17113462 -3.23437765 -0.
1 -0.52308280 -1.37778202 -0.
1 -2.62108462 2.78088857 -6.
1 -0.87219102 2.83739132 -o6.
1 -1.67726342 1.27410085 -6.
1 -1.82291021 -6.28242833 -1.
1 -1.64963682 -6.60500280 0.
1 -2.89132558 -5.46757314 0.
1 0.03574272 0.56026882 0.
Energy -8139.827964 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 58

Atomic N.

8

oo ococooocooooy RO FPFOOIORFRPRPORPRERFPFOODIRFREFRERERERPOOITORREREREREO

O OO WHENOORFENDMNMNWENRENMNDNDE WDN W

X

.09658835
.62318307
.01609306
.51981417
.96680630
.78342772
.46535158
.26210447
.65425463
.13117369
.62535049
.58484054
.01753885
.52219939
.26012983
.12128218
.75304191
.00078605
.90878470
.59285373
.28503308
.43299299
.66519350
.41567034
.13629239
.98657202
.43279480
.87855083
.40689942
.36476262
.71228543
.32930301
.61740989
.25614418

O P ORFR NSO W

N

-1

=

OO RFRPRFEFEFPWNDNMNMNONEFEDNREFRE

.20032980
.49912591
.21616915
.56568190
.81159655
.46702549
.75857624
.19968784
.17827424
.54604040
.21732549
-2.
-0.
-0.
-0.
.71529638
-2.
-1.
-3.
.59277287
.65861355
.47249907
.68428361
.52706905
.35703833
.58467458
.60339867 -1.
77215476 -1.
.79115056 -0.
.71309807 -2.
.94817313 -2.
.24072016 -3.
.30835210 -4.
.10363341 -4.

Y

07853521
65016431
74292228
86117849

63987005
41700814
39176850

F P NWNOOWWNNWNDNRERE WbhPdWLWNOORERLDNDRE R

=

.17601693
.66758165
.60217098
.04391195
.44970834
.38988433

07999056
98666273
05782862
89476467
78626151
26817525
56796626
38341784
05597989
67821467
09606693
82698576

Z

.62412660
.27468657
.01377331
.28287915
.27517782
.59072097
.76774706
.93403584
.85704941
.07102814
.74288747
.50657758
.93412574
.92173724
.16889121
.84601838
.31276270
.43620924
.68780952
.22148705
.63265038
.45510939
. 73258856
.27669430
.19229896
.21212507

05192689
46529302
77564785
40894899
68209530
71782699
48645433
19604227
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PR R RRPRPRPRPRPOREROOOOG00OR OO

[

Energy

.37334745
.25879436
.43284473
.32017040
.28583439
.38194146
.61324646
.92588716
.16642908
.82046051
.16127277
.52819929
.51221537
.16985942
.53401235
.93645903
.97806474
. 77406449
.61011736
.71613075
.34970758
.30366796
.12633455
.33233472
.61807244
.83653891

. 79668015
.69195561
.64772036
.60678691
.45999834
42666170
.41998527
.51986040
.02754741
.60201061
.30236523
.44130156
.88051309
.16829241
.28689953
.75276351
.14308848
.20797801
.73965887
.37997098
.53111693
.09473218
.08276581
.72909349
.39433510
.31267525

-8139.843036 Hartree
Number of imaginary frequencies

Compound Ila isomer 59

Atomic N.

8

PR oRRoOdORROOR RPN RRPROOJOR R RO

OFRPrFWRERRPRPRPPORFROOOOOWREEFENREFE WU U bW

X

.69595167
.83945311
.26157900
.63881312
.57624868
.03049026
.64026045
.01146550
.35926353
.94303081
.05645956
.95587927
.22246032
.43494916
.06142146
.02516782
.02610938
.18146212
.06537608
.72378680
.91363509
.51054152
.00786662
.34988248
.69240287
.25188118

NwdhDhDhwbdhwWRPFRPRONREFRERPRPRPWONMNODWPWLWNOOOREDNRERE

Y

.85946967
.42649334
.28931854
.01676181
.65036875
.73628861
.84925248
.89107658
.77575758
.49380416
.18220057
.47017943
.44147876
.33118361
.82546632
.59409125
.25442714
.18176604
.59586597
.22256081
.40095342
.43044801
.48544797
.64447657
.17144681
.69918320

-3.
-2.
-2.
-4.
-5.
-3.
-0.

1

0.
1.
0.
-0.
-0.
-0.
1.
1.
-0.
-1.
-1.
-6.
-5.
-5.
-0.
-1
0.
0.

2
2
3
2
3
0
0
1
0.
2
0
1
0
0
-0
1
1
2

2.
-2.
-1
-1.
-1.
-2
-3.
-2

16439627
10340341
95673961
79162812
59845526
93866174
60590420
.63857241
35863288
16167825
90824155
13684137
93139540
69162895
95901855
53090694
42509519
75040514
32034696
53513912
35341474
78365669
67174332
.28740082
43023365
87201006

Z
.26613886
.99539370
.53608332
.34653092
.73471448
.68048025
.10032122
.08731795
97166002
.10384217
.93114690
.43987678
.27944841
.31080355
.58123290
.53712300
.54047358
.45622707
68197835
46208974
.25656566
32034514
34803850
.46040055
36678945
.46520158
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3

3.
4.
3.
3.
3.
2.
1.
1.
4.

1

0.
1.
3.

N

OO R WWERENDNDDND W

0.
2.

1

1.
2.
0.
2.

16 1.08560651 0.29278770 -
8 1.93989982 -0.90872769 -
8 0.88854002 1.12920114 -
6 -0.54598793 -0.13091517 -
6 -1.67178967 0.18232358 -
6 -2.93192648 -0.19121355 -
6 -3.07658892 -0.86757649 -
6 -1.92179947 -1.16275357 -
6 -0.65663367 -0.80354237 -
1 -1.55222508 0.71036799 -
1 0.23148405 -1.02861044 -
1 -2.01193559 -1.67968168 -
6 -4.43624185 -1.28841878 -
1 -3.81769600 0.05091236 -
8 2.44100417 -1.17358265
8 0.67311870 -0.03137082
6 -0.10158956 -1.93395113
6 -1.34582350 -1.94550548
6 -2.25415862 -2.96395663
6 -1.93190683 -3.97485962
6 -0.66366366 -3.94551195
6 0.25013998 -2.93331469
1 -1.58460771 -1.17770379
1 -3.22643457 -2.97893997
6 -2.91437907 -5.07049622
1 -0.38725533 -4.73182743
1 1.23741762 -2.92232465
1 -4.54114010 -1.10331025 -
1 -5.23952403 -0.75632879 -
1 -4.59106086 -2.36682746 -
1 -2.45708416 -6.06352024
1 -3.79960882 -5.02426686
1 -3.25395096 -4.99464076
1 2.73692373 1.06005089 -

Energy -8139.840687 Hartree
Number of imaginary frequencies = 0.
Compound Ila isomer 60
Atomic N. X Y
8 3.90491666 1.95715162
6 5.27895872 1.84106090 -
1 5.85439368 2.58321776
1 5.43964314 2.03937504 -
1 5.69939050 0.84304383

50 2.56541822 0.48404325 -
7 1.09512134 1.90579783
6 1.74680146 2.16150805
1 1.16172439 2.87653012
1 1.86626313 1.22457211
1 2.74286786 2.57264899
7 0.46205519 -0.88819803
6 -0.27487179 1.35058700
1 -0.97479809 2.15921643
1 -0.58943941 0.99330318
6 -0.45669917 0.23482195
1 -1.51919624 -0.06815747
1 -0.26346970 0.61132343

WNNORFRPENNMDWWNREREOORE OO O

.76019063
80123879
96489964
12130046
88269704
40891719
18870929
44111695
90017659
82812660
.30996786
48395813
69092881
99862158
.48096136
.99214993
.32304265
.95377072
.64952536
. 73275286
.12437474
.41031361
.68906416
.14557277
.40185853
.41923578
.94886198
61314368
21596733
.85022934
51730185
04851436
35744655
47345428

Z
.31061741
.04616872
.53049039
.12014400
.18296354
.20793247
.29659839
.59979890
.20601660
.15533320
.39852099
.24781595
.43513787
.72420342
.44269699
.46684493
.42447302
.47925495
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16 0.60695424 -2.04576172 3.
7 1.26816688 1.80307241 -1.
6 1.05117620 3.17696457 0.
1 0.40681628 3.91389217 1.
1 2.08285636 3.55212480 0.
6 0.56732683 2.95911519 -0.
1 0.79185517 3.87498960 -1.
1 -0.52642483 2.80865784 -0.

16 2.04775833 1.93830837 -2.
8 3.12605526 0.89328018 -2.
8 2.40164820 3.33131217 -3.
6 0.92467080 1.34477805 -4.
6 0.35359315 2.25836567 -5.
6 -0.53115126 1.79639923 -6.
6 -0.84631853 0.43461353 -6.
6 -0.25163057 -0.46337053 -5.
6 0.62969189 -0.01879335 -4.
1 0.61541030 3.31326597 -5.
1 1.10016541 -0.72068780 -3.
1 -0.47921445 -1.52870788 -5.
6 -1.77346191 -0.06429186 -7.
1 -0.97850419 2.50885565 -6.
8 1.54090494 -3.05197176 2.
8 0.87138905 -1.27232596 4
6 -1.01151034 -2.82852814 3
6 -1.91898886 -2.33344861 4
6 -3.17235494 -2.93926087 4
6 -3.52853907 -4.03178562 3
6 -2.59088580 -4.51097929 2
6 -1.33596997 -3.91975419 2.
1 -1.63339926 -1.50208261 5
1 -3.88337928 -2.56024233 5
6 -4.87207299 -4.70000228 4
1 -2.84570085 -5.36795039 2
1 -0.60068545 -4.30981799 2
1 -2.40296047 0.74415034 -7.
1 -1.20158233 -0.47962583 -8.
1 -2.42837991 -0.86450600 -6.
1 -5.56244511 -4.08872334 4.
1 -5.33247135 -4.88942026 3
1 -4.77009903 -5.67430856 4.
1 0.35261160 -1.36764455 1

Energy -8139.843610 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 61

Atomic N.

8

&
HF R odO R PP o

PR RPN O O DS W

X

.57400050
71212637
.46622960
.06529917
.55614847
.99287454
.51794916
.83230986
.14250861
. 77230884

Wbk wdhDhoORFRLrNMNORF -

.90497004
.48388429
.64663855
.32934814
.16267355
.83158914
.90750013
.92042706
. 77967449
.47622853

Y

NEPE R OONDWWWN

49217379
47797821
51457332
03156512
48756485
92121239
49100868
95400633
91183884
78554502
26934654
20281885
08835057
06648980
17563149
27136899
28824141
01425433
59956983
34488934
25575757
76220807
96192889

.71977300
.67419958
.61233147
.72811454
.92360688
.99141961

86140328

.25592689
.46421726
.06990077
.36513668
.15770759

64932239
10022164
88451417
66437894

.09024439

57195073

.34993554

Z

.41690930
.16126265
.83717801
77394117
.51919402
.76508932
.25948992
.29517510
.21014644
.29265066
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1 2.86466297 4.26432169 1.
7 0.91906760 0.43617136 1.
6 0.11695271 2.43222837 0.
1 -0.57775233 3.29108948 0.
1 -0.13261904 1.84770506 -0
6 -0.05652758 1.51646411 1
1 -1.09343288 1.13611388 1
1 0.06934110 2.06373241 2
6 1.06085452 -0.68551375 2.
7 1.69846590 1.39864679 -2.
6 1.78290726 3.52917554 -1.
1 1.33657853 4.54239756 -1.
1 2.8734544¢6 3.66415243 -1.
6 1.26653116 2.80286252 -2.
1 1.59885479 3.38174708 -3.
1 0.16733710 2.81298370 -2.
6 1.11704393 0.50141842 -3.
8 2.01342439 -0.66745675 -3.
8 0.91331452 1.37853087 -4.
6 -0.51092972 -0.00129772 -3.
6 -1.63290382 0.29868196 -3.
6 -2.88643549 -0.13525946 -3.
6 -3.03214912 -0.85849590 -2.
6 -1.88457391 -1.14143876 -1.
6 -0.62191812 -0.72078379 -1.
1 -1.51182095 0.86160427 -4.
1 0.26119039 -0.93814771 -1.
1 -1.97590076 -1.69893397 -0.
6 -4.39425321 -1.31997583 -1.
1 -3.76752238 0.09377149 -4.
8 2.46549645 -1.18753658 2.
8 0.62457625 -0.20827475 3
6 -0.03421830 -2.05828504 2
6 -1.28036686 -2.16831157 2
6 -2.13342600 -3.21257097 2
6 -1.75339201 -4.15332582 1
6 -0.48677432 -4.02213507 0
6 0.37261258 -2.98331423 1.
1 -1.56410766 -1.45429045 3
1 -3.10816997 -3.30304849 2
6 -2.66409613 -5.29464941 1
1 -0.16856741 -4.74848401 0
1 1.35887141 -2.89357603 0
1 -5.07942584 -0.46860144 -1.
1 -4.85005294 -1.99214666 -2.
1 -4.33674175 -1.85505920 -0.
1 -2.27332401 -6.25100135 1.
1 -3.67170199 -5.15816663 1.
1 -2.74767920 -5.39431166 0.

[
N

.71749057 1.27766009 -2.
Energy = -8139.840604 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 62

Atomic N. X Y
8 4.36842939 0.24472216 0.
6 4.97396822 0.53060484 -1.

16383155
47085677
40211691
46902468

.49048857
.61460683
.59098539
.56286237

65950865
36799053
06853911
09334512
14145726
31159718
18969797
33014366
71451849
78741712
88896057
12498846
90081725
46922582
27370114
51461004
93318711
82573104
33266404
58088072
81957152
07157171
45237196

.99030282
.21538352
.83276170
.46329138
.49522269
.89725341

24884713

.60531573
.94639438
.11678423
.14691840
.79382420

69437222
56149849
86373447
49633461
52951238
02515955
36979822

Z
22733865
02696061

S106



kRO PERPOODODOODOOOODOHOOCOFFOOTHF PR ODODODOOODOOCOOF,FFEF,FOHFFER,FOSYIOOHFR,EFEFORRRPRPOODNR,RERPRERFODIORFRFRE

[
OO OO ONRFRPPFPORPRPNORFRPRORREPREDWWWNDND U O

.33708816
.91753038
.21369211
.39064904
.24794415
.59673626
.63366448
.88378161
.32736574
.50199451
.26413465
.31196851
.26186050
.45545664
.59730496
.36255523
.41280996
.94786253
.88196919
.71808742
.75626022
.65555981
.34201612
.19029435
.27606459
.46993029
.22582838
.15209499
.45822747
.14567747
.54449585
.22273863
.52284251
.92807795
.49644408
.73544389
.29199769
.17199601
.78601570
.14648109
.33174191
.68940419
.03667507
.02903711
.63843268
.29984123
.08539550
.31986292
.47968840
.39725125
.00786116
.43179142
.73503378
.28345341
.79987339
.65534101
.13184170
. 78795395

NENWODNWWERERNNMNMMERERENNNNNNERERERNMOWNREREREREONDN

.26847648
.03637502
.60401429
.29555851
.41947963
. 75672877
.79811395
.07660755
.62964587
.06351982
.45072411
.42448803
.35169738
.30977460
.33381931
.45855630
.37790856
.05132973
.41234527
.39887206
.53207027
.10565158
.04395857
.77084418
.74626818
.30814860
.87919811
.33238557
.49311410
.62393544
.89064987
.01676392
.91649078
.47506709
.02122386
.99293694
.10066856
.50752256
.31697909
.45435189
.66549549
.01406350
.23339327
.10681236
.74771081
.52869580
.10700525
.50547744
.36486015
.63441497
.24882153
.83613784
.60685961
.83086568
.34164312
.37084910
.60467780
.25180780

-1.
-1.
-1.
.71144358
.05322587
.44495939
.81948493
.25245206
.36234205
.30161805
.05546625
.58448062
.61765073
.05594740
.75062343
.66621047
.05681182
.94114976
.09232774
.61243266
. 75117494
.95414111
.43995676
.33758071
.11200700
.30837848
.15931232
.42244055
.96238723
.47859624
.45177150
.91762110
.40439753
.00348521
.77298584
.89632654
.95167679
.12593374
.93723196
.34102013
.45254660
.75435903
.05483791
.07307014
77013570
.45281992
.51437717
.07327737
.39487756
.99318102
.43983439
.75781150
.14996315
.56640644
.00026138
.47800951
.94265723
.49369315

P NDWWwWNDhDNMDNDNDWwWcOO_ERENDNREREREROR

89162405
10878810
11273321
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Energy = -8139.838880 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 63
Atomic N. X Y Z
8 .14869012 -1.31127187 0.29924398
.40883750 -1.01025852 0.89117616
.17817384 -1.63922423 0.41475225
1
0

.41230063 -1.22271119 .97438583
.70793718 0.04604161 .74964239
.52791843 -0.08489361 0.62099835
.55903214 -1.65049540 -1.12829590
.44328108 -1.74714506 -2.31036241
.08367005 -2.51714805 -3.01672873
.50009162 -0.78032052 -2.82302891
.44671841 -2.00843736 -1.95470629
.64569512 1.05349483 -2.11405950

0.15850089 -1.30794086 -1.48227522
-0.34711916 -2.20119502 -1.89925187
-0.36525842 -1.04888111 -0.54949018
-0.03022495 -0.18785394 -2.50806126
-1.12003622 -0.05690049 -2.64068264
0.38520316 -0.48206774 -3.48012353
0.81933823 2.27075261 -3.29601557
1.27064474 -1.64181258 1.64088313
1.59270798 -2.94534816 -0.38574771
1.16348666 -3.74974693 -1.01368714
2.65309302 -3.15889333 -0.19653345
0.85842254 -2.86564705 0.95500665
1
0
1
2
2

O W MNhMNDDMNDEDNU U oy O b

.13015726 -3.76084928 .53699385

.23644683 -2.88454867 .81085647

1

0
.83828579 -1.72368813 3.17480110
.74445815 -0.52121330 3.24139063
.35118901 -3.06123863 3.55104608
0.45641653 -1.36978342 4.29076538
-0.07948114 -2.39676133 5.06617286
-1.15810672 -2.11972061 5.91154628
-1.70333151 -0.83142736 5.99441188
-1.13555619 0.18656260 5.20645800
-0.06322326 -0.07327383 4.35691984
0.36000642 -3.39234959 5.01651759
0.38500713 0.72255252 3.76191459
-1.53636197 1.20037327 5.26844233
-2.86645817 -0.53309111 6.90744874
-1.57616889 -2.92026716 6.52468061

1.47252672 3.38618430 -2.59243076

-
PFokRFRFRFRFEFOODOSDOHODOOHhOOHFRFOoOVTFrFRFPERFEFOOSTOSTDODCSTO OO OOk ooFrFRFkFoYJIOYRPHFORFRF PO, RPRPREOSOJIJORE R EFEO

1.41512213 1.60007823 -4.46670026
-0.84640707 2.79959525 -3.75563217
-1.48081789 2.21430587 -4.85322478
-2.77209937 2.62669586 -5.18875575
-3.43663725 3.61324143 -4.44432259
-2.76690761 4.19257351 -3.35236412
-1.47811543 3.79392316 -3.00210143
-0.95415577 1.46991098 -5.44942293
-3.26780140 2.18121677 -6.05303214
-4.83894024 4.03842096 -4.79861933
-3.25852352 4.97848629 -2.77614412



el e e

1

Energy

.94902101
.14214186
.62820939
.75208825
.97904960
.08077308
.57475059
.30730027

.26584654
.41129592
.28878986
.222776868
.11774594
.79544498
.52577659
.47245609

-8139.843596 Hartree
Number of imaginary frequencies

Compound Ila isomer 64

Atomic N.

8

oo O REPEEFPOOOODODODODODOOOOONNHRFRFOHFHFPFRFOOSIOR,R PRI, ERPRERPOOITORRRO®

|
OO ONRPEPERPFRPORFRPNORPRORREREDR®DWWDNDDNO O D

X

.33778203
.98448571
.35114873
.89616558
.28796503
.34308332
.33702044
.71747455
.81252287
.00705537
.40968069
.54714904
.40098265
.51106502
.37852302
.58489971
.75782718
.52171353
.41579047
.91500316
.96986705
.86285866
.82198110
.70014274
.40206390
.13252209
-0.
.31427084
.28071500
.25662368
.53498732
.23546903
.67411775
.37934524
.66725248
.97471180
.33038469
.92295083
.43497185
.24100672
.69920175
.19305457
.32462768
.65216914

36643968

NFEFEPNMNMNONDNORFE OB

Y

.39963746
. 76332694
.62475122
.15251217
.82366005
.33666616
.32591026
.57745298
.59050212
.83672269
.47359261
.08701710
.31906528
.25143341
.28935359
.10479476
.11408151
.17461216
.57132423
.20795325
.40047582
.35660241
.53403288
.19792353
.17865555
.84810503
.02678702
.65938918
.18672005
.59015866
.75274123
.37781600
.65942466
.78748588
.67385946
.74793634
. 77924836
. 77593156
.88172780
.25935169
.45020243
. 76367113
.80182530
.18407429

-2.
7.
7.
6.
-4.
-5.
-4,
-1

0.
-0.
-1.
-0.
-0.
0.
-0.
-0.
-0.
-1
0.
-1.
-1.
-1.
-0.
-2
-2.
-2.
-1.
.83483466
.93533911
.38340151
.62006082
.76467357
.16963426
.13859279
.96993822
.22751158
.89016366
.34914694
.81756954
.38682384
.48173643
.01763767
.45357043
.76360443
.87711095
.09181478
.03444009
.97925313
-0.
-3.
-2.
-3.

N WWNWWNDNNWWOWENREREPOODN

=

17424803
50469904
59829403
33266826
65192818
84104130
15957324

.24352485

Z
41952374
79318205
68813775
91681701
76855824
82448540
01868689
47981232
91650588

.23106756

36389238
24176347
16855457
75919996
76891137

.08019402

81191944
65890669
90373742

71258776
14973517
35147041
65194346

S109



6 -1.99643419 2.35754851 -3.
6 -3.01547371 2.15325688 -3.
6 -2.65457352 1.76231957 -1.
6 -1.31931460 1.58709299 -1.
1 0.14370333 2.33913943 -4.
1 -2.25609398 2.65519624 -5.
6 -4.46328504 2.36755400 -3.
1 -3.43406950 1.58858653 -1.
1 -1.05060099 1.28173227 -0.
1 -3.60781285 3.56726212 2.
1 -2.87007170 3.44347887 1.
1 -4.,41119775 2.61548002 1.
1 -4.81101360 3.35294483 -3.
1 -4.61408340 2.32898251 -4.
1 -5.11042479 1.61264523 -2.
1 1.73749319 -2.42173156 3.

Energy -8139.838945 Hartree

Number of imaginary frequencies = 0.

Compound Ila isomer 65

Atomic N.

8

Y
R oooocooooovoooH—HRF PO RPOOJIORFRFRFORRPRPROONREPERRFROIORRREO

O WNDMNNDEDNOY U OO b

X

.17681202
.43507608
.46529272
.69272474
.21874564
.51723716
.58912195
.46702981
.12873482
.48682942
.48154652
.57143418
.17477454
.30124130
.35170446
.06021363
.15443092
.36178618
.72435764
.32614881
.67528451
.26888587
.74429474
.95160500
.26076751
.14327348
.91076602
77221663
.47615362
.52662397
.02950123
.05154681
.63758455
.10808841
.03388120
.50073479

Y

.17385599 0
.84747654 0
.09870554 1.
.22368366 0
.42974869 0
.02214436 0.
.534849%64 -1.
.54125222 -2.
.28709044 -3.
.54871384 -2.
.78480676 -2.
.18151807 -2.
.22596631 -1.
.11423134 -1.
.03428115 -0.
.06189431 -2.
.03598190 -2.
.29044271 -3.
.45364207 -3.
.67245896 1.
.86253132 -0.
.65002057 -1.
.04702401 -0.
.87528012 0.
. 78755399 1
.92674741 0
.80877026 3
.57796096 3
.14314356 3
.56249474 4.
.64797032 4
.45370468 5
.19045055 5
.11217002 5
.28927218 4
.62436203 4

99247028
05167598
74960671
39266087
37935760
01005930
41547680
00498432
38061206
87716076
27626767
60989686
06787288
50183987
94825554
40847840

Z

.23330816
.81559951

89011416

.70813266
.30441298

62714251
19100508
38172969
12372018
84577052
04552307
02958653
51957463
97991465
57217767
48531607
60877656
47212808
15468313
57748360
51358678
17715788
34335397
83523171

.37012526
.69894246
.10120225
.22112619
.40694481

24300977

.96270160
.82773644
.98508670
.25278251
.38443108
.85576392

S110



PR PR RRPRPRPRPORROOOOOOGG O 0O oY

=

Energy

.38480571
.54056890
.80524837
.43901030
.32449430
.36592462
.94905450
.53611410
.83367259
.55043427
.92809588
.63412341
.96916509
.29311435
.95795038
.46147401
.14187818
.03050513
.60301025
.71108582
.12007324
.18594853
.68898448
.21176581

BB NN WD WNDNDNNNE WWOOO

|
R w w oo oo

.55265100
.88313180
.98222323
.30020074
.55906897
.85518795
.94484084
.39144777
77379369
.69878953
.24790470
.87827184
.69572379
.35349861
.09408266
.98660554
.32784658
.89279041
.17226336
.69948297
.17133723
.84293861
.57084211
.55154734

-8139.843615 Hartree
Number of imaginary frequencies

Compound Ila isomer 66

Atomic N.

8

(&)}

oo RPOOYORRPORRFROOYIRERERONIORRRE O

[

[

X

.89611730
.30954028
.59092303
.91934849
.57357347
.35964639
.92920212
.33996454
.37378089
.28119264
.66233202
.32458625
.83900022
.88504570
.53851746
.73998544
.27108988
.24607459
.24270821
.87375027
.95762707
.98425660
.28568067
.56568177
.82329230
.17136689
.49804416
.94560888

Y

.63231973
.55069616
.49165306
.88087734
.19219922
.89529805
.16310157
.57282837
.96489586
.72309002
.35599913
.48969785
.11136283
.47622815
.89696590
.19059596
.97487319
.10634077
.96799128
.01833567
.37937597
. 79815326
.11838930
.21855611
.16999288
.43530234
.42859624
.16068090

o U1 W

-1.
-0.
-0.
-1
-0.
-3.
-2
-3.
-3.
-4
-4.
-3.
-2
-2.
-1.
-2.
-2
-3.
-3.
-0.
-1.
-1.
-2
-0.
0.
0.22484325
1.

1.34845619

.83296752
.37382387
.91714367
6.
-2.
-4.
-3.
-4
-5.
-4.
-3.
-2.
-5.
-6.
-4.
-2.
-1.
7.
7.
6.
-4
-5.
-4.
-1

39774863
39059946
34031550
62796191

.76728687

11453292
34055934
20543760
84322934
38489209
01083265
70867960
60443743
98093342
48645718
63290324
35965957

.56752874

75216771
07288658

.14569632

Z
20080777
94507064
72172778

.80707934

09090190
20472952

.59501624

95558507
96088048

.64686076

31805497
01136618

.07314581

06412725
04065840
87248830

.30607971

84941303
39877178
08342632
73356322
75911497

.19234783

26515914
22193932

43112891

S111



8 0.96454189 -4.76440814 1.
6 0.79500760 -2.26068014 2.
6 -0.31364096 -2.63374941 3.
6 -0.85900064 -1.71777580 4.
6 -0.31039152 -0.43639052 4.
6 0.80687408 -0.08923117 3.
6 1.36314389 -0.98995748 2.
1 -0.72360522 -3.63803382 3.
1 2.23989312 -0.72181745 2.
1 1.25431522 0.90031774 3.
6 -0.88049178 0.53693639 5.
1 -1.72234339 -2.00859956 4.
8 1.70540425 1.64405755 -3.
8 -0.50356805 2.66615750 -4.
6 0.12290853 2.99162822 -1.
6 -0.45772007 4.25645467 -1.
6 -0.53199028 5.04265099 -0.
6 -0.03517093 4.57895952 0.
6 0.53734943 3.29462686 0.
6 0.62243225 2.49525318 -0.
1 -0.84274378 4.61063396 -2.
1 -0.98510391 6.03403265 -0.
6 -0.09462346 5.43924581 1.
1 0.92377458 2.91502412 1.
1 1.06160771 1.49386567 -0
1 -1.90436535 0.26483167 5
1 -0.27242239 0.55326268 6
1 -0.89217964 1.56079026 5.
1 0.90393482 5.82652874 1
1 -0.76010159 6.30028923 1
1 -0.44896415 4.86669777 2
1 1.24665629 -2.08950876 -0
Energy -8139.851271 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 67

Atomic N.

8

(&)}

dorRrRProRRFRFOAdRPR R RONJORERE O

=

O O OO MNNENRE WWOU U D

X

.18618550
.60908412
.19217674
.25063174
.76236066
.03332360
.31130176
.07578921
.47274807
.36777709
.98902019
.66891354
.10269773
.45717601
.54276808
.36593510
.52545070
.18083763
.55572193
.39811262

Y

.80762350 -1.
.72720738 -0.
.23449908 0.
.48484833 -0.
.24846055 0.
.14491511 -1.
.45038507 -2.
.06740943 -3.
.83869650 -4.
.30583952 -4.
.51351733 -3.
. 73840660 -3.
.75321514 -3.
.45988037 -3.
.51012074 -2.
.52978497 -3.
.75445154 -4.
0.
2.
-0.

37777635 -4.
82170358 -2.
98164578 0.

76713488
62474860
38632523
28961408
44444790
66474007
75834961
28390714
16930482
77860022
44555621
89095152
61299160
46718558
91251649
99510175
84204653
38429837
43418160
70369956
95064048
89857039
62161411
38258850

.66403057
.73201675
.36335762

04721844

.87640069
.48094758
.49039324
.39990549

Z
31439106
31001699
48499548
78870846
17292626
03699545
55834017
66493173
17810229
39713787
25129015
11064935
07410587
71945372
22085419
87744997
48014263
60110360
68902088
21806006

S112



6 0.91574220 -2.52154971 -1.
1 0.13845247 -3.16902940 -2.
1 1.81401079 -3.12995794 -1.
6 0.43332040 -1.97207027 -0.
1 0.35860027 -2.82125019 0.
1 -0.57238122 -1.52588142 -0.
16 2.00729628 -1.03370629 1.
8 3.31043335 -0.28898877 1
8 2.00282007 -2.38472702 2
6 0.99709478 0.01378548 2
6 0.09447888 -0.58080055 3
6 -0.70090882 0.23419486 4
6 -0.60147451 1.63194689 4
6 0.32715510 2.20173505 3.
6 1.12459973 1.40463808 2
1 0.03512786 -1.66685700 3
1 1.85507142 1.85178157 2
1 0.42930917 3.28742263 3
6 -1.45861110 2.51040726 5
1 -1.40464487 -0.22773798 5.
8 0.13301865 3.87246621 -1.
8 -1.30744579 3.09387047 -3.
6 -1.70316960 1.98089812 -1.
6 -2.92328449 1.51216059 -2.
6 -3.79448625 0.85054389 -1.
6 -3.46440062 0.65466688 0.
6 -2.23002891 1.14273586 0.
6 -1.34946234 1.80366718 -0.
1 -3.18623176 1.68390576 -3.
1 -4.75206619 0.48679302 -1.
6 -4.41560892 -0.04119833 1.
1 -1.95252813 1.00393297 1
1 -0.40084982 2.18928919 0
1 -2.10414378 1.91448578 5
1 -0.83954546 3.16424215 5
1 -2.10086732 3.16647127 4.
1 -4.86084709 0.67546282 1
1 -5.23520256 -0.52736433 0
1 -3.89727692 -0.80288297 1
1 1.39315649 1.66863896 -2
Energy -8139.843066 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 68

Atomic N.

8

dRP PR ONJOR R PO

O OO O0OONREFE OO O

X

.75688812
.93967971
.25507565
.33159017
.56757873
.17683306
.04951380
.23768546
.67266968
.48202332
.07134633
.50257215

-0. 0
.67538475 0.
1
0

Y
32492718

.21204459

.21989476 -
.40554437 1.
.60431451 -1.
.05484228 -2.
.42817939 -3.
.89919269 -4.
.54353721 -4.
.13667257 -3.
.71725481  -2.

60038500
05115792
42870211
25407649
44493322
34233359
73279986

.54046069
.33852187
.80650498
.68804957
.49883586
.44509630

55477815

. 73672709
. 74891867
.06263883
.50582381
.32105675

19363806
91929644
92901307
57004732
05932072
18987822
15919824
62513061
22875918
10252178
56696139
10006712

.67179792
.14373261
.97814780
.95240007

71482841

.80691320
.55614557
.69946854
.38744797

Z

.11774533

71703505

.44971780
.02499043

25552920
90051559
36175458
78143819
19452548
38211126
85843463
53507668
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R PODPREPEPODODOODODOODOOOCOFRFODFREPRERFODOOOOOODOOHFEFP,PORFR PO RFEODREREO

=

Energy

.07373538
.01233461
.20187223
.81270861
.61400673
.88420020
.15702511
.18445314
.21051388
.19769548
.55338683
.17867755
.56090026
.85659335
.65748883
.09654456
.11865763
.81134132
.32925751
.97837919
.50229556
.64958859
.31091077
.68350632
.21366586
.03816668
.18564968
.86717151
.57982240
.85914699
.39399052
.63465389
.23366341
.81214677
.23134423
.83607268
.94216603
.03756227
.43686832
.57822969
.65517924
.22130909
.65881242
.19416397
.80507893
.42284798
.55221356
.47785282

-1.09515852
-1.54562659
-0.89347494

0.22573903

0.92670409

0.10068258

1.98618307
-3.00837081
-3.29872312
-3.70112763
-4.03181455
-3.18540436
-4.14363038
-2.39545219
-3.91412282
-3.64929137
-5.27725650
-3.20096006
-3.82076131
-3.24990236
-2.07117191
-1.47016183
-2.02630104
-4.74941057
-1.56707225
-0.55512447
-1.47816886
-3.73505767

1.96391254
.95012583
.48995518
.10270150
.25265594
.80292650
.16739382
.01600948
.69047598
.73600845
.06527838
.58587277
.53503003
-1.83049415
-1.76202337
-0.38053956

7.93897489

7.24771570

7.02085685
-2.00705688

W Ul J 0w oo W

-8139.850028 Hartree
Number of imaginary frequencies

Compound Ila isomer 69

Atomic N.

8

6
1
1

w w w N

X
.80894928
.69870247
.81052228
.31179793

Y
-3.68045325
-4.16874182
-5.25728786
-3.98087174

-2.
-2.
-1.
-2.
-2.
-4.
-3.
0.
-1.
-1.
-1
-0.
0.
0.30800366
1.79593026
1.95794421
1.60252978
3.22910345
3.74122308
4.83891892
5.
4

3

3

3

5

6

7

N = O

21831491
59684602
14688658
94309591
64561238
03652062
35608270
45002557
58353188
88764282

.87506821

05674746
32359396

43152757

.89404800
.80059750
.29482157
.39728064
.34522361
.63818688
5.
-2.
-4
-2.
-3.
-2.
-1
-0.
-1
-4
-3.
-1.
-0.
-0.
6.
.56254479
6.
-1.
-1.
-0.
0.

24678480
88048888

.80720772

70546234
42261594
90289004

.68354288

98779519

.48802211
.38313025

46101952
14451380
04108179
95454989
72730233

59533045
36804589
59069682
05296354
53827453

Z

.53607326
.53547183
.40492173
.55174196

S114



PFRPRPRPRPRRPPRPORRFOOOOOOODOR R RO RO RO R, R OO R

=

Energy

O OO NREFPRPODODONNMDNE R REDND

|
N O - B OO

.70875327
.70401133
.25244333
.99606892
.32859321
.81950733
.41699068
.04883938
.74518828
.30106119
.05768641
.79112018
.43378054
.74054848
.56323261
.56528724
.12273882
.64578222
.55023939
.49914377
.16671581
.11639501
.56145868
.02821992
.22623413
.21677181
.52962578
.13481385
.44385838
.11819842
.49870614
.05836319
.53126797
.43984786
.09058302
.16105278
.44556055
.46941597
.11781369
.13366293
.42470378
.70976613
.66532389
.37047726
.90830069
.22485494
.09977210
.86728447
.42755594
.16461471
.63461320
.96181539
.18710288
.85633862
.34271098
.01397108

EFNWSEDDWERERPNWNMNENMNNMNDMNNNNNNNNNERE WWRORNDNDEO

3.
1.
2.
3.
4.
3.
4.
0.
1.
2.
.99007019
.60700468
.21098906
.11819884
.08493739
.44197429
.13194398
.53624534
.95649619
.11686270
.67173335
.37791776
.47595021
.33660672
.59101408
.05382818
.01926285
.20830802
.42804165
.42985229
.25439597
.93189328
.25967397
.36752110
.70665115
.18393551
.98337662
.17953573
.19474396
.64042921
.78457603
.49014736
.03566605
.88882392
.86350011
.12955087
.67381670
.78682216
.51988860
.57106116
.05422377
.51319245
.64428777
.65227682
.89547251
0.

71928892
65504030
54714196
64116507
21222946
22791507
29785060
51574491
58061457
15227801

60223455

-8139.844267 Hartree
Number of imaginary frequencies

N

W DNWN WWWWNdDND DN

.46877581
.15673167
. 74681770
.41436078
.08390277
.01039060
.64365651
.39197575
.75844886
.59570751
.30031622
.31090337
.27383253
.52352049
.87361249
. 74310916
.96469026
.65089540
.37847619
.00088942
.67771801
-0.
.38261394
.70187570
.95517338
.96081722
.43071383
.84815693
.80974597
.33937778
.91664549
.48303373
.56776477
.30778914
.28040961
.21953049
.10377358
.34770549
.22958455
.07572138
.56272293
.22101273
.39591496
.88939564
.11781896
.21992022
.66622389
.64751529
.24569167
.45978120
.21986845
.54460938
.15317265
.46105351
.06937627
.06613752

54109544

S115



Compound Ila isomer 70

Atomic N.
8

PO PFEFODODOODOOOHLOOOHFOITHFEFPERFEFODOODOODOOHOLOOOIYTFk,rFFOYTFFEFOJIOOP,PFRPFORP PO, PRI ORE R EFE O

F NP OOONRFRPFRFRPFRPEPRPOOOOOOOWNDNDDNDEDNO OLO U1

X

.06248552
.30063020
.23801240
.64900554
.06838884
.48318994
.54725284
.49218787
.13873727
.62213510
.46075514
.82194681
.18638965
.33487427
.37737419
.10828774
.96511345
.56059373
.11507177
.09883374
.47927675
.05104740
.51620155
.67288924
.87052913
.41157208
.56469525
.52121050
.98800747
.13432011
.50767095
.62459892
.10311535
.43279203
.31994742
.12183613
.20585910
.78616508
.28682332
.12799739
.78649887
.73517484
.49641936
.10384264
.35676117
.00759097
.36867056
.11830079
.58744454
.833772009
.34410325
.85519682
. 61272256
.88968975

OO PP OO0 OoOONONREF -

Y

.56276863
. 70493799
.46466740
.75851065
.02707799
.58660371
.90715434
.41974909
.66779679
.66488230
.89893964
.96164164
.33253863
.82769211
.57568809
.17218510
.42955658
.41351220
.60645722
.35407499
.39722248
.71122814
.75151026
.99359453
.07730439
.85785193
.27806742
.36468651
.64529308
.46880587
.70415484
.83751914
.75605074
.52381390
.37319731
.54831900
.42033115
.67168323
.91384298
.80383353
.12643079
.62478844
.41360842
.54912918
.16032573
.64025395
.49292172
.88562698
.20035719
.27340985
.33071018
.86930608
.79709772
.79111582

Z

.35338614
.33630597
.13468232
. 79257965
.38566830
.53351209
.80527271
.83384173
.85103602
. 74747370
.64965752
.21302119
.95389601
. 79679858
.04036596
.22320121
.28625645
.19340142
.55570199
.52937523
.87098900
.84237504
. 79960359
.71464085
.69468734
.87428392
.79866393
.52114012
.41763181
.89315861
.97455839
.80385319
.55693270
.45718561
.63274527
.40414151
.57097025
.04127264
.47845516
.87152382
.35383784
.89381809
.68694706
.93690935
.01868728
.87190850
.62829840
.52678462
.83057504
.99380589
.97105133
.27339416
.43475425
.21077174
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1 -2.95588677 4.04473143 -6.
1 -3.93507490 3.02708184 -5.
1 -4.21635840 -7.42439415 1.
1 -4.86959998 -6.05876699 2
1 -4.98856385 -6.08118583 1.
1 0.46026467 -1.87289135 0

Energy -8139.843619 Hartree

Number of imaginary frequencies = 0.

Compound Ila isomer 71

Atomic N.

8

oo ooy oo, oY P FOODODODOOOOOOOY—FHFOVTHFRFPFRPFOSJIOHFRFRFRFOORRPRPOOIRFR, PR OOIORERERFEO

OO oM OULoo ol Ww

X

.87016405
.21774986
. 77609186
.29337387
.71589718
.49279545
.96688012
.16675310
.59166948
.86428541
.23733903
.58884260
.45547789
.00306333
.48140816
.23729915
.25985485
.32141218
.14032541
.06796899
.49495499
.90152994
.52861475
.50462630
.11800133
.48750582
.32010710
.00674860
.09248423
.63617207
.65978167
.11090808
.54608870
.53951492
.07974085
.11719868
.08645883
.10985129
.98932033
.12982577
.34830343
.12201215
.86421944
.88680986
.21385769
.53118712

.23421956 1
.22373736 1
.25122650 1
.32109042 1
.03768720 2
.41158985 0
.85644402 2
.42286962 3
.05538397 4
.62333731 3
.50020334 3
.68360129 1
.80487717 1.
.66329701 2
.93020943 0
.45046447 2
.32970586 1
.52364515 3
.15962010 2
.62156177 -0
.24357763 2
.94557887 2
.21943417 2
.69547226 0
.60862730 0
.95604308 0.
.93989406 -1.
.60084378 -1.
.14805660 -0.
.25312209 -2.
.54778358 -3.
.78568755 -4.
.74700349 -5.
.45160310 -4.
.19803602 -3.
.34921583 -2.
.18930751 -3.
.62847771  -5.
.00159370 -6.
.79759823 -5.
.19271764 1.
.97331685 3.
.34900570 1.
.91808970 2.

2.

1.

Y

.06079316
.62735043

52057638
45458546
97238284

.89528503

11743753

.25948279

Z

.97132257
.91516906
.08984854
. 79114546
.86280234
.58578141
.17114335
.57139566
.27165399
.69269244
.79388304
.68263618

74866671

.18533042
.65543553
.14312151
.74047891
.23471263
.33558266
.26971056
.00968181
.62665961
.37954227
.54726679
.48535603

20458813
27593010
35950194
90492378
92347586
44143733
70435757
45803484
91085198
65194981
86237636
23882507
48528179
83656708
11352385
64906286
79849976
82796151
67451992
26158590
01841851

S117



PR RPRPRPERER,ERPROR P OO

[

Energy

.47899162
.14965261
.64230314
.01757023
.96379693
.70707901
.33706880
.74118324
.72267205
.08521373
.17407232
.66347639
.17846751
.50291983

.06141662
.92719504
.50426662
.73470609
. 77461452
.52349557
.29138402
.06119741
.72612078
.40533879
.80314793
.51978520
.11599812
.77351813

-8139.843607 Hartree
Number of imaginary frequencies

Compound Ila isomer 72

Atomic N.

8

PR OOODOOOOOOOONHFR,FHFRFOTRRFOOTYITOFR,FFRPORPPFRPFOOYIR,P PRI ORE R RO

R oOooorrRrRErErNRE PO

NNPEPROOOODNO

w N =

X

.83686575
.60721111
.88071734
.53947309
.00786123
.91063072
.11304082
.52557200
.21195745
.99761092
.30330565
.50990745
.18245923
.95376847
.65112974
.63591286
.44089466
.37573872
.11105066
.39522303
.67077555
.45041150
.13928936
.29169064
.78101720
.08067551
.77482272
.08941063
.17858842
.92326154
.16219255
.02200284
.18975052
.26081664
.13703570
.10014193
.96819718
.20881938

-0
-0
-1
0
0
-0
0
0
0
-0
1
-1
-0
-0
-0
-1
=2
-2
-3

N

W wbhwwbhdhbdbbdbwWbrbNDWEFEFWONDDNDDNDRE

Y
.26654218
.21468434
.22899835
.36896516
.26222217
.44660012
.58824853
.62530142
.85502698
.33887830
.39886336
.99369516
.44185413
.22074733
.39377716
.85832044
.56761711
.04480237
.43129320
.20998255
.94140811
.15918493
.66648258
.19650660
.17843564
.46608292
.43205747
.89897849
.59357153
.82256064
.39189419
.73246924
51777317
.94913659
.60070276
.56624765
.16490073
. 77571961

N WO O

-0.
-1.
-1.
-1
-2.
.70493967
.12312169
.45781518
.24868352
.68352574
.46190086
.40181902
.08539537
.84952403
.09448935
.28378776
.02393580
.34004865
.93197522
.30822562
.85216177
.61148286
.01015323
.47046814
.53390622
.24067806
.30113480
.74404982
.00029605
.45396029

OO RFRPRFPRPWWNOREDD»WWDNDWWND DO D>WE

=

-1
-2.
-3.
-4
-3.
-2.
-1
-1.
-3.

.19202797
.58641233
.65222235
.92391123
0.
-0.
-0.
-6.
-7.
-7.
0.
1.
-0.
0.

57225905
77028871
04214997
97976344
61055728
02098284
24622524
37781418
28291093
66658326

Z
09752412
30328285
64008305

.18837182

09529143

12646472
46888931

.15139081

44885650
10094181

.60029550

54807711
96084922
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PR R RERRRPRPROREREOO OGO 00 O

=

Energy

.32903300
.86641422
.31799943
.29877633
.07247182
.45461518
.35233504
.87174521
.46917251
.57416889
.04814868
.65289149
.84943284
.86349349
.26469444
.49995042
.31223844
.27103937
.52838183
.95638740
.84541445
.05956524

.90847542
.17569734
.97652957
.42146007
.15144450
.48417231
.03618305
.27230694
.92917227
.36054587
.07219538
.08009131
.86608498
.32011177
.31462483
.50962658
.00304429
.54081801
.68801196
.94848389
.41083290
.27967716

-8139.851363 Hartree
Number of imaginary frequencies

Compound Ila isomer 73

Atomic N.

8

(&)}

oo oooymrHkFOHRHFOJIOOFEFEFORPREFOOYNREEFREREPOOJORREREO

[

=

OO OMNDBNNORERPREDNWDWWDNDNENDNDDND W

X

.15595073
.45447733
.43059913
.97241130
.40773304
.73471213
.20727590
.29873127
.01558662
.20521089
.51811271
.70404222
.96720121
.96177565
.97023474
.97841987
.93906808
.00728676
.28005797
.53139600
.97524005
.56261758
.28167156
.09308299
.87329464
.57330923
.12375192
.08350164
.95435282
.21745267

ONOOEFEDNDNWWWRERFREROOORPNREFEFOWNDDWNE WRADNDWDN

Y

.87887809
.53326060
.92885177
.48053831
.76972480
.04423655
.45915161
.44797242
.24939321
.95693841
.87234119
.58804719
. 76557805
.51945146
.30846835
.66623347
.47135466
.98905334
.97198728
.24388306
.15618931
.78780198
.81160654
.18497240
.78076347
.64689174
.93939386
.46093525
.04704447
.49457166

-5.
-4.
1.
3.
0.
0.
-0.
-1
-1.
-0.
.73549821
0.
-2.
-1.
-0.
-6.
-5.
-6.
-3.
-1.
-1
0.

1

-2.
-3.
-4
-3.
-3.
-1
0.
0.
1.41494396
1.08418277
-0.27955625
1.47950926
1.85903096
2.67062602
1.
2
3
1
2
-1
0

60132631
00006406
14244423
01475247
76650754
91343682
00462603

.05923738

17670546
27277284

10201351
04248975
99294880
35959452
20303097
71551857
02695358
07882007
89784367

.93172092

10976024

Z
39384084
44690313

.36869607

67040242
17962316

.58336824

56723956
70858858

82775321

.20021094
.28260096
.98668309
.38418511
.33489094
.10549379
0.
-0.
-0.
-0.
0.
-2.
-3.
-3.
-2.

91616682
72094130
40754418
90913874
42884436
80134705
57070464
32768415
65074577
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6 -2.59891980 -0.30340047 -2.
6 -3.43693476 -1.41328390 -2.
6 -2.91373776 -2.70911828 -2.
6 -1.51668579 -2.87097428 -2.
6 -0.66717109 -1.77592461 -2.
1 -3.00612397 0.70059131 -2.
1 0.41363089 -1.91004161 -2.
1 -1.08879000 -3.87195642 -2.
6 -3.81852397 -3.90702792 -2.
1 -4.51870444 -1.26770515 -2.
8 2.62747813 -3.10041067 1.
8 2.80854791 -1.88812235 3
6 0.48515477 -1.82876859 2
6 -0.12351535 -1.95595495 3
6 -1.51701210 -1.90080064 3
6 -2.30421030 -1.72213503 2
6 -1.65979174 -1.59120370 1.
6 -0.27107679 -1.64604059 1
1 0.49227791 -2.09095572 4
1 -1.99975431 -1.99603827 4
6 -3.80907625 -1.69046225 2
1 -2.25187210 -1.43986527 0
1 0.21938713 -1.52999162 0
1 -4.87132178 -3.60794387 -2.
1 -3.72095721 -4.58062592 -3.
1 -3.56079766 -4.49461993 -1.
1 -4.23329871 -2.67591838 2.
1 -4.14576225 -1.43218966 3
1 -4.23725150 -0.96651467 2.
1 3.41674278 -0.87889883 0
Energy -8139.843154 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 74

Atomic N.

8

&
FoaNdo R RPN, RERONJdO R RO

=

OO RFRPEFENORPRPROOORFRLRDNMNNDNMDNORE D WD WN

X

.99206159
.83769082
.68683955
.32791248
.23805912
.05193246
.90241171
.28280818
.29066051
.93710829
.67725933
.11338623
.36102004
.40795852
.69433333
.10004119
.54527453
.11687867
.98166145
.19456005
.06926463
.07130864

B W NORFRPRPEPEDNWNOWNDDSWN

0.
-0.
0.
-0.
-0.

(@]

Y

69761698 -0.
24145659 -1.
30002478 -1.
79176984 -2.
98819510 -0.
.15899815 -0.
.68599093 0.
.22608876 0.
.23878104 0
.56070833 0
.25889229 -0
.33352303 1
.60945791 1
.60757075 2
.31092583 1
.58605598 2.
.49657337 3
.93263859 2
.93987442 2
.21497338 -2
.60508422 -0
.55072685 0

62888026
48594045
37046830
40539239
54454341
74295467
58686026
32507616
22689297
47292942
49849317

.76393750
.49934865
. 74797338
.82870877
.68147478

43800445

.33826656
.63632094
.80292662
77197634
.53337081
.37217187

14916757
09129143
33368968
52387276

.78413021

06579414

.80664349

Z
74826079
40221489
85108084
21869061
69470675
32689700
39440015
42296478

.86768873
.99265778
.59760543
.89884990
. 77834243
.25527896
.71195215

64151727

.59311972
.88973472
.43842322
.04117765
.42529926
.13413476
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1 0.65250131 3.85656949 -1.
6 -1.30781213 3.09073000 -0.
1 -1.95530086 3.96313798 -1.
1 -1.78336943 2.50015828 -0.
16 -2.72095636 1.51926468 -2.
8 -3.58779484 2.54016640 -3.
8 -3.17891345 0.79386638 ~-1.
6 -2.20152436 0.35873809 -3.
6 -1.53971984 -0.81488303 -3.
6 -1.17349552 -1.71983141 -4.
6 -1.46025980 -1.47031063 -5.
6 -2.13573004 -0.28717027 -6.
6 -2.51007661 0.63361919 -5.
1 -1.31575608 -1.01016033 -2.
1 -3.04927832 1.54591062 -5.
1 -2.37845483 -0.08469918 -7.
6 -1.03267546 -2.44713825 -o6.
1 -0.65500617 -2.63838827 -4.
8 2.04774536 -1.80324197 1.
8 3.23159930 -0.57454470 3
6 0.94732955 -1.81550246 3
6 1.414086044 -2.00608442 4
6 0.60703191 -2.68252296 5
6 -0.65608417 -3.16865936 5
6 -1.09988223 -2.96183338 4
6 -0.30932432 -2.28936252 3.
1 2.39961150 -1.63189991 5
1 0.96964398 -2.83601390 6
6 -1.52695331 -3.89718951 6
1 -2.08026586 -3.33528002 3
1 -0.65832063 -2.13349035 2
1 0.02930241 -2.30337206 -7.
1 -1.14624736 -3.48513554 -6.
1 -1.61351692 -2.31677585 ~-7.
1 -1.77863139 -4.90596939 6.
1 -1.02888357 -3.99637086 7.
1 -2.47770681 -3.36630160 6.
1 -0.89693838 2.76663580 -2.
Energy -8139.837970 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 75

Atomic N.

8

PO dRr PR OJdO R R RO

OO FRFDNWNDNORE P WP WW

X

.02431392
.84573518
.70385104
.31949515
.23357894
.06978233
.98581232
.38239074
.41427184
.00237907
.79876609
.11752186
.41496941
.47714194

-1.

O

WNOWDNDdWN

Y

.63620683 -0.
.32720781 -1.
.19115942 -1.
.87452682 -2.
07541016 -0.
.14826607 -0.
.67714393 0.
.17199185 0.
.18517238 0
.48711069 1
.18812583 -0.
.32805359 1
.61904862 1
.61700484 2

32345982
85173153
04445312
05824905
48418033
11688101
28333516
75543722
38498908
37835428
73223966
06884494
08837089
33641997
34110760
11331455
79770923
09825143
20469631

.14359430
.63955590
.93875906
.85886732
.49620655
17669422

24898886

.21343826
.87695197
.48914410
.87439227
.22796352

05091987
45758632
71958581
13009754
46174701
64625616
85506383

Z
75461098
40413388
86316680
21209805
69124622
33768234
37906247
43498492

.87744524
.01976523

57720944

.88841334
.75183622
.227736294
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1 -0.64576146 2.34617830 1
6 1.11160409 1.57987565 2
1 0.53178561 1.50130940 3.
1 2.12893690 1.90546532 2
16 1.95074772 -0.96271196 2
7 -1.10368792 2.25622391 -2.
6 0.20211480 3.62243033 -0.
1 0.09504980 4.57866371 0.
1 0.80715262 3.84016456 -1.
6 -1.19102083 3.16640192 -0.
1 -1.78873669 4.06612681 -1.
1 -1.71068255 2.62180674 -0.
16 -2.65589432 1.62688076 -2.
8 -3.45698035 2.67165715 -3.
8 -3.17209327 0.96196405 -1.
6 -2.17650370 0.40400339 -3.
6 -1.59492359 -0.79667309 -3.
6 -1.25920253 -1.74718352 -4.
6 -1.49721386 -1.51634163 -5.
6 -2.09257277 -0.30475249 -6.
6 -2.43550982 0.661660445 -5,
1 -1.40807655 -0.97734385 -2.
1 -2.91330173 1.59702930 -5.
1 -2.29672451 -0.11523321 -7.
6 -1.10307258 -2.54468375 -6.
1 -0.80257039 -2.68672046 -3.
8 2.01332168 -1.82846263 1.
8 3.19996727 -0.62480192 3
6 0.88267563 -1.81458801 3
6 1.33806250 -2.03746477 4
6 0.50523959 -2.69752850 5
6 -0.77268191 -3.13532391 5
6 -1.20410239 -2.89788546 4
6 -0.38777281 -2.24103289 3.
1 2.33468523 -1.70028129 5
1 0.85919549 -2.87657756 6
6 -1.67398508 -3.83879552 6
1 -2.19514779 -3.23479466 3
1 -0.72762367 -2.06076285 2
1 -0.01993607 -2.50335283 -6.
1 -1.33044814 -3.56265140 -6.
1 -1.61812803 -2.37671635 -7.
1 -2.02883201 -4.79874279 6.
1 -1.15684952 -4.03493341 7.
1 -2.56627982 -3.23349225 6.
1 -0.76423208 2.76984796 -2.
Energy -8139.837990 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 76

Atomic N.

8

O R o

N O O oy O b

X

.46383852
.75006809
.51546673
.90471585
.92568604
.81255855

OO o o

Y

.31301922 -0.
.71950341 -0.
.50365875 -0.
.25161390 -1.
.05384380 -0.
.32441235 -1.

.66512535
.63207184

56959595

.90539324
.44028638

06403631
45938520
08955040
35200540
89882660
12432017
10026172
51608374
19473028
30382346
74371391
32771141
28859898
65531887
03811418
09045919
26948229
37973287
09318502
68455186
97270069
20794282

.16027881
.62899264
.92707174
.83611837
.46368474
.14529922

22867319

.20959351
.85307845
.44745866
.83497522
.20854865

87822786
34032826
63876519
04526409
39509656
66789282
88635185

Z
77228733
91452466
79543124
90701904
14679413
48962363
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7 1.62677568 2.61076999 .17201689
6 2.66309232 3.57482448 . 73128305
1 2.19613862 4.53854868 .45823745
1 3.22642173 3.16792163 .11308313
1 3.38103217 3.73203625 .54434971
7 1.70526716 0.30396291 .44088311
6 0.63059785 2.38521512 .09246801
1 0.25990355 3.35134132 .29980807
1 -0.21310655 1.83431456 .52297341
6 1.20137165 1.53706296 .04496324
1 0.37475129 1.33781434 .75030799
1 1.98521476 2.07390634 1.60345203
16 2.47059211 -0.80043105 1.38221824
7 -0.15967074 1.04258878 -3.06001407
6 1.01397651 3.15121246 -2.41816752
1 0.78607414 4.22571446 -2.27705837
1 1.78720629 3.09381687 -3.20025387
6 -0.27735453 2.50113734 -2.91756162
1 -0.54710483 2.99682175 -3.86522451
1 -1.10076066 2.70072469 -2.21691881
16 -1.58913609 0.23289284 -3.56733403
8 -1.11186766 -1.07134786 -4.06364423
8 -2.42422294 1.11184333 -4.41570278
6 -2.44909685 0.01936975 -1.99729623
6 -3.75493353 0.49353376 -1.87262601
6 -4.43718366 0.28330023 -0.67181945
6 -3.83020076 -0.38962090 0.39887513
6 -2.50977433 -0.84961783 0.24365385
6 -1.81552637 -0.65402217 -0.94823019
1 -4.21938207 1.01704750 -2.70757836
1 -0.78958106 -1.00560053 -1.05570038
1 -2.01454953 -1.36688899 1.06746141
6 -4.57797472 -0.63432958 1.68515652
1 -5.45885121 0.65211566 -0.56619791
8 3.31160567 -1.54202134 0.37720581
8 3.08773731 -0.22666064 2.59833023
6 1.20681693 -1.97050701 1.94325956
6 0.67710418 -1.84348978 3.22782343
6 -0.31937855 -2.73103360 3.64427236
6 -0.78640694 -3.74787335 2.79863039
6 -0.22155042 -3.86146163 1.51546958
6 0.76716952 -2.98025541 1.08191787
1 1.06184658 -1.07339194 3.89573852
1 -0.73075445 -2.63880270 4.65122409
6 -1.87294768 -4.69431812 3.24446024
1 -0.55854796 -4.65711750 0.84828090
1 1.21384670 -3.08139140 0.09297630
1 -5.44743200 0.02871096 1.77777539
1 -4.94464612 -1.67167565 1.72931771
1 -3.92915671 -0.48389401 2.55869893
1 -1.63478724 -5.73218572 2.97352714
1 -2.02571823 -4.64754326 4.33013692
1 -2.83130527 -4.44835644 2.76081671
1 0.57603316 0.74692560 -3.71138789

Energy = -8139.840671 Hartree
Number of imaginary frequencies = 0.



Compound Ila isomer 77

Atomic N.
8

rFEERERErPERPRPOOFRPFPOODOOODODOOOHNOOHFRF OO EPERFEFODOODOOOOOOIOFKFFOOHFEFPOODJYIOOFR,FRFRFORRRFRPODIRFR, R ERPODJIJORFREREREO
|
[y

OO OMNWMNDNORERPENWHAEDNWDNDDNDNDEDNDND W

X

.06554292
.34172899
.81986321
.28456924
.34786667
.71416920
.10467445
.15201169
.82884370
.07483808
.36243350
.70158029
.88363281
.84715230
.90398065
.93269292
.90208989
.94921591
.30529349
.50262181
.84821627
.40048473
.13394636
.17153278
.97282879
.63523439
.12509868
.10962982
.00095104
.15358060
.54263381
.33030569
. 74932533
.34583358
.54618991
.99397317
.54030914
.87300398
.59976709
.41776621
.68762200
.82079980
.50659961
.10828108
.50333398
.28576483
.63515514
.24485702
.50387480
.99094927
.79161203
.22368118
.24990229
.66427020
47789329
.31105391

OO RFRPNNWWWRERERPOORRDNREPOMWDDWNEWWDMWW

Y

.05578482
. 70967545
.68404991
.89385036
.13088811
.18460562
.51845263
.54812838
.31778733
.08552582
.00759467
.53511841
. 78126736
.51155466
.28966888
.70988326
.48793757
.07320763
.94928312
.28561259
.17409319
.76502869
.86439338
.17159815
. 74622139
.59000602
.99035674
.58712055
.07211522
.49535252
.36891191
.51926064
.79167303
.88787368
.75184522
.61745868
.83500428
.86932984
.03319120
.42427329
.04865483
.88296849
.85251102
.99493949
.97277895
.81258289
.66672835
.68821298
.11641344
.08013040
.81679546
.52989378
.56136385
.78430371
.66493878
.64550473

Z

.28723127
.32530361
.51897674
.05770050
.26363901
.52871813
.65299314
.83124035
.55552112
.20325314
.14305918
.48724043
.92381610
.75582947
.87460814
.23907081
.31658243
.03176476
.35817239
.30023257
.19666248
.01929965
.60851430
.35380161
.84683442
.46256006
.78020557
.54926813
.28668511
.67833633
.67867342
.57442213
.47569801
.48697973
.58786808
.77968017
.61254138
.41853298
.37786048
.57886451
.45058362
. 74383711
.46125232
.70508843
. 77519355
.62201287
.38334586
.29432326
.59788492
. 74570328
.70078725
.47408284
.33185097
.28409859
.27043801
.51133125

S124



1 -4.19029847 -2.81226348 2
1 -4.14229666 -1.56563354 3
1 -4.23121255 -1.10388428 1
1 3.43249811 -0.79224747 0
Energy -8139.843159 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 78

Atomic N.

8

o oo oOoO OO kPO HFPFHFOOOOOOOON OOV, PFRPOOJIOFRFRFRFOOR PO, PR OOOTIORRE RO

O OO NP ORPOOORF WWMNDDNEDNOU oY OO b

X

.43747378
.73801474
.94159738
.48296530
.89639780
.80807274
.57075009
.58630995
.09853528
.16125795
.29802825
.70490161
.58324859
.19254227
.24939903
.17638396
.35688960
.95029109
.49344358
.18609710
.94250062
.69067153
.71461148
.33532726
.61836949
.16091354
.59756438
.09304800
.44782430
.45690953
.77239440
.45277094
.83456325
.50480446
.81205799
.24536132
.77887089
.00104441
.58207071
.48171095
.34958909
.09870843
.25492106
.73012166
.24754301
.69908950
.14045332
.82895722

OO PrPOoOOMNMNMNWNWDWHFRFOFRFRREPREPRPWNOWWMMWDNOORER OO

Y

.46248800 -0.
.91834994 -0.
.09204164 -0.
.71158513 -0.
.53461626 -1.
.49424660 -1.
.72352252 -0.
.67551032 -0.
.60546648 -0.
.22006675 0.
.90901421 -1.
.30455710 0.
.39560666 0.
.32106587 0
.85962473 -0
47730133 1.
.20762124 1
.98798127 1
.85326490 1.
.25867553 -2.
.34054699 -2.
.39623684 -1.
.35875639 -2.
.70009526 -2.
.25738988 -3.
.82995727 -2.
.45774530 -3.
.79921626 -4.
.37617526 -4.
.11915183 -1.
.55770861 -1.
.25209141 -0.
.48049069 0.
.90174312 0.
.61136917 -0.
.12867966 -2.
.93389137 -1.
.46397364 0.
.82994747 1.
.59287411 -0
.49657139 0
.36340043 2
.09005520 1
.08132390 3.
.01983911 3
.97145593 2
.96500950 1
.03208015 0

.45039392
.70996487
.99040286
.82017282

Z
66679196
86454265
16160112
68908240
89196480
45770792
96916272
45941967
11497166
35168230
25953629
46534922
09194625

.55623729
.37716139

16150948

.85155736
.75714365

31927579
96410522
17113870
95081700
95621970
71564008
62441616
00133080
53199896
11565303
32159898
98381817
83142867
65043099
37395892
19246577
98106354
62959744
10847654
98088893
63594783

.52318501
.26064802
.57729591
.78541591

07782452

.42216657
.49662695
.20532587
.84365592

S125



1 1.10250954 -1.36134546 3
1 -0.65634750 -3.01918554 4
6 -1.75463000 -4.98286014 2
1 -0.46766394 -4.70666162 0
1 1.27064893 -3.04029288 -0
1 -5.43203613 -0.15540653 1
1 -4.97946771 -1.85536988 1.
1 -3.92496792 -0.78560334 2
1 -1.41146843 -6.00766501 2
1 -2.01941272 -4.91477602 3
1 -2.67210136 -4.83150585 2
1 0.55593996 1.02755415 -3

Energy -8139.840667 Hartree

Number of imaginary frequencies = 0.

Compound Ila isomer 79

Atomic N.

8

FookHFRrRFEFPEFPODODOODOODOOHODOCOOOYVFFHFPFOYFRFHFRFOTJITORFRFFPORFRPRRFFOODYIFRF PR OOOJITOREREREO

P ORFRFORFRPNORFRPROOORF WWWWEDNO & OOk

[ |
= OO OO

X

.29829132
.08573349
.15524661
.69246276
.10309753
.31202220
.81337839
.14441501
.05427703
.65321282
.76247367
.58303806
.99918149
.98375441
.03106319
.48288583
.73751382
.44145498
.91906950
.11079449
.14500981
.86345704
.87713979
.10562240
.67150128
.77282894
.56230201
.39881877
.03643800
.00408157
.62973422
.83473021
.41442565
.75500681
.55398055
.16634632
.03715109
.18832005
.69757326
.32868227

Y

.40561975 -0.
.15697741  -1.
.04720742 -2.
.67002183 -2.
.11340000 -1.
.80483569 -0.
.83136436 0.
.47429103 0.
.56870013 0.
.27053237 -0.
.05530942 0.
.30022663 -2.
.29762025 -1.
.40556847 -1.
.94992090 -0.
.74870188 -2.
.03675814 -3.
.20469353 -2.
.65425022 -3.
.03029808
.18580823
.25843804
.07215204
.36996634
.94908439
.252773696
.10610719
.31964795
.20485913
.44645511
.56292568
.28154912
.99352826
.99150451
.72887804
.54637078
.50795086
.99167046
.30192931
.06701787

N

oYU OO OO U DD WONEDNRE R

.80593328
.43436868
.86820453
.47405654
.15265734
.80023072

57909410

.51478864
.66595215
.93081997
.27934120
.63419334

Z
52952142
68917619
33563255
30929037
36273423
46518189
11165571
09417855
22999353
85339497
89605262
24682913
03823302
06874943
88383131
38210007
14418805
68238530
52835880

.31433653
.39289984
.36080284
.20224592
.75614624
.49882619
.88871407
.94930044
.01653734
.44871229
.77833211
.50940290
.15816142
.09098944
.35109298
.69670368
.57788668
.13708069
.29304022
.82040455
. 73291009

S126



8 2.33525457 1.92621164 -2.
8 2.81623019 0.04400914 -4.
6 0.36141632 1.01275435 -4.
6 0.14759382 0.51333806 -5.
6 -1.06568325 0.78152571 -6.
6 -2.06189175 1.54567664 -5.
6 -1.81637057 2.03656149 -4.
6 -0.61486636 1.77516300 -3.
1 0.93091216 -0.06507908 -6.
1 -1.23677062 0.39311800 -7.
6 -3.35530330 1.86266399 -6.
1 -2.578711l61 2.63662376 -3.
1 -0.42628592 2.16774203 -2.
1 -5.25234176 0.38637951 7.
1 -4.49073703 1.82422017 7.
1 -5.34913862 1.95680136 6.
1 -3.32992963 2.88004994 -o.
1 -3.54080825 1.16703657 -7.
1 -4.21022775 1.81904547 -5.
1 0.71323832 0.58791166 1.
Energy -8139.840693 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 80

Atomic N.

8

osoooccooooymrHFOHRHEFPFOOJIOORFFRFRPORPRRERPFOOYNRFRLEFERPRPOOIJORREREREREO

O OOMNMNMNMNORFRPRFP WHFNRPFOORFRPROOOOOWNDNDDNEDNOU oy OO

X

.30311442
.49221417
.61554417
.35766901
.52206765
.49804801
.81792613
.71335956
.49062514
.61270007
.74388260
.49903001
.38199640
.02786526
.18036933
.02054525
.07684768
.47348699
.47097527
.51033062
.05903275
.77288610
.13876860
.31226526
. 72502265
.23678700
.07315700
.75707338
.80805835
.64303471
.29192595
.82536142

-0. 0
.28458244 0
.21583695 0.
0
1

.36163477
.54925151
.55639547 0.
.71675292 -0.
.15423869 -1.
.19178131 -1.
.48768768 -2.
.08905508 -1.
.16190517 -2.
.76335648 -0.
.81291283 -0.
.22162566 -0.
.21067019 -2.
.29957896 -2.
.82302842 -3.
.78842273 -4.
.61994765 2.
.57232610 0.
.61859768 0.
.52442913 0.
.06485599 1.
.58926974 2.
.30988487 1.

3.

2.

4.

4.

5.

6.

Y
42449622

.02342449
.27660287
.94178435
.57423653
.11426768
.30483279

82326378
53470309
37283742
65735168
29703123
67330267
37801313
72440531
14562741
30265694
38083244
87758465
72515194
06200698
76746237
22604200
80136665
20914982
69226854
75323522

Z

.54585898
.88082991

29538964

.66219290
.95206912

43864958
46339382
55671972
86489551
42051233
18865920
41867563
83819308
82032876
06238739
21913605
32081630
00903954
00442535
07662583
73615592
51485203
93041432
97220888
84888091
91586728
47332218
98984768
32296833
43826007
59835364
32697157

S127



6 -1.59161123 1.40287764 5.
6 -1.20712202 2.08374807 4.
6 -0.09905684 1.67729837 4.
1 0.90148462 -0.95434437 5.
1 0.20514339 2.21850763 3.
1 -1.78218521 2.95132764 4.
6 -2.79839554 1.85298819 6.
1 -1.09944394 -0.22844809 7.
8 0.96195512 2.16943209 -3.
8 1.14181080 -0.22536170 -—4.
6 -1.26163862 0.85928514 -4.
6 -1.81812136 -0.20315631 -5.
6 -3.16241728 -0.13740362 -5.
6 -3.95471837 0.97265760 -5.
6 -3.36266556 2.03170470 -4.
6 -2.02405281 1.98410004 -4.
1 -1.19611197 -1.05284934 -5.
1 -3.59997201 -0.96066140 -o6.
6 -5.40649751 1.03900872 -5.
1 -3.95812054 2.91281808 -4.
1 -1.55929266 2.81854808 -3.
1 -2.90659571 1.28174050 7.
1 -2.72892972 2.91941996 6.
1 -3.72148398 1.72419099 6.
1 -5.63044577 1.97892723 -6.
1 -5.67979084 0.20516701 -6.
1 -6.06086534 1.00045382 -4.
1 0.11232686 0.85471474 -1.
Energy -8139.843580 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 81

Atomic N.

8

oorRrRPaadOaRRORRPOAdRRREREONJORREREO

N DENNDMNODODODODOOORFRLBDNDNWNWOU B U D

X

.00682796
.92041663
.59351860
.39233758
.55294406
.08830946
.45771960
.10927487
.77900684
.88260074
.19719449
.00674244
.97880231
.63880592
.541448009
.48015665
.62402843
.78539423
.72550847
.09169084
.93767440
.88850026
.00355818
.20068472

-0.
0.
0.
0.

-0.
0.

.18223674 -0.

.07408546 -1.

.11778075 -0.

.74363455 -2.

.01245394 -1.

.16483612 -1.

.25010226 -0.

.30322468 -0.

. 74427780 0.

.52802359 -1.

.54109011 -1.

.04856334 -2.

Y
63846090 -2.
11898411 -3.
75486461 -2.
77484188 -3.
57731322 -3.
24939504 -0.

.86538477 -2.
.55593257 2.
.58579225 1
.68836458 1
.31341318 1
.02173146 2

91348469
74378300
00480418
92929219
10879859
41377224
69869273
23915589
87126511
83928159
51264184
22650628
60139240
27413860
56250697
17978461
50585993
16864762
67537303
31620251
65473512
62923349
95786227
11344180
19963353
33369929
79137325
77181550

Z
41404577
20063210
59191494
91427979
77505899
80569381
15191217
14058229
98885225
15809486
02283647
47426968
28161883
28667488
58637880
53429519
50119353
45646473
71950069
38319243

.19973007
.29113420
.25001044
.41567269

S128



1 2.72668729 -2.38570219 3.
1 1.18078720 -2.42917957 2.
16 1.22962115 0.15060361 3.
8 1.64154522 1.56664829 3.
8 1.36132810 -0.66741903 4.
6 -0.47179625 -0.00489164 3.
6 -1.40596671 -0.63959758 3.
6 -2.73439442 -0.71635439 3.
6 -3.13386582 -0.17233299 2.
6 -2.16570330 0.45610274 1.
6 -0.83810152 0.54746672 1.
1 -1.08813167 -1.06441774 4.
1 -0.09355488 1.02757120 1.
1 -2.45282235 0.87911748 0.
6 -4.57042196 -0.24549373 1.
1 -3.47143970 -1.21162694 4.
8 1.86233487 1.84339603 -2.
8 0.46997595 0.19002672 -4.
6 -0.77977207 1.78381456 -2.
6 -1.99212695 1.41340528 -2.
6 -3.15473231 2.10835424 -2.
6 -3.12019069 3.17222865 -1.
6 -1.88059365 3.53267946 -1.
6 -0.71386724 2.84618757 -1.
1 -2.01421321 0.60652161 -3.
1 -4.10389616 1.82518635 -2.
6 -4.37677190 3.91461481 -1.
1 -1.82923805 4.36817787 -0.
1 0.24692930 3.13895427 -0.
1 -5.15938728 -0.91582569 2.
1 -5.04081057 0.74910257 1.
1 -4.64244790 -0.60149515 0.
1 -4.23491533 5.00209772 -1.
1 -5.21946090 3.63407346 -1.
1 -4.66200871 3.69853161 -0.
1 2.99633352 -0.07267913 2.
Energy -8139.840684 Hartree
Number of imaginary frequencies = 0.

Compound Ila isomer 82

Atomic N.

8

OFRPRPOAdRr PR O JdJOR FEE O

O OO OO WNDNNEDNOU oY UU i

X

.34515774
.52306469
.54031780
.39543112
.64359588
.49189563
.84404577
.65789840
.46233717
.44445817
.71281893
.22965512
.38522084
.09713708
.13512773
.13275291

-0.
.36205325
.46079765
.05001509
.14772963
.53905514 0.
.19969737 -1.
.05889792 -2.
.88600464 -3.
.10246224 -2.
.06558891 -2.
.20100293 -2.
.21527483 -1.
.20120902 -1.
.10847848 -0.
.16445617 -2.

Y
23971405

O O o o

31423464
46591210
69212423
67638590
91817528
11664532
93460902
50799268
27872177
47368110
88483691
88612965
25012763
50916086
82630078
14232697
58117321
01080034
30541539
88769702
54070841
62782408
06873064
39843784
61958091
99956083
24701343
36793824
97543561
46463986
85860110
78899549
32021848
89134868
20578377
34986793

Z

.05524316
.58367583
.45049860
.05107236
.65980302

49588516
24019250
46755959
17387440
95799153
16969768
10379724
51504157
93026648
55102336
49981592

S129



1 -1.22587102 -0.31041839 -2.
1 0.29182703 -0.33015696 -3.
16 0.03598422 2.43968397 -3.
7 1.72279526 -1.29455617 1.
6 2.24042789 -2.45295726 -0.
1 1.99011266 -3.33225473 -1.
1 3.32952142 -2.39716208 -0.
6 1.58639685 -2.57419579 0.
1 2.10313429 -3.38110970 1
1 0.52360407 -2.86180064 0

16 2.38067683 -1.24864655 3
8 2.96693051 0.13925454 3
8 3.22596870 -2.42270226 3
6 1.02310958 -1.25257523 4
6 0.80352543 -2.38406558 5
6 -0.25699106 -2.38574882 5.
6 -1.09515195 -1.27058750 6
6 -0.84736847 -0.14318159 5
6 0.20363332 -0.12644295 4
1 1.46857943 -3.24150814 4
1 0.40144577 0.75602857 3
1 -1.48519148 0.73739902 5
6 -2.21495674 -1.26258185 7
1 -0.43005289 -3.26907762 6.
8 0.40957078 3.67428554 -2.
8 0.73503515 1.96392357 -4.
6 -1.72691754 2.52946353 -3.
6 -2.22752652 1.84949606 -4.
6 -3.59449098 1.92214724 -5.
6 -4.46432510 2.66323636 -4.
6 -3.92831752 3.34465248 -3.
6 -2.56827367 3.28397580 -2.
1 -1.54785552 1.29648660 -5.
1 -3.98972225 1.40046687 -5.
6 -5.94003667 2.73513412 -4.
1 -4.58676717 3.94164176 -2.
1 -2.15138685 3.83338384 -1.
1 -2.50372734 -2.28186763 7.
1 -1.90964626 -0.73446734 8.
1 -3.10340599 -0.74676781 6.
1 -6.28852059 3.77727856 -4.
1 -6.17721023 2.26584720 -5.
1 -6.52473630 2.22298835 -3.
1 -0.15898277 1.50921873 -1.

Energy -8139.843603 Hartree
Number of imaginary frequencies = 0.

Intermediate 1b (11b)

Compound Ilb isomer 1

Atomic N.

50
7

[ o)

NP P OO

X

.29443114
.84214421
.97626522
.68577038
.43127504
.74450122

.34789876 -
.68301334
.54987198
.70797163
.44663206
.29028686

Y

W wddh wdho

57770982
49799589
25960034
54103573
53232157
15673536
40360463
84622162

.39011004
.75906682
.03967470
.08500383
.35727873
.23864782
.02364850

93377257

.07416428
.27093501
.35665277
.92703282
.74803354
.37035284
.08466350

55144625
55090121
46802316
64682747
75796458
03780094
22477049
11699874
82210171
40537552
91109826
52505993
48325559
97788889
37183114
00152724
69533296
55508712
48782110
74597607
20843220

Z

.87369693
.46858151
.37967116
.44159678
.29838712
.12076712

S130



PoooHRrHRRrRPRPRRPRRERRERPRPRERERERERPRPRRPOORFOOR RO OO RO RO PR o

.83968070
.17403892
.47206799
.07152104
.28960297
.56715799
.04186379
.06574756
.02836383
.22329721
.51947109
.58779104
.38868999
.56794922
.33318485
.00444128
.18110740
.82532458
.02850678
.73849346
.51667094
.88337808
.75176511
.32082315
.96794390
.06574734
.45539549
.62768785
.76503876
.61195000
.57820489
.42511185
.79681986
.28036815
.60125241
.37722780
.09079568
.88118691
.53339190
.56894082
.51134343
.60133545
.00261556
.61338384
.88171350
.30057025
.66507029
. 73930966
. 73388996
.04745312
.49805691
.82293443
.19214414
.58598640
.71386457
.33366557
.02002800
.66269163

SO WODNDNDNNE OO O

.64209340
.33814531
.40583259
.06567588
. 71814978
.40205515
.14560425
.90483039
.66569509
.87875971
.35079505
.56709212
.35388954
.05567553
.05847663
.33786857
.71434364
.35522057
.43715615
.85504558
.64944145
.26334089
.88125356
.87303340
.23081833
.64294407
.20115322
.46046400
.64080740
.90850961
.54034408
.16261788
.56076086
.54415164
.99653728
.08794454
.64550323
.49327194
.10756033
.36893400
.06397305
.55252104
.44650586
.19441806
.29242270
.69243532
.38549868
.53630098
.30705031
.31270381
.98478416
.70047252
.94713832
.53367957
.10239986
.52633638
.68292825
.08489285

-2

.86190245
.70851054
. 77932413
.13623950
.23556017
.24420675
.92246798
.20716242
.25626974
.91174112
.13439606
.68132473
.01489721
.14601478
.50308151
.52841607
.25326789
.55389330
.66505905
.93751911
.74827061
.79030572
.70079533
.58562940
.55281480
.65941592
.09473486
.27427020
.87875875
.85011263
.43846205
.08771780
. 72757854
.53837895
.24148321
.66766964
.87144104
.87866170
.17575826
.52686439
.19705802
-0.
.93651736
-1.
.85363450
.37914665
.25960428
.07486890
.65256235
.07067951
.28965938
.52551549
.67351638
.16305125
.88925688
.52456533
.07847719
.88295040

05054087

45279778
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1 2.33845190 -2.48983248 0.
1 3.67753935 -1.43431194 0.
Energy = -7200.155530 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 2

Atomic N.
50

~J

OO RPRPRPFPOODOORrRrROOOODOONNDEDNOH

o O O

kRO OFFODORFFORFODODODODOOOFRFPRPODRFREPODOJIJIOOOOOORFRRFEFORFRRFEODIFEL,RERFO
|

X
.40852025
.94522690
.19964346
.98355027
. 76426662
.80473508
.51468667
.05771481
.15391218
.88863233
.57677817
.08456020
.58509506
.64586662
.41063126
.27216333
.86562484
.88704121
.80088042
.45568124
.23497015
.13054427
.98841936
.91467843
1.24678388
1.78568854
1.35074099
2.52646189
3.38043065
3.11166411
1.93677769
1.05651552
1.70105347
1.09678261
0.97365629
2.78470986
2.93226169
2.84415323
4.27503728
4.06718459
1.69744021
0.19480922
2.52895170
1.66035896
1.93971889
2.63001020
3.30682773
3.77485739
0.70743299
1.99825304

-1. -0
-0. 2
-0. 2
-0. 4
.18636767 2
.59181635 2
.92649152 0
.36440907 2.
3
1
1
2
2
0

|
W0 d WP NP OOORrREO

-2.
-2.

-1

-2.
-2.
-3.
.76404906 1.
84369975 -0.
12137406 -1.
.61459632 -2.
80136594 -2.
48862526 -2.
.03697697 -1.
77759572 0.
19438692 -0.
.31425253 -1.
27522050 -1.
69888925 -0.
.79781696 -0.
.03967344 -2.
.32973657 -3.
.41360103 -2.
.82960588 -1.
.40904945 0.
.87908391 2.
.72832780 0.
.86791175 -1.
.24703843 0.
.20800465 -1.
.34259141 -2.
.70220097 -1.

-1

-2.
-2.

=2

-3.
-4.

-4

3.
6.

7

5.
2.

Y
48287568
81304707
69961685
62279398

.41557769
.17152450
.73070483
.47174333
.93031666
.26694417
.18710250 0.
.49254327 -0.
.91306792 -0.
.97710368 -1.
.66827274 -0.
38272851 0.
.63326628
.67108149

06473099

2
.95362733 3
86391414 2.

1
1

42489696
44273312

24388988
77534483

Z

.11780923
.21621989
.99318763
.07342462
.68110736
.79408988
.53822275

44418718

.52994111
.92328929
.99429734
.46130550
.40599951
.06888253

25831410
23128361
92644035
13046964
64536542
31418240

60163007

.69517929
.97969924

88232941
69001271
02736266
02125541
71190446
39115486
39916636
92524815
08244670
47865098
67819132
89630231
37756393
27618816
75474690
92261293
10561483
57729505
02217689
70153776
55427488
03576497
38073294
54713660
39068180
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1 0.29999595 8.00437707 -0.
1 -3.53153186 -0.21450097 -1.
1 -1.92829427 -0.20822630 -0.
1 -3.32596209 -0.92039185 0.
1 0.44420663 -4.81749407 -0.
1 1.07262920 -4.41328460 -1.
1 0.08156245 -5.86824771 -1.
1 -3.54533236 -4.93774788 -4.
1 -4.58580668 -3.51188183 -4.
1 -4.84110472 -4.96711952 -3.
1 1.19839908 1.32373282 0.
8 2.60797375 -2.92053037 0.
6 3.96070207 -3.07767175 0.
1 4.12863541 -4.09572762 -0.
1 4.64219209 -2.93521772 1.
1 4.27244452 -2.36288833 -0.

Energy = -7200.167395 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 3

Atomic N. X Y
50 0.98292514 -1.52520269 -0
7 -0.18437446 -0.677344406 1
6 0.65548389 -0.78716563 3
1 0.09148018 -0.47217075 3
1 1.54802436 -0.15936216 2
1 0.97607758 -1.82856777 3
7 0.11442710 2.85735454 0
6 -0.61685839 0.73246821 1
1 -1.27503553 1.04087615 2.
1 -1.19834568 0.75211423 0
6 0.55168358 1.71602961 1
1 0.88142129 2.08182174 2
1 1.41692754 1.19803131 1
6 0.90791915 4.03739731 0
6 0.90409908 4.84163926 1
6 1.66787911 6.01631389 1
6 2.41757730 6.43864951 0
6 2.38227572 5.64476027 -0.
6 1.64867787 4.45610736 -0.
7 -0.80004110 -2.70853820 -0.
6 -1.38099998 -1.57080448 1.
1 -2.16407264 -1.04862914 2
1 -1.06648617 -2.46259484 2
6 -1.89243274 -2.01870887 0.
1 -2.74212256 -2.70234570 0
1 -2.28882167 -1.14406096 0.
6 -1.08351911 -3.83206053 -0.
6 -2.09077260 -3.81195753 -1.
6 -2.34333681 -4.96724086 -2.
6 -1.62036173 -6.15039029 -2.
6 -0.60667463 -6.14683298 -1.
6 -0.32896671 -5.02457295 -0.
6 0.05132514 4.48945229 3.
1 1.65407198 6.63109213 2.
6 3.21272844 7.72196971 0.
1 2.95255749 5.95306527 -1.

95356856
00411497
22248435
60612750
03743520
62692165
44438304
50615158
27401953
29785578
07432893
78591902
38455193
00913626
24395342
40330053

Z

.15116078
.84072916
.05560581
.95064225
.95560939
.18101744
.66704497
.62172944

45387498

.69176761
.47809396
.45809165
.01523477
. 71753539
.88034135
.90044397
.79888814

35469176
41528288
07803981
96646175

.54445106
.52475799

59832838

.76304752

04721529
88945640
89274690
64405999
46558430
50097778
71282223
07453847
80419635
83414464
23489392

S133
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=

Energy = -7200.169162 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 4

1.64755577 3.63585533 -1.
-2.84642364 -2.54782649 -2.
-3.11689310 -4.92676090 -3.
-1.93222619 -7.38933258 -3.
-0.01803114 -7.05442144 -1.

0.76364799 -5.10771843 0.
-0.18130497 5.38925106 3.

0.55088831 3.78274987 3.
-0.89073414 4.02186766 2.
0.65865874 3.63415819 -2.
1.91436006 2.58493486 -1.
2.36442109 4.04474229 -2.
2.74184726 8.50175070 0.
4.23080858 7.57421738 0.
3.29309966 8.11318927 1.
-3.28252551 -2.61993329 -3.
-2.18402884 -1.67091293 -2.
-3.67282998 -2.34761587 -1.
0.44094299 -4.66761504 1.
1.66968309 -4.55881243 0.
1.05698887 -6.15219563 0.

-1.02970145 -7.98971898 -3.
-2.37296857 -7.13359942 -4.
-2.65387386 -8.03606655 -2.
0.01196052 2.51873%906 -0.
0.11523365 0.11352012 ~-1.
0.31129878 0.15860134 -2.
1.37925522 0.09709946 -2.
-0.08028901 1.11378973 -2.
-0.22315962 -0.65252832 -3.

Atomic N. X Y
50 0.03728920 -0.68605747 -0
7 0.13414835 -0.99129251 1
6 1.34673320 -1.75717036 2
1 1.37990114 -1.95661957 3
1 2.24206192 -1.20169623 1
1 1.33861017 =-2.71310125 1
7 1.67381808 1.53319647 0
6 0.07488631 0.31094153 2
1 -0.10279669 0.10187787 3
1 -0.792200506 0.85744820 2
6 1.32256714 1.19105092 2
1 1.10360533 2.09097801 2.
1 2.17712362 0.69890440 2
6 2.73962463 2.47128031 0
6 4.08102259 2.06158609 1
6 5.11053342 2.99872297 0
6 4.85958398 4.32872247 0
6 3.52652161 4.71005037 0
6 2.46558899 3.81249538 0
7 -1.76997825 -1.77198368 -0
6 -1.09115381 -1.79888016 2
1 -1.38466757 -1.62388724 3

68339750
22757856
41607146
27014768
34225596
32391055
65904643
75742003
75413545
17127209
49640359
40644057
21530610
44524650
85686961
23251240
19683712
52763507
27866132
01789978
49366310
45028111
24362616
74542328
29244319
14837753
55638664
84693290
94460026
08761082

Z

.71963219
.72840198
.09238978
.17798709
.79640027
.55499382
.98502956
.46139874
.53255364
.06464006
.36848222

97912365

.85506557
.82995203
.00390928
.84574914
.49595018
.30276795
.46540977
.27710535
.04014712
.09071101
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1 -0.82363521 -2.85735286 1
6 -2.23875500 -1.49584312 1.
1 -3.07865914 -2.15697682 1
1 -2.58468929 -0.45514925 1.
6 -2.60494401 -2.48537135 -1.
6 -3.96960326 -2.13286240 -1.
6 -4.76261998 -2.89329588 -2.
6 -4.26175045 -3.98902324 -2.
6 -2.91059431 -4.30464468 -2.
6 -2.08096405 -3.58664691 -1.
6 4.42840136 0.62441690 1.
1 6.14333647 2.66716382 0.
6 5.98707370 5.31234836 0.
1 3.30050249 5.74292142 0.
6 1.04866439 4.28504001 0.
6 -4.57260060 -0.90171183 -0.
1 -5.80493437 -2.59584383 -2.
6 -5.14769548 -4.80964645 -3.
1 -2.48476668 -5.15146747 -3.
6 -0.64221668 -4.01337891 -1.
1 5.48377606 0.42748231 1.
1 3.80676153 -0.05094806 0.
1 4.27167589 0.36061497 2
1 0.38514140 4.02503563 1
1 0.60701574 3.83669735 -0.
1 1.02372560 5.37475844 0
1 6.90039181 4.98599186 0
1 5.72035051 6.31071937 0.
1 6.23194565 5.42195802 -0.
1 -5.46353234 -0.58519197 -1.
1 -3.85472310 -0.06957027 -0.
1 -4.88380198 -1.06472527 0.
1 -0.33205643 -4.00960893 -0.
1 0.05003679 -3.33973947 -2.
1 -0.49320113 -5.02169283 -2.
1 -4.57992436 -5.23725357 -4.
1 -5.96586157 -4.20452587 -4.
1 -5.60830839 -5.65008395 -3.
1 0.81608348 1.83574123 0.
8 -0.84732469 1.18688904 -O0.
6 -1.52228202 1.84997270 -1.
1 -0.84400077 2.12969584 -2.
1 -1.97555377 2.77804252 -0.
1 -2.338700661 1.24049888 -1.
Energy = -7200.170796 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 5

Atomic N.

50
7

NS = EREYON

O NP RP OO

X

.03365537
.15686579
.37368954
.41816411
.26546099
.36058852
.69267198
.10410415

.70377840 -
.98794566
.75032367
.94133831
.19651524
.71036372
.53143018
.31977400

Y

NORrREFEF WNDEO

.92524866

07614707

.34463184

22366697
16341306
36609708
23493958
94396889
76621199
89753669
30007507
98007756
29345370
02527452
24098252
73117372
38107641
85023256
31130531
74827905
07176070
69440464

.35877285
.07912943

66245073

.11461538
.80842863

66785029
77491547
28931060
72178771
31254246
69268387
27988607
15710262
68820564
26507694
30612856
49759929
26812034
32826122
15880864
94140758
76060660

Z

.71830908
.73001786
.08733720
.17402884
77770184
.55741278
.95708500
.45386111
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.06513157
. 76600555
.35113930
.13647851
.20909985
.75424013
.09788206
.12388119
.86699079
.53153679
.47407192
. 77230335
.06471400
.34513868
.79888277
.22371897
.06162284
.56597318
.62307236
.98691852
.79616066
.31218122
.96147416
.11615969
.45078067
.15845698
.99042148
.30081849
.05439581
.57118323
.83771189
.21459968
.54879433
.67923504
.50562654
.82809949
.29949846
.39677736
.60866148
.02561123
.91187946
.72910273
.21823435
.46456676
.84476726
.87311928
.35874430
.01270071
.54217375
.66241102
.04031300
.66476905
.83083246
.83927049
.51889009
.84306896
.97604691
.33329612

S WD DNDONE OO

-4

.11827960
.86373354
.19889366
.10311835
.71017064
.47208596
.06718125
.00560666
.33231442
.70887771
.80991906
.77990932
.79372008
.61368768
.85277283
.49432066
.15212055
.45212030
.49054666
.12796709
.88674885
.99016347
.31552002
.59986201
.63292512
.67763750
.31730365
5.
4.
-0.
-2.
-4.
-5.
.03724349
0.
-0.
.37537466
.01929039
.82349597
.36637314
.99025644
.31461235
.43000003
.56462677
.06260063
.04128866
.03215326
.37057754
.04803335
.23285528
.20190334
.65095300
.82786659
.17631980
.83384820
.11476193
. 76065028
.21991394

73907205
27733691
88732314
58174535
80824889
16866105

43748315
04796887

P RPRPRERPWNODOODOOOONNMDNDND W

.52781493
.06026136
.34522283
.95105335
.82935367
.78849425
.95604053
.78330785
.42550238
.23936738
.41631436
.24777519
.06062788
.11392308
.94718552
.10941940
.39223532
.25525418
.12130757
.31018947
.16549909
.87426608
.71044228
.85522313
.25976756
.91274520
.20767550
.04417371
.19856700
.67636869
.30111450
.76640636
.25582504
.71926466
.02782872
.66136608
.32078395
.04192468
.70009740
.06719737
.70743396
.58881144
.86411884
.22701466
.67912184
.37148082
.66678652
.25999882
.12611451
.61629228
.16405845
.21706853
.47306147
.27426889
.33491018
.16704749
.94957965
. 76482377

S136



S137

Energy = -7200.170810 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 6
Atomic N. X Y Z
8 -0.03102861 -2.02003157 0.44059512
0.62549771 -2.75796712 1.45911504
0.01560744 -2.83791728 2.37970965
1
1

1.60341832 -2.32318794 .75021823
0.81661450 -3.78498666 .10221568
-0.00549216 0.10406461 0.53695135
-1.80715203 -0.26193862 -1.08436461
-2.21208481 1.02797709 -1.67954122
-3.11463790 0.90676220 -2.30452879
-1.39961398 1.42790316 -2.29662981
-2.42047623 1.74600973 -0.87852114
0.92301468 -0.95019874 -2.14907123
-1.51567818 -1.27634982 -2.13358483
-2.39489560 -1.37386546 -2.79787470
-1.37431984 -2.22964800 -1.60571287
-0.28064002 -0.99867078 -2.98667312
-0.22988564 -1.80399604 -3.74604831
-0.38328800 -0.05750539 -3.54445501
2.18263414 -0.84004319 -2.80490822
2.55940253 0.36837439 -3.43334291
3.81276512 0.45164013 -4.05374895
4.71757139 -0.61404150 -4.05468962
4.34017467 -1.78872515 -3.39285456
3.09317653 -1.92442710 -2.77419716
-1.84010233 0.48507426 1.60052667
-2.88071383 -0.79944062 -0.19452908
.52845428 -1.78795094 0.13001224
-3.81782604 -0.91629559 -0.77042754
-3.11362371 0.07732032 1.03338779

-3.74114264 0.95647470 0.76874566
-3.73044901 -0.52130628 1.73154293
-1.88241329 1.10484352 2.87963736
-2.16241286 0.34869153 4.04853746
-2.16710216 0.97891004 5.29998056
-1.90172723 2.34345541 5.44636595
-1.62002050 3.07872098 4.28903862
-1.61012651 2.49144317 3.01832224
1.67056429 1.58666090 -3.39337072

4.09730826 .39374624 -4.52916424
6.05206475 -0.50692993 -4.75114787
5.03516204 -2.63155885 -3.36040647
2.74094731 -3.21439835 -2.07125817
-2.42034786 -1.13577295 3.97282015
-2.36902087 .37609666 6.18986223

[

kR RPRPOOOFRROOOFFOODORFRFODFODODOODOOOOOFR,RFORFEFEFPODJIOLLOLOOOOOOOO PP FORFRF PO, RPEPOIORFRE R REFEO
|
N
(@]

-1.93806025 3.00764364 6.80198226
-1.40684731 4.14767241 4.37515932
-1.31586429 3.35287348 1.81306449
2.26328954 2.49912353 -3.53781670
1.15461211 1.65739079 -2.42442907
0.90185948 1.57301906 -4.18339596
2.62871521 -3.07500576 -0.98435101
3.52763828 -3.96300376 -2.22722906



1 1.79434463 -3.64068082 -2.
1 6.35532559 0.54137844 -4.
1 6.01418185 -0.95859243 -5.
1 6.84096438 -1.02824050 -4.
1 -2.10493255 -1.63318940 4
1 -1.88395808 -1.58383295 3
1 -3.49092756 -1.35916668 3
1 -2.06294597 3.20322379 1
1 -0.33449135 3.12187531 1
1 -1.31525689 4.41525167 2
1 -1.77786188 2.27913925 7
1 -2.91205301 3.48952951 6
1 -1.16965141 3.78862434 6
1 0.90067188 -1.73204813 -1

Energy = -7200.172262 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 7

Atomic N. X Y
8 0.65846309 -0.79516970 6
6 -0.32545785 0.03650815 6
1 -0.43557549 1.00971633 6.
1 -0.02436194 0.21830300 7
1 -1.31244892 -0.45607097 6

50 1.31873477 -1.01672887 4.

7 -0.64760944 -0.71009951 -0.
6 -1.23620300 0.51489758 -1.
1 -0.65652459 1.44029434 -1.
1 -2.23455105 0.65160097 -0.
1 -1.35701581 0.42792358 -2.
7 2.84161765 -0.84211044 -2.
6 0.51504300 -1.20821784 -1.
1 0.21879082 -1.34374130 -2.
1 0.75225164 -2.21085945 -1.
6 1.80835005 -0.35063779 -1.
1 1.56267518 0.68607263 -1.
1 2.25875308 -0.32815637 -0.
6 2.62244451 -0.76722302 -3.
6 2.53067868 0.48889241 -4.
6 2.35233781 0.52771962 -5.
6 2.29298032 -0.62922851 -6.
6 2.44256187 -1.85884302 -5.
6 2.60104444 -1.95016192 -4.
7 -0.14296253 -0.05383534 3.
6 -0.70262266 -0.88446747 0
1 -0.43153097 -1.92835326 0
1 -1.75270043 -0.74788987 1
6 0.16883485 0.05302883 1
1 1.23430410 -0.20043541 1
1 0.04931591 1.09105499 1
6 -1.38657251 0.50815575 3.
6 -2.42646827 -0.33141446 3
6 -3.64226393 0.23973408 4
6 -3.86917765 1.61964537 4
6 -2.82153661 2.43557740 3
6 -1.58869085 1.91291227 3
6 2.69965043 1.78491393 -3

43777056
87452831
75528471
19123416

.89985423
.12516575
.83518381
.02042676
.37079829
.09101416
.60834689
.98362792
.88766426
.48278239

Z

.08381723
.69152616

18705355

.73582582
.70148940

18800403
73329841
24896987
05160356
80671743
33941718
38111356
45501498
51022580
05853865
45283793
71220277
44903639
78081779
42921653
81770398
60133461
94955643
56310401
02344391

.70924004
.94282447
.01786153
.58882644
.45081863
.23768487

43797750

.91384481
.30857238
.26360629
.82572549
.41536955
.67380204

S138



1 2.28832356 1.50470030 -6.
6 2.07068383 -0.55519913 -8.
1 2.42678228 -2.78115203 -6.
6 2.75465239 -3.30702402 -3.
6 -2.25194251 -1.82687238 4.
1 -4.43755629 -0.41933745 4.
6 -5.20196723 2.20473097 4.
1 -2.95729584 3.52028091 3.
6 -0.48944867 2.86951754 3.
1 3.06542331 2.57142728 -4.
1 3.41679010 1.66683075 -2.
1 1.75525509 2.14885325 -3.
1 3.73202913 -3.42698484 -3.
1 2.67860071 -4.10112178 -4.
1 1.97852286 -3.49333952 -3.
1 0.99941214 -0.62416959 -8.
1 2.57875451 -1.37680341 -8.
1 2.43984713 0.39368192 -8.
1 -3.21894518 -2.31233572 4.
1 -1.58590749 -2.09664882 4
1 -1.81419692 -2.25771030 3
1 -0.48435230 3.07442527 1
1 0.50031448 2.46927845 3
1 -0.62265274 3.83357687 3.
1 -5.67655861 1.61610726 5
1 -5.89872133 2.21970149 3
1 -5.09552963 3.23945316 5
1 3.11512551 -1.78717313 -2

Energy = -7200.146803 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 8

Atomic N. X Y
8 -1.16830905 -0.66149079 0
6 -1.61387545 -1.21350225 1
1 -2.61199493 -1.65947589 1
1 -1.70686465 -0.45302734 2
1 -0.94360391 -2.01025987 2

50 0.69786178 0.34395059 0.

7 -0.02696592 1.29146439 -1.
6 1.14097057 1.46548057 -2.
1 0.84763445 1.94622351 -3.
1 1.59890148 0.49379259 -2.
1 1.88269468 2.09679716 -1.
7 -0.01818843 -1.75050034 -1.
6 -1.08804801 0.46289866 -2.
1 -1.52518167 1.04563096 -3.
1 -1.86792895 0.29680632 -1.
6 -0.63398543 -0.88081940 -2.
1 -1.53914079 -1.33832416 -3.
1 0.06865726 -0.72576894 -3.
6 0.29649716 -3.07480319 -2.
6 1.43025029 -3.30969371 -2.
6 1.72408807 -4.61759071 -3.
6 0.94318842 -5.71105443 -3.
6 -0.15443758 -5.46358891 -2.
6 -0.49535287 -4.17188900 -1.

30425050
09271864
53587954
91747266
02322086
66539578
66274989
81761081
02088159
34706682
84904934
23773922
42012077
67061355
15758532
34109623
61623745
50557291
20785314

.85886206
.11232837
.93861336
.28057168

52935646

.45966745
.80961244
.01555312
.11587425

Z

.60789270
.83912999
.69332114
.63784003
.21863228

63010013
53039426
42214060
37197680
63146818
91818258
74590715
18204460
01390943
42571976
75525627
20479414
58678981
17759462
98908477
39542077
00840956
17607615
75894369

S139



7 -0.19499601 2.22452485 1.
6 -0.59149652 2.63255515 -1.
1 -1.31480330 2.94619987 -1.
1 0.24190660 3.34707383 -1.
6 -1.22156593 2.62956266 0.
1 -1.56902131 3.65482942 0
1 -2.11554759 1.97727488 0
6 -0.06144633 2.92889084 2
6 -1.17584913 3.20870189 3.
6 -0.98994109 3.93734334 4
6 0.26636553 4.38824290 4
6 1.35883157 4.08760070 4
6 1.22345649 3.37796678 2.
6 2.36586638 -2.18986120 -3.
1 2.60847211 -4.78531081 -4.
6 1.26443270 -7.10835929 -3.
1 -0.77333415 -6.30098172 -1.
6 -1.68873331 -3.97210902 -0.
6 -2.55549573 2.67571471 2.
1 -1.86144457 4.13405426 5.
6 0.44540874 5.13276647 6.
1 2.35482970 4.43222135 4.
6 2.45114807 3.12750525 1.
1 3.33484359 -2.59035511 -3.
1 2.53208137 -1.52334002 -2.
1 1.97612607 -1.57502919 -4.
1 -1.38627831 -3.66450059 0.
1 -2.25827057 -4.90525770 -0.
1 -2.37037524 -3.19463273 -1.
1 0.68265952 -7.36732962 -4.
1 1.02572479 -7.85727115 -2.
1 2.32731604 -7.20857112 -3.
1 -3.16757874 2.65802201 3.
1 -2.50390743 1.65463106 2
1 -3.09530839 3.28390857 2
1 2.25018541 3.31168587 0
1 2.80303455 2.08540327 2
1 3.27817564 3.77451838 2.
1 0.69005579 4.44432170 6
1 -0.46986768 5.66986548 6
1 1.26413235 5.86319670 6
1 -0.61665816 -1.74692876 -0
Energy -7200.170797 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 9

Atomic N.

8

&
HF R odO R PP o

NNMNNNREREPRPOORFR OO

X

.15982376
.54407591
.57349730
.50311706
.14085876
.51223036
.33565815
.58278813
.57345503
. 73370452

.08711453
.08642136
.70748365
.11207565
.45506666 3.
.48781773 -0.
.37189782 -2.
.22147611 -3.
.82643729 -3.
.17030932 -3

Y

DN

18198886
16442765
93837399
15689562
22878130
.43584831
.23223366
.39779983
23797775
.42012232
.83465381
.01391350
81579624
36911480
01548032
48124680
84373364
85494294
92954171
05093371
13605435
30547444
97625195
69376917
51031644
19679249
15806173
76048795
23077169
38027319
71352951
73953470
84085518
.52634657
.18695445
.91040227
.05248446
29786591
.96102951
.42014245
.07067793
.90530446

Z
.21534090
.58127012
. 74967769
.98938979
17401031
22254255
25606063
01955854
94725386
.29271907

S140



S141

1 3.43202958 1.53273918 -2.39703612
7 0.21159848 -1.26530229 -1.73891954
6 0.17865283 0.84042829 -3.00274384
1 0.14566819 1.26994654 -4.02577426
1 -0.73336232 1.14405823 -2.47074881
6 0.19586053 -0.68515513 -3.07388943
1 -0.72339432 .99327153 .60545766
1 1.03374236 .01614396 .72525156
6 -0.20866667 .63332681 .68535146
6 0.61291849 .68321605 .16763542
6 .15439127 .00743933 .10424082
6 .09937841 .33306773 .58167625
6 .90511028 .28549355 .11921976
6 .48654221 .95109068 .15890154
7 .70796370 .31020108 .51582774
6 .14997159 .78111145 .86304051
1 .79908357 .38687702 . 72344342
1 .14066333 .17680024 .58565857
6 .19716509 .99182220 .68946757
1 .09485879 .08153562 .52890322
1 .80355762 .61093998 .92689697
6 .12318707 .64913556 .77635915
6 .23567551 .38046907 .05100199
6 .74560587 .71491499 .31277825
6 .95681006 .27997142 .31891447
6 .39652428 .49839041 .03636441
6 .94854435 .19836399 .78753222
6 .98023602 .41947742 .75202389
1 .80478361 .80639220 .47085372
6 .56118891 .76777354 .48921315
1 .89441242 .51226138 .71261202
6 .39415229 .86830824 .63696546
6 .13143745 .68682035 .05572515
1 .79593884 .49507578 .51922188
6 .54270720 .64837195 .66035406
1 .04551981 .91754398 .80915653
6 .41970082 .44715536 .54356127
1 .61811067 .30894210 .66437380
1 .48299132 .58292501 .24443159
1 .92315948 .16268013 .82214470
1 .96647680 .43687431 .27985157
1 .39079064 .27264904 .41446013
1 .50033843 .04751371 .36094808
1 .63237403 .86002232 .71836784
1 .41239746 .16780283 .47358552
1 .00498842 .41345257 .18212331
1 .98486550 .22796458 .57095124
1 .58711099 0.88949234 0.53139304
1 .54240618 2.38103754 0.30518411
1 .59363527 4.13547519 1.69998266
1 .96921337 2.51544488 2.32867535
1 .88346715 3.89711338 3.42988064
1 .82715451 3.46821750 6.47454718
1 .45311054 3.07125197 5.87027413
1 .81423074 4.71539469 5.69627995
1 1.71305214 2.48237616 0.57098881
Energy = -7200.163178 Hartree

Number of imaginary frequencies = 0.



Compound Ilb isomer 10

Atomic N.
8

rFERErARRPRAEPRPOFFOOFFOOOORFRFOODFOODODOODODOODOOODF, RO RFPFOJIOLOLDOOOOOOOVPEP PO, PO, PRI O R B O
|
N

X

.90834565
.29092209
.82532070
.81767845
.40029431
.41404713
.83505742
.86362144
.87483045
.81978955
.66112985
.12236244
.08201796
.99604339
.22791530
.27052432
.45582517
.18387575
.16826361
.99582434
.02088330
.23592628
.39611569
.35071770
.47018262
.82862097
.57233596
.13319110
.43700387
.51043380
.13492690
.39489976
.22855939
.10682446
.22425864
.41832505
.51405086
.80043695
.65926079
.30026287
.24144166
.58127033
.25216069
. 74077129
.20791138
.48085992
.66128204
.10071172
.20666551
.72308094
.41178077
.01872931
.06828039
.00043174

O ORFRPR OO OO0 OooOo

Y

.08561077
.08725364
.96488795
.81844536
.12097040
.12418195
.79019833
.22001846
.55535539
.87311203
.54798179
.89648158
.40239611
.91730250
.77628671
.09214449
.18361706
.45736571
.28083939
.17055260
.52549627
.03882831
.14977388
.78550292
.27586514
.28587541
.70889075
.53409993
.87444464
.96404975
.71035393
.09656034
.02707046
.83878119
.75748611
.82192412
.00069723
.70214916
.20314122
.49809951
.52556860
.87877041
.11639066
.54179545
.61443259
.73730373
.04256301
.55434768
.01023890
.17631662
.51989194
.41306289
.98533636
.66003377

-0

Z

.16012445
.48830181
.07710136
.12725765
.58526319
.90075620
.13300131
.03099026
.74043342
.00212320
.05769537
.12143494
.29014220
.63957134
.87200485
.55633199
.64627402
.06492111
.46854677
.74564903
.10016566
.13722299
.81781797
.50917853
.99028743
.25169587
.44717446
.27675824
.01788744
.16647607
.03400203
.67109125
.98963098
.72024598
.11008543
.76853541
.08719795
.44051903
.52744589
.51883408
.62218502
.27766264
.51843276
.17265519
.86935924
.85696728
.88058057
.06365753
.05544047
.14525542
.65016255
.13043296
.66369355
.35388215

S142



1 -0.31895874 -7.87291414 2
1 -1.64459430 -8.11628167 1
1 3.18882680 4.57918524 0
1 2.17362380 3.11978595 0
1 1.42604192 4.71927252 0.
1 -0.38254910 2.05575420 -3.
1 1.00858047 1.00028306 -3.
1 0.68273767 2.29885084 -4.
1 5.13702488 5.06293925 -4.
1 4.48420056 6.50980395 -3.
1 3.79487962 5.94104819 -4.
1 -0.25992341 -1.43963915 1.

Energy -7200.170773 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 11

Atomic N.

8

Nk ooocoococoocooFrFFoFHFF OO oo o0 ook PP OO, FPOYYNRFREF RO O RO

O NORFLDNMNDDNRE

X

.12856713
.13705160
.10820000
.03249705
.12887928
.53033720
.35858716
.52331272
.46804814
.53987425
.44655625
.06659254
.43507205
.38523534
.59928910
.29032762
.24450594
.21323733
.60500519
.27264349
.76186138
.39745366
.04991906
.57372663
.00117548
.36574883
.39108712
.17188008
.40637381
.71577258
.58430123
.86655932
. 75251106
.62151601
.63147024
.75207939
.87823380
.51685689
.28462182
.94448584

Y

.64594224 -0.
.55158507 -1.
.43390509 -2.
.32307904 -2.
.67891295 -1.
.83495768 -1.
.14927973 -0.
.90298702 -1.
.39633887 -1.
.91993229 -1.
.97127897 -2.
.02859891 0.
.03453389 0
.45147299 0
.59782765 0
.39398154 1
.20911667 2
.99421632 1.
.15569453 1
.40582683 1
.47546709 2
.35393448 2
.11404110 3
.01920749 2.
.01602080 -1.
.18607600 -1.
.59493269 -1.
.99885482 -2.
.26683934 -1.
.18126879 -1.
.47934980 -0.
.14201412 -1.
.26664752 -0.
.36256287 -0.
.35609834 -1.
.21306589 -2.
.12363306 -2.
.62471403 0.
.43527202 2.
.52175643 3.

.84109749
.67876041
.85600901
.97500297

92682055
53332247
78773131
94822657
08578258
29626602
83457104
45631814

Z
91769985
92690326
42324235
71307113
46305110
31134239
95126598
47515497
21076390
06566595
56767570
74881422

.53133778
.824891009
.85418608
.20891812
.29875035

05141485

.49438830
.47616269
.22674446
.99620957
.00397385

27521587
45116905
63205727
54060796
69861210
13868828
66607276
06470073
32506734
22721353
17152208
15813765
23602997
34361933
65036169
19642383
78164391

S143



1 1.95666297 -3.99114564 3.
6 1.30100338 -1.69940077 2.
6 1.76670066 2.24207331 0.
1 3.30463748 4.44582286 0.
6 3.54924250 6.55037387 ~-1.
1 1.76063515 5.95838710 -3.
6 0.00406327 3.98543580 -3.
1 -2.67575076 -5.69471455 0.
1 -2.44585186 -4.11294108 -0.
1 -3.41883885 -4.24267115 1.
1 1.59936320 -1.35109333 1
1 2.19272383 -1.78311559 2
1 0.65522188 -0.91197654 2
1 1.12609103 -6.24846274 4
1 1.90570878 -6.86459827 3.
1 0.25117330 -7.37291789 3
1 2.47498997 2.53783928 1
1 2.04754174 1.23914649 0
1 0.77467902 2.13830552 1.
1 -1.01355555 4.37630988 -3.
1 -0.09671085 2.92813528 -3.
1 0.42783476 4.54484947 -4,
1 4.50991774 6.27932168 -0.
1 3.10229125 7.34083337 -0.
1 3.75214166 6.98860010 -2.
1 0.36323780 1.18768900 -0.
Energy -7200.166837 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 12

Atomic N.

8

o ~JooovooocoocoooRr PO RO, RPRERPOOIJTORRRO

X

.41646510
.45265697
.04183254
.01379112
.18221446
.18185542
.01494725
.06835063
.08226337
.77113843
.35291831
.27100359
.01010231
.99740318
.08692949
.55374486
.31575476
.55417213
.12045081
.13438592
.50376915
.89372342
.91830961
.53760228
.23270833
.24708618

ORFRP OOFRNNRPEPEWNNORFRERERERWWWWRREFWDDDDW

.57672981 0
.12863063 1
.63640541 2
.88028011 0
.37334390 1
.51904397 0
.71403410 1
.09203023 2.
.31542772 2
.81495000 1
.17859512 3
.69597606 -0
.54858313 0
.92433368 1
.47739296 0.
.25617871 -0.
.06191374 -1.
.35209597 -0.
. 77439869 -2.
.99356607 -3.
.98321773 -4.
.81546370 -5.
.62891895 -4.
.58437328 -2.
.26609331 1.
. 77810626 2.

Y

60244748
34034652
88273897
67781503
05111472
03567839
56541271
46322770
32143609
15468146

.34136391
.97582996
.75800274
.83162350

36847942

. 76691902
.66701790
.52819017

34956035
39971004
84865651
40976822
59179509
42714342
03773101
95989998

Z

.75025044
.54595831
.44017303
.96448113
.90219829
.59303179
.82191101

36834944

.74423730
.60248703
.19609968
.95380510
.72540988
.05655116

50589480
55066858
32680244
38741431
31594723
04558883
39766598
05993987
31839222
97275466
95796841
96114285

S144



1 -2.16362589 1.09178701 3.
1 -0.40653568 0.92491270 3.
6 -1.39824804 -0.70991455 2.
1 -1.57510017 -1.20384371 3.
1 -2.30433425 -0.88367085 2.
6 -0.10821826 -2.68145106 1.
6 -1.04124299 -3.45643457 1.
6 -0.86236334 -4.84459673 1.
6 0.22146101 -5.49337771 1.
6 1.15723822 -4.70170432 2.
6 1.01187919 -3.31615412 2.
6 -0.15722805 4.31646794 -2.
1 0.51374364 3.93238210 -4.
6 1.26172633 1.83043793 -6.
1 1.22882183 -0.29961080 -4.
6 0.56694328 -0.73251874 -2.
6 -2.18564803 -2.82527998 0.
1 -1.58726857 -5.43175596 0.
6 0.37606463 -6.99319622 1.
1 2.02783259 -5.17619047 2.
6 2.05621719 -2.51210840 3.
1 0.24326211 5.14043351 -2.
1 0.30148933 4.35943527 -1.
1 -1.23714354 4.49896559 -2.
1 1.41667877 -0.79861943 -1.
1 0.65918485 -1.56904491 -2.
1 -0.33795412 -0.86654764 -1.
1 0.39865791 1.56655126 -7.
1 2.05885034 1.10711503 -6.
1 1.60474719 2.82539824 -6.
1 -2.52683272 -3.49150165 -0.
1 -1.87786501 -1.87189631 -0.
1 -3.05644636 -2.62361591 1.
1 1.62453743 -1.94063218 4
1 2.56855930 -1.78994039 2
1 2.82576639 -3.17382525 3
1 1.43083830 -7.28419195 1.
1 -0.17754211 -7.41047822 0
1 -0.00838688 -7.47862051 2
1 0.61895019 -0.87106067 2
Energy -7200.165741 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 13

Atomic N.

8

dRP PR ONJOR R PO

X

.78280991
.85806275
.49108479
.48869517
.51153760
.32550450
.85956491
.76915472
.75865412
.37904583
.06403637
.07052107

P NWWNER WD WW

.23096674
.52940006
.64945125
.93370524
.29431625
.26401486
.50607586
. 77581186
.04934082
.57374862
.64731663
.84784687

Y

O WNWNDNORE WNDN

49713591
65844465
65313656
62991636
05834601
87555783
14976346
07915650
67734459
35413813
46847677
37901567
94093701
52428644
80519509
23785001
39551009
50963634
60384255
81380722
20797740
98452486
37937033
25748349
53782002
94306716
63013988
15664755
74633267
83978148
40720547
05768221
04000214

.04584143
.55083243
.62413073

50235173

.75206081
.51502502
.35773938

Z

.30724831
.18252618
.41624206
.14498359
.72880666
.82125017
.06529607
.82682085
.23343269
.18758258
.65796604
.67720694

S145



S146

-1.84619932 1.63266250 0.95602133
-2.79090895 2.06068337 1.34326046
-2.03930721 0.62622252 0.56705019
-1.28956012 2.47854943 -0.18939515
-2.05400884 2.49907614 -0.98689059
-1.17004910 3.52707368 0.14824280

0.35203220 2.09752362 -2.00916465

0.51599409 3.40807477 -2.53363003

0.90676202 3.57190048 -3.86949793

1.17533626 2.48804295 -4.71088843

1.05335393 1.20353072 -4.16958408

0.64541129 0.98820020 -2.84845457
-0.40428260 -1.52784858 1.72963377
-1.21702069 0.43232467 3.03827862
-2.10635745 0.75574065 3.61298328
-0.38156017 0.37314836 3.75439372
-1.52018089 -0.96235493 2.49540802
-1.77403267 -1.58143507 3.37949482
-2.42434160 -0.93925601 1.87322738
-0.43005454 -2.91882209 1.42907576
-1.42176052 -3.46535700 0.58319421
-1.39116059 -4.83728686 0.29874916
-0.39917380 -5.68567125 0.79836076

0.59828096 -5.11549190 1.59868505

0.59956172 -3.75655491 1.92612589
0.36146429 4.63194507 -1.66319961
1.03349379 4.58827533 -4.25302764
1.56873886 2.69530355 -6.15389157
1.26700023 0.33547561 -4.79917531
0.51405242 -0.42385880 -2.33472577
-2.47144956 -2.60318654 -0.07368157
-2.15986990 -5.24645060 -0.36175172
-0.40459295 -7.16415107 0.49365100
1.40043966 -5.74807300 1.98694887
1.70447092 -3.19576034 2.79142043

PR PR RPRPPRPRPRPRPRPRRPRRRRPERERPRERPOROROOROROO0O0OORRORREOAJOOOORE RO RO

0.86132863 5.49199179 -2.12835003
0.80425963 4.46283729 -0.66975590
-0.69358657 4.91251708 -1.51349336
1.33935269 -0.69743467 -1.65613418
0.52263041 -1.14198472 -3.16530032
-0.41001282 -0.54897808 -1.75459363
0.68767077 2.67558106 -6.81553704
2.25289776 1.90861296 -6.50125641
2.06205560 3.66647813 -6.29825194
-2.86116424 -3.09585552 -0.97368824
-2.05110746 -1.63111965 -0.36937556
-3.33223771 -2.40841665 0.58619112
1.31481543 -2.71525379 3.70367417
2.30889826 -2.44261546 2.25916855
2.38691063 -3.99443354 3.10711930
0.61483794 -7.54937735 0.35249118
-0.98179567 -7.38255046 -0.41477901
-0.85768613 -7.73906184 1.31697320
1 0.47469397 -1.29512630 2.19270293

Energy = -7200.165744 Hartree
Number of imaginary frequencies = 0.



Compound Ilb isomer 14

Atomic N.

8 -

kAR FRPOFRFOFFOOOOFRFOFF OO ODODODOOOOOFR, PO PO IOODODOOOOO0OYTFP,E PO, PO, P PO O PO
|
'_\

X

.08711343
.70798385
.56408494
.08456675
.11777120
.83595668
.46678117
.49776987
.50886791
.18690199
. 79469532
.99617828
.43375397
.46009598
.27928986
.32900876
11751175
.59440506
.86749275
.76685457
.63577896
.57931268
.64391588
.79165070
.34087771
.79603627
.89270168
.43690607
.09543590
.35410665
.49543781
.21332866
.13326726
.00269289
.98255099
.07035466
.21419656
.73017336
.55093652
.46545519
.58499704
.84817327
.17940791
.92379745
.93407156
.82190080
.36005427
.32527151
.09726214
.72943799
.05358728
.92446486
.70730848
.45704043
.13428501
.00233290

-0.
-0.
-0.
-0.
.86316907
.26783400
.11119630
. 76845998
.80222522
.78061824
.38163018
.18087843
.35219599
.18753785
.28690938
.82260032
.97762137
.47664524
.50316879
.60982697
.89750710
.12884817
.01787461
.71514261
.31035212
.51902969
.65269455
.65967037
.54711597
.54662971
.48363972
-3.
-4.
.63961938

o o b WNHFHEFRPOOONORFO

w

-5

-5.
-4.
-3.
.42392078

6.

7.

5.

2.
-4.
-6.
-6.
-4.
-2.
.31849595
.56363352
.24416684
.92850896
.92351804
.89688823
.93914817
.54855584
.20990752

4

(€3]

[coREN BRI\ S TS OV)

Y
37117962
85331706
18850903
92028494

40856122
56405804

62115155
47131731
37702286

74274821
52844543
16663662
55718060
63702417
51287470
77851723
42705319
19181170

NNNPRPRPOORPRORFRONRKE -

Z

.42979174
.50418221
. 73468566
.41154056
.31122980
.47568562
.35048315
.53983533
.98250920
.26332296
.28733422
.60068710
.30833986
.68522210
.57226955
.10092378
.86589152
. 74225052
.12510166
.25096443
.78639452
.16437027
.01310193
.52325656
.94953527
.75023301
.74092264
.77805822
.86143572
.24707533
.16843529
.10751725
.27890477
.49938932
.49657748
.28786553
.11900504
.24491607
.09846067
.71881016
.09435479
.49141780
.89054672
.15441383
.68400486
.08089321
.04014948
. 73526001
.50708808
.67399317
.428727757
.52294062
.30110257
.96752030
.63918741
.99242545

S147



1 0.51903463 -5.39357182 -1.
1 0.11432483 -3.66994571 -1.
1 -0.84572609 -4.90799288 -0.
1 1.37957076 -1.83037750 3.
1 2.85230728 -1.33780775 2
1 2.96776246 -2.45553304 3
1 4.79972174 -6.70025464 1
1 3.44465454 -7.73990959 1
1 4.32580450 -6.81129293 2
1 -0.70133413 1.46269296 -1

Energy = -7200.170765 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 15

Atomic N.

8

ok OCOOOOOOOoOToOToOY ook PO JdJooooooooFr kTR, RO, RPRPRPRPOIO R RFERFEO

X

.41584803
.47299157
.08103042
.10574686
.12667770
.07998148
.40725360
.81830197
.90657025
.54041723
.29111200
.92262827
.12725162
.15892842
.61627378
.23078204
.81950205
.83268357
.95029438
.26035547
.26877585
.96572132
.64770622
.64572910
.32569547
.64294194
.72829325
.16501988
.03687106
.08722088
.68383019
.10870520
.00716300
.78499491
.67782611
.77368625
.00888506
.53352282
.49870543
.00106917
.40398692
.32992856

W OO PP NDNNNPRPRP P OO EPNRPPEPOOR, O OO

N

Y

.105944%94 -0.
.94057317 -0.
.82588018 -1.
.37019729 -1.
.31398379 0.
.06739286 1
.28133294 2
.49515847 2
.50163146 2
.38416978 2
.52616766 3.
.92948121 -0
.12968808 0
.21477386 0
.66888117 0
.37610362 -0.
.06698905 -1.
.14985666 0.
.89919947 -1.
.24469692 -1.
.19011050 -2.
.84726207 -3.
.51122835 -3.
.53008464 -2.
.92256686 1.
.92389996 2
.05611026 3
.72670054 3
.18664401 2
.97322308 3
.55201579 1
.05508819 1.
.62362331 0
.74114526 -0
.31697603 0
. 74340557 2
.62857963 2
.68121070 0.
.23060937 -2.
.87894661 -4.
.21771629 -4.
.09638304 -3.

61007423
40857055
59327148
38429201

.54621621
.91605384
.00654072
.47423502
.71004395
.28053842

Z
14793748
62114616
15424014
32127400
19041047

.91180744
.05452920
.78501487
.97477549
.20884816

74707955

.47904223
.75810322
.96619647
.20191410

11731006
00585737
38512809
53047774
23325161
26704105
58880280
86123153
86275854
86556800

.89883763
.06784836
.87112300
.28902043
.06864956
.46174977

49916425

.20403614
.12195743
.78954598
.06127666
.43059401

18398220
02369205
69074167
88553335
22093865

S148



6 0.09791283 -3.01680512 -0.
1 1.69730199 -5.16714203 -1.
6 3.53273272 -6.49896500 0.
1 3.45980883 -5.17810564 2
6 2.15753894 -3.05393491 3
1 -1.44879046 5.77147865 0
1 -0.82146425 4.20760995 0
1 -2.54654491 4.40327851 0.
1 0.58939559 0.73325694 -2.
1 -0.20016368 0.99316065 -4.
1 -1.13596075 0.41321936 -2.
1 -1.97526952 5.87721012 -5.
1 -0.23250213 5.68145139 -5.
1 -0.84147064 6.89143372 -4.
1 0.26100820 -3.48609823 -1.
1 0.29133408 -1.93730166 -0.
1 -0.96569898 -3.14907767 -0.
1 1.18303053 -2.86651617 4.
1 2.68728323 -2.08787641 3.
1 2.73111610 -3.73646359 4.
1 4.43350886 -6.17394235 -0.
1 2.98768195 -7.18922061 -0.
1 3.86816649 -7.05934304 1.
1 -0.25750987 1.17032757 -0.
Energy -7200.166823 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 16

Atomic N.

[e0)

PFRFOSTJdJOOOOOO0O R, HFORFRFRFOYNFEF R EPEPOODJORFRERFEREFE O

X

.77568316
.68928640
.35668871
.164954009
.33096770
.05879693
.16897578
.88769206
.63915064
.38304658
.16469360
.92729896
.13000986
.86043913
.54144772
.85442694
.31996314
.70034775
.35082176
.62665933
.01085432
.14658796
.86642147
.46944017
.86447896
.49262280
.29570897
.06885381

-0.
0.
1.

1

-0.

1

-1

-1.

Y

03091868 -1.
62629699 -2.
33885158 -2.
.19086888 -3.
12390778 -3.
.03136384 0.
-0.
-0.
-1.
0.
-0.
1.

98732216

44220702
30625368

83462820
12517162
39936692

. 79310307
.81953068
.27871701
.87486799

51777573
73755823
30560914
91263488
20517212
45063772
29600917
81365042
92042788
57906856
29114802
80666575
46051939
14531345
25954505
28249449
68073182

Z
66785888
53882846
01305156
33206113
03122185
00076236

0.56485599
66649676 1.
2
1

82434918

.04977538
.73038508
61959749 2.
39112948 -0.
.05034841 -0.
86068992 -0.
.29192144 -1.
.27741730 -0.
.21920327 -1.
.37205895 -0.
.65157508 -1.
.72174841 -0.
.96731558 -0.
.19683983 -2.
.13679239 -3.
.87647489 -2.
.42526991 -0.
.31149129 0.
.06037401 0.
.25660774 1.

64781344
67460799
57978866
39821996
47341228
80236843
80388724
08789851
18049800
29080686
80138747
17544360
04316920
57740676
20324014
75655612
89885408
70032372

S149



6 0.45880539 -2.79144166 -0.
1 0.34872688 -3.87938493 -0.
1 0.15493308 -2.37748071 -1.
6 2.62629006 -2.68781932 0.
6 2.55740125 -3.91134693 1
6 3.35260248 -4.07754917 2
6 4.25394814 -3.1104984¢6 3.
6 4.37198700 -1.94780621 2
6 3.58977042 -1.72017130 1
6 -2.51615008 3.53682701 1.
1 -3.21798694 5.78122684 -0.
6 -3.59948863 6.53800766 -2.
1 -2.94011119 4.29724373 -4.
6 -2.13760928 1.79300207 -3.
6 1.74037674 -5.09725059 1.
1 3.27878614 -5.02513271 3
6 5.07297716 -3.31106787 4
1 5.09934434 -1.18439713 2
6 3.79772772 -0.45888149 0.
1 -2.91766037 4.41246824 1
1 -1.47241531 3.40161876 1
1 -3.06896571 2.64793464 1.
1 -1.37884996 1.10618917 -3.
1 -1.76624263 2.22989658 -4.
1 -3.02327763 1.18913835 -3.
1 -3.23704251 6.71041159 -3.
1 -3.24122596 7.36012797 -2.
1 -4.69897220 6.60325074 -2.
1 2.04953683 -5.99456714 1.
1 1.89068102 -5.29554014 0.
1 0.65677706 -4.97813957 1
1 2.89769292 0.17947121 0
1 4.06080771 -0.67366361 -0
1 4.61166707 0.13792638 0.
1 6.09955064 -2.93821437 4
1 5.12834372 -4.37338584 4
1 4.63704408 -2.77293703 5
1 2.00711975 -1.49510290 -0
Energy -7200.164918 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 17

Atomic N.

8

PO dRr PR OJdO R R RO

X

.18585246
.41305554
.30115790
.45252648
.52035274
.13415723
.15184696
.07590435
.78114944
.28613889
.94387463
.90932761
.53812708
.25902606

OO FEFNRPEPRPRPORE U D WWW

.41900051
.98032979
.40347836
.04326111
.00485134
.54143285
.67808393
.73611118
.51817639
.71501373
.77101559
74717199
.57165715
.51230139

Y

MNP, Wd,hWDDNDNOREFE WE P B

35797052
43234042
32682372
94783057

.66689142
.81088078

25897016

.48803353
.35454866

20385843
10148818
70069255
12237873
57436852
20538242

.35125756
.51086329
. 77646783

55480693

.73066564
.52808694

54020473
17401672
51111117
83183095
72325815
06588447
72809091
75699599
13386225

.36791473
.53604513
.49388393

98479591

.38488843
.78506450
.36803732
.60073258

Z

.49478777
.93098090
.60206460
.03581559
.53493289
.60802638
.60300533
.63994993
.461154009
.19832024
.04408208
.04499493
.06742451
.90551885

S150



S151

1 -1.59567449 -0.34980187 1.47655032
6 -1.86792864 1.74281788 1.14181363
1 -2.88999004 1.58058767 0.75470378
1 -1.90800805 2.68066375 1.73049984
6 -1.26940678 2.35770764 -1.18489114
6 -1.76033293 3.68868207 -1.27021422
6 -2.12546389 4.20978949 -2.51882568
6 -1.99774656 3.47812517 -3.70348206
6 -1.47122026 2.18509994 -3.61130788
6 -1.11233828 1.61310573 -2.38556701
7 0.93189150 -1.81859356 1.14757737
6 0.32508470 -0.58942916 3.23019406
1 -0.22976242 -0.74862275 4.17496701
1 1.37850166 -0.42078927 3.50621313
6 0.21188920 -1.88127450 2.42394874
1 0.60217246 -2.68304695 3.08285609
1 -0.84323586 -2.12520216 2.24399174
6 1.16298076 -3.03480395 0.44512990
6 0.09006258 -3.78971769 -0.08079064
6 0.36989692 -4.96904537 -0.78428713
6 1.67445784 -5.41652164 -1.01082765
6 2.72365636 -4.63068430 -0.51869620
6 2.49453391 -3.45709397 0.20529579
6 -1.81965102 4.58736902 -0.05849001
1 -2.49523064 5.23806584 -2.56488279
6 -2.42656348 4.05624584 -5.03084769
1 -1.34953399 1.59128839 -4.52130270
6 -0.57032749 0.20583510 -2.35546799
6 -1.34146681 -3.32764870 0.03686188
1 -0.46815735 -5.54021795 -1.19173431
6 1.94486941 -6.70338042 -1.75221186
1 3.75585808 -4.94184611 -0.69788132
6 3.66670224 -2.64719803 0.70942717
1 -1.87158476 5.63902779 -0.37031980
1 -0.92802076 4.45129172 0.57239733
1 -2.70414074 4.39148445 0.56888474
1 0.51871703 0.18396760 -2.18242482
1 -0.75973721 -0.30406602 -3.30927706
1 -1.01942856 -0.37317674 -1.53746233
1 -1.81495863 3.66581404 -5.85605258
1 -2.34715171 5.15221907 -5.03428685
1 -3.47570192 3.80488914 -5.25579105
1 -1.95526817 -3.78295231 -0.75089414
1 -1.40980664 -2.23480289 -0.06335013
1 -1.79703436 -3.60407134 1.00142840
1 3.64269332 -2.51802631 1.80379936
1 3.69979283 -1.63952186 0.26296514
1 4.61200713 -3.14378945 0.45829291
1 2.83369194 -6.61935163 -2.39290717
1 1.09273639 -6.98657959 -2.38448818
1 2.12617970 -7.53530257 -1.05313537
1 1.81703990 -1.32940358 1.28324135
Energy = -7200.165745 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 18
Atomic N. X Y Z




PR PR R RERPRERRROOROOR RO RPOARREOOJOONOOR RO RFROTdJRER,REOJOR RO ®

|
WNRFRPrRFRPPORFRPRORKFR OO

.20939945
.38826678
.44209070
.14130000
. 72872874
.58647961
.00705584
.00261249
.53204439
.48089819
.03543778
.23063218
.35918184
.99074633
.25130268
.08157828
.96991380
.45516230
.91560079
.96100475
.60599064
.21881473
.13960997
.48728203
.49832724
. 72648092
.20496848
.70587985
.94511577
.63039402
.00620963
.97731175
.09058168
.60529378
.97890866
.84443110
.37269995
.30869869
.63307963
.95012534
.57365028
.33564371
.40337701
.90480685
.50916832
.92387985
.36672089
.49525486
.21465925
.69525754
.28840973
.62650693
.96161842
.02963892
.83578045
.58278825
.90917021
.66423524

R NOYOL Ol OO O WW

.57217053
.84215561
.19265611
. 77589554
.62660813
.31521388
.78204528
.14355964
.75457533
.84348174
.00109715
.39781509
.93118356
.58012271
.42493683
.40435086
.21362188
.80202175
.40509353
.73713093
.71093925
.40001192
.07751803
.07466289
.78993954
.06220885
. 77834636
.83606800
.71703540
.56978491
.17483202
.40249611
.95283854
.57175154
.65923883
.10515328
.48140171
.12724365
.73985624
.45238165
.81790456
.69421270
.85100710
.98182105
.29602394
.16359196
.90327348
.18540755
.99085082
.54186326
.36180402
.69529639
.05659540
.43658486
.28717952
.46046738
.89258879
.90386526

.14357824
. 74955551
.19933784
.55484654
.04273552
.86666640
.82597561
.14577294
.90354029
.10932253
.47362729
.36845980
.26612202
.90976286
.29140668
.05974541
.44561028
.02095157
.61166028
.07905622
.30697553
.91133608
.36403742
.63738748
.55613511
.89262231
.56156441
.34330879
.53163600
.70314651
.18734210
.64039765
.59895717
.74487604
.98979361
.04074747
.87936192
.38625372
.67396697
.70916622
.33271901
.22457148
.42757122
.47770847
.25215612
.20460895
.09896198
.60734270
.36152976
.23568334
.15013189
.28265663
.71684221
.49032458
.78936467
.47502051
.40124733
.93733038

S152



1 -0.80841729 -3.67214999 -0.
1 4.10181364 -2.14085376 1.
1 4.41348313 -0.80354989 0.
1 5.37656225 -2.28302810 -0.
1 3.58941540 -3.55755991 -5.
1 2.84792763 -5.09913591 -4.
1 4.51117959 -4.71934059 -4.
1 -0.64510120 1.86060043 2.

Energy -7200.160682 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 19

Atomic N.

8

PFooFORFOCSCODOLODOOOOOO0OOHFRFRFORFRF PO JdJOODOOODOOOOORHRFRRFORFRFPFPFOODYIFRFRPREOOJIORFR P EFEO

| I D
oOooroorrNPEFPr O R

X

.06714749
.49835868
.67779837
.84034900
.33564020
.81657774
.23166038
.52897424
.34112796
.81282451
.37465319
.50724297
.42827029
.09222199
.06957298
.27088270
.11570913
.72646970
.30364306
.75930901
.52850021
.84993062
.37600618
.62076040
.69444025
.30143377
.48317151
.12502746
.83487906
.37902108
.01386499
.46308426
.89185311
.67324148
.01570503
.56959927
.82107317
.38819076
.86622541
.69791968
.61012220
.16612203
.46589088
.21958651

P ORPRPOOOONEKENRE O

Y

.63954381 -0.
.86431303 -1.
.60365730 -1.
.67314880 -2.
.33981234 -0.
.19193331 1.
.55791565 2
.30039622 3
.12427686 4
.30088857 3
.38828395 4
.49597736 0
.78083376 1
.51110953 2.
.24322814 0
.44802248 1
.07178264 0
.86063258 2
.52537527 -0
.60175609 0
.61158268 0.
.59683598 -1.
.52952937 -1.
.48954322 -1.
.90940038 0.
.87093932 2
.41942050 3
.65029181 3.
.71752770 1
.56983213 2
.17367095 1.
.60470817 -0.
.98938687 -1.
.67798126 -2.
.99319523 -2.
.60223915 -0.
.91737644 0.
.70016644 2.
.44572642 0.
.68486211 -1.
.49644530 -3.
.34388851 -2.
.63176337 -1.
.96604092 -3.

81365526
13830303
02982686
10644276
06590790
60569080
09689146
06467706

Z
69284613
28620672
32759117
31694417
73993433
20413455

.42392883
.58634595
.20310496
.24291224
.20294176
.54756653
.56334359

06547892

.63290640
.23114117
.61765900
.14528083
.046942009
.74563906

15289784
20820381
98073365
42616992
88617372

.88524186
.43983145

58208544

.73102647
.18549019

17614030
09127018
33080732
26650846
02592590
80279677
16399874
20387305
77324459
82223428
04791457
30040797
66616387
21876903

S153



PR R R R R R R R R R RR R R R R R0

=

Energy

O Ul 0O WO

.84634590
.61479393
.47700712
.55492543
.33104634
.98438556
.07027397
.56190642
.51386025
.75615889
.37729541
.64915238
.24496145
.29723363
.25614094
.84691926
.66506889
.44383525
.25351770
.24913248
.69813615
.85844330

.70369878
.84124774
.52007798
. 71771506
.43564493
.01882832
.27693144
.45875261
.37411224
.38270343
.91353043
.61039054
.86503673
.55788228
.18746390
.76316248
.43534326
.02758011
.99168776
.43886929
-5.

1.

22676535
07724104

-7200.166813 Hartree
Number of imaginary frequencies

Compound Ilb isomer 20

Atomic N.

8

FokHFRrFRFEFOJOODODOOOOO R, RFORFRFREFEFOODYIFL,ERERE PO R RERFEO

NN ENEDNO OO s W

(@)

[ [ | | |
ool HeoNoNoNoNoBoBeol el o leho)

X

.59648095
.91284980
.60720092
.00328057
.26759338
.00340060
.05500334
.12209358
.71522229
.56706685
.91854455
.66455048
.06498934
.36401216
.90973215
.31534843
.56817056
.10722755
.54462637
.14359579
.95420020
.21723711
.32997515
.18681813
.39412573
.62621963
.39543457
.50531561
.57663694
. 72073315

OMNDNDNDDNMNNDNWNOWWPdWDNORFR, OORF -

Y

.25674291
.07768034
.88451068
.22941516
.98502008
.20062247
.37310373
.39041637
.40250017
.31564987
.19680210
.83794186
.63528449
.69950844
.00572837
.25191196
.43575967
.93365929
.11162741
.53793199
.21927250
.40753612
.83952018
.10729333
.13776458
.40891727
.45618812
.11176201
.56429830
. 75539927

-3.
-0.
1.
2.
2.
2.
-2.
-3.
-1.
-1.
-2
-1.
-2.
-1.
-1.
2.
1.
1.
-3.
-3.
=2
-0.

-0.
-0
-1.
0.
0.
-0.
0.
0.
0.
-0.
1.
-1
-0.
-0.
0.
-1.
-2.
-2.
-2
-4,
-5.
-5.
-4,
-2.

2

w NN DN DN

06778589
58885643
46524973
58020036
34894352
83257325
37286184
31735155
91279917
87229132

.84799752

23291754
71597867
49718820
04655566
33176922
51240112
58112974
80332570
62495161

.61235720

13306574

Z
93593672

.43949256

27528789
26892885
08684569
12369463
74540294
58189515
75332281
41506585
31175861

.65180333

20159671
14156852
10095199
63200442
26944603
00056001

.86534499

08162018
24548107
25577469
04271394
85875454

.30136466
.17463228
.44974930
.76891902
.58894010
.67154777

S154



1 -1.48547396 1.93055546 2.
6 -1.28905105 -0.79207443 2.
6 -2.66473642 -0.79638030 2.
6 -3.50160829 -1.74684611 3.
6 -3.02382857 -2.71211838 4.
6 -1.65087928 -2.71760775 4.
6 -0.77921502 -1.77838008 3.
6 2.05102569 1.74336352 -4.
1 1.42822342 0.12182659 -6.
6 0.00750573 -2.18753008 -6.
1 -0.90261333 -2.77058731 -4.
6 -0.81985205 -1.62039258 -1.
6 -3.24383747 0.14918516 1.
1 -4.56197976 -1.74382932 2.
6 -3.95374977 -3.70786118 4.
1 -1.24234583 -3.47384471 5.
6 0.69469345 -1.83567862 4.
1 2.67834797 1.70545412 -5.
1 2.70601898 1.77756185 -3.
1 1.49100263 2.69172031 -4.
1 -0.07467094 -2.04860037 -0.
1 -1.55069004 -2.40943145 -1.
1 -1.31406080 -0.80932468 -1.
1 -0.91362464 -1.87092275 -T7.
1 -0.08471186 -3.26444083 -6.
1 0.83995938 -2.03820579 -7.
1 -4.17687557 -0.25770551 1.
1 -2.54188580 0.30391721 0
1 -3.48186437 1.13770283 1
1 1.05755206 -0.89601072 4
1 1.31333185 -2.03210109 3
1 0.89628164 -2.64030704 4.
1 -3.46690064 -4.68350528 4
1 -4.86102828 -3.85832530 4
1 -4.27352694 -3.36297945 5
1 0.56776865 -0.12882073 2
Energy -7200.165737 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 21

Atomic N.

8

OFRPRPOAdRr PR O JdJOR FEE O

X

.17101205
.51733790
.57820639
.01976943
.10902275
.31934403
.52481333
.01956672
.79561558
.29062275
.85335117
.66661376
.71801628
.49845673
.10899835
.49988831

P ERPNRPRPOWWHWNONDDNDWNN

.48395004
.83031071
.82968683
.11510669
.86442338
.79942617
.41645358 0.
.65138988 -0.
.43788965 -0.
.45205121 -1.
.99139083 0.
.18764171 -1.
.88577399 -0.
.67107936 -0.
.05448892 0.
.39806945 -1.

Y

ONO OB+

09396754
90131173
57610865
17596567
06692955
34103131
78211142
13424960
17021939
53156456
01598160
58944006
55272051
91097999
71687035
01596942
11117943
03475181
25025388
16928803
89814680
81053725
03810325
04703806
33371152
23317610
14223921

.72061141
.97755118
.55876521
.21980114

82894599

.852393009
.11643465
.71316236
.51329903

Z

.56803109
.28410625
.81254814
.60150085
.21604800
.65220076

22769934
40839875
41124849
44030174
16135452
95108564
48016534
49812648
12426109
91091076

S155



PR RPRPRRPRPRRPRPRERPRPRRRPRRPRRPRERPOROROOROR OO RORRENIOO OO P

-2.50416311
-1.03003129
-0.42012893
0.48107641
0.72237276
0.11928859
-0.74304235
-1.02894149
-0.14822087
-0.87476532
-1.74734085
0.00028467
-1.14479219
-1.13860574
-2.17483963
0.000099%46
-0.35782156
-0.19257238
0.31481871
0.68041119
0.54069575
1.22817140
1.42810841
0.37982698
-1.21500698
-1.96639503
-0.91059489
-0.47481698
0.44882728
1.11096375
1.01651379
2.15348430
1.48987148
0.63938244
-1.44724844
-2.41640829
-2.78814544
-0.40710127
0.39941906
1.33772141
-1.32541825
-0.12920724
-1.70050612
0.20393754
1.41236299
1.80148274
0.68731066
-0.48882099
1.23669144

1.
2.
-0.
0.
-0.
-1.
-2.

-1

1.

2

-2.
-3.

-1

-1.
-3.

-1

-3.
-2.

-1

0
-4

-4.
-3.

22695269 -2.
17635205 -2.
38005078 -3.
24436661 -4.
34620970 -5.
54665449 -5.
16658773 -4.
.60468956 -3.
.43415025 2.
. 71634906 1
.39603596 1
.23117531 2
.45033934 2
. 75521280 3
.07577066 2.
.62355191 3
.94660908 2
.99303177 3
. 77733162 4
.47205483 5
.39640938 4.
.49649391 -3.
.14007174 -6.
.14923723 -7.
.11493277 -5.
.31984057 -2.
.24206514 1.
.00571530 3.
.91284370 5.
.28298845 6.
.97308903 4.
.58719343 -4.
47921586 -2.
.40961121 -3.
69102103 -1.
19057732 -3.
.67158463 -2.
86644028 -7.
24691857 -7.
.80521110 -7.
25820813 1.
.58590352
.08778828
.25466702
.95562656

16746078

.52698149
1.
1.

57286414
53779269

.85874838

06907884
71026156

=

-1.08488501 -0.51705809
Energy = -7200.168587 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 22
Atomic N. X Y

8 3.24926305 2.19349946 -0.
1.98013600 0.

6 4.64372617

0
1
5
3
.88818510 5.
5
6
6
-1

34839028
52561171
23813153
12908411
37613239
76429171
85231434
60362231
15947270

.65073918
.68461918
.06978589
.46224406
.52515445

27269668

.09822474
. 73327752
.64821774
.93445202
.27920936

39228861
74327730
05432233
12364414
12108205
65806316
35974098
34769304
92070610
26660363
81245660
32656713
67530805
93089297
75908804
15070557
31573175
84081022
07985587
53616578
31848764

57587168

.41490223
47790779
.65902544
.34218273

Z
12937359
01654873

S156



e e i e e e R e o o R R R R R e e e e R R R R R R RO N e o Nl e R e T S A Sy =

NN PO OO

.19127005
.93274339
.00725346
.92432374
.97831707
.91035683
.45970973
.17099543
.83955937
.28087777
.31432892
.68348380
.03451694
.17301194
.17049832
.47941222
.00077056
.32533374
.01464251
.64117569
.91678745
.61658218
.02980716
.81796735
.55582974
.81285429
.21410102
.17291938
.22558860
.66431283
.07012369
.70561142
.99885117
.60351467
.07374515
.10657576
.24978777
.01883536
.39675832
.95934544
.89937397
.79322564
.70602719
.02120416
.58131497
.55916725
.90765246
.47438715
.06699113
.65322590
.40660919
.06598882
.91631588
.39045470
.85245563
.37118081
.14129143
.93030165

OO FRPFEPEFEFNWWNWWNENMNMNENDNWWNEODNDONDN

.51227189
.91102975
.36783363
.59407391
.44215480
.49127558
.04733156
.16980087
.01760651
.81738190
.04843333
.73335851
.23331385
.717544722
.16568679
.66190748
.06052937
.28170454
.45776908
.45972471
.24553976
.02960194
.48326096
.45338658
.99799000
.00890684
.65911552
.25404115
.23463126
.72064210
.75998253
.00278336
.20776925
.14360704
.93032897
.36542600
.40241636
.68718947
.44129365
.29643554
.50126923
.01951115
.52982094
.06803798
.92207700
.04328915
.93090395
.98024152
.92637043
.86204793
.15713454
.01778158
.76725942
.46236223
.69962386
. 71499697
.09856130
.45076878

-0.
-0.
.98803688
.11807816
.06371513
.54441288
.38519064
.72634827
.88612543
.69879717
.63770036
.42523038
.50215603
.30017256
.02910698
.42731287
.06849031
. 71765319
.06596285
.81810883
.17925411
.82982518
.81166042
.17016600
.09777027
.33435838
.00020948
.93492969
.95695492
.69581189
.55925467
.43036991
.40103718
.50267410
.65184825
.01439085
.54955814
.26227670
. 74352117
.19786393
.48992221
.32382258
.22348178
.47253140
. 75758325
.75031103
.39709626
.35364047
.04496109
.83367620
.20459987
.35483161
.85484962
.722027757
.98304871
.93155440
.48673617
.69082367

|
N O O

|
OO RFRPNEFEONE WDN

[

PP RFRPPEPEDNDWWWSW

78031661
04015415

S157



1 2.05425912 -3.37974011 0
1 1.97242472 -4.94678288 1
1 -2.62389848 -6.88977476 0
1 -3.77495248 -6.44589074 1
1 -2.27286724 -7.30666909 1
1 1.03260625 -1.64418379 1

Energy -7200.165700 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 23

Atomic N.

8

FPFokRFkFOSCSTORFOFOOODOOOOOHFRFFORFEFPEFODJdIJOI OOLOOOOOOOOFRrF kP OO PO P REOJIORFE R EFEO

| I |
OO OO PdWWWN

X

.27381253
.50718773
.40241954
.90788550
.27233762
.36845419
.63017146
.35515217
.16672169
.25487307
.59228568
.06916981
.90526599
. 72462758
.10301227
.95673515
.01598975
.67955040
.05599212
.39697179
.38037540
.97391481
.58971325
.64828898
.27450651
.69479639
.58558527
.21100029
.702277957
.49381593
.72146801
.68583875
.34925405
77176863
.52050478
.86143237
.46795264
.33292520
.13912530
.96182734
.04621399
.32455190
.45782946
.50220678
.93314667
.47448536

1
1
2
1
1
0
1
2
3
3
3
1
1
1
0
1
1
3
1
2
3
2
1
0
-1
0
1

1
-0
-1
-1
-2
-3
-4
-5
-4
-3

3

4

3

0
-0
-2
-5
-6
-4

Y
23000516
92063154
97735846
92270633
45612917
41818191

.95479465
.38890270
.53492400
.00329411
.27105611
.37381616
.81707968

.76867602
.08196342
.04398484
. 74254195
.20446433

.46719315
.27273154
.60618847
.18626319
.37932728

.03764253 2.
.74935158 -1.
.29348251 -4.
.11339568 -6.
.80281739 -5.
.35507288 -3.
.70379089 -0.
.21045390 -0.
.63763761 1.
. 79959112 3.

.92207585
.74080434
.18581457
.45986646
.86954279
.71290820

Z

2.58184707
2.45912484
2.77094322
1.42505205
3.10606959
0.87204544
53539195 1.
2
2
1
2
-1
1
1

84832203

.15582305
76717735
.23160972
.70557995
.22986021
.10367161
. 70237246
29428153 1.
98022548 -0.
94648390 -0.
04192800 -0.
73572226 -2.
94145543 -2.
36372200 -4.
62161763 -5.
41257679 -4.
96014742 -3.
.10663882 1.
3.13106658
3.70802986
3.68787866
2.90564787
3.88849340
.09231372 2.
1
0
0
1
2

03364303
29696907
62277037
27725668
58041228
90980612
24502368
27132955
92805590
60538682
89035304

62977953

.84930788
.73149211
.67816131
.70831357
. 79869322

88918526
86607603
49036093
69851231
71170199
29361703
41060641
19230986
65095170
60095607

S158



6 1.92723891 -2.21188378 4.
1 1.10976748 4.36841654 -2.
1 0.81024845 3.08914118 -1.
1 -0.33879359 4.43329375 -1.
1 -1.60873694 -1.11900199 -2.
1 -2.81339717 -0.75628109 -4.
1 -3.09509886 -0.25344944 -2.
1 -1.86230892 3.70761832 -6.
1 -0.93860422 2.27765358 -7.
1 -0.09157997 3.75470805 -6.
1 -0.79826795 -3.50372962 -1.
1 0.13506811 -1.99358530 -1.
1 -1.33665223 -2.15569236 -0.
1 1.18714445 -2.21408411 4.
1 2.09424191 -1.16390481 3
1 2.85943214 -2.61970648 4
1 2.11305120 -6.96396127 0
1 1.14957612 -7.29108146 2
1 2.84841978 -6.81641645 2
1 -1.30438529 0.27769434 -1
Energy -7200.168613 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 24

Atomic N.

8

aoao—RrFRrOTFRFRPFOJIJOODOODOOHFRFPFRPORPREFPFOODIFRL,RERPRPOODIORREREO

P RN RN OO

X

.04542612
.88528468
.42181311
.15946331
.82409267
.13641497
.27759483
.07208429
.92894624
.76681287
.12976106
.03491807
.18262040
.35191076
.71431268
.80444823
.77983018
.22201413
.99547196
.58887311
.55567550
.92023215
.30259476
.37234550
.69635340
.65914280
.24632326
.75441028
.20911094
.62831145
.10865739
.32543659

-0.

Y

59333636 -0.
.10710846 -1.
.02718931 -1.
.53668595 -2.
.39626234 -0.
.15764198 0.
.07825170 -2.
.26693387 -2.
.50350190 -3.
.13368698 -1.
.06629936 -2.
.81810028 0.
.34991201 -2.
.70541765 -3.
.39736653 -2.
.36124184 -1.
.62831956 -1.
.30243528 -1.
.49408616 0.
.12195047
.92394955
.61485861

.20359075 2
.81900660 2
.76635055 2
.04041394 1
.39271651 0.

.60030154 -0.
.07080685 -2.
.08575017 -3.
.05879761 -2.
.42180229 -2.
.19302684 -3.
.51802910 -2.
.80397925 -0.

06633915
33285192
12739844
32141824
94794099
18997579
51352028
92132431
41099144
89317779
08182367
00977070
04094192
88353211

77728291
.47973680
.61726001
.06701981
.23168214
.21325368

Z
48134010
38152280
78105079
24019998
87676600
16039988
00939612
39312315
46246090
79636991
18457579
15771913
15467238
19011722
03552630
18949745
61521206
16886186
96622681

.48243770

65940972
97436311
88870663
90307583
96233725
33725805
01430267
42650569
30358840

S159



6 -0.02189525 3.12027645 0
6 -0.31323828 4.32278836 0
6 0.68152020 5.22565488 1
6 2.00816696 4.89219184 0
6 2.34482133 3.71051187 0
6 -0.13020501 -3.28823915 2
1 -2.22901443 -4.36160751 3
6 -4.941060604 -4.47688933 3
1 -5.36463544 -2.94837351 1
6 -3.86145253 -1.55145965 -0.
6 -1.15883975 2.17502866 -0
1 -1.35597166 4.54543955 0
6 0.34521510 6.49595519 1
1 2.80920889 5.57759641 1
6 3.79476605 3.42501960 -0
1 0.00177406 -3.94713660 3
1 0.28748651 -2.30467952 2
1 0.49276390 -3.68416501 1
1 -3.22088264 -0.66893248 -0.
1 -4.89037441 -1.21457843 -0.
1 -3.86938346 -2.10354014 -1.
1 -5.02930376 -5.53761690 3.
1 -5.93662526 -4.02560450 3.
1 -4.66457378 -4.44833223 4.
1 -2.00339489 2.36531291 0.
1 -0.85469308 1.12544539 -0.
1 -1.53677554 2.28731452 -1.
1 3.94642587 3.22259143 -1.
1 4.16551026 2.54040807 0.
1 4.42260851 4.27891681 0
1 0.54094512 6.38920020 2
1 -0.71393017 6.76047942 1.
1 0.95169657 7.34127056 1
1 -0.14684677 -1.73650483 0
Energy -7200.163868 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 25

Atomic N.

8

FRPOoORRPOAdRRPROJOR R PO

N R ORSD WP W

X

.49561244
.03448107
.29231736
.45815278
.85778979
.58793766
.93291384
.98870860
. 78615930
.05573519
.94756760
.01646775
.40696793
.77843227
.08986644
.49413408
.55665055
.07699685

Y

.73244298 -0.
.27057748 -2.
.82268807 -2.
.46700817 -2.
.9687099%6 -1.
.83111198 -0.
.95462240 -1.
.97999488 -1.
.66523041 -2.
.55219541 -0.
.47162707 -2.
.17839036 0.
.55287102 -1.
.00371978 -2.
.72778942  -1.
.63447989 -0.
.94843089 -0.
.51983477 -0.

.01727527
.67768932
.05973377
.76303351
.09420531
.50621405
.81463911
.47059837
.24072041

49442489

.28280926
.91923303
.80305775
.05192549
.20940513
.37347180
. 77608285
.68885450

63255979
31277991
44849469
18630499
36295816
53363571
39242800
15727312
31233206
27851247
33036490

.07742124
.88185261

68452445

.44781176
.65843350

Z
90021062
09266197
69803572
72670363
85743727
12741329
75844060
88228071
72487583
95064099
03519975
88020507
50767554
44831257
25744958
43126872
40041857
74282622

S160



6 -0.35446328 -2.96857171 2.
6 0.20226468 -4.25550385 2.
6 -0.14068564 -4.99454650 3.
6 -0.99506771 -4.49465254 4.
6 -1.50006073 -3.20031611 4.
6 -1.20238279 -2.43292738 3.
7 0.51867190 1.89326295 -1.
6 0.88767477 -0.12387717 -2.
1 0.49206298 -0.72714864 -3.
1 1.92552752 0.14678504 -3.
6 0.06128693 1.14959796 -2.
1 0.19556713 1.73691219 -3.
1 -1.01698748 0.89248732 -2.
6 -0.13948095 3.12134792 -1.
6 -1.51270755 3.18993228 -1.
6 -2.10118625 4.43259448 -0.
6 -1.37830907 5.62647141 -0.
6 -0.01717599 5.54622211 -1.
6 0.60840708 4.33080013 -1.
6 1.20917126 -4.81966883 1.
1 0.30148526 -5.98581795 3.
6 -1.36704145 -5.32247886 5.
1 -2.15283792 -2.77336640 4.
6 -1.77412451 -1.04037208 2.
6 -2.35310235 1.94902197 -O0.
1 -3.15778083 4.45940429 -0.
6 -2.03442739 6.95562630 -0.
1 0.57926286 6.46203957 -1.
6 2.07440735 4.32844717 -1.
1 1.80036222 -5.61135452 1.
1 1.89737796 -4.03375974 0
1 0.73666108 -5.26175690 0
1 -0.98841160 -0.26697901 2
1 -2.43680626 -0.81538680 3.
1 -2.36327673 -0.92049076 1
1 -2.31896271 -5.85354178 5
1 -1.49075318 -4.69634891 6
1 -0.60216322 -6.08064691 5.
1 -3.21767520 2.15291735 -0.
1 -1.76180552 1.14322486 -0.
1 -2.74261393 1.56530649 -1.
1 2.24876920 3.83332228 -2.
1 2.68354926 3.78871782 -1.
1 2.45625530 5.35608026 -1.
1 -1.44241782 7.55166222 0.
1 -3.03911612 6.82174816 -0.
1 -2.13630476 7.55582096 -1.
1 -0.31248923 -1.21359252 1.
Energy -7200.162828 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 26

Atomic N. X
8 3.10125401
6 4.37958121
1 4.42229438
1 5.15067434

-1
-1
-1
-2

Y

.99249968 -1.
.67576973 -1.
.87135335 -2.
.30165504 -1.

01604367
19267028
33251883
31982952
14690108
01649342
66599379
99826430
83729968
23105105
83230738
76278454
79920176
37304838
01388242
73783018
78062475
09813549
39412189
22138996
46109633
52618158
91236653
88335558
84688678
45731333
49463515
12766087
74985161
69927658

.87720095
.32958730
.87155146

72807045

.95994162
.36629353
.42052023

74198242
20181148
38593290
80343783
71485942
00884497
81017138
21504825
07227159
41238477
03393461

Z
27429731
80039882
88946584
31900034

S161



PR PRPRPRRPRPRPRPRRRPRRRRPRPRRPEREOOROROOOR RO RROARROOJOOOOOOR RPN, R, RO R

|
PR OOOOOoONDN

[ I |
PP OWwNhW

.66834454
.83890535
.24890270
.97584578
.27960938
.47837376
.75192825
.46491341
.84587164
.45245384
.47851859
.29307272
.15626998
.27530381
.65177171
17721674
.30148186
.95594409
.48059341
.31748104
.54377291
.24924323
.79862108
.64405934
.16374760
.42227910
.11017700
.15976796
.44205175
.99847853
.32150448
.03499191
.44577187
.684943009
.71276098
.08154159
.21024659
.22265790
.19810266
.98775496
.95461882
.47085647
.94779275
.35964657
.23357238
.87156756
.56129639
.65444966
.98595681
.10304066
.48201227
.74445489
.92814376
.51210742
.75801192
.97726860
.66373043
.32467752

.61652188
.49609902
.01332239
.91907234
.34883025
.71090537
.34895198
.89380285
.74630448
.30283224
.00245367
.68498094
.16339310
.50464191
.39657127
.68960876
.12508373
.32040557
.03267053
.56060574
.78492235
.13581171
.26008934
.64842423
.15443046
.89512523
.68064715
.94969137
.88896626
.05739548
.28031243
.30840328
.17381404
.57962286
.12169889
.82185871
.37522392
.17022874
.58944645
.99578530
.52812050
.24440679
.26263953
.34374907
.99209321
.11061640
.53197657
.23270093
.16572821
.12414027
.04592442
.69590174
.65107761
.75723243
.33499294
.96646527
.61933173
.29079351

O U OO R WNOORFREPOOOODNDN U W

.64448230
.57952424
.47205610
.39482071
.13634519
.83105545
.92119785
.25571460
. 77639505
.51664175
.27830366
.70409207
.20703018
.18659888
.57027449
.83483180
16176447
.25077975
.97804488
.67139566
.43663504
.28344725
.15941307
.67530095
.60705704
.39058091
.31557079
.89763416
.30634280
.23099183
.22978897
.32208567
.88757006
.72604175
.34524769
.66951877
.80894592
.44712294
.17905381
.69153196
.796227784
.31861848
.46562989
.13446036
.02585518
.20561984
.11754186
.37276929
.65740513
.07597759
.33762323
.72580458
.63824146
.03487397
.09345154
.52688945
.92763653
.40139363

S162



1 -2.21231423 7.16156323 1
1 -3.74403303 6.28268068 1
1 -3.41445847 7.13751464 0
1 0.43702891 1.98053953 -1
Energy -7200.165728 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 27

Atomic N. X

8

RPoRFRrOTFOOCOFOFODODOLODODODOORFR,RFORFRRPFPODJIJIOODOODOOOR,RRFRPFORRPODONNRFRFREPRERPOODIORREREO

.34874547
.64004329
.32887573
.06626300
.64824058
. 74556868
.59873490
.36047809
.96257914
.30438313
2.40888982
-0.85147437
-0.83725384
-1.24032203
-1.36357864
-1.16293543
-2.23623058
-0.60995797
-1.15816640
-0.39702421
-0.71208521
-1.73797087
-2.45012646
-2.18440917
0.66506483
0.74021493
0.23221437
1.81798635
0.19446232
0
0

R OB O N OOk Ww

.55380871
.91237651
0.43359407
-0.87838448
-1.06898848
-0.00059555
1.28816705
1.52607050
0.78288053
-0.11259589
-2.07224473
-3.24209541
-2.97788782
-2.07845105
-2.08714619
-0.22483659
2.14230252
2.94838133
1.48564533

Y

.33329329 -1.
.08038935 -1.
.78283850 -1.
.80349349 -2.
.56775454 -0.
.19152922 -0.
.48526961 -2.
.53020242 -3.
.67205785 -4.
.48211880 -2.
.21278362 -3.
.79600879 -0.
.84659348 -2.
.03270340 -3.
.03221013 -1.
.05612870 -1.

.28545232 -1.
.94315790 -1.
.82221098 0.
.01187131 0
.99055282 1
.82233584 2
.61719234 2
.61964016 1.

.92101598 -1.

.55464458
.50798213
.94121467

.80925271  -3.
. 74025557 -4.
.94410966 -3.
.99177434 -2.
.90904787 -2.
.02618356 -2.
.05545988 -0.
.42960664 0.
.55705643 1
.33883773 1
.95678610 1
.84145360 0
.22083801 0
.90410231 1
.90428526 3
.44740883 3.
.33341049 1
.60343711 -0
.82146516 1
.53054456 2

1

-0

0.

.30137266
.51922005
.00192129
.63918262

Z
69785977
28520904
23229499
00539856
28858091
35151182
45466078
17248324
19340481
63226289
21596120
05355136
33991005
35409969
94081127
46592779
62069432
79936930
88798387

.92420900
.87563097
.81081845
.78556711

84224418
01320335
18967715
17026491
35143742
38910632
89553353
46820564
19209865
20681520

.01535127
.46496199
.07816609
.26536439
.00786881
.89983683
.80900555

51923623

.86602417
.18225040
.31460123
.36465140
.40793565
.11874677

44588904

S163



1 1.31613673 -3.27382827 -0.
1 0.48623846 -4.61938463 -0.
1 -2.34868459 -0.46216635 2.
1 -3.76818344 -1.38408994 2
1 -3.46220324 -1.12405998 0
1 -2.90191767 -6.53374629 3.
1 -2.38163255 -5.47940032 4
1 -1.21277085 -6.56497192 3
1 -2.90154786 2.75285188 0.
1 -1.81548005 1.53517799 -0.
1 -2.46047185 2.85959964 -1.
1 3.01295161 3.09024722 -1.
1 3.38587342 2.75367326 0.
1 3.58395436 4.40136003 -0.
1 -0.13245019 6.25125825 3.
1 -1.22762151 6.95658848 2
1 0.51378333 7.32134892 2
1 -1.31243089 -0.93006539 0
Energy -7200.167989 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 28

Atomic N.

8

ocooorRrFRrFOYTRRFPFOJIJOODOOOOORFRRFRPROREFPFOOIFRL,FEEPRPOODIORREREREO

P OO OOk b wwbh

X

.69993381
.96827406
.90199915
.67432819
.41729520
.71899421
.05825256
.46958288
.32941684
.89426625
.27926640
.22165171
.19198564
.91706305
.68320575
.69858942
.58222272
.27853581
.41649815
. 76371699
.90550823
.74924323
.45096766
.27783613
.38642660
.44764185
.10481801
.47897546
.16499706
.37068947
.14605066
.79358425
.03391392
.38029134

W wwkrkrwNdE P

Y

.65792925 -2.
.29851258 -2.
.06148993 -3.
.13906580 -2.
.41839005 -2.
.41898630 -0.
.00390950 -2.
.53778118 -3.
.57007646 -4.
.53381616 -3.
.11059508 -4.
.87648158 -0.
.82906424 -2.
.99390011 -3.
.27728223 -1.
.15849849 -1.
.70477488 -1.
.77939386 -2.
.85583809 0.
.17892959

.20266739 0
.11879507 1.
.75285270 2
.41319418 2
.46657969 1.

.23685316 -0.
.42275940 -2.
.45865920 -3.
.95513258 -3.
.18182233 -1.
.19236094 -2.
.73002803 -1.
.15337780 0.
.00722864 1.
.92182906 2.

15995440
97628050
11331880

.62508423
.89903682

44974516

.77386476
.98501223

52903052
19994003
18350932
13141470
55696736
05066755
42650519

.22461020
.17274060
.22820513

Z
30125929
82425849
90390864
71045689
32086285
95331184
69662056
97268240
73413251
81442693
33118873
54116452
20597496
02615203
39620630
63452424
25825747
45040670
46780515

23070008

.57041633
.84427226

82872582
59122218
94700690
83730987
21587284
83304918
24030152
63699185
41873999
08088200
08435413

Sl64



6 -1.53267091 4.96146477 2
6 -0.29057378 5.06119521 1
6 0.09169102 4.18494401 0
6 1.06753845 -4.65622579 -1
1 1.17796156 -6.14991922 0
6 0.88752577 -5.76511330 3
1 0.33218116 -3.09312644 3.
6 -0.06382433 -1.04333066 2
6 -2.96405914 1.85671302 0
1 -3.33909403 3.79375374 2
6 -1.94315501 5.94643319 3
1 0.40414695 5.84961836 2
6 1.44724480 4.33850750 0
1 1.64755033 -5.58847273 -1.
1 1.64867769 -3.89264137 -1.
1 0.15544652 -4.85515994 -1.
1 0.79623507 -0.36456468 2.
1 -0.38135754 -0.97617883 3
1 -0.85896117 -0.64965979 1
1 -0.09779776 -6.09212052 4
1 1.43150588 -5.34818873 4
1 1.42377464 -6.66093597 3
1 -3.62853640 1.67361188 1
1 -2.39699692 0.93551503 0
1 -3.60716475 2.04729387 -0.
1 1.37118385 4.48803458 -0
1 2.09018034 3.45781312 0
1 1.97505595 5.20633124 0
1 -1.08252964 6.26739127 4
1 -2.69275217 5.51369712 4
1 -2.38591083 6.85274140 3
1 0.59683164 2.39139312 -0
Energy -7200.165733 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 29

Atomic N.

8

OO RO RFRFOAdR, R RO JOREE O

X

.77337858
.66182574
.66324845
.11941802
.12076204
.10910474
.09314513
.09147033
.39200926
.98773932
.67573257
. 74195309
.63630848
.22690803
.79048711
.50932583
.89199888
.38489494
.46428866
.47367830

P PR ORFREDNDWDNOWW™WDN

Y

.94632771 -1.
.95865576 -2.
.30123779 -2.
.63133202 -3.
.83424184 -1.
.97955513 -1.
.95135435 -0.
. 71395709 -0.
.63838015 -0.
.10733495 -1.
.98861779 -1.
.10175789
.38958101
.14262947
.10309066
.15669753
.79916395
.41123423
.10064418
.09247632

o

P OO R OR P

.47775434
.83951217
.81944000
.22871044
.98857246
.68233660

88307998

.19295748
.784247726
.59317222
.54548464
.13964931
.16909789

20810451
76793526
81421841
06644776

.24188969
.54570985
.05149789
.54199536
.34095720
.63838907
.58711065

09005289

.92030381
.33301682
.58329799
.14842176
.22164134
.10235150
.81598153

Z
12336473
10898261
42927271
02003874
70559571
53620975
07987955
83341442
30124989
01043749
81219154

.22162630
.16356074
.72462049
.80320275
.92032588
.89358038
.31190377
.10627837
.09146984

S165



6 -4.14180978 -2.29065673 ~-1.
6 -3.82957793 -3.49434187 -0.
6 -2.79434080 -3.48308979 0.
6 -2.10634533 -2.31216551 0
7 1.44244859 1.64432930 0
6 0.13144098 3.74652929 0
1 -0.05465837 4.62803207 0
1 0.41552852 4.12272984 -0
6 1.28666189 2.92728914 0.
1 2.19613183 3.55124763 0
1 1.14328215 2.81478084 1
6 2.65343460 0.96547917 0
6 2.86128811 0.40211938 1
6 4.07405805 -0.23438220 1
6 5.10456693 -0.34478713 0.
6 4.88998587 0.21179743 -0.
6 3.69548723 0.85732399 -0.
6 -3.82678363 0.14573434 -1.
1 -4.91738872 -2.27898713 -2.
6 -4.58169771 -4.76467139 -1.
1 -2.50602322 -4.41546132 0.
6 -0.96855739 -2.36189545 1.
6 1.78788416 0.43785421 2.
1 4.20678839 -0.67066976 2.
6 6.38974843 -1.06694065 1.
1 5.68134274 0.14701630 -1.
6 3.54426651 1.42992792 -2.
1 -4.25106471 -0.13391619 -2.
1 -2.94150368 0.77167384 =-2.
1 -4.58033938 0.76664591 -1.
1 -0.01882967 -2.06601485 1.
1 -0.84644305 -3.37993599 1.
1 -1.13657211 -1.69868944 2.
1 -5.36475466 -4.95764143 -0.
1 -3.91307451 -5.63658451 -1.
1 -5.07284893 -4.70615626 -2.
1 1.88927241 -0.41337853 3.
1 0.79108427 0.39851549 2.
1 1.82993055 1.35547628 3.
1 3.07262873 2.42231909 -1.
1 2.91314110 0.78516214 -2.
1 4.52159961 1.51097826 -2.
1 6.36530727 -2.10710375 0.
1 6.56598879 -1.10099945 2
1 7.25479214 -0.58061451 0.
1 -0.94327394 -0.16231660 0
Energy = -7200.167082 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 30

Atomic N.

8

O R o

oONBEFE O

X

.11480771
.38038570
.88143760
.03840422
.46617721
.03309907

Y

.23305516 -0.
.60158944 0.
.28968614 -0.
.88045446 1.
.80373610 0.
.68651280 -1.

38084043
74375414
19871935

.53039812
.01889193
.11491581
.76345871
.88086195

69027894

.58665369
. 78626676
.34353090
.62799898
.92510547

98880575
27717899
61449226
88023238
15061896
05813841
68988039
52226200
68668496
91918359
31560287
02900674
00207744
85320430
06532771
36850722
04597841
91373666
38651430
30792471
06034701
03852785
37311711
22545345
29588624
98630358
63655776
49662111
95321326

.39925976

84275320

.80553738

Z
00287602
25238422
46105224
26597080
19721417
69169482

S166



PR RPRRRRRPRRRRRRRRRRROOROOROOOROOR OO ROARREOOJdJOOOOOOR, R, OARREONR R RO

. 79515111
.85942538
.44672896
.54374042
.41606767
. 71995231
.31725334
.14464592
.50712060
.80821975
.19630879
.64313435
.06767069
.92294380
.22429057
.69249947
.81255167
.48983153
.96051247
.84514902
.32395455
.55226912
.40558127
.13164558
.16883581
.25769714
.45017746
.74143103
.86834843
.66908514
.39777181
.48527451
.88075901
.05636837
.35575809
.50129396
.28690703
.86341859
.24757969
.53329738
.26989475
.70623719
77393127
.42738571
.39048420
.17022848
.93315568
.90610352
.21831330
.34744845
.51921661
.39254949
.02581795
.56219722
.90363784
.24538047
.52733423
.30125671

|
P ONNMNRPFRPROOORFH O

PR NNMNMEONNDE WN

.26037157
.81913144
.67267892
.13386044
.27565111
.18638711
.83111317
.54464521
.40006027
.76009695
.26097115
.19394244
.27340205
.30860866
.34909333
.40740743
.39055082
.32544607
.24917610
.13996855
.09296540
.60541336
.44332718
.91346779
.23463070
.43887567
.22634158
.41697538
.84780648
.07035487
.85637126
.36331520
.15200215
.52621826
.42666719
.27668540
.84473914
.01937226
.03449719
.61764412
.00455486
.40183276
.96057634
.79875811
.27260148
.47997695
.73748854
.24242298
.77844862
.43341189
.96588572
.21291909

3.

0.
-1.
-0.

1.

2.

84104146
43531610
00688681
11558043
18215658
94059500

[ |
PR WDNWODODNDWDS BN WDN

.26004685
.16413405
.55742370
.64958668
.00935474
.29579181
.01178918
.20495504
.53585914
.03544485
.87007128
.46439059
.17493792
. 74215658
.63177200
.92287476
.31133115
.46471885
.51507765
.96255954
.27047129
.88033155
.13748227
.82957338
.39443494
.95465116
.20880285
.71911281
.12167643
.02470964
.56810526
.65815173
.28730094
.86839527
.30311551
.91645577
.94290603
.62377592
.70728020
.51854507
.80670002
.93664759
.39407647
.75267674
.26709702
.94215658
.90797601
.50938792
.53229389
.32202811
.00942461
.84909442
.55020370
.52858317
.56290344
.29693524
.34692423
.32593259
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1 7.01064159 2.11140116 -0.
1 -0.95384480 0.33550593 0.
Energy -7200.167093 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 31

Atomic N.

8

PFRrOFORFRFOOOFODFOODODOOOOOOOFRF PO PRPOOOJIODODODODODODOORFR PP PO, PRP,PRPONITORRERFROO

NN DN O

X

.96021116
.32627231
.96985942
.66745577
.50542811
.19418671
.81032375
.46470167
.24386240
.93364074
.71269649
.94806764
.75871810
.67237350
.26894775
.13356052
.80761989
. 74871368
.21131354
.81677667
.06628203
. 74134865
.15241666
.88129556
.03448154
.15623110
.90193204
. 72235245
.04791940
.31926044
.44020558
.29479514
.41989321
.68641475
.83513846
.69201430
.44784360
.20284635
.52373130
.99308520
.89361480
.23532088
.24952778
.77474571
.18126073
.57411583
.35651907
.23368647
.49279067
.20055392

P NNMNNDENDONEDNRE

[

-3.

Y

.02934397 0
.41339478 0
.54950802 1.
.81766537 -0
.19610845 1.
.34512354 -0.
.35630500 -2.
.50331305 -3.
.04259498 -3.
.36319728 -2.
.88702130 -4.
.91373127 0.
.78708691 -1.
.21948643 -1.
.56840032 -0.
.35734481 -0.
.06396397 0.
.10227895 -0.

.64088466 1.
.92192760 1
.59138906 2
.03258164 3.
.76186742 3
.06072696 2.

.18879015 -1.
.49848184 -2.
.26974663 -3.
.12509335 -3.
.15635646 -2.
.03082052 -2.
.53746511 -1.
.69514739 -1.
.36855637 -0.
.82071674 0.
.60929160 -0.
.90334360 -1.
.44724976  -2.
59909020 0.
.66638282
.22740878

.58396563 2
.77862625 5
.29860479 4.
.29807213 2
.55358092 0
.33266403 1.
.12799918 -0.
.70105909 -2.

.68198685 -3.
.68937054 0.
.36535912 -0.
.28211385 -0.

08023099
73089070

Z

.83611636
.83110745

07293490

.14434322

58973355
84362217
31141294
30821051
87534805
81511141
01024774
30986036
26563848
72443683
66831771
32603019
44227713
87617644
51506556

.49334846
.70111155

93883862

.94622032

76677742
89222265
97712803
25861882
91907729
15958664
72877404
20872078
44476919
20981894
18439385
58339148
78346357
22883000
19999865

90222724

.83738513
. 72296365

14577918
13914663
39589791
52951304
32674390
60710590
14434420
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1 -0.21688117 0.24471293 2
1 -1.18615811 0.65007987 3
1 -1.78685918 1.03857896 2
1 -3.45521078 -3.12795926 5
1 -2.05267284 -4.15629171 5
1 -3.65487887 -4.64028580 5
1 1.60593518 2.73685337 1
1 0.62107400 1.65246776 0
1 0.61938605 3.41244901 0
1 2.68331729 1.16829901 -4.
1 2.99378015 -0.34887355 -3.
1 4.34413518 0.61096153 -4.
1 6.98820414 2.43124073 -0.
1 6.20920046 3.28576162 0.
1 6.41365654 4.09268274 -0.
1 1.18985073 0.64960201 -2.

Energy = -7200.163172 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 32

Atomic N
8

aoaooOoocoochoFkr kPO, EFEPFOOJdIOOO OO0 PO, RO, R RO ORFR RO

X

.62838054
.89998472
.78486315
.35218745
.62946776
.54595860
.89003832
.60978518
.70054699
.38515461
.27018304
.97956913
.34003824
.38001715
.69443877
.31368697
.69117380
.03407498
.84784353
.33881501
.19188252
.55353438
.04062975
.17869042
.24757192
.11761617
.04553975
.25292674
.92086546
.15073418
.80618527
.13496228
.64861951
.50275210
.90317076
.41253910

|
OO OO OO OoOoOo

-1.

OO LD WDNDNDNDN

Y

.00851820 1
.13886456 1
.00266437 3.
.13618051 1
.61543481 1.
.33524112 -0.
.53944510 -0.
.00120681 ~-1.
.13509146 -1.
06573638 -1.
.52645076 -2.
.19639801 0.
.12219282 0
.19074336 1
.25921044 1
.65181967 0
. 95855372 1
.04996003 0
.61285102 0
.46591005 -0
.85181456 -0
.42696236 0
.56535504 1.
.17513990 1
.45648128 -0
.01915694 -0
.20741474 0
.39826937 -1
. 74389146 0
.82181979 0
.44002215 1
.50201737 -0
.40204938 0.
.44093331 -0.
.62214334 -1.
.71692549 -2.

.42580402
.87656669
.24018003
.98406850
.65871702
.06774933
.74459982
.74188340
.44154659

25481440
38139131
00137163
40521641
94726545
61763131
74532590

Z

.33510371
.95566199

04407081

.79512490

59931548
75813227
41944340
59389381
48873436
71197331
49329908
56892048

.84397603
.05170419
.64750045
.84702343
.84408112
.11783704
.69270876
.32275764
.18470202
.91883872

89483517

.80669845
.52772010
.32030162
.24890666
.34163969
.29625957
.29366762
.35419507
.86149612

11395278
27980194
60618233
55398710

S169



PR P RRRPRRPRPRERRERRPRPRPRRPRREPEERRRPOROREOOR O RGO

1

|
O W wdkdxs - EFE oo

.54424893
.95744804
.56912609
.43386225
.47878635
.40269508
.35949451
.88801497
.85759464
.70091963
.03790752
.97331124
.38185543
.99769544
.26934106
.74148089
.32611391
.28488201
.48112538
.42014229
.12047075
.36024070
.38017667
.03996357
.53345480
.22150526
.89277885
.85051616
.60080253
.29364197

.41941900
. 74289976
.16394012
.63329583 1.
.57316941 -3.
.78016841 -3.
.20770725 -4.
.35343673 -2.
.54027745 -1.
.14821608 -2.
.68934575 1.

.67404154 -2.
.90957274 -1.
.49870929 -0.
.92536671 1.
.98568583 2.
.29912722 2.
.22677813 1.
.11572630 0.
.72473124 -1.
.83433080 -3.
.76496280 -3.
.67018838 -2.
.04342920 -1.
.57785538 -1.
.72361171 2.
.91052899 3
.56785771 3
.34063244 1
.20655082 1.

0

2

1

Energy = -7200.170833 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 33

Atomic N.

8

oooocooyRkrHFPFORFRF RO RPRERPOJIOREREEO

X

.02977862
.25793589
.61123401
.06673420
.14134840
.87664351
.40620839
.63111675
.67393616
.04538939
.42562461
.28508286
.68173234
.76320669
.42955260
.13851268
.30260268
.15583833
.86908954
.83621590
.94359055
.11832586

.28335124 0
.82124661 0
.24255090 1.
.80474778 -0
.87495135 0.
.22381519 -1.
.76148156 -1.
.64321466 -3.
.00591631 -3.
.50430389 -3.
.08288878 -4.
.14611836 0.
.47858719 -0.
.70133658 -0.
.79032043 0.
.76785366 -0.
.59930501 -1.
.61307701 -0.

Y

.31130672 1.
.30226208 1.
.44578694 2.
.66680827 3.

21483902
58029331
98093938
05906464
75980785
89115113
58650042
48982314
99790116
60228883
30657707
37142829
93803570
42933134
53053208

. 73700829
27111276
.62225666

59811095

.07799762
.18651372
.86596682

88390765
19824931
29249677
29465476
06710773
26211093
97945385
14963606

Z

.05536304
.53018620

40088268

.22656130

85123074
96768942
99671018
16331588
18778971
12639829
08370286
88670351
71854907
66280516
09687929
52485765
08769399
91185453
69721881
40456754
25113675
39857973

S170



6 -2.12051324 -2.73256243 3.
6 -1.00688543 -2.53871760 2.
7 0.59023974 1.89669316 -1.
6 -1.28594508 0.44529474 -2.
1 -2.31904742 0.16828433 -1.
1 -1.27507560 0.76415115 -3.
6 -0.76416520 1.59539289 -1.
1 -1.42720782 2.46343096 -1.
1 -0.86141305 1.33616989 -0.
6 1.11882507 3.19617838 -1.
6 1.20418776 3.77263821 -0.
6 1.72010590 5.06779861 -0.
6 2.18532874 5.81357913 -1.
6 2.11782573 5.22439206 -2.
6 1.59446403 3.94173677 -2.
6 -1.66976682 -5.25780724 0.
1 -3.68001165 -5.21804850 2
6 -4.33606289 -3.82338751 4
1 -2.21133211 -2.12750131 4
6 0.04789545 -1.53056858 3.
6 0.80306082 2.99805751 1
1 1.77940087 5.49533321 0
6 2.77547968 7.19060348 -0.
1 2.46925411 5.78641802 -3.
6 1.52750800 3.37506648 -3.
1 -2.26023113 -6.16742834 0.
1 -0.61568133 -5.54544562 0.
1 -2.00880148 -4.82970853 -0
1 1.01248989 -2.01471839 3
1 -0.26083623 -0.98652464 4
1 0.24437921 -0.78718588 2
1 -5.10313923 -3.07016143 4.
1 -4.08406255 -3.69878322 5
1 -4.79671920 -4.81233248 4
1 1.26515739 3.43767824 1
1 1.11718955 1.94616681 0
1 -0.28709847 3.00645197 1.
1 0.54464139 2.92672498 -4.
1 2.27058877 2.57617518 -4.
1 1.72413362 4.15834310 -4.
1 3.87455340 7.14781383 -0.
1 2.41099575 7.65916720 0.
1 2.52673922 7.85275977 -1.
1 0.92225605 -2.47801821 1.
Energy = -7200.168588 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 34

Atomic N.
8 1
6 2
1 2
1 2
1 3
50 -0
7 -2
6 -3

X

.58962702
.70577994
.92559787
.55728247
.60037403
.04261310
.73912040
.39167174

Y

.37883174 -0.
.00300150 -0.
.07610339 -0.
.16719486 -1.
.57067665 -0.
.25780945 -0.
.64678970 -0.
.71966530 -1.

70232107
87977841
68250187
09956685
82119986
15114844
24402978
40992103
17003940
45738402
16314459
01787227
10500758
37300663
56943440
24811347

.01354396
.27714554
.60804603

27377642

.06870354
.98685236

91591416
24255146
96664647
41893656
12360348

.70981052
.50147944
.17495000
.48475728

03591335

.33959763
.14917752
.96252585
.98917288

22957917
16860816
12404937
71070211
85134899
00817124
75724997
32017246

Z
07529127
86411952
72591213
95049833
56274029
97921908
89029283
65443086

S171



PRPRPPRPRPRRPRPRPRPRPRPRRERRRPRRPRPRRERERORPOOR OO ORI OO RO RO R ORE RO

P NWWOORPROOONWDNO

.49598318
.08713713
.07432510
. 79587260
.99637005
.08351651
.65474042
.22737171
.44403585
.64763395
.02185255
.13650381
.94010292
.63492182
.50522850
. 71923572
.86411963
.14923986
.15879257
.23216822
.18056360
.62412588
.06179760
.05443156
.57366052
.48755027
.92592326
.42896137
.50194626
.58308038
.02675019
.51509727
.03336324
.62646530
.22799922
.89057970
.89463406
.76934465
.00692974
.06720079
.64493687
.61489873
.13163845
.09765815
.41857381
.33842442
.58149814
.33682093
.98866161
.19352687
.74076260
.08853713
.27907297
.44774040
.56221836
.51454183
.36249672
.02525273

P oo NDEDNWERE

.65064890
.69887968
.66394050
. 79471136
.77812361
.89271256
.14554620
.94622974
.94041632
.90443955
.54327043
.95273906
.64507093
.98891698
.59701993
.86612665
.54216125
.67057254
.94281086
.57944175
.80567943
. 74641407
.92079331
.63152063
.28392125
.33039389
.713744463
.04799216
.00919781
.74070841
. 73118837
. 74710795
.05935906
.36898621
.84353889
.82307470
.88377388
.32618155
.29544348
.68996965
.17963194
. 98566337
.11155255
.03526707
.02714158
.43025762
.57247910
.82890171
.19938172
. 74712340
.24357563
.35778825
.22673848
. 74091222
.72799895
.01184142
.83346800
.15548814

WWNREFRERPONREREPOOO

N

.60378306
.26601539
.70439174
.95422662
.55711440
. 74975347
.04430822
.17169587
.25566866
.79585197
.86060326
. 76773820
.68631888
.70448052
. 79055755
.89374414
-1.
-1.
-1.
-2.
.09251471
.46888422
.00799029
.82595790
.68596504
.86797709
.13151462
.24333666
.11527384
.69921214
.59404883
.66923996
.58275019
.03019259
.71432125
.02029535
.29247275
.24374347
.35271871
.50300666
.24503697
.99889508
.17970315
.96445723
.02026156
.70750594
.45655258
.60737380
.42082042
.77952933
.05387061
.46162560
.35393037
.25289860
.15103595
.39495320
.46151191
.63784857

70668957
41258861
04306115
50787411

S172



S173

Energy = -7200.163230 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 35
Atomic N. X Y Z
8 .53021321 -0.54110106 0.24007699
.83900421 -0.20050705 -0.18970648
.09555659 0.82472486 0.12994280
.96750952 -0.24626915 -1.29104442
.57753693 -0.89182329 0.25390556
0.11785209 -1.10846381 -1.15210820
-2.45158770 -0.21250158 -1.64313621
-2.98048536 -1.11707231 -2.67403189
-4.05772578 -0.94196491 -2.86274554
-2.84805129 -2.16059688 -2.36430101
-2.42412300 -0.97050593 -3.60923830
-1.14955781 -1.77984294 0.44083619
-3.07684655 -0.46688578 -0.33049289
-4.18316828 -0.46939710 -0.42119901
-2.78721342 0.35041698 0.34417807
-2.59725963 -1.77892267 0.28709115
-3.07854442 -1.86386800 1.27882399
-2.99402734 -2.63334034 -0.30318429
-0.65975432 -2.73044744 1.39340821
-0.64588946 -4.12013906 1.11738889
2
3
3

w N w N

-0.16680268 -5.01491717 .08677185
0.29529509 -4.58165502 .33088964
0.26948010 -3.20582200 .59323152
-0.19451623 -2.27832372 2.65526820

kR RPRPOOOFRROOOFFOODORFRFODFODODOODOOOOOFR,RFORFEFEFPODJIOLLOLOOOOOOOO PP FORFRF PO, RPEPOIORFRE R REFEO
|
w

-0.26482746 1.83127920 -1.63227610
-2.60335705 1.19012446 -2.07290634
.65155617 1.52977645 -1.94564311
-2.39238973 1.22646393 -3.15417280
-1.67551586 2.17308627 -1.36403445
-1.92316585 3.19016004 -1.72153472
-1.85332839 2.16459414 -0.28175472
0.73303073 2.81037076 -1.33033583
0.96022863 3.24325483 -0.00530600
1.96864311 4.18722546 .23013568
2.77569597 4.69867817 .79035087
2.55854913 4.22334069 .08858239
1.55363570 .29516114 .37750442
-1.13024776 .67531922 .20081067
-0.15116131 .08305171 .85334220
0.81179275 .55733251 .36136421
0.62351647 .83958201 .56077222
-0.18618478 .80976486 .98983853
0.19982440 .67169199 .16481067
2.14346884 .50887892 .25977453
3.83857451 .73171449 .50475919
3.18767834 .58572846 .90522935
1.37283467 .81055551 .79814560
-0.65882023 .64466010 .41039069
-0.90451654 .99427683 .03473184
-2.22046945 .83620945 .19937288
0.55969645 .29310678 .36832723
0.05816058 .65568492 .04947319



1 -1.15974477 -0.34323673 2
1 0.23619749 -5.49354941 5
1 1.86237621 -5.35085893 4
1 0.75033044 -6.59143828 3
1 0.76307085 2.82706873 2
1 0.04842918 1.59068238 1
1 -0.78412229 3.14881121 1.
1 0.35966295 3.01215774 -4.
1 1.55358893 1.72691316 -3.
1 2.08032469 3.31544905 -4.
1 4.70597166 5.60939251 -1.
1 4.18924820 5.66712661 0.
1 3.45273100 6.75220325 -0.
1 -0.18474870 1.58540755 -2.

Energy = -7200.163153 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 36

Atomic N.

8

aoaocooooooookrPFPFoOYREFFRFOIOOOOOOOODOFFRFRFORFRPRPRPOOYNFRFRERFRFRFOOJORRFEFEO

X

77704163
.30883054
.87750918
.53535341
.00096695
.10679685
.80648839
.54535269
.64147507
.31577223
.23569551
.87623456
.06669133
.15669370
.70927280
.32808248
.58931655
.73563106
.12431196
.66663161
.38397780
.35766831
.58152754
.14909396
. 72335467
.09055461
.09656012
.11896225
.06473465
.40789807
.02893433
.27529409
.71814093
.71476489
.30683038
.88257049
.88204095
. 76280135

OB WONDDNDNNOODOHORPR OOO OO OoORrE OO

Y

.29954958 1.
.62958502 -0.
.57594441 -0.
.74932173 -0.
.16687332 -0.
.45511452 1.
.19457080 1
.18348609 2
.09353815 2
.22041793 2
.45894398 3
.90024071 0
.74189208 0
.92815490 0.
.27965102 -0
.06914245 0
.70835582 -0
.60116674 1
.94980290 -0
.83457862 0
.86234523 0.
.05783988 -1.
17746640 -2.
.13520433 -1.
.23515976 0.
.59521476 1.
.69633919 0.
.16849169 1.
.23892316 0.
.26783571 -0.
.70925995 -0.
.10065478 0.
.97209378 -1.
.83885778 -1.
.81157148 -0.
.89141580 0.
.05955007 1.
.70694492 2.

.78102459
.29735355
.61631578
.99740305
.09377216
.04023117

30001256
18356881
89434966
46720064
16786217
53402986
65765069
62013204

Z
18942277
08203889
03775398
86040252
40820014
96346433

.39472761
.60496209
.46697475
.87942608
.44018308
.55702536
.28804130

18161769

.64204029
.46978850
.38832542
.35505503
.04303722
.73592671

10874123
274772366
03530725
45408115
72865509
04163675
58298857
98284416
11132404
10568235
84844457
18474283
14963927
61813248
80850047
52312720
03264723
23671440

S174



1 1.97860357 5.53752231 0.
6 2.16776227 6.15221496 -1.
1 0.55600429 4.29098421 -3.
6 -0.90738489 2.19187327 -2.
6 0.19774216 -1.89377678 -2.
1 2.05532804 -3.72423283 -2.
6 3.36282460 -5.74552168 -1.
1 2.34439231 -5.62327975 1.
6 0.48028702 -4.17907592 2.
1 1.10739095 4.64960420 2.
1 1.48586517 2.92773502 2.
1 -0.20468599 3.44340005 2.
1 -0.85478374 1.16419058 -1.
1 -0.49157083 2.21036614 -3.
1 -1.97594822 2.44941176 -2.
1 1.67473819 6.53233898 -2.
1 3.16257548 5.78554940 -2.
1 2.32506766 6.99638839 -1.
1 0.92485752 -1.68858787 -2.
1 0.02589797 -0.95886210 -1.
1 -0.74835728 -2.17645675 -2.
1 -0.59110219 -4.41090656 2.
1 0.68548958 -3.25292710 3.
1 1.04276982 -4.98464997 2.
1 4.13776089 -5.95119907 -0.
1 3.85127568 -5.32479248 -2.
1 2.92686025 -6.71436100 -1.
1 -0.83370250 -2.45693685 1.
Energy = -7200.159773 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 37

Atomic N.

8

oo oocooockRkrHFOoORFR RPN R RPRPOOTIORE R REO

X

.16917782
.70097709
.64593375
.29587045
.79197384
.35276626
.95245018
.75040813
.57202178
.68470640
.19818575
.70810453
.09956607
.98352991
.38159614
. 79331568
.72301409
.48589248
.39931457
.34481676
. 64466225
.23906741
.49250304
.82666861

-0.
-0.

-1

-1.
-0.

(@]

NwbhcbdowWDdNDLWDNDNNORFRFEFEFERENRERERO

Y

01284410 -0.
71842345 -1.
.03998649 -1.
63433027 -1.
08626181 -2.
.35041673
.88075246
.95510266
.99940483
.92619540
. 79186259
.67910301
.13187513
.47825092
.18105155
.15425415
.34760459
.11387542
.56588388 -1.
. 74286926 -0.
.56907908 -1.
.26554100 -3.
.08909225 -3.
.23913840 -2.

OO P NRFEFOdWD WNEF

=

72992788
92708485
12264978
35461012
06673384
65023511
34791866
19033995
48458951
68304418
52970158
68826666
96832427
37062365
43730891
83247443
22691668
24173439
86283492
51588453
55538734
60602974
04661728
97206057
59648902
23696780
63932477
71919858

Z
37428513
50480237
41701627
67372771
40748082

.47381758
.87203567
.84618929
.58882298
.34049896
.37546912
.00996549
.99311611
.56817148
.51878650
.89882164
.33183904
.33351471

08400955
85955129
95072949
25346967
45115142
39162593

S175



7 0.15363886 -1.46420882 1.
6 -0.98397150 -0.43123795 3.
1 -1.88156104 -0.54013983 4.
1 -0.10002754 -0.46561765 4.
6 -0.92255574 -1.60170394 2.
1 -0.78175878 -2.51285407 3.
1 -1.91839896 -1.72834753 2.
6 0.46345475 -2.67539867 0.
6 -0.47468164 -3.29598051 0.
6 -0.15316495 -4.50417914 -0
6 1.07954682 -5.13506568 -0
6 2.00137293 -4.513490092 0
6 1.72255430 -3.30911427 1
6 0.84367505 4.13084956 0.
1 1.23484277 5.47112119 -1.
6 0.56212289 5.18437260 -4.
1 -0.81749032 2.82246325 -4,
6 -1.63140148 0.98952152 -2.
6 -1.80566237 -2.65753258 -0.
1 -0.88934342 -4.95492468 -1.
6 1.42055835 -6.41998884 -1.
1 2.97343564 -4.98536609 0.
6 2.78040138 -2.71665178 1.
1 1.73664513 4.76350370 0.
1 1.10674928 3.24907468 1.
1 0.09027050 4.70755571 1.
1 -1.04607760 0.07193364 -2.
1 -1.95832717 0.96901344 -3.
1 -2.53471149 0.92914361 -2.
1 -0.27044008 5.87741732 -4.
1 0.74388300 4.61920498 -5.
1 1.45162685 5.79265983 -4.
1 -2.15690309 -2.96457632 -1.
1 -1.72399730 -1.56059285 -0.
1 -2.58832603 -2.93768304 0.
1 2.34732487 -2.30208792 2.
1 3.31964997 -1.89811648 1.
1 3.52573002 -3.47577647 2.
1 2.05984824 -6.23042050 -2.
1 0.51627348 -6.93185664 -1.
1 1.96958725 -7.11127523 -0.
1 -0.99473160 0.77684618 -0.
Energy -7200.161480 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 38

Atomic N.

8

&
HF R odO R PP o

X

.18593480
.85572570
77416726
.37152700
.17464131
.09343658
.34613829
.19665452
.12853763
.92233386

Y

.27225355 -0.
.48438884 -1.
.64268913 -1.
.37819906 -1.

.38408258 -2.
.38515105 1.
.06654334 2
.71796790 4.
.66520905 4
.17247440 4

57887153
53806772
18320386
19490402
55837862
17075250
08528819
89795519
02919731

.60338142
.42101444
.42826473
.08471591

51023562
77167932
40664896
45970147
66552985
28370689
27486043
13676413
59534473
98249724
42708284
11269568
07191765
49259393
71238988
03825507
60651808
33095596
19546150
27803343
26471635
43955853
90387208
47742712
25540922
01365320
49239239
48144291
37913957

Z
06154404
41854692
58899320
81424439
02425460
67256602

.85462229

15736707

.75515045
.03151189

S176



PFRPRPRPRPRPRPRPRPRPRPRPRRRPRPRPRPRPRPOROROOOR ORI R RPN OR O

=

Energy

.38764231
.48657550
.27373548
.19865099
.57874948
.64916278
.42832602
.31063652
.12344214
.95233000
.54644551
.35273136
.53055259
.09386978
.31901059
.65732538
.66333031
.91782023
.56231795
.64509330
.46462670
.04240505
.87683627
.59712454
.49481571
.31601748
.07341175
.23578878
.20008894
.99338982
.36562853
.98216056
.04043591
.24913394
.80073175
.17557042
.01562032
.19978432
.27368473
.46896478
.55435168
.11407448
.98462312
.29201047
.30239636
.87738366
.23891655
.83080374
.97027299
.47749748
.73607713
.59753385
.54420124
-0.

1.
-0.

09938007
21528769
80576291

D WODNDDNDNDDNDNDNORFE O O

N

-1

1

.22930496
.68118179
.78445503
.07936261
.10131384
.03190673
.55816881
. 73133912
.80062572
.69429089
.75724165
.95939541
.05574440
.98691602
-1.
-1.
-1.
-1.
-2.
-3.
.94057553
-2.
-2.
.95859087
.82316821
.68417325
.72720719
.53255682
.43636731
.12297499
.18495284
.05214416
.05307632
.02952788
.84327045
.34978525
.65526316
.99022377
.47322233
.02474952
.03956250
.42493728
.95424785
.96742142
.84618864
.48686762
.95117041
.05542778
.41076923
.48881146
.82860626
.58271138
.45819046
.10712915
-6.
.01523049

89300623
36270694
51385132
76099706
14813955
21750986

85405629
98357913

76518953

-7200.161486 Hartree
Number of imaginary frequencies

ONORFREDNRE OD

. 71714559
.50117207
.97400387
.51214567
.16847810
.34914986
.76682096
.12410408
.17199233
.53753962
.15599681
.52525562
.20792274
.55682837
.98422690
.01616235
.46205671
. 72927688
.70932503
.98265204
.09747731
.02905548
.17270274
.13889132
.02987725
.90618574
.08655690
.01034384
.39678599
.242277654
.28031094
.34506559
.41205104
.01407689
.10010834
.78968584
.26259340
.26686440
.30375865
.63116852
.42342912
.36823236
.89948440
.33343161
.25959741
.70208971
.48749204
.99857921
.94127684
.20657800
.14663996
.34924191
.81623960
.67173440
.66849949
.20753346

S177



Compound Ilb isomer 39

Atomic N.

8 -0.

-0.
.16157922
.53012078
.20903811
.26283234
.24067770
.32084637
.99793003
.21597903
.56214910
.88744831
.08155648
47376739
.86285228
.13907367
.75624294
.78171629
.90271635
.26232893
.25424431
.96045825
.62281113
.59355103
.84017413
.94482454
.31796792
.57334259
.11074188
.95955819
.42141185
.79963562
.48539821
.40630348
.68859490
.98268663
.03765289
.66663686
.29358344
.04773969
.36096631
.17079180
.22715345
.92754500
.72347735
.14908675
.23348804
.75983386
.32253942
.24112219
.46450784
.05058241
.87816391
. 72154509

[
PR NORFRORFR ORF O

rFERErARRPRAEPRPOFFOOFFOOOORFRFOODFOODODOODODOODOOODF, RO RFPFOJIOLOLDOOOOOOOVPEP PO, PO, PRI O R B O
|
(@]

X
56678880
52306296

Y

.99200070
.32400786
.43238546
.61314761
.06014238
.22456863
.97807347
.93450731
.97169923
. 71279588
.82836374
.63330336
.06636425
.07425633
.32035578
.76593133
.59914008
.66935885
.08046174
.12233660
.44967601
.06269834
.09375558
.54631896
.09773005
.31749194
.30382392
.43399077
.32769110
.85800288
.07451445
.31967869
.55050778
.95788226
.18503692
.01152752
.45168999
. 79522726
.40172014
.69335036
.57885166
.67771548
.43201072
.90808142
.62321122
.61628320
.69299908
.87582620
.24029152
.80622695
.70481466
.59497297
.16322021
.83446625

-0.
-1.
-1.
.40374695
-0.
.17642961
.11418849
.46476797
.27116120
.12521979
.52949294
.68752472
.34234253
.57249253
.53865351
.21618616
.23947811
.28593827
.51331339
.09911618
.90324628
.12702227
.52873848
.75056541
. 74651949
.96065872
. 62229797
.98673746
.98588478
.43998654
.04151015
.70533183
.54565435
.51659669
.64879667
.80517772
.86959860
-0.
.56701445
-4.
-5.
.23769660
.34867127
.37394053
.65687769
.70052542
.16802167
. 74495719
.07789205
.73281887
.39716372
.83011252
.88772653
.00263122

-1

|
S WD NORFPR O OO

w

-2

Z
56161438
06085024
92300801

29430045

80909398

96356296
47326598

S178



1 6.33179048 -2.68199817 -4.
1 6.95755008 -1.07618237 -4.
1 -3.93881500 -3.26690771 1
1 -2.21316219 -2.86170978 1
1 -3.31726775 -1.87891358 0
1 -2.54204526 2.56393704 3
1 -1.16714483 1.51631797 3
1 -2.34028277 1.97372768 5
1 -5.53814163 -1.17258607 6
1 -5.73114580 -2.71558008 5
1 -6.73698630 -1.32358388 5
1 -1.58871667 -0.63900401 1

Energy -7200.166797 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 40

Atomic N. X Y
8 0.80049264 0.76745171 1
6 1.37106324 -0.52893646 1
1 2.44597507 -0.47752988 2.
1 1.28401400 -1.07781773 0
1 0.86830830 -1.12370640 2

50 0.27514248 1.97559228 0.

7 -1.20144388 1.96867287 -2.
6 -1.16770913 3.36012936 -2.
1 -1.60902671 3.47095289 -3.
1 -0.13280251 3.72225646 -2.
1 -1.72087978 3.99627953 -1.
7 1.46282796 1.01166306 -1.
6 -0.33792974 1.10345240 -2.
1 -0.51747977 1.28563476 -4.
1 -0.59739954 0.05805901 -2.
6 1.14527568 1.29736800 =-2.
1 1.71366919 0.62951702 -3.
1 1.45580112 2.32245717 -2.
6 2.73523640 0.40633722 -1.
6 3.78505086 1.09213892 -0.
6 5.02723786 0.46573271 -0.
6 5.28317053 -0.82847771 -0.
6 4.24096190 -1.49999589 -1.
6 2.98385739 -0.91651141 -1.
7 -2.38669969 0.55231887 0.
6 -2.59135178 1.48932000 -2.
1 -2.99160294 1.26422998 -3.
1 -3.20063070 2.31727914 -1.
6 -2.79565426 0.26425261 -1.
1 -3.86353040 -0.01818833 -1.
1 -2.22229886 -0.58907104 -1.
6 -2.83604996 -0.32566127 1.
6 -2.48339128 -1.69250769 1
6 -2.93936402 -2.49781246 2
6 -3.70995315 -1.99569294 3
6 -4.01059573 -0.62851132 3
6 -3.59169275 0.21193519 2.
6 3.60948925 2.49203433 0
1 5.82398761 1.01698096 0
6 6.62021934 -1.49187874 -0

56921259
97123078

.32514745
.36865583
.40171404
.56853864
.96048795
.22380595
.64145729
. 77642931
.34524204
.07466701

Z

.85026980
.89631792

14711102

.94262293
.67947630

28919006
13344289
59821708
60897088
63178370
89429138
23400364
95510875
03619150
73993299
63466159
30100163
92717929
03048212
36544719
19449031
65497734
30261494
49416410
21848006
05954723
07036481
66134711
17098678
22859341
55323652
25265429

.26696233
.31943120
.37122975
.35824332

32342481

.17053138
.31206138
.42756745

S179



1 4.40246768 -2.52199437 -1.
6 1.89650105 -1.73576184 -2.
6 -1.58146314 -2.29932724 0.
1 -2.65305629 -3.55248977 2
6 -4.20378297 -2.89222331 4
1 -4.58853204 -0.19842625 4.
6 -3.93021190 1.68389761 2
1 4.58541851 2.97349514 0
1 3.09814718 2.48867900 1.
1 3.01448753 3.11927257 -0.
1 0.92398558 -1.52659016 -1.
1 2.11211433 -2.80811228 -2.
1 1.78809173 -1.52147228 -3.
1 6.88721489 -2.15577107 -1.
1 6.60881014 -2.10642658 0.
1 7.42064749 -0.74853632 -0.
1 -1.09631291 -3.20143984 0.
1 -0.79363591 -1.59345553 -0.
1 -2.12929739 -2.59540629 -0.
1 -4.51297304 2.01138074 1.
1 -3.02641343 2.31328809 2
1 -4.53176133 1.90726403 3
1 -4.18216672 -2.37773155 5.
1 -3.59261647 -3.80102668 4
1 -5.24390653 -3.20931775 4
1 -2.69605034 1.49848479 0
Energy -7200.159767 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 41

Atomic N.

8

o ~JooovooocoocoooRr PO RO, RPRERPOOIJTORRRO

NN oY O b WHE -

X

.068222009
.11621213
.98767981
.19390806
.79161049
.21947942
.82373307
.36778200
.68494371
.72265323
.80067867
.99444151
.28760645
.77450921
.58397291
.22422691
.42818417
.52124182
.40816706
.19657156
.58196265
.22199657
.42980925
.04044724
.36642852
.32301274

ORFrRPrPOMNORFRPRORPRREPOWNDWDNRE

-0.

Y

.37137420 -0.
.71995928 -0.
.92364760 0.
.38544980 -0.
.01662605 0.
.11617720 0.
.58847915 -0.
.97010470 -0.
.65677087 -1.
.99222420 -0.
.30932928 0.
.52261025 -1.
.08488095 -2.
.64575075 -3.
.02936340 -2.
.20871735 -2.
. 79526961 -3.
.26660440 -2.
.48345101 -1.
.62876932 -1.
.56628742 -1.
.39768970 -1.
73596385 -2.
.71516312 -1.
.04731088 0.
.54359911 -0.

65661602
14417025
22150415

.32396054
.48060617

17989591

.37462762
.31990445

14744480
50916518
67659473
04883058
21993005
26156989
48684727
31100012
61569466
07525783
68735942
49741107

.42693713
.26412792

45136573

.56117106
.30389700
.44569667

Z
50267013
05755899
59579903
93358337
50161226
97961099
90482660
63544448
43996753
54588307
31337419
36172138
20684333
02588978
28355389
40599137
41513477
44796504
56109197
30436893
50128522
92573351
14019575
97238811
88724218
92863418

S180



1 -2.67829594 1.79640789 -1.
1 -2.68399676 2.31130791 -0.
6 -2.86415468 0.19206406 -0.
1 -3.96443686 0.25723280 -0.
1 -2.58133435 -0.59336499 -1.
6 -3.24477117 -0.55756541 1.
6 -4.07636384 -1.68735070 1
6 -4.95363410 -2.13054728 2.
6 -5.03312328 -1.52072943 3
6 -4.19327497 -0.42656109 4
6 -3.31242041 0.06466393 3.
6 3.58398396 2.89375804 -0.
1 6.17990763 2.45670882 -1.
6 7.71349821 0.36275297 =-2.
1 5.90462692 -1.66833874 -2.
6 3.24216203 -1.97447533 -2.
6 -3.98908894 -2.47940261 0.
1 -5.57798926 -3.00401193 2
6 -5.95756256 -2.04371425 4
1 -4.23504733 0.07802536 5.
6 -2.46657051 1.26902986 3
1 4.35597590 3.53755474 -0
1 2.84240633 2.65441260 0.
1 3.07295810 3.48653997 -1.
1 2.83285242 -2.38407234 -1.
1 3.87547406 -2.74905645 -2.
1 2.38666771 -1.80297264 -2.
1 7.95660543 0.55703015 -3.
1 8.13684738 -0.61842539 -1.
1 8.22899155 1.12535292 -1.
1 -4.39802849 -3.48747274 0.
1 -2.94713717 -2.57413282 0.
1 -4.55004194 -2.01945097 -0
1 -2.45180000 1.98672064 2
1 -1.41617456 0.99891518 3
1 -2.847356084 1.77543810 4.
1 -5.42831969 -2.71942442 5
1 -6.79449426 -2.060843944 4
1 -6.37402235 -1.22542948 5
1 1.59451578 -0.41956136 -1
Energy -7200.170791 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 42

Atomic N.

8

dRP PR ONJOR R PO

O WNENERE O D O W

X

.24053288
.63942143
.09980127
.90477702
.11691436
.90346488
.22163923
.21602312
.87089238
.39131053
17157677
.22084756

P NWWNEPEONDODNDREDN

Y

.04970090 -0.
.81712382 -0.
.20438428 -1.
. 74326552 -0.
.33637983 0.
.51214090 -0.
.71048197 1.
.90197361
.69131695
.96543245
.20844706
.99960034

.79140309 1
.48208436 2
.32966411 0
.34695558 2
.68214561 -0

94374075
23183546
46242403
47018078
18904659
86720042

.62645390

62527069

.88000685
.11577369

14648139
75830887
29068991
15689403
45627535
21387820
34272816

41705775
.95328171

08502755

.47608585
.31758232

01771221
53445237
27741908
66442403
88398512
21373829
90148956
55750443
49103726
00634908

.48583141
.64236789
.67457541

37305593

.64436515
.52051288
.55786087
.23041126

Z
82357362
80172297
72695655
72415828
05184807
42155513
69406849

S181



6 .10243729 2.28472087 .32377818
1 .37062425 3.09257470 .03161783
1 .84449690 1.48118844 .39551720
6 .10351533 2.79493953 11752615
1 .11983518 3.17016572 .33441370
1 .57130933 3.66971039 .20174969
6 .21080055 1.72195736 .35118251
6 .05918417 2.81791735 .21496673
6 .42810660 2.79613297 .52856772
6 .15223633 1.71579902 .04239083
6 .37290685 0.62416341 .19570912
6 .92488912 0.60783350 .86986847
7 .21387163 -1.19020628 .00424751
6 1.17372368 0.90704568 2.95103304
1 1.02487292 1.59445649 3.80605803
1 2.17475966 0.46268088 3.07257470
6 0.11436930 -0.18636578 3.06894759
1 0.25134793 -0.63194310 4.07494017
1 -0.88974213 0.25733710 3.06950485
6 -0.50059715 -2.41126528 2.15898246
6 -1.91375471 -2.43253496 2.19043697
6 -2.57182514 -3.66271640 2.32092278
6 -1.88469809 -4.87783597 2.39409698
6 -0.48744151 -4.83749808 2.31668960
6 0.21481518 -3.63375016 2.20581051
6 0.93151863 3.97042067 -2.77882220
1 -0.20469272 3.64589537 -5.17989494
6 -1.68931472 1.73464476 -6.45347708
1 -1.92665501 -0.24049320 -4.57146476
6 -1.21546598 -0.59299724 -2.00463353
6 -2.73280296 -1.17665003 2.02080492
1 -3.66468860 -3.66612738 2.33724429
6 -2.62035213 -6.18563653 2.55886750
1 0.07811729 -5.77210091 2.34832499
6 1.72364730 -3.65208863 2.12185895
1 1.30874440 4.51163413 -3.65670155
1 1.79006337 3.60993494 -2.19188182
1 0.38720885 4.69985707 -2.15760851
1 -0.31910959 -1.21505591 -1.84322763
1 -1.97693077 -1.23255815 -2.47015896
1 -1.55662880 -0.28795122 -1.00625721
1 -2.69536355 2.18272992 -6.49208751
1 -1.76878052 0.71977282 -6.86691195
1 -1.04523902 2.32626999 -7.11900532
1 -3.74103334 -1.42433072 1.66476112
1 -2.26704137 -0.50095027 1.28899171
1 -2.85118919 -0.61852564 2.96353107
1 2.19199420 -3.06284135 2.92711625
1 2.09275260 -3.24721122 1.16493817
1 2.09982522 -4.67908811 2.20558094
1 -2.11182257 -7.00243139 2.02836863
1 -3.64801502 -6.11696063 2.17732264
1 -2.68355194 -6.47635861 3.61965914
1 1.19725782 -1.39103987 1.82045944

Energy = -7200.165743 Hartree
Number of imaginary frequencies = 0.



Compound Ilb isomer 43

Atomic N.
8

kAR FRPOFRFOFFOOOOFRFOFF OO ODODODOOOOOFR, PO PO IOODODOOOOO0OYTFP,E PO, PO, P PO O PO
|
o

O O OO U b DN

X

.95160923
.227739978
.37431162
.38711900
.02499697
.56942313
.05364223
.63158077
.06044089
.62791519
.66950555
.08633762
.36071382
.93939147
.75631523
.60755330
.70087392
.14739830
.28539084
.51432929
.71417986
.63614901
.36360584
.21159381
.48013084
.13592059
.54115443
.17429864
.18095675
.14845344
.28037841
.63922084
.06666222
.10216633
.95423577
.65100480
.51916739
.55446983
.10636662
.84886461
.07817945
.02236694
.00331178
.45518271
.14631234
.33844592
.34859064
.30794921
.05679364
.14795162
.39248055
.75360546
.57873392
.67838395
.09890385
.95326271

NP OOORFRPNNREWNNMNONRERPRPRPWWWWRERFORRERLNERE

-1

2

Y

.14630850
.53359638
.62609342
.27724867
.03558967
.26640962
.92913482
.28883123
.98176599
.67073451
.22672207
.23937036
.92032758
.62470994
.91292218
.27477680
.41721892
.23764858
.44953969
.41133609
.58160064
.81695844
.84531327
.65220388
.79831474
.42091249
.00813549
.58841194
.07048134
.39297851
.23901770
.20095892
.09896126
.47990246
.01673737
.12324425
.73391012
.21282862
.32183008
.03908182
.22038251
.41369003
.57955724
.15609358
.50897763
.51725780
.83171929
.55950504
.60436727
.10944010
.23896708
-0.
-0.
. 74122688
1.
2.

85360318
01492830

10164401
46303140

PR RPRPONRPR PR ORORRE R

WNEFEEFEPDNDWSWWWN

Z

.81612614
.33077758
.42962092
.26366943
.91005201
.50536548
.57095640
.52248379
.16627530
.49536530
.87043859
.25179030
.11729949
. 74585697
.31186419
.34756660
.46402607
.60339849
.65034425
.34082514
.71661925
.43863789
. 74157301
.36435838
.00091199
.97543892
.62449915
.29178725
.07344434
.078543009
.05948631
17212723
.33109473
.48507052
.45680984
.27674143
.15172994
.64070207
.24303395
.91654811
.28301953
.66379612
.26694043
.83098812
.58598478
.03053288
.03303513
.35957296
.87455434
.14434279
.29279029
.35311517
.80114646
.09680993
.43187818
.39033024

S183



1 -1.61684889 -3.39402834 -0.
1 -0.44913099 -2.12565284 -0.
1 -1.66976262 -1.80267904 0.
1 1.80708555 -1.53998684 4
1 2.62638755 -0.90684528 3
1 3.26393673 -2.34637456 4
1 1.94033221 -6.86729133 1
1 0.22891439 -7.05537347 2
1 1.43542404 -6.78936609 3
1 -1.48676752 0.33973974 -0

Energy -7200.168585 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 44

Atomic N.

8

ok OCOOOOOOOoOToOToOY ook PO JdJooooooooFr kTR, RO, RPRPRPRPOIO R RFERFEO

O ook PrRPOWMNWNDNRFRPRORENRE RO

X

.96126614
.61539007
.45047893
.70925986
.25054567
.09319183
.79508621
.89027494
.61609676
.47070043
.40415291
.89471904
.02191289
.72569240
.47960518
.00086534
.55893485
.52680992
.23360972
.56009007
.90577852
.95341894
.61728552
.28832346
.43783605
.32079721
.45606888
.95869860
.10724730
.52410630
.05848071
.39232118
.50027363
.50201358
.37244478
.30021646
.29923229
.48711841
.13810821
.39484013
.41471371
.99611321

ORFRPPFPREPNWONMNRPEPEWWNREFEFWNMNREFEFONNREREREPROOORKR OO

|
[oNe]

Y

.69936116 -3.
.08979333 -4.
.17821929 -4.
.08114350 -4.
.18245867 -5.
.17692388 -1.
.04319740 -0.
.51717018 -1.
.11422584 -0.
.11616821 -2.
.66527755 -1.
.61235949 -1.
.21002088 0.
.00905464 0.
.86542881 1.
.71613065 -0.
.54359183 -0.
.15198302 -1.
.88983713 -1.
.77676870 -2.
.02127099 -2.
.40026626 -2.
.49864725 -1.
.23726768 -0.
.88586585 1.
.24075000 0.
.07007731 1
.88763522 1
.01816026 0
.58519492 -0
.75104010 -0.
.44383816 2
.39012605 1
.94216080 2
.62104440 3
.72602487 4
.12975606 3.
.40465569 -3.
.70188646 -3.
.70458132 -2.
.99048265 -0.
.26976992 0.

14116033
57076142
66889608

.94800810
.50656311
.35464227
.91129358
.32629737
.60793981
.98225667

Z
41907134
40012015
27146662
38407264
40538688
75520238
36166412
23749123
65686029
05243573
69581528
16795014
16713762
46553000
05812873
84963086
37937038
72225703
54820001
60868397
91256193
22490049
20913512
85587408
50869760
77462943

.37926118
.40965768
.37003175
.36956846

11096401

.29572704
. 73759371
.55067990
.90556554
.45082002

67448268
46540997
73649603
55622676
66029504
26458523

S184



6 1.63860935 -3.86750985 0.
1 -0.17978049 -4.67284613 2.
6 -0.73185426 -4.21211028 4.
1 1.24222754 -2.47484762 5.
6 3.27347222 -1.17208667 4.
1 -1.91459336 3.75054516 -4.
1 -0.68316998 2.68457624 -3.
1 -1.02234731 4.27865504 -2.
1 -2.58535444 -0.68331743 -0.
1 -3.91273996 0.03627865 0.
1 -2.24740324 0.67772366 0.
1 -6.76647861 3.56159364 -1.
1 -7.04766299 1.84978827 -2.
1 -6.51630857 2.95946470 -3.
1 1.19632079 -4.86617924 0.
1 2.69603757 -3.91838821 0.
1 1.12276849 -3.20759784 -0
1 3.26014982 -0.17845091 3
1 4.31297866 -1.53883697 4
1 3.02779162 -1.03225771 5.
1 -0.41683513 -4.33834842 5
1 -1.04745696 -5.19163139 4
1 -1.62062313 -3.56117273 4
1 4.12423971 -1.42620977 2
Energy -7200.168585 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 45

Atomic N.

[e0)

PFRFOSTJdJOOOOOO0O R, HFORFRFRFOYNFEF R EPEPOODJORFRERFEREFE O

P OO R ENDNDREO

X

.89024562
.69983115
.55650169
.11616958
.10203965
.41323045
.01707034
.87491242
.36160455
.24217813
.74410517
.02379009
.13313075
. 64322157
.85635521
.66906122
.57007429
.04222559
.03535791
.92234632
.93701342
.09448479
.78203971
.82717277
.09911329
.48675759
.28562281
.36067227

0.
-0.
-1.
-0.
-1.
.48968630 0.
.33443842 2
.89730318 3
.01442959 4
.88019097 3
.23899415 4
.08012684 0.

2
3
2
1
1

o

SO wwwnNhNhORFRERENOR R OO

.25086776
.56642201
. 70517615
.47616291
.07764165
.12024149 2.
.11534493 -0.
.21307862 -0.
.20928313 -1.
.16169406 -2.
.07426914 -2.
.05701663 -1.

Y
07893558 -1.
79391456 -2.
21628943 -1.
25670255 -3.
64272087 -2.

.13078926 1.
.00055521 3
.91650384 4.
.50912744 3

31348430
10816137
74805022
51289510
32032189
41586232
68106846
98145678
10763793
82227128
95807938
97165843
33208254
61827249
20321890
01674928

.40425972
.84377769
.27682736

38024941

.79294212
.36395167
.75149019
.10441137

Z
37599022
14834812
58331029
01908240
52419395
57672875

.93648797
.96036640
.93479411
.64185665
.08973837

60290563

.63114153
.56517825
.00970780
.84625408
.62535482

50068136
38488132
25936800
24794529
36010383
46838396
50998952
24126963

.35169691

11656349

.83973592

S185



6 -0.98716257 -1.87932071 2.
1 -1.36795782 -2.82066820 2.
1 -1.83124495 -1.40449069 1.
6 -0.07990157 -3.18333978 0.
6 -1.10148425 -3.12728898 -0.
6 -1.21236159 -4.17869232 -1.
6 -0.33635394 -5.26793715 -1.
6 0.69307957 -5.28004401 -0.
6 0.83505266 -4.26418536 0.
6 1.86627715 4.34462770 0.
1 1.63656576 6.04308808 -1.
6 0.12489177 6.24049633 -3.
1 -1.45393165 4.01310190 -3.
6 -1.78248896 1.90596733 -1.
6 -2.02780061 -1.94341228 -0.
1 -2.00013527 -4.12205894 -2.
6 -0.49699759 -6.39475327 -2.
1 1.40868586 -6.10585793 -0.
6 1.97260805 -4.32659986 1.
1 2.73892171 4.95349893 0.
1 2.22413209 3.36297335 1.
1 1.38250630 4.83381340 1.
1 -1.21742668 0.98253786 -1.
1 -2.46454777 2.09446576 -2.
1 -2.38002653 1.73542274 -0.
1 -0.85295275 6.73720706 -3.
1 0.36919805 5.82489445 -4,
1 0.87204362 7.00945390 -3.
1 -2.46212334 -1.90416567 -1.
1 -1.48293924 -1.00427762 -0.
1 -2.86708965 -1.99228397 -0.
1 1.61704846 -4.32442244 2.
1 2.67077825 -3.48043170 1.
1 2.55463546 -5.24535297 1.
1 0.47686437 -6.79168353 -2.
1 -1.04151125 -6.06452515 -3.
1 -1.06236946 -7.23257968 -2.
1 0.95223386 -2.31787695 1.
Energy -7200.163159 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 46

Atomic N.

8

PO dRr PR OJdO R R RO

O O OO D WWDN

[
N PP

X

. 77510307
.98798463
.98579362
.18332724
.84410679
.52456552
.20068103
.18839100
.47194089
.13466573
.22467959
.23186327
.60058486
.27031903

O ORrRPrFHFPFNNKFEFPODODORRE OO

.10510208 2
.83996496 2
.65678904 3
.30162025 1
.18075186 2
.06427094 0
.56375358 2
.72469790 3.
.81800023 4
.64903617 2
.57469848 3
.63046290 -0
.68091655 1
. 78537878 2

Y

20852358
64724527
69361338
28962595
68376638
60360715
61254397
66433578
28554913
91202150
14285476
41645027
32885774
68642636
80416462
35882918
60397579
65933859
27942087
64069690
25611915
77292327
87970049
52636925
77913727
50983717
40577759
17961834
81122467
63607677
09193562
32311660
16639138
13722860
92234316
49867412
16582073
77032543

Z

.36941013
.32270476
.06948913
.33345579
.55112966
.68525933
.40853448

23667460

.11763119
.65060088
.56196195
.33551479
.92605176
.80165900

S186



=
|

Enerqgy =

PR R R R RPRPRPRPRRRRRRPRPRPRRRROROROOROR ORI o
I
N

.85415888
.89439075
.99685074
.57467378
.45840784
.83212744
.05393868
.85695195
.43924692
.26182326
.58444065
.05097315
.80067119
.95557915
.16558903
.20578188
.23270252
.92467756
.34908485
.69914143
.60613857
.18099568
.86671434
.11102050
.55781095
.09741921
.05743776
.91314864
.63632687
.24422124
.94072374
.91810826
.57547602
.80703548
.69586779
.41994646
.17237068
.57408521
.52079570
.04372435
.16175724
.29452882
.13138779
.13890627
.40487888
.72902845
.55097901
.00451196
.90391339
.22667612
.94306773
.49938096

Wb dwWwDNDNDRE PO

.27039115
.82825941
.88919466
. 78958731
.62861943
.89068809
.84349442
.58299801
.31394967
.33738858
.79811625
.68103490
.68544947
.63091902
.94795458
. 77730639
.18952179
.99041906
.25575173
.41806646
.34775371
.06910938
.91406361
.21051930
.81358043
.63622824
.07556262
.98322299
.29049971
.60447771
.61547958
.76327762
.64953855
.00713919
.32265586
.56239590
.18086187
.97862425
.70499007
.17041851
.19329223
.38548716
.74200584
.36725114
.99180639
.57211296
.15387932
.03153826
.46175649
.41969396
.98156383
.71613694

-7200.168598 Hartree
Number of imaginary frequencies

Compound Ilb isomer 47

Atomic N.

X

.43619881
.96181366
.86143337
.38366547
.33149498
.227788484
.23047113
.34522795
.44573318
.46010252
.14028693
.22438589
.03830661
.66103868
.37823139
.00830615
.17788828
.44412104
.82467818
.52183905
.00098387
.24332159
.97140760
.09517804
.14524850
.39960269
.31485084
.62249645
.43850199
.49847372
. 74995922
.65669726
.27761808
.38773748
.18592210
.80476590
. 77393590
.49800329
.74724923
.21875697
.40304781
.40625523
.30877273
77771551
. 71086639
.43674055
.29284368
.13994600
.83732188
.51027532
.48869548
.70262653

S187



PR PR R RERPRERRROOROOR RO RPOARREOOJOONOOR RO RFROTdJRER,REOJOR RO ®

NEFEFRPRPRPRPORERE BN WW

.34013514
.70777430
.89783917
.00987586
.57501708
.57660988
.62700364
. 62026229
.27281661
.80799454
.56094265
.04252739
.67667485
.19484580
.29303918
.63399155
.68864380
.13819770
.13746342
.42786248
.24387422
.45757834
.97099835
.83016496
.31930547
.42038411
.11590428
.41900675
.33168089
.32160941
.40003612
.25036069
.55004897
.05317182
.31166954
.01827081
.51984082
.28208328
.69158722
.66165401
.50474495
.40227445
.38883278
.05241323
.88484468
.59296934
.91422085
.93097521
.91824397
.68441567
.61860514
.93844114
.11324103
.63244707
.64899892
.11787660
.13733537
.75587108

.30305817
.58884982
.39625290
.64966938
.02772652
.42858188
.88009396
.90742308
.91983594
.86234739
.68187368
.27455498
.08239055
.94544359
.19438067
.34240592
.46801182
.30184586
.24750606
.25100881
.18077172
.13662041
.12936209
.16712458
.55210884
.89110413
.81297662
.91597014
.66195048
.71881128
. 73357595
.79630913
.20746411
.44612046
.32000058
.92516160
.69270812
.35192731
.95902546
.09881952
.71166647
.94955272
.37764324
. 74376519
.63656614
.59379249
.32954948
.77991235
.96361248
.17943526
.50881217
.66944929
.57743619
.53778367
.06843856
.66776144
.00331548
.91065242

O 0000 JIDNWhNWwWDN

.52450838
.86056380
.58796801
.96341726
.15778213
.74838701
.98248320
.60948744
.88319724
.46866994
.12477592
.95939213
.29356235
.75494074
.49648613
.21209499
.52928291
.41391934
.37243199
.19129438
.57845254
.18862705
.36274197
.97201471
.49292067
.46113517
.75611128
.91574243
.96699840
.07399462
.67812113
.88610284
.48224994
.90379467
.70246136
.06242612
.67601888
.61365704
.20174484
.68390327
.81231535
.12962160
.54314131
.57390251
.16812306
.67439870
.12273494
.38852777
.80485547
.19878518
.59226672
.76016744
.37456403
.96430241
.06520321
.20835088
.03970484
. 77328632

S188



1 -2.93180007 0.56872082 =-2.
1 1.92623926 1.36098646 -4.
1 2.61363954 2.23892341 -3.
1 2.31081726 3.09482719 -4.
1 -1.12227466 6.42797778 -4.
1 -2.71350483 5.96187498 -3.
1 -2.27668916 5.55891152 -5.
1 -0.21381755 -0.36866863 1.

Energy -7200.162832 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 48

Atomic N.

8

PFooFORFOCSCODOLODOOOOOO0OOHFRFRFORFRF PO JdJOODOOODOOOOORHRFRRFORFRFPFPFOODYIFRFRPREOOJIORFR P EFEO

X

.63448837
.57733289
.07933963
.30444559
.15421915
.27374894
.06132875
.17457674
.22907038
77215991
.57624128
.09296433
.89686214
.93262207
.90516401
.29992609
.90741741
.42588090
.56109915
.46498383
.92863482
.52564594
.64172193
.15803757
.56559178
.43941076
.36191424
.63812526
.69975949
.95314676
.59743861
.51933775
.50709420
.40491611
.34633717
.64365396
.57601210
.93832587
.62075527
.00883099
.33259565
. 74129016
.62979298
.17148257

O NORFODNWNWDNDDNDDNDO

Y

.76231230 -0.
.31839612 -1.
.96826937 -1.
.94156735 -0.
.55590481 -1.
.72105934 -0.
.19729282 -1.
.66886723 -1.
.95395089 -1.
.17154286 -0.
.99527960 -2.
.69951618 1.
.71104240 0.
.08908334 -0.
.61559654 -0.
.11526742 1.
.62970652 2
.20696706 1
.22275008 2
.99205575 3.
.48743665 4
.24391611 5
.51219428 4
.05198259 3.
.71624694 -2.
.59412125 -2.
.08671048 -2.
.86224100 -3.
.08981611 -2.
.12471027 -3.
.15466227 -1.
.09118525 -2.
.99891768 -1.
.34815704 -2.
.83996771 -3.
.93212837 -3.
.57357699 -3.
.34866715 3.
.09620074 5.
.26097107 6
.50106322 4
.94214671 2.
.57038915 -1
.04072710 -1

05769184
64089261
27769986
80284484
17225247
52470990
19487179
56470491

Z
31948749
21990929
96523653
67012758
78235870
30579944
11845386
26157390
42411139
37784317
12066700
45240175
01187260
09148455
03895195
36121147

.14398966
.52178961
.70779573

48330431

.70686632
.20119935
.42180497

19236477
02645312
43201113
79413745
13930561
49160869
54900430
90736102
38819619
94198231
30686240
07541553
47016125
14778766
02050047
29500347

.53973265
.77168658

37160571

.02891077
.95002922

S189



PR R R R R R R R R R RR R R R R R0

=

Energy

PN R RO

.27497860
.49571010
.67536920
.24282809
.80651682
.16631055
.44214146
.70246013
.79537923
.27925167
.15498935
.95876128
.03310799
.27737567
.46852548
.29020312
.21126786
.41691406
.76094279
-0.
-0.

0.

86093769
67444821
31034112

| B
O W wWwwr & O

Ao OO NP ONREFE WORFE OO

.29408090
.28925532
.64099504
.96254727
.27108484
.87672002
.92753663
.97650804
.62180630
.04007504
.35028459
.20996494
.43691559
.83886592
.11082287
.81569555
.18425368
.18438431
.66076020
.92386925
.45057487
0.

26014382

-7200.163012 Hartree
Number of imaginary frequencies

Compound Ilb isomer 49

Atomic N.

8

FokHFRrFRFEFOJOODODOOOOO R, RFORFRFREFEFOODYIFL,ERERE PO R RERFEO

NFRFRRPRORSDdWWW

X

.50051837
.94574498
.21056148
.17056280
.87873005
.69589834
.66635025
.60469270
.32014166
.56276440
.62182101
.03883576
.67548132
.87951203
.42423595
.87423354
.80681927
.90587129
.46127148
.45334347
.91091265
.40247444
.38931541
.08663565
.64509524
.56337408
.01775497
.58727241
.05248940
.03722402

Y

.25045051
.37691841
.87561124
.61727156
.96699663
.76081842
.23426748
.38563074
.13092542
.86378453
.02071307
.32722936
.63533862
.67148118
.98540487
.50994806
.44258545
.81861355
.80041010
.80736901
.27781395
.80413495
.83917262
.32575826
.58618174
.728778676
.44292797
.69988514
.66534702
.98690407

-3.
-4.
-3.
3.
.34750360
.44861726
.31326240
73717645
.41092897
.33522903
.52853368
6.
-0.
-0.
-1.
-4.
-2.
-4.
-3.
-2.
-4
-2.

NI DN

-1.
-2
-3.
-3.
-2.
-0.
-1.
-1.
-2
-0.
-1.

1

O oTw NN OO

47242841
05389913
60032474
87913213

82632221
48925825
28757791
57593525
22123013
75184721
19875964
47211410
78960785

.48721839

28440263

Z
25114810

.58942824

24676556
02293818
62235746
40185726
48064531
44752755

.21051624

46322410
63592517

.37113526
-0.
-1.
-1
0.
.83662626
. 76380608
.62000274
.64655602
.88402671
.09779700
.04680231
3.
-2
-2.
-3.
-3.
-2.
-4.

96142159
28591842

.43627027

55139876

83572750

.07987910

88347461
49627963
27899108
96923978
02614357

S190



1 -1.14239558 0.60486162 =-2.
6 0.16627119 2.92812348 -2.
6 -1.135504064 3.26182136 -1.
6 -1.54545911 4.60268087 -1.
6 -0.70681652 5.64491404 -1.
6 0.58366068 5.30916401 -2.
6 1.03122513 3.98479472 -2.
6 -1.97721189 -4.42789953 1.
1 -2.67356730 -5.06073758 3.
6 -1.93403450 -4.30722447 6.
1 0.04105195 -2.464942¢68 5.
6 1.18400585 -1.28690061 3.
6 -2.08603930 2.21692123 -1.
1 -2.55029089 4.83630573 -1.
6 -1.15683888 7.08463984 -1.
1 1.26488648 6.10330021 -2.
6 2.42845740 3.69741478 -2.
1 -2.38725457 -5.42605782 1.
1 -1.17510996 -4.52048490 0
1 -2.78368174 -3.83594453 0
1 2.11723050 -1.66537077 3
1 1.42289171 -0.98281415 4.
1 0.90421810 -0.38033798 3
1 -2.72015727 -3.64203632 6
1 -1.14215781 -4.35558825 7
1 -2.37393238 -5.30858474 6.
1 -2.78996745 2.66462793 -0.
1 -1.53731793 1.41405961 -0.
1 -2.68516688 1.74885862 -1.
1 2.41994693 2.97065090 -3.
1 3.06523982 3.26678329 -2.
1 2.90954344 4.61947128 -3.
1 -0.75688741 7.58798140 -0.
1 -2.25157904 7.16061585 -1.
1 -0.80590195 7.65282565 -2.
1 0.89613584 -1.79566755 1.
Energy -7200.163607 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 50

Atomic N.

8

OFRPRPOAdRr PR O JdJOR FEE O

PR O O DWW

X

.55715547
.18330807
.56262635
.43079201
.13240060
.71973915
.69244131
.51246635
.16375200
.46985684
.55398025
.46686584
.73902906
.20241295
.23730251
.03650134

-0.
-0.
0.
-1.
0.
0.
-1.

-2

-3.
-3.

-2

-1.
-1.

-2

-0.
-2.

Y

30834584 -0.
29926274 -2.
16031126 -2.
33050218 -2.
26435224 -2.
41247400 -0.
63437028 -1.
.83363215 -1.
69776274 -1.
07927434 0.
.60248898 -1.
71430690 1.
84345464 -0.
.49533235 -1.
86539693 -1.
47388627 0.

77348752
03162548
57040932
55156741
95247553
37838894
42565608
37412519
89382051
41824759
97904180
83813557
04030008
18893086
89039724
69556235
91603126
57535893

.62768062
.91211852
.38859072

86470569

.27895691
.80968382
.17836160

31701663
32648832
52661410
83804142
73983897
12831672
26791710
99583782
84985758
76358509
53155767

Z
88604795
15472854
94578019
47488533
10768304
29297868
31238606
04707258
64063523
01947120
29814142
51828084
96236564
72822187
03191443
39794178

S191



1 -2.14045961 -2.54827045 0.
1 -0.65877332 -3.50520342 0.
6 -0.93912183 -2.02302794 2.
6 -0.61978007 -3.25739034 3.
6 -1.08746486 -3.51798376 4.
6 -1.83842326 -2.58842615 5.
6 -2.10555972 -1.35455687 4.
6 -1.67715832 -1.05701592 3.
7 0.87770225 1.11493428 -2.
6 0.80671444 -1.25344450 -2.
1 0.28579661 -2.00208955 -3.
1 1.87552942 -1.28443645 -2.
6 0.26369205 0.14381488 -3.
1 0.50638774 0.36261203 -4.
1 -0.84406962 0.13129748 -2.
6 0.49157328 2.47737736 -2.
6 -0.83406200 2.93047937 -2.
6 -1.14907800 4.28675890 -2.
6 -0.19472809 5.23463529 -2.
6 1.11627252 4.78713801 -2.
6 1.47332696 3.44109886 -2.
6 0.26985354 -4.26644353 2.
1 -0.82823556 -4.47329393 5.
6 -2.35008125 -2.90470375 6.
1 -2.67130654 -0.59901206 5.
6 -1.99150467 0.29266935 2.
6 -1.91044790 2.00165485 -1.
1 -2.17373069 4.61256349 -2.
6 -0.56349089 6.68520328 -2.
1 1.88931159 5.50718669 -3.
6 2.90353400 3.03317050 -2.
1 0.71427667 -4.94642896 3.
1 1.08403342 -3.76105057 2

1 -0.27505014 -4.88958807 2

1 -1.08037711 0.87641593 2

1 -2.60360719 0.88744295 3.
1 -2.54930568 0.20481907 2

1 -3.38556940 -3.27932223 6

1 -2.34867674 -2.01323330 7

1 -1.73864057 -3.67743270 7.
1 -2.70736507 2.56848432 -1.
1 -1.49278007 1.28492764 -0.
1 -2.38113827 1.41779270 -2.
1 2.96184926 2.22917249 -3.
1 3.39611174 2.65159359 -1.
1 3.48851253 3.88901785 -3.
1 0.23783178 7.35376691 -2.
1 -1.48226062 6.94165693 -2.
1 -0.73854451 6.91048009 -3.

[
|
(@]

.57792493 -0.71493178 1.
Energy = -7200.162838 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 51

Atomic N. X Y
8 2.17180962 -3.20087997 -0.
6 3.37772457 -3.50361245 -1.

46439452
42484888
82669079
43612715
73089028
45658101
85114301
55372285
14733784
75150217
37811883
99889969
04304724
10228215
99126436
29437607
05180276
21373546
59092868
78911284
65225452
75379709
19439967
84115782
40197487
95089691
54905222
01411053
78739143
07036997
90484402
49187884

.21409381
.02656498
.73930098

64001698

.00474472
.80707116
.48345536

32632406
05024395
82566015
35619324
65111439
99750179
26653665
44292147
24275087
85154590
34197058

Z
66456025
34681332

S192



e e i e e e R e o o R R R R R e e e e R R R R R R RO N e o Nl e R e T S A Sy =

= w s W

.17609037
.00906717
.97831359
.52003744
-0.
.15557211
.05496627
.19073653
.65210486
.03566347
.56686208
.41367503
.88302484
.12456142
.99295736
.88466775
.20138219
.37312252
.57333547
.64209178
.51520069
.29299492
.25847289
.72506997
.49394054
.20123197
.20435981
.36759798
.18727885
.42181683
.56607860
.67197989
.67292181
.46884953
.61178281
.43035605
.70967650
.83224423
.57467152
.14431121
.64769715
.56143016
.79645639
.27326314
.86586668
.91283681
.00209163
.56997538
.04064112
.01779191
.69010418
.13420921
.43522005
.33005735
.20604631
.21629225
.37882490
.64657487

44100866

.03872583
.15893830
.60555224
.23752702
.79010431
.12086301
.51693294
.81194981
.02197316
.76904283
.88132879
.42677984
.85932576
.55004397
.55034145
.61450391
.83046558
.05518396
.03416518
.84388872
.64308401
.61286143
.29089962
.85784758
.31510315
.80070698
.55348867
.05351989
.51526969
.69914538
.25006495
.64315164
.51142972
.94273224
.56119411
.37768215
.98663661
.85322491
.30515976
.71626167
.38072893
.05666646
.00649791
.59453896
.00369998
.13494754
.28476705
.76082215
.97988026
.52158242
.69716325
.79514254
.99746398
.77413009
.93512647
.48591027
.04281022
.39913518

.29508257
.1712236523
.59678475
.48232472
.97414709
.56410372
.06753897
.78948191
.30060376
.87049079
.00246970
.46180947
. 76375154
.29947123
.98252961
.10694480
.26855483
.96817711
.35525310
.08530567
.37798749
.99688647
.92890908
.10472723
.75700452
.69886264
. 77330040
.74930888
.28579134
.80327677
.18395725
.06906454
.51654873
.09489195
.24913016
.24216091
.87521407
.58323187
.91914902
.29936751
.59126041
.58696289
.34639811
.44509399
.88189936
.87436161
.30618608
.98369522
. 71322364
.02791885
.58556735
.10952189
.91782431
.91682234
.17392747
.11981963
.34327561
.77709871

S193



1 2.43327457 2.36249233 -2.
1 2.53390934 3.81720507 -3.
1 -0.19198394 7.36254414 -0.
1 -1.83685214 7.30230230 -1.
1 -0.44514175 7.54260489 -2.
1 0.69441070 1.08334284 -2.

Energy -7200.165706 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 52

Atomic N.

8

FPFokRFkFOSCSTORFOFOOODOOOOOHFRFFORFEFPEFODJdIJOI OOLOOOOOOOOFRrF kP OO PO P REOJIORFE R EFEO

W NORPORPRPEFPOREDNDDNDDNRE

X

.62009542
.55174754
.53617431
.25292782
.68323399
.09521661
.71845011
. 73213365
.76110390
.62894225
.59939084
.32632500
.76331550
.73805832
.97813416
.51233207
.34448964
.40963234
.65501917
.16286018
.81290255
.70756992
.08097366
.76664083
.38611961
.82777731
.80164651
.80444764
.69856951
.81147834
.86390523
.70436251
.09039090
.14637663
.85208890
.46818724
.41609755
.39610299
.44524235
.45764825
.17368537
.60478433
.40880088
.43585307
.01222216
.00050454

Y

.37338654 -0.
.35960332 -0.
.16983215 -0.
.39317911 -0.
.33164174 0.
.91750421 -1.
.26410586 -1.
.30725803 -1.
.90128626 -1.
.09682548 -0.
.76837471 -2.
.49659063 1.
.34905125 0
.85126759 0
.11599078 0
.64939973 1
.07623926 2
.26755503 1.
.01456532 2
.16292132 3
.69306305 4
.04160164 4
.87224565 3
.38303143 2.
.13286395 -2.
.73005329 -2.
.26043638 -2.
.16234585 -3.
.75646262 -2.
.33400898 -3.
.49256365 -1.
.00983433 -2.
.02730686 -1.
.88653703 -1.
.76997288 -2.
.75486144 -3.
.87817152 -3.
.27219450 2.
.02980570 4.
.59262279 5.
.93161901 4.
.32303713 1.
.18147460 -0.
.66019248 -1.
.68240940 -3.
.64296931 -4.

18708630
19040353
49734512
15778884
23956014
22917011

Z
57721606
16331848
62677058
43407506
93323622
58279549
05814966
24228291
17709558
48713406
22975061
15847868

.27806036
.45672295
.30674083
.41302670
.33279672

59847578

.31530124
.08995905
.21127922
.57035745
.76652307

64871497
07982843
14496507
09455307
08872447
15483461
09285826
33995056
35968722
45326709
78401920
98455114
86812984
57945632
69073729
80651358
75911909
01831111
81187028
11796650
06747612
30364672
81665108

S194



OO O U ONEREDNWD

(@]

0.
1.
1.

0

1

2

NN ORFRPONRERERERE P OO

N

1

1

6 1.05930775 0.80435239 -
1 1.23288838 0.69586458
1 -0.47988291 0.91409705
1 0.63658357 0.33454201
1 -2.65135659 -3.98871020
1 -1.61546572 -5.32602205
1 -1.21182857 -4.42851479
1 2.45764725 -3.94924146
1 0.92722830 -4.44312475
1 1.59897846 -2.82708539
1 1.07866058 3.66351625
1 0.11806567 2.19799444
1 -0.50062492 3.80102477 -
1 -0.02730405 0.71949298 -
1 1.41335525 -0.18823473 -
1 1.52586901 1.01135237 -
1 4.97261139 4.2104061l6 -
1 3.94649274 5.62490591 -
1 4.05157088 4.92224558 -
1 -1.61161426 -2.28253473
Energy -7200.160670 Hartree
Number of imaginary frequencies = 0.
Compound Ilb isomer 53
Atomic N. X Y
8 1.28500896 -0.57152222 -
6 2.04196255 -1.69442663 -
1 1.49486252 -2.36187481 -
1 2.33901277 -2.30762554 -
1 2.96628454 -1.37084634 -
50 -0.58668781 -0.21634155 -
7 -2.95019463 0.77932384 -
6 -4.12938761 0.11761514 -
1 -5.05968140 0.68035713 -
1 -4.23420148 -0.89555195 -
1 -4.01216837 0.02999755 -
7 -1.21396674 -0.99935797
6 -2.94602757 0.76863477
1 -3.93411625 1.06005653
1 -2.22156299 1.52052716
6 -2.55360546 -0.59290229
1 -2.58501730 -0.52934311
1 -3.27633388 -1.36375157
6 -0.74390625 -2.28860997
6 -1.34260936 -3.47575816
6 -0.84116453 -4.70617634
6 0.24143160 -4.79827454
6 0.84369508 -3.60561226
6 0.37348353 -2.35408499
7 -0.32333910 1.84058500 -
6 -2.77664839 2.12078151 -
1 -3.60593409 2.80023078 -
1 -2.82141994 1.98895074 -
6 -1.44066060 2.76317791 -
1 -1.32356693 3.64797374 -
1 -1.51103667 3.17948106
6 0.95558725 2.46436803 -

.57902330
.26033979
.87510532
.61792422
. 73139185
.25607321
.78690274
.46549201
.20866688
.53387794
.60628342
.27399766
0.
4.
4.
5.
3.
2.
4.
0.

18441552
71665879
25386906
55146010
04168398
74343827
37565345
57307702

Z
88369419
30181726
99937773

.43139814
1.
1.
0.
.33931223
1.
0.
.42784081
.78993652
.69170852
.10375837
.03283947
.26929957
.37221489
.97762233
.22835754
.75720834
.20464213
.08337546
.50175193
.09325942
1.
1.

81534895
71496774
77680262

12477660
93292960

13343063
36002691

.07211037
2.
0.
.64274795
0.
1.

45292751
98655969

04116294
04422350

S195



6 1.44232444 2.97531747 0.
6 2.69364337 3.60384004 0.
6 3.49834759 3.75074628 -0.
6 3.01527728 3.23400533 -2.
6 1.77132437 2.60022457 -2.
6 -2.46871330 -3.47185793 -0.
1 -1.30414209 -5.62178650 0.
6 0.74798871 -6.13572399 2
1 1.71270740 -3.64645199 3.
6 1.08622215 -1.09916128 2
6 0.66056935 2.82196321 1
1 3.05495152 3.97470013 1.
6 4.82983001 4.45942219 -0.
1 3.62540261 3.32825270 -3.
6 1.32738313 2.06598426 -3.
1 -2.47170318 -4.41114565 -0.
1 -2.36543720 -2.64420004 -0.
1 -3.45744274 -3.38406045 0.
1 1.49973166 -0.55467396 1
1 1.91830640 -1.34922757 3
1 0.42118862 -0.41221977 3
1 0.33037442 -6.3845194¢6 3.
1 1.84214276 -6.13737766 2
1 0.46472133 -6.94262187 1
1 1.33469678 2.78860458 2
1 0.06813099 1.89652452 1
1 -0.04139447 3.65575333 1.
1 0.26694573 2.27893381 -3.
1 1.45063545 0.97140115 -3.
1 1.92884138 2.50076778 -4.
1 4.72995494 5.52468919 -1.
1 5.55670140 4.01933710 -1.
1 5.25434846 4.41272893 0.
1 -0.53195072 -0.29816908 1.
Energy -7200.167095 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 54

Atomic N.

8

FRPOoORRPOAdRRPROJOR R PO

X

.18392763
.37669683
.42436300
.46051670
.25555795
.27908681
.20208955
.32161906
.29398219
.26659548
.24417171
.08921746
.27935016
.21665269
.42853232
.17642513
.01941425
.15403602

-0.
-0.

0.
-1.
-0.
-1.
-0.
-1.
-0.

-2

-1.
-2.
-0.

0.

0.
.42306195
-1.
-1.

-1

Y

51792875 -0.
38988729 -1.
59479529 -1.
16142052 -2.
48886551 -0.
84084011 -1.
29154651 -1.
13879477 -1.
67647924 -1.
.13262006 -1.
25118740 -2.
22202068 0.
.42544947
.69261355
.71170891
.17428277
.24115022
.13818540

09614480
42764155
53532376

17575945
95377406

R NP O OO

18608135
23678751
89564876
10287737
19775910
24872574
82847143

.56558293

16265534

.53854375
.46654022

20019983
82543466
00531590
53699349
81673068
96572871
23082804

.67280994
.20795038
.08713276

55402808

.66634390
.87665401
.33287340
.44768998

63096910
73108680
59427050
34664713
08920474
52226535
18684750
09285453

Z
60293946
38079872
87819907
16955448
72262381
28823145
04904889
52869588
28576438
06951474
61759033
63808869

S196



6 -0.59728955 -3.27557305 1.
6 -0.97533914 -4.61945329 1.
6 -0.45857969 -5.64161318 2.
6 0.42120215 -5.37761561 3.
6 0.78995469 -4.04695946 3.
6 0.30316086 -2.99503841 2.
7 0.00568952 2.01423358 -1.
6 -2.27162230 0.99884640 -1.
1 -3.32853577 1.32798474 -1.
1 -1.99910759 0.76930213 -2.
6 -1.43494971 2.17917636 -1.
1 -1.76221219 3.03149984 -1.
1 -1.71889475 2.44407310 -0.
6 0.77869030 3.20868344 -1.
6 1.53678694 3.48371286 -0.
6 2.32200432 4.64136343 -0.
6 2.36682098 5.55372342 -1.
6 1.61049729 5.26520490 -2.
6 0.82589973 4.10877367 -2.
6 -1.93082928 -4.96759947 0.
1 -0.75791706 -6.67382166 1
6 0.93866567 -6.48993288 3
1 1.49225633 -3.81798483 4.
6 0.76465515 -1.58397653 2
6 1.49899199 2.55718766 0
1 2.90806839 4.84097757 0.
6 3.19200913 6.81488652 -1.
1 1.64852282 5.94699419 -3.
6 0.08571147 3.81489040 -3.
1 -2.21547645 -6.02672232 0.
1 -1.48728683 -4.78974356 -0.
1 -2.84834840 -4.36356511 0.
1 0.98414049 -1.05951026 1
1 1.66254426 -1.58420183 3
1 -0.00421660 -0.99646521 3
1 0.28064518 -6.64632521 4.
1 1.94055042 -6.26021019 4
1 0.99087866 —7.44229127 3
1 2.11975673 2.95553719 1
1 1.85532635 1.54383168 0
1 0.47445884 2.44397619 1.
1 -0.96911913 4.13299448 -3.
1 0.08989545 2.73555686 -3.
1 0.54546963 4.34585093 -4.
1 4.14360693 6.63530358 -0.
1 2.65917343 7.59869452 -0.
1 3.41624877 7.21996346 -2.
1 0.37755227 1.24795076 -0.
Energy -7200.166634 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 55

Atomic N.

8

6
1
1

X
1.10069050
2.05283097
1.60373635
2.78834739

.17723598 -0
.12242706 0.
.96495059 0
.63846001 0

Y

46209681
21987919
02651716
08190973
30876655
52244831
50154551
80977888
80003374
85060762
32213025
93598117
28291462
38462015
22021685
17387339
23536503
37547048
47456227
10273606

.82601945
.96229490

11493381

.78919366
.97285242

72707764
14226466
22911058
75574509
15529461
88943179
15271978

.84788711
.42106963
.31748653

83202388

.35027982
.41730483
.78536927
.73583737

36099400
71193836
96347771
59958261
62269562
58057749
13819353
92139293

Z

.40800173

04899611

.61452318
.11722232

S197



PR PRPRPRRPRPRPRPRRRPRRRRPRPRRPEREOOROROOOR RO RROARROOJOOOOOOR RPN, R, RO R

NFFOMNMNDNWWRRPEPROOR R

.60890345
.92966854
.12288387
.10460869
.07054690
. 72842511
.27917944
.50662105
.69837652
.56551506
.21663644
.70890154
.44605050
.16817677
.48538849
.22900322
.22983480
.47695550
.72037109
.75112521
.25259716
.60446391
.50146873
.90808365
.53229150
.92461817
.45028307
.30482141
.29790471
.20803423
.55503624
.96487089
.05001264
.06267443
.02753678
.52790413
.69749713
.07852866
.01696362
.67214587
.51453999
.22162138
.53645623
.89940018
.45829867
.84358428
.01503410
.09832095
.39995516
.54247168
.53320868
.33902032
.87216617
.18182710
.86149916
.61225701
.05648972
.38256239

.55878036
.56032181
.02683018
.68780328
.14487665
.76013048
.70916953
.39340846
.27662274
.88218061
.83044458
.14866951
.16306502
.63044656
.16318809
.71421960
.91145435
.28649525
.54576914
.78334504
.16526222
.02498164
.67180489
.00199342
.49415043
.28606402
.60095901
.05075773
.31940720
.50636216
.47497917
.77632434
.00551219
.48607177
.59846670
.49895922
.02308421
.65581952
.47652461
.48918532
.70547505
.60494794
.38633604
.40548741
.77178789
.91226240
.08019429
.05057674
.52041226
.33769215
.56731879
.41767378
.16467216
.11506778
.06249454
.35055893
.93359014
.98074853

-0.
-0.

o

W DdwWNDDNMDNNNMNDNORPFRPORFRODNRE B

80150099
17926640
.36585263
.22912900
.24570929
.25667688
.86496145
.63608623
.89271894
.22797242
.07556010
.05283802
.40413565
.90261967
.65495309
.72910187
.69104054
.61228385
.51301080
.53402894
.78784139
.02533045
.12157506
.28409375
.00872451
.02358114
.95756685
.83078937
.02795019
.07683715
.95282805
. 74362345
.70993066
.85451598
.51645081
.67463117
.40758880
.34542257
.10255790
.19887118
.09573633
.40922545
.55033242
.43150598
.86880765
.38003670
.40648867
.43026093
.26087307
.39089219
.23628625
.24561442
.06892465
.08388006
.41856068
.32921841
. 72164576
.46099902

S198



1 3.12871869 -0.18478791 -6
1 3.18874469 1.54761328 -5.
1 1.97642827 0.93944027 -7.
1 -0.05458475 0.89638747 0.
Energy = -7200.167058 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 56

Atomic N.

8

RPoRFRrOTFOOCOFOFODODOLODODODOORFR,RFORFRRPFPODJIJIOODOODOOOR,RRFRPFORRPODONNRFRFREPRERPOODIORREREO

OMNEPFP O ONWP™DN

X

.08315460
.88477682
42262963
.04155479
.87628240
.05560995
.15195404
.97974511
.94485814
.44794463
.17202664
.00663274
.89023574
.84247092
.27761103
.12094776
.78168212
.81443976
.02521765
.07083875
.10569126
.10603802
.04678155
.03344542
.11939106
.88236582
.94073351
.84395143
.41895659
.17955261
.48498979
.81624558
.07668700
.38534427
.17807573
.05822625
.38123495
.01170188
.12569773
.23232580
.82006028
.03433461
.68593194
.08063616
.14236298
.49084578
.28240651
.14322588

Y

.88098516 -0.
.65677947 -1.
.71691268 -2.
.69362146 -0.
.18618575 -1.
.89862418 1.
.82536783 0
.49816349 1
.97803327 1
.51698057 2
.53191784 1
.23611602 2
.59244386 1
.15230378 1
.02855514 0.
.69423418 2
. 74352045 2
.53612146 3
.00012912 3
.73067097 4
.49342777 5
.45386249 5
.17270780 4
.96317235 3.
.49729748 -2.
.95679264 -0.
.69314842 -0.
.02012344 -0.
.11165553 -1.
.27228642 -2.
.96662692 -1.
.02771095 -3.
.11512421 -3.
.55954647 -4.
.97771360 -6.
.09375689 -5.
.58490836 -4.
. 75681547 5.
.06207753 6.
.66888039 6.
.91491970 3.
. 74711306 1.
.80940868 -2.
.39543835 -5.
.50307599 -T7.
.58383792 -6.
.78754006 -4.
.13307066 6.

.29039257
88772377
02846215
86717531

Z
29421227
18866793
18974072
83558441
29193897
21203565
.83919967
.87036706
.99802679
.82875554
.55630634
.53196013
.21245956
.27647911
41301464
.52766062
.61843118
.38370079
.48664320
.69974314
.61356678
.36867112
.16955865
22548438
19245798
46367679
27417076
74316158
64763955
42619776
39502470
48511452
64670239
93750753
07990701
89949266
62780827
02752135
54714972
35109942
95350283
93680044
45076192
05096374
45882227
77564491
49679134
05054479

S199



1 0.05102171 -2.62041127 4
1 -1.00045983 -1.33412809 4
1 1.80130661 1.09589184 1
1 3.01023044 2.22324152 1
1 1.27845752 2.54953723 1
1 3.91657050 0.44333794 7
1 4.59773585 1.70451816 6
1 5.08847864 0.01457461 6.
1 1.32797653 2.63767889 -2.
1 1.28949628 1.13295902 -1.
1 -0.09124321 2.22945799 -1.
1 -3.32954998 -1.50610037 -4.
1 -1.95389901 -2.42497801 -3.
1 -2.28073328 -2.37628161 -5.
1 1.19332628 1.81471347 -7.
1 -0.47532222 2.38194375 -7.
1 -0.04781521 0.74416833 -8.
1 -0.35838276 -0.33537682 -1.
Energy -7200.166669 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 57

Atomic N.

8

ocooorRrFRrFOYTRRFPFOJIJOODOOOOORFRRFRPROREFPFOOIFRL,FEEPRPOODIORREREREO

X

.79173159
.07256669
.02059694
.68664880
.61335856
.23893285
.17871601
.52210549
.18706868
.43142101
.95802858
.12482286
.55381604
17766874
.42798980
.36518950
.33044158
.32055941
.67513713
.00102249
.56717840
.78479328
.44377784
.91956972
.41375317
.35848157
.96147688
.96721398
.08547830
.29187560
. 74533915
.36572383
.30149908
.04051627

-0. 0
.27669188 0.
0
0

.36102257
.16011633 -
.20737277 1.
.83398115 -0.
.11081766 -0.
.69782036 -0.
.57339242 -0.
.20377184 -1.
.00783574 0.
.08695710 -2.
.06780382 -1.
.97863665 -1.
.33454459 -0.
.45233546 -2.
.11508119 -3.
.49362050 -3.
.50353153 -3.
.57272273 -4.
.16754424 -5.
. 73359838 -5.
.68351829 -5.
.06512418 -4.
.10981581 2.
.75834713 1.
.67180379 0.
.07687623 1.
.12628674 1.
.06260899 2.
1.
3.
4.
5.

Y
32610929

.33044691
.49390487
.19648436
.49093226

.34553944
.94716428
.08195785
. 77435877
.94816518
.37890735
.32246188

12146240
77628879
82771727
79283152
29660040
66381604
42349283
53611912
70345024
22970137
51669252

Z

.27194373

41785452

.64402718
.49440874

24864584
54689605
22144726
70169402
79344913
67541512
01598552
46257097
18652432
25228321
77622958
57323162
12082831
13940466
63394650
27813038
41203828
94863087
30158506
15914473
82963504
11871440
95140843
73027925
90689351
43802824
22096943
82314367
62934177
59094495

S200



6 -1.86997743 0.87326679 5.
6 -0.88157384 1.53006177 5.
6 -0.13294876 0.88307398 4.
6 -1.32461276 2.07861243 -3.
1 0.03458718 2.99110382 -5.
6 2.35713996 2.36503910 7.
1 3.40964711 0.34308175 -5.
6 2.71021200 -1.02939907 -3.
6 -1.47563129 -2.69773768 4.
1 -2.75838928 -1.05139239 6.
6 -2.70487193 1.60666921 6.
1 -0.68213588 2.58796847 5.
6 0.93889113 1.64807159 3.
1 -1.77054760 2.78601402 -4.
1 -1.22132639 2.59736621 -2.
1 -2.03445029 1.25420171 -3.
1 2.51219495 -1.05198844 -2.
1 3.78670249 -0.88545661 -3.
1 2.45602443 -2.02442553 -3.
1 1.97955789 1.86668375 -8.
1 3.45300698 2.29013320 -7.
1 2.08380978 3.42651373 -7.
1 -2.04466456 -3.03229530 5.
1 -0.50501392 -3.21525829 4
1 -2.02146280 -3.05025179 3
1 0.73610162 1.72094180 2
1 1.93000558 1.17820100 3
1 1.01303285 2.67179508 3.
1 -2.11022616 2.35391853 7
1 -3.13605107 0.91346278 7
1 -3.54201758 2.14370656 6
1 1.02416569 -0.47159844 2
Energy -7200.164930 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 58

Atomic N.

8

OO RO RFRFOAdR, R RO JOREE O

X

.81491068
.45888584
.45055780
.61043249
.84039800
.72171618
.45628817
.90172620
.93981146
.24784135
.83880542
.43850069
.51512530
.55898574
.21912562
.41015461
.11344719
.44043267
. 74513015
.28202696

NORFRPRPFPOOOOOWWWWERE OO O D D> Ww

.58342951
.84780332
.86521037
.13888061
.62978946
.99691863
.80284214 0.
.08205806 -0.
.00369037 -0.
.36681535 -1.
.85628249 0.
.34307296 -3.
.68079021 -0.
.54660300 -1.
.22580175 -0.
.84314890 -2.
.71044989 -2.
.03042439 -1.
.75708347 -3.
.04663511 -3.

Y

R R WE NN

83270408
09009731
10541841
76122995
89502902
19498775
68512689
48471398
57857391
19585746
85411221
27999253
37088785
47271886
79526411
60237635
40395244
64818045
88549123
10216709
21466102
26944142
45564756

.59314106
.68832377
.28853247
.48046191

75821039

.39864239
.58923062
.37947108
.31607889

Z

.10686587
.17954660
.68531152
.23367519
.70105972
.10887139

00293947
59098992
95870983
42303312
18293071
05298257
97013806
31078300
42506624
18822536
78802398
84470925
72220663
47754306

S201



6 -2.41634220 -2.46499469 -4.
6 -3.05449979 -1.64565261 -5.
6 -2.48837252 -0.39277423 -5.
6 -1.33986092 0.06241440 -4.
7 0.70270434 0.44538773 2.
6 -1.29803195 1.50278927 1
1 -2.33759913 1.29968461 0
1 -1.27721395 2.41490038 1
6 -0.74468606 0.33677576 2
1 -1.25628973 0.37143023 3
1 -1.04170941 -0.63328484 1.
6 1.33834255 -0.36121589 3
6 2.13863727 -1.46261582 2
6 2.77804026 -2.24177011 3
6 2.65153201 -1.97031801 5
6 1.86113147 -0.88018240 5
6 1.20929538 -0.06927370 4.
6 -0.63696842 -2.98034645 -2.
1 -2.81672816 -3.46201028 -3.
6 -4.30787360 -2.09877258 -5.
1 -2.93481572 0.24933502 -6.
6 -0.72852698 1.37856831 -5.
6 2.30660318 -1.80973821 1.
1 3.38757436 -3.09052713 3.
6 3.37712113 -2.80306391 6.
1 1.75827900 -0.63883703 6.
6 0.40700403 1.11741201 4.
1 -1.19585251 -3.92232583 -2.
1 -0.60557404 -2.55162185 -1.
1 0.39934374 -3.23774517 -2.
1 -1.05265878 2.21789570 -4.
1 -1.02461422 1.62659733 -6.
1 0.36893376 1.33485183 -5.
1 -4.28503360 -3.17758390 -6.
1 -4.44133986 -1.56963203 -6.
1 -5.20381984 -1.90461656 -5.
1 2.81979470 -2.77420228 1.
1 2.89898902 -1.05073005 0
1 1.33517640 -1.87061911 0
1 -0.65808768 0.86424642 5
1 0.45938194 1.94808629 4
1 0.77419058 1.46493678 5.
1 4.38077955 -2.39648580 6
1 3.50908435 -3.83864120 5
1 2.83441026 -2.82324813 7
1 0.85558002 -1.12502569 -2
Energy -7200.168737 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 59

Atomic N.

8

O R o

ONDNDEFEDNR

X

.62328820
.21933338
.49643385
.71830872
.98621738
.33315388

1

.14340251
-0.
-0.
-0.
-0.

1.

Y

13351387
94099200
40915085
13142846
76556089

O O O OO

18000306
11875960
37197627
71109577
13402071

.20250837
.88606435
.81494501
.02085188
.00112976

56692505

.11966867
. 72401263
.69565609
.06283482
.44114754

50263900
47998102
97956319
82766170
13574042
12656663
26385334
37399616
09253543
50273875
97811792
42060891
46550280
75593792
48954094
15422343
08011480
03525043
78087039
21661886
15327908

.72912846
.75220731
.10788749
.25957374

95299315

.29577342
. 74998667
.04741946
.55066757

Z

.92624990
.82854300
.60604824
.775427769
.03179876
.93055778

S202



PR RPRRRRRPRRRRRRRRRRROOROOROOOROOR OO ROARREOOJdJOOOOOOR, R, OARREONR R RO

.84866923
.48386039
.57424133
.03654538
.31962185
.43208918
.85733751
.85014066
.66644370
.79401925
.91398530
.93761016
.63401820
.92631872
.98254967
.76340381
.45149619
.39854040
.16867960
.40500226
.46630973
.38092576
.60465430
.00846007
.84585055
.45365112
.34785676
.33886820
.94403218
.84144089
.16281518
.14912493
.20949487
.92718928
.04065994
.09883767
.91106532
.41491017
.70924589
.29984230
.10549152
.76644792
.17680357
.74944823
.30718552
.72345245
.04801577
.74845217
.12063207
.84891548
.34323790
.86655607
.96463972
.88399492
.84329324
.33798756
. 79427397
.41987021

P NNORPRP OOOOOOWWwNDNR

[
O O O

o O

-1

-1

.35493340
.61875900
.50131181
.01416477
.36005241
.60526290
.37618164
.32732505
.61774552
.66551267
.06258907
.66142833
.81112439
.10681969
.26951611
.19670609
.07838509
.29253929
.04615968
.84768125
.54078636

1.
-0.
-0.
-1.
-0.
-2.
-3.
-2.

69131804
31548949
49229309
23898088
93283064
31910169
17226051
70885123

.34188242
-0.

3.
.27730538
.41211414
.93661480
.69616221
.90132548
.23263183
.63756224
.94954035
.00371214
.22450370
.23647853

3.
-1.
-2.
.97903251
.26019641
.52010410
.63025308
.79164851
.16440967
.20647899
.43981504
.59654412
.12956243
.56388956
.68478281

45323040
32158039

48103871
82555965
42052644

S WD NDENNRERERPR R

.09543291
47416959
.63468782
.39428976
.31962900
.66800811
.18790410
.68178815
.75853097
.24729390
.07102565
.68518329
.61658016
.09216089
.99783377
.43845192
.95493636
.05877124
.80460821
.16901825
.05430619
.87732318
. 75224269
.76760338
.18598306
.65847923
.36352261
.23748431
.40800950
.68831525
.84638797
.64905628
.35416116
.37506530
.28687489
.58527251
.09048881
.98084486
.31994179
.60011496
.23396073
.73936740
.60199937
.26773476
.51086125
.12227385
.75508688
.04979811
.98612134
.812932009
.78837773
.27483980
.19533442
.03635037
.66817376
.29999830
.14405791
.15911350

S203



1 1.53693412 -3.39328661 6.
1 -0.31246833 -0.32017964 -1.
Energy -7200.161555 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 60

Atomic N.

8

PFRrOFORFRFOOOFODFOODODOOOOOOOFRF PO PRPOOOJIODODODODODODOORFR PP PO, PRP,PRPONITORRERFROO

N~ PO

NONDNDNWWREREOO

=

X

.83086329
.45573784
.33913454
.53702812
.04382263
.49523579
.25150059
.38247327
.18644854
.03192540
. 78253378
17691173
.64437893
.42976219
.90840020
.97558313
.35679508
. 73865999
.79443612
.53193795
.51336224
.75508223
.00388356
.05355530
.72190033
.76766328
.36127227
.45904010
.74363170
.24656196
.32024265
.49216014
.53368568
.25201411
.03118107
.05961737
.82768369
.79215568
.29741290
. 78607500
.97431460
.38578332
.91854194
.06805310
.29954561
.08291203
.98786495
.87291071
.91569764
.63894101

NPFRPORPONRE R WDNR

=

0.
-0.

o

O OORFRFPFENDWDNPRE

Y

.41337155 0
.07763670 2.
.17841020 2
.85990841 2
. 74019095 3.
.55019991 -0.
.83581541 -0.
.46460859 -0.
.73113059 -1.
.85994231 -1.
.29465181 -0.
.48045469 -2.
.24575315 -1.
.97542751 -1.
.75768582 -0.
31175133 -2.
50441160 -2.
.52921303 -3.
.88781316 -2.
.96078473 -3.
.35739698 -4.
.71736858 -4.
.66164210 -3.
.23665207 -3.
.01114396 1.
.29079782 1
.61270435 0
.04621903 1
.00152794 2
.95074741 2
.29958003 3.
.08200224 2
.96707980 3
.02005693 4
.26477738 4
.42583645 4
.34767806 3.
.68722347 -3.
.18831698 -5.
.13665130 -5.
.15866877 -3.
.11335105 -2.
.88248124 2.
.69150706 4.
.38791818 5.
.60855865 4.
.48862237 2.
.37921803 -4.
.27465106 -2.
.98743571  -3.

37787933
24736072

Z

.95277085

04627028

.01013747
.04636717

01758317
21097602
24385760
96970568
15316080
93004179
37421554
00780984
08299171
35559265
45341589
33662851
75548977
11696873
96777981
85457233
77231942
84986973
96549197
02857125
86324248

.05046058
.82587093
.45488214
.15700865
.41914683

04234205

.75812952
.13684419
.01779526
.51317239
.06907840

21010315
82257539
44923125
87036405
99432131
07819595
53900756
29782745
48533567
40728535
77003327
67115360
89925005
86813598

S204



1 2.03372927 0.34139739 -1.
1 3.46857923 -0.06698800 -2.
1 1.90453874 -0.83106824 -2.
1 3.68740598 2.55043176 -6.
1 4.80708420 2.98113935 -5.
1 3.67631897 4.19577996 -6.
1 -3.45466278 -3.82713371 2
1 -2.86233187 -2.70114901 1
1 -3.54032936 -2.08335125 2
1 1.88436180 -0.44908635 3
1 2.09237061 -1.44957557 1
1 2.92802929 -1.88168977 3
1 1.27899985 -5.85210985 5
1 -0.46813278 -6.17051699 5
1 0.30119060 -5.02497382 6
1 0.13669483 -0.52163278 1

Energy -7200.167003 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 61

Atomic N.

8

aoaooOoocoochoFkr kPO, EFEPFOOJdIOOO OO0 PO, RO, R RO ORFR RO

X

.88217836
.45393555
.70307523
.12104066
.05754696
.16223917
.02159089
.32147933
.11443386
.24876505
.61270166
.84008756
.51407012
.32030708
. 71715570
.92092283
.55094905
.73260317
.28066573
.55366967
.64967834
.50469142
.23080888
.14714332
.20863779
.09745292
.54730866
.78224338
.75554483
.91469668
.03549188
.20715134
.07294460
.01413787
. 74611761
.48549475

Y

.53979528 -0.
.43245898 0.
.02607436 1.
.14932123 0.
.87948910 1.
.43888419 -0.
.68174618 -0.
.07543579 -0.
.83834806 -0.
.50825951 -1.
.61128221 0.
.24619846 -2.
.48114880 -1.
.12343148 -1.
.13601772 -1.
.60183590 -2.
.27037057 -3.
.01101437 -3.
.37763095 -2.
.60143923 -3.
.69388980 -4.
.61317336 -4.
.58697043 -4.
.72303349 -3.
.33117161 1.
.46047126 0.
.45829000 0.
.92920410 1.
.64181977 1.
.30498664 2.
.14368298 0.
.32860910 3.
.88254151 2.
.83834576 3.
.24439616 5.
.33328603 5.

06168362
05556428
38066150
79796995
49543904
14025477

.69752977
.45511161
.97103415
.11503856
.67416363
.17660470
.30346484
.41388528
.52572570
.59100671

Z
15588105
78563192
34733560
27377950
52708562
38396474
38280190
69677779
82661723
62292375
10925704
12337036
51324471
92613921
13620427
61660628
40963701
09336303
99331704
65569273
52191393
76100608
09860903
22222690
98684877
86580768
68597928
54707104
57172850
44195329
91242431
01258861
78782357
82453738
06211004
24535051

S205



6 -0.49533284 0.29757024 4.
6 -0.31312703 2.81946430 -3.
1 1.83653845 2.64354655 -5,
6 3.70088183 0.75030079 -5.
1 2.89085053 -1.44517506 -4.
6 0.94705856 -2.03408441 -2.
6 1.47610261 -1.44593872 1.
1 3.00446320 -1.26164349 3.
6 2.77837686 -0.23527292 6.
1 0.25235495 0.82440926 6.
6 -1.83891297 0.94273935 4.
1 -0.16506458 3.54220315 -4.
1 -0.06073699 3.33571301 -2.
1 -1.38010395 2.55997193 -3.
1 0.64453034 -1.85823765 -1.
1 1.87295158 -2.62410899 -2.
1 0.16334296 -2.65442162 -2.
1 3.50805372 1.46819787 -6.
1 3.97321402 -0.21276747 -6.
1 4.58246997 1.11269726 -5.
1 2.56720320 -1.55010350 1.
1 1.16151021 -0.77145802 0
1 1.04736429 -2.44330338 1
1 -2.67172192 0.22675957 4
1 -2.03940587 1.77743680 3
1 -1.87854614 1.35268660 5.
1 2.64347493 0.62516091 6
1 3.79756217 -0.19634241 5
1 2.70865741 -1.14492458 6
1 -1.99130550 0.240601362 2
Energy -7200.163061 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 62

Atomic N.

8

oooocooyRkrHFPFORFRF RO RPRERPOJIOREREEO

X

.83840948
.12331850
.27560255
.94683684
.23458438
.32359654
.99240604
. 74396153
.79969984
.28410207
.70559953
.27128425
.04052414
.07453816
.38356938
.63241598
.74690148
.34289184
.22778739
.19859776
.30776715
.24239225

Y

.21637110 -0.
.73229543 0.
.85172504 1.
.09569135 -0.
.72952898 -0.
.66028724 0.
.05819151 0.
.27361716 -0.
.03531003 -0.
.73440281 -1.
.99217405 0.
.04505678 -2.
.97387320 -1.
.35925489 -1.
.79544996 -0.
.50269481 -2.
.38555384 -3.
.24796989 -2.
.37120098 -3.
.55158026 -4.
.85539806 -5.
.03838886 -6.

24836565
45053222
03068708
67225446
25258392
50487133
44867863
63969377
16341242
19318525
50371625
26436305
50950326
40254889
46351528
51054139
97024857
48169235
12544990
11952692
39575583

.63765812
.26303809
.40839696
.81141013

52032134

.83265018
.75540140
.78087022
.30874877

Z
17411403
14518833
23490084
23518182
31260012
66683423
05880456
32559110
54476536
20532800
50196422
45832659
02220300
09261547
70381873
41915278
08110414
79462908
75601725
40740280
67736490
32148808

S206



6 1.67929679 -0.10682276 -5.
6 1.18857583 -0.45842691 -4.
7 -0.45201238 -0.23368205 2.
6 -2.56096667 -0.51327435 1
1 -3.39220472 -1.19639357 1
1 -2.96291257 0.32375535 1
6 -1.49402693 -1.20992621 2
1 -1.98183187 -1.55954070 3
1 -1.12436433 -2.10727636 1.
6 0.05717964 -0.14780393 3
6 0.48461937 -1.29769182 4
6 0.95404830 -1.15962726 5
6 1.04655195 0.08033222 6
6 0.65836643 1.20843983 5
6 0.16740723 1.12190891 4.
6 -1.13586207 2.52141592 -3.
1 -0.02418752 2.77538870 -6.
6 1.75173817 1.37224760 -7.
1 2.42208776 -0.75517176 -6.
6 1.70531830 -1.70473047 -3.
6 0.52682992 -2.66540587 3.
1 1.28582422 -2.05709203 6.
6 1.52912376 0.19732741 7.
1 0.72427351 2.19504395 6.
6 -0.25286469 2.38779314 3.
1 -1.08922702 3.50454761 -4.
1 -0.86480042 2.64034718 -2.
1 -2.18669489 2.19085102 -3.
1 2.32949134 -1.46434692 -2.
1 2.32067143 -2.29172061 -4.
1 0.89094323 -2.35032693 -3.
1 1.14126973 0.88487479 -8.
1 2.78715487 1.03256160 -7.
1 1.71694266 2.45385124 -7.
1 1.22269375 -3.31735687 4.
1 0.85649173 -2.60213757 2
1 -0.45288436 -3.16830447 3
1 -1.20581404 2.25069529 3
1 0.48354649 2.70970423 2
1 -0.36416242 3.21115702 4.
1 2.16411993 -0.65518714 38
1 0.68515840 0.22062168 8
1 2.10741220 1.11897444 8
1 0.35387686 -0.60073167 -1
Energy = -7200.170817 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 63

Atomic N.

8

O J OB RFEPEFE O

O O b DD

X

.96796769
.26338311
.99240702
.62151772
.29121188
.80864792
.18247535
.85017946

NEFEONEDNDNDDN

.46458091
.38506389
.90442744
.34399744
.87167963
. 75755680
.67182406
.83515535

Y

NMNNMNONDER OO

64631188
38344533
46704534

.32423005
.07355405
.90984492
.16955475
.09389627

63799132

.78040236
.50269633
.81546675
.45366445
. 72254812

41526467
73306841
16539394
70291755
11809418
70437092
86239295
34528341
87950666
18935169
71143315
21883320
67391255
77205280
82973882
39780547
34339430
47985256
84227706
89179830
40663640

.81586069
.85704942
.17890373
.95667899

42955954

.15736552
.58780753
.03477781
.95148853

Z

.63830251
.20999188
.56438329
.34273489
.20426688
.39972443
.10325233
.73674801

S207



PRPRPPRPRPRRPRPRPRPRPRPRRERRRPRRPRPRRERERORPOOR OO ORI OO RO RO R ORE RO

.12705856
.30474563
.65826515
.34847797
.95277624
.59125945
.54099785
.45483036
.34387888
.06522219
.49460390
.93152123
.01985246
.712223377
.33591122
.21190648
.43110197
.24738898
.82340392
.67425680
.09450332
.30932719
.06734573
.96464726
.24946372
. 72174060
.95892511
.67236072
.16467362
.38536092
.36366575
.80060125
.10646995
.23100564
.09770180
.71409433
.50290766
.04245350
.23317218
.00385428
.97725118
.54154517
.60222322
.64523299
.98290034
.18309277
.13523343
.49496761
.82437293
.47465622
.67098038
.24393577
.89955290
.68296807
.71746553
.30555833
.92201079
.56041097

HF ORPRPOONWWFWWNENDNDEDNDWW

(@)

=2

-1

1

.40720882
.47314399
.47594664
.18227661
.12328639
.82599232
.23735329
.76248135
.03736063
.71306510
.90539381
.10264947
.15468151
.05624412
.86972347
.77468420
.34463633
. 75765453
.34227875
.42513910
-0.
-0.
-0.
.65000311
.83855037
.14384461
.27204303
.06248325
.78004383
.29671069
.08304815
.14969266
.01031668
.52872815
.67649452
.27624044
.66645534
.92400982
.61465953
.95799651
.97796604
.89913508
.06191652
-1.
-0.
2.

45974335
97446192
14099743

19918528
36015609
38456473

.20225468
.94052001
.00634473
.88789806
.22335591
.04363395
.09140932
.59399228
.36225144
.68054294
.06618245
.41215748

|
O P O Wk W

PP ORFRFEFEDNDWDNWWW

[

-1
-4

-2

NPFROONEFE W

.34430389
.97266665
.38671692
. 76386807
.25052305
.81990618
.98403416
-0.
-0.
.18576073
.17055216
.79887255
.19677583
.00867862
.37524273
.98481495
.87486512
.20182283
.94495003
.70611698
.83835202
.79659977
.44200321
.68165969
.12344490
.93125822
.24585196
.75689909
.98442769
.99415786
.66160602
-6.
-4.

04583791
64155295

51371820
98223807

.36828912
.66871481
.49272780
.04987566
.99217664
.53462305
.61551850
.12259271
.62085387
.88062974
.13280070
.58571405
.95141189
.95898602
.82928560
.08478298
.22269470
.49355458
.47734669
.82894278
.73923427
.72369444
.30038450
.98706706
.10617678

S208



S209

Energy = -7200.165719 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 64

Atomic N. X Y Z
8 1.62605677 1.25898117 2.99249960
6 2.89082590 1.88334420 3.14654997
1 2.77640302 2.96070517 3.37281412
1 3.53182149 1.80441157 2.24502413
1 3.44503081 1.42362225 3.98391307
50 .11389640 0.39866692 1.14854043
7 -0.99575625 1.66480236 1.56117323
6 -0.71787253 3.08315764 1.86986003
1 -1.61515620 3.57681856 2.28270435
1 -0.40002805 3.61664585 0.96697308
1 .09570965 3.11522278 2.60424486
7 -0.66998981 1.25285954 -1.51061938
6 -2.05490888 1.51752572 0.52909216
1 -2.97265879 2.02451651 0.88380233
1 -2.28547396 0.44444311 .45495443
6 -1.72320428 2.04897180 .86436274
1 -2.66753814 2.04098559 .44519217
1 -1.40311198 3.09762524 .82116439
6 -0.27585154 1.64367926 .82627002
6 .50968704 2.80212542 .01908978
6 .90627863 3.14579961 .31779366
6 .57141539 2.37011229 .43207634
6 -0.17804040 1.20803055 .21441536
6 -0.61263972 0.83482511 .93825946
7 -0.28624374 -1.01358376 .93018440
6 -1.40889411 0.97060902 2.81820549
1 -2.38742351 1.36172202 3.15505710
1 -0.64217511 .22521137 3.56190544
6 -1.45787123 .54716214 2.65652468
1 -1.52574869 .96646638 3.67732345
1 -2.39824950 .85861809 2.15080431
6 .04413541 .39077075 2.05690445
6 -0.04741052 .24524873 0.92758782
6 0.29416459 .59705648 1.04409444
6 0.723610098 .14942753 2.25681507
6 0.82621125 .29623839 3.35952376
6 0.50443629 .93394951 .28566665
6 0.97787593 .63898741 .85495847
1 1.52189518 .03842040 .45459576
6 0.99465862 .77545255 .82324217
1 -0.43953777 .57236349 .06405365
6 -1.41636281 .43304427 .76271914
6 -0.50673057 .70774352 .40638366
1 0.21555176 .23867145 .16215852
6 1.05472875 .61843330 .36891750
1 1.19023004 .69651958 .30991882
6 0.70381298 .06280426 .50216647
1 1.88191496 .20015608 .12405702
1 1.20829259 .00363895 .98741166
1 0.22286373 .37813037 .53992808
1 -0.86191366 .20271343 .20085476
1 -1.66567599 .86669573 .73901377



1 -2.36238766 -0.25654980 -3.
1 0.19276834 3.32906433 -7.
1 1.23230620 1.89943395 -7.
1 1.87814232 3.42732779 -6.
1 -0.70909462 -3.52886358 -1.
1 0.25673865 -2.05752834 -0.
1 -1.41906210 -2.10332415 -0.
1 -0.21489689 -1.98306048 5.
1 0.99978721 -1.04252431 4
1 1.47804145 -2.48828182 5
1 1.62493911 -6.97052831 1
1 0.14043168 -7.23040974 2
1 1.64585516 -6.82583070 3
1 -0.95860925 0.27365259 -1

Energy -7200.168789 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 65

Atomic N.

8

aoaocooooooookrPFPFoOYREFFRFOIOOOOOOOODOFFRFRFORFRPRPRPOOYNFRFRERFRFRFOOJORRFEFEO

ORFRP P ORFRPROOOOOOWNNNDEDNOU U UOTwW

X

.74476095
.01096423
.72076346
.98059785
.43129605
.01522227
.26135600
.43373983
.12640503
.91136701
.17364317
.81970355
.21510000
.02400099
.70149342
.61528003
.21648775
.48739348
.67939053
.37158821
.15478227
.29956604
-0.
.17463714
.47683309
.77892215
.64667138
.59669498
.52139518
.69018454
.36582107
.48900205
.84198331
.79904578
.46396681
.11237623
.12384455
.40147926

34177438

H O WNDNMDNWNENMWWLWNRERORE OO O

Y

.03105954 -0.
.59385141 -0.
.53096417 -0.
.40406754 0.
.30367052 0.
.00406031 -0
.98609565 1
.88866390 1
.86890278 1
.00579475 0.
.43924996 2
.12951649 -1
.59052019 0
.63469049 0
.00258159 0.
.52585570 -1.
.95375758 -1.
.18610046 -1.
.73893023 -2.
.38041306 -3.
.95755834 -5.
.10190128 -5.
.75434583 -4.
.35522335 -3.
.38359367 2.
.72399331 2
.69315788 3
.19691337 3
.94323254 2
.88293216 3
.51622996 2
.32315786 2.
.09682449 2
.06199109 2
.25728632 3
.48077869 3
.53977468 3
.45262186 -3

22739709
33707763
44235471
79793972
10719063
86380719
29777902
10647484

.21732867
.15468411
.49740959
.42532107
.27094862
.51806361

Z
54225334
07642715
91916059
40612303
66228534

.04168318
.31640692
.42254050
.82738455

44496188

.09714018
.39047146
.44462378
.75890816

56981693
02952510
61763762
20625239
74784437
80997851
12862152
44553915
38654958
05597970
25749569

.70432131
.22293977
.22174608
.88133636
.97549724
.47660839

60222823

.26121735
.60196790
.24446527
.53341474
.23067766
.54720938

S210



1 1.70101986 1.45989287 -5,
6 0.06530891 -0.51879060 -o6.
1 -1.00887347 -1.59370329 -4.
6 -0.91288095 -1.08877983 -1.
6 -3.27325292 0.12232670 1.
1 -4.84076382 -1.87800707 2.
6 -4.52015946 -4.26786743 3.
1 -1.81498107 -4.41556267 4.
6 0.32023591 -2.83733087 3.
1 3.06247430 2.56297738 -4.
1 3.01485183 2.19785193 -2.
1 1.94590340 3.43827284 -3.
1 -0.24559072 -1.74456347 -1.
1 -1.70387054 -1.72175222 -2.
1 -1.35432941 -0.38665565 -1.
1 -0.83584798 -0.03848728 -7.
1 -0.07888360 -1.60504562 -o6.
1 0.91040673 -0.23457632 -7.
1 -4.22321062 -0.06977602 0.
1 -2.52106464 0.39073907 0
1 -3.42771246 1.00209169 2
1 0.75976259 -2.07518208 4
1 0.95302900 -2.88797399 2
1 0.40495494 -3.80488442 4.
1 -4.14707276 -5.29633862 3
1 -5.41462874 -4.16423182 2
1 -4.83865786 -4.13978966 4
1 0.44199014 -0.79910635 2
Energy -7200.165738 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 66

Atomic N.

8

oo oocooockRkrHFOoORFR RPN R RPRPOOTIORE R REO

P O OO & DB DN

X

.60697821
.01364618
.35760529
.36596628
.52796851
.42527229
.08080631
.92368571
.37266375
.24495674
.81217504
.46665046
.15453331
.70819014
.78458012
.96560066
.94620750
.27034294
.27778671
.81614298
.99114940
.13264336
.92305921
.14842936

O O OO ONNNREFEF WNODWWDdWNODOODNRER

Y

.29737936 2
.34429412 2
.38352568 1
.74389470 1
.95927004 2
.21631593 0
.31011764 0
.49665315 0.
.42708623 0
.51838723 -0
.42464028 1
.88625035 -1
.32742275 0
.26314703 0
.49445713 0.
.21389350 -1.
.44171210 -1.
.97858937 -1.
.65235940 -3.
.23753492 -3.
.97337094 -5.
.13160565 -5.
.46577163 -5.
.21681679 -3.

93200407
87779057
60105738
96418835
48377475
32704629
62113052
01515022
56248764
41716119
66946014
35951172
38013624
38758134
24422788
29206458
96238557
51979481
96871131

.72798805
.12912024
.22646126
.660912009

07232460

.51927544
.99227818
.66798718
.41374184

Z

.19935777
.01973582
.85694921
.15641967
.91808240
.84409937
.90927582

65111415

.87805640
.39631632
.28955426
.81320393
.08464997
.29441951

42880382
42661164
89107711
79564882
20931973
88605365
25006321
96498187
26712216
90876985

S211



7 -0.18749815 -0.15699205 2.
6 -0.28164278 2.28381618 2.
1 -0.95562750 3.13045802 2.
1 0.66303053 2.41535916 2.
6 -0.91708270 0.95837292 2.
1 -0.91083786 0.94440082 3.
1 -1.991860661 0.93249092 2.
6 -0.37318041 -1.43364328 2.
6 -1.02190674 -2.46511180 2.
6 -1.18561112 -3.72977843 2.
6 -0.73152758 -4.01648652 3.
6 -0.07809887 -2.99737053 4.
6 0.11539593 -1.72060759 4.
6 1.82620259 2.08968785 -3.
1 1.84564319 1.42344225 -5,
6 0.33105858 -0.11407772 -=17.
1 -1.59930044 -1.14235706 -5.
6 -2.30345592 -0.89222258 -3.
6 -1.53419171 -2.21666811 0.
1 -1.68863801 -4.51166858 2.
6 -0.95204310 -5.37431088 4.
1 0.31609331 -3.20616570 5.
6 0.88522179 -0.69126933 4.
1 2.78408743 2.09186173 -3.
1 1.99663815 1.70772667 -2.
1 1.50324277 3.14044561 -3.
1 -1.96284767 -1.62072251 -2.
1 -2.92145036 -1.44216861 -3.
1 -2.95749578 -0.17134597 -2.
1 -0.21686441 0.62757797 -8.
1 -0.03391316 -1.10727001 ~-7.
1 1.39097818 -0.04096082 -7.
1 -2.18482589 -3.03896441 0.
1 -0.70733068 -2.13567915 -0.
1 -2.10058605 -1.27558708 0.
1 1.46836207 -0.03414818 4
1 1.56866520 -1.18302558 5
1 0.21773249 -0.04834119 5
1 -0.14173586 -5.63192447 5.
1 -1.01167882 -6.16157541 3
1 -1.89317572 -5.40201386 5
1 -1.09421791 0.17749821 -1
Energy -7200.168595 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 67

Atomic N.

8

&
HF R odO R PP o

P ORFRP ONMNDNDWW

X

.56610969
.26042466
.48541337
.90599389
.16526893
.81244335
.79545447
17113997
.28088567
.65901341

-0.
-0.
-0.
-1.
-0.

0.
.33680514 -0.
.74302881 -1.
.34545364 -1.
.17879295 -0.

Y
94939040 -2.
87221035 -3.
11946414 -4.
85187746 -4.
60919219 -4.
13222435 -0.

19281070
36028054
59150785
90495605
77679384
88246113
49142133
79066180
06543633
64358686
93545371
63667895
09397078
15903073
76175691
44112628
79551625
20584719
66707585
06818651
55806918
63525971
88543004
69481127
14194500
07399446
45168016
92628181
69078898
04396117
73566113
72022751
34021547
05727258
61360007

.22367919
.59059398
.48262390

25411689

.79419700
.13040256
.43091868

Z
42911544
80933969
04258893
18570445
38601088
84402023
91951503
18708701
43960533
30851501

S212



1 1.89091250 -2.76170302
7 -0.31662588 -1.38434386
6 -0.09352634 -1.22812425
1 -0.97913201 -1.87448574
1 -0.44957513 -0.19019200
6 0.57479408 -1.57481764
1 0.93449152 -2.60955180
1 1.45788044 -0.93431850
6 -1.49689166 -2.16744659
6 -1.41815674 -3.56946843
6 -2.60201698 -4.30465757
6 -3.86433408 -3.70324250
6 -3.91673823 -2.30949643
6 -2.76483046 -1.53446872
7 1.32770742 1.34422778
6 0.11998101 -0.76662683
1 -0.88658912 -1.21168151
1 0.72309992 -1.06792635
6 0.02136049 0.75723830
1 -0.36400513 1.07361767
1 -0.75750164 1.06469388
6 1.38439571 2.76522608
6 0.75268483 3.48196814
6 0.84227960 4.88059604
6 1.55625798 5.61092068
6 2.19934264 4.89463001
6 2.12789751 3.50020755
6 -0.09295900 -4.28242828
1 -2.52582057 -5.38586282
6 -5.12371940 -4.52545778
1 -4.88600979 -1.80550141
6 -2.88753749 -0.03303556
6 0.02658847 2.77602857
1 0.35124387 5.41131011
6 1.66655521 7.11432538
1 2.76931306 5.43841639
6 2.83454242 2.79637661
1 -0.21196578 -5.21128612
1 0.64952938 -3.65098037
1 0.32825393 -4.56356358
1 -2.37183356 0.49481980
1 -3.94139770 0.26904326
1 -2.46855386 0.34790958
1 -5.52907233 -4.79221527
1 -5.90972730 -3.97544499
1 -4.93514338 -5.46418007
1 -0.01682205 3.41273430
1 0.54235281 1.84110517
1 -1.01074620 2.51726137
1 2.1478099¢6 2.14358812
1 3.65198018 2.15337117
1 3.26502035 3.52652104
1 2.63695330 7.41914828
1 0.88034188 7.53873778
1 1.58847116 7.57749116
1 -0.53295726 -0.39501551
Energy = -7200.163954 Hartree

Number of imaginary frequencies

WwWWwWwwNhRERErRPRPrPrOOODNDIDN

.01389822
. 76067126
.26732599
11734999
.31348208
.60941250
.60809185
.75982745
.87722113
.05607810
.19874422
.20664929
.08776764
.92000886
.81306218
.12409921
.23351833
.99051407
.08401933
.07422435
.35649939
.71104307
.65961721
.61673595
.56945669
.58571222
.67327417
.17472209
.34069777
.33566525
.11923676
.80272730
.45854976
.20359072
.48647862
.34380680
.80488380
.74766796
.68302061
.19556730
.622396009
.84019237
.85746602
.34651062
.87109315
.87415535
.35189014
.72471725
.19081381
.36078304
.44526611
.50280827
.06360968
.84806708
.48037022
.86993931

S213



Compound Ilb isomer 68

Atomic N.
8

rFERErARRPRAEPRPOFFOOFFOOOORFRFOODFOODODOODODOODOOODF, RO RFPFOJIOLOLDOOOOOOOVPEP PO, PO, PRI O R B O

PO ORFRMdWDNWW

X

.16066170
.37756397
.54433521
.52374674
.29267138
.63737346
.35850198
.25910138
. 79678208
.49114174
.19854202
.27077661
.90155371
.40919781
.55915189
.77830487
.78609632
.11995083
.18629483
.80451625
.87437056
.01444731
.92943455
.04954767
.20716854
.04228062
.61979853
.99450436
.59371176
.64783298
.64815308
.24285214
.48123096
.86905190
.06614194
.16891349
.59023446
.82480128
.64911578
.09577600
.59894064
.08090604
.37254523
.82400474
.50245215
.82529710
.92197080
.72863739
.10905768
.45264257
.61683147
.69895591
. 75798416
.58389699

Y

.29014915
.00750251
.54790354
.94345294
.59912394
.27364013
.68452214
.84112062
.59871571
.30225866
.47940288
.63081943
.08474009
.85189953
.20359898
.63677721
.00297194
.51428267
.00864853
.91957907
.25470732
.69917922
.76456992
.41401443
.16270351
.08667250
.76690917
.00998055
.29943481
.69420727
.20493451
.49756811
.80725292
.14531892
.20964852
.89758214
.57849456
.48195344
.95436829
.09889410
.29568324
.39234639
.73189430
.35716140
.64385023
.70887533
.32542019
.79256903
.72870032
.36843884
.52635913
.09583744
.779420091
.93757104

Z

.06145647
.42932106
.89955417
.00451896
.55697159
77174697
.75021217
.93974766
.59837769
.97374268
.37453621
.28846126
.07333031
.69091606
.05879823
.34626233
.62912486
.36926805
.66111659
.09179225
.44987092
.40285302
.96125731
.61248920
.12485221
.08098618
.65049250
.62030615
.98110729
.01585523
.65066195
.93332206
.30876194
.14730572
.56110103
.14278754
.33695721
.13379400
.77359022
.85626463
.68665491
.19152600
.74043475
.65824128
.38261986
.46903300
.99934123
.67353348
.38498878
.59428100
.79546210
.04795727
.41361871
.07627752

S214



1 -0.18720942 -2.26866412 7.
1 1.11033393 -3.42204126 7.
1 -2.99479583 2.13414497 0.
1 -1.76408723 0.90796198 -0.
1 -3.05340893 1.29993529 -1.
1 1.81329006 2.66550958 -3.
1 2.64128499 2.83456524 -2.
1 2.37129055 4.27101536 -3.
1 -0.75012273 7.22708000 -0.
1 -2.45017087 6.70631908 -0.
1 -1.64588023 7.14221476  -2.
1 -0.83908040 -0.78715615 1.

Energy -7200.162748 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 69

Atomic N.

8

Nk ooocoococoocooFrFFoFHFF OO oo o0 ook PP OO, FPOYYNRFREF RO O RO

ORFRPNEFEFNOFFORFRPORFR, WWWWRRFE U U b > Ww

X

.90742425
.94821887
.58679315
.50488755
.66728888
.91598694
.68528214
.06130953
.02943135
.62618749
.57933283
.21703840
.93773278
.04297556
.11937079
.41275140
.79492171
.45336851
.07236632
.00412273
.77418878
.66965498
-0.
.04144276
.73778780
.04016044
.15818782
.62402151
.44160987
.70657571
.04664953
.00477745
.20068950
.42214756
.50362201
.30396301
.06275407
.28271656
.50564248
.43353517

21616203

Y

.02429759 0.
.96270162 0.
.00775750 -0.
.73218868 -0.
.92841449 0.
.59497645 0.
.88260609 -1.
.27877635 -2.
.08397741 -3.
.59652292 -1.
.40985303 -2.
.26136827 0.
.05354364 -1.
.91332037 -2.
.77106065 -1.
.41701301 0.
.26388937 0.
.79471749 -0
.46051130 2
.20418578 3.
.38351828 4
.82946168 5
.06176445 4
.87221831 2.
.02767665 -1.
.28941218 -3.
.99277156 -3.
.61050300 -3.
.07146051 -3.
.47174989 -4.
.83493978 -2.
.67616787 -1.
.94515654 -1.
.63207964 -1.
.02051706 -1.
.72960555 -2.
.08746362 -2.
.73622431 2.
.95400439 5.
.06277076 6.

51764576
12611110
06997836
33835617
49153245
87074715
32562989
33016444
83095569
83167337
35384830
20612523

Z
27336834
05547028
02792126
87358550
89198482
12359028
91188895
29922393
05412026
41747659
72483210
89852484
37340249
06284881
30818626
03356146
38261449

.01252122
.29644045

07000269

.44075755
.09494635
.33091717

95548895
97127818
11994878
96679628
37208142
04336099
04279280
91098197
97826982
79588367
78756172
92601327
06175305
09525764
46868923
02016027
56796657

S215



1 -1.08379463 -0.60597902 4.
6 -1.04632915 -0.05008949 2.
6 -3.19373992 -0.54259130 -1.
1 -5.33913518 1.05616884 -1.
6 -5.83543915 3.73108542 -1.
1 -3.33225184 4.81854733 -2.
6 -0.80015020 3.90531766 -2.
1 4.01163720 -2.95220819 3.
1 3.72304669 -2.00269319 1
1 3.12760127 -3.67175522 1
1 -0.65507056 0.94807572 1
1 -1.95875558 0.10058078 2.
1 -1.30537398 -0.53119684 1
1 -0.20910343 -2.94216337 6
1 -0.06475483 -1.20271669 7
1 1.37747682 -2.24373219 7.
1 -4.11409027 -0.84671210 -1.
1 -2.33824257 -0.82967169 -0.
1 -3.13611781 -1.12863248 -2.
1 -0.21140588 3.60817374 -3.
1 -0.13998082 3.81173784 -1.
1 -1.04318976 4.96926776 -2.
1 -5.77619600 4.70365041 -1.
1 -6.61134267 3.13254716 -1.
1 -6.17677248 3.92306482 -2.
1 0.00349870 1.72763904 -1.
Energy -7200.165740 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 70

Atomic N.

8

o ~JooovooocoocoooRr PO RO, RPRERPOOIJTORRRO

PR RPRP O OO DdW

X

.34294878
.61314082
.56252383
.26628579
.11525339
.61434316
.83947304
.81220716
.56638684
.81852190
.80745951
.75500651
.54514083
.79792979
.21620361
.82539012
.82524136
.11780965
.03215755
.08090307
.36934892
.55840526
.47101697
.23471203
.41427440
.91061510

Y

.08099391 -1.
.04050682 -0.
.18233310 0.
.83485859 -1.
.92894105 -1.
.30937218 -0.
.57084159 -1.
.68380118 -1.
.42235186 -2.
.18576893 -0.
.26212601 -1.
.67763455 0.
.05400814 -1.
.80039650 -2.
.19496744 -1.
.67620998 -0.
.15120321 -0.
.48652617 0.
.14023424 2
.92189891 2
.34558278 4
.00314448 4
.19775473 4.
.76684137 2
.18822085 -1
.87217401 -3

81571160
18778009
54435615
63904979
93632930
14988571
24012746
26110846

.77614202
.90744909
.92878813

77973590

.23515502
.73570113
.03656366

10055433
02948675
91608101
47578494
12331015
36191605
35061735
42830150
44045917
96606252
92941838

Z
45477543
82405475
27469577
22680392
00545574
28812046
72380248
72153319
50574201
74749924
90559702
95534638
48755269
26544686
63259887
12133726
18390548
09564123

.27785407
.97057758
.27419398
.92571495

23424433

.92457259
.81967623
.04448760

S216



1 0.53438698 -1.54179402 -3.
1 1.97628869 -0.66961011 -3.
6 0.14523331 0.45004433 -3.
1 0.46372662 0.99393923 -3.
1 -0.94447247 0.27192334 -3.
6 0.13384568 2.58220344 -1.
6 -0.90921911 3.09748756 -1.
6 -1.17442737 4.47223854 -1.
6 -0.43793910 5.37159792 -1.
6 0.59294487 4.85450103 -2.
6 0.89913390 3.48795822 -2.
6 1.25571883 -3.25920054 2.
1 0.37691535 -3.94252438 4.
6 -1.85405590 -3.49295973 6.
1 -3.40079160 -1.89915836 4.
6 -3.25475572 -0.89640882 2.
6 -1.74145362 2.17626049 -0.
1 -1.98625222 4.84982112 -0.
6 -0.71762741 6.85426622 -1.
1 1.19677457 5.53931867 -3.
6 2.06556317 3.01182529 -3.
1 1.99449983 -3.47214233 3.
1 1.62577158 -2.42249622 1
1 1.20676167 -4.15094029 1
1 -2.87685993 0.12336168 2
1 -4.15868668 -0.79884546 2
1 -3.55904607 -1.30930506 1.
1 -2.47086920 -4.40546714 6
1 -2.40641074 -2.74160026 6
1 -0.93031400 -3.73502231 6
1 -2.62476549 2.70067722 0
1 -1.16712371 1.80286867 0.
1 -2.07492382 1.29577605 -0.
1 1.75053022 2.69602544 -4.
1 2.56619568 2.15343591 -2.
1 2.79654401 3.82057297 -3.
1 -0.09146730 7.35350252 -0.
1 -1.76585523 7.05633846 -1.
1 -0.50458909 7.33374098 -2.
1 -1.38309720 -0.90608862 0.
Energy -7200.168583 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 71

Atomic N.

8

dRP PR ONJOR R PO

[ |
O OO R OO MdWWWDN

X

.26201653
.36197559
.84382029
.05163199
.13394641
.50485925
.62645472
.34546783
.28382965
.17161883
.32220675
.23368607

-2

-2.
-1.

-2

-3.
-0.

-1

-2.
-2.
-3.
-2.
-1.

Y

.68259616 -1.
67670893 -2.
68268434 -2.
.9919979%6 -3.
38479075 -2.
90510931 -0.
.30199685 -2.
41620228 -3.
77885594 -3.
22810258 -2.
05818748 -4.
91439042 0.

84110520
21671752
04436445
95285605
17855999
82876395
01789593
01039291
78889724
58067629
61175163
35858007
80448758
32268007
72485752
22726661
15866343
38281208
74277809
18268025
44324906
14182813

.74838969
.71204889
.04622164
.84108412

25279389

.30126138
.90363818
.86509281
.23003672

70485882
72673224
45146910
97173820
57633458
98593620
48305547
70814557
72599770

Z
74608413
64136228
73821137
65647482
29399355
98397877
27841035
21638017
67159447
69584286
01045793
39423125

S217



PR PR RPRPPRPRPRPRPRPRRPRRRRPERERPRERPOROROOROROO0O0OORRORREOAJOOOORE RO RO
NN OOR OR R

=

.57014360
.44002756
.91428483
.87633591
.62007600
.59729342
.70318950
.07580597
.50167233
.60637096
.27875995
.82785311
.66090705
.15606035
.98586071
.34493388
.67517557
.02871442
.56126416
.90676514
.97040740
.15754541
.31427611
.24114455
.02479538
.10528765
.79008650
.04432060
.36045232
.47184173
.86712216
.97954073
.55355282
.44937396
.15273539
.73761296
.50650024
.10540775
.24061714
.36992040
.46269470
.19089527
.50239330
77323567
.33520666
.29382892
.68186272
.84165637
.86985895
.69971767
.60766692
.15024815
.10005490
.24221496

~N o JdIdbd W wrr

.74264694
.25158772
.84682169
.64973587
.90630587
.60566158
.28573029
.61715560
.91044738
.93157651
.61757177
.27856028
.68132191
.16578795
.53683191
.13087448
.06646970
.76231269
.80727060
.99025694
.2414066406
.54316047
.60211788
.32192808
.04432829
.70992204
.93943242
.28412013
.82789545
.15528794
.13591951
.72299891
.99904724
.12360408
.80002193
.54029854
.33076050
.12622481
.65249257
.73542111
.21744892
.60986502
.42315591
.10680308
.42409960
.21219924
.90182131
.40727058
.07931154
.73394334
.51664771
.98546994
.60996190
.66204736
-7200.165744 Hartree
Number of imaginary frequencies

.21293905
.67106103
.68327045
.19644591
.57931941
.68227757
.68126615
.01189975
.31397773
.30745082
.95725616
.67616547
.48804603
.08830425
. 72039469
.77268642
.35089754
.13836856
.75695204
.98603200
.08960618
.39461472
.04666883
.80789592
.33226573
.97053775
.54695524
.70884337
.70904583
.37202898
.41090367
.09216074
.56640319
.08150700
.24754004
.31188336
.01825306
.76768642
.75698804
.29869219
.79856973
.32523020
.21465064
.70564440
.36093054
.57586321
.29304667
.22933652
.82073323
.42604051
.77833206
.48830306
.16967461
.96264330



Compound Ilb isomer 72

Atomic N.
8

kAR FRPOFRFOFFOOOOFRFOFF OO ODODODOOOOOFR, PO PO IOODODOOOOO0OYTFP,E PO, PO, P PO O PO
|
o

NN DNDDND

X

.07168885
.09521936
.99777403
.11591468
.22643733
.85522660
.70905788
.06535882
.97470839
.24119444
.23168666
.22607680
.69104522
. 72982123
.54287915
.55213401
.37092923
. 67247231
.03760385
.79221002
.59076651
.61724148
.85598183
.07524525
.34396417
.41584106
.32559488
.70898719
.78294941
.45742672
.57222687
.16563806
.67006169
.49189300
.80941814
.29282062
.50694211
.71981301
.38536647
.41516941
.87575095
.34153998
.71626615
.08867456
.69105738
.31854079
.11748891
.09319897
.29314325
.71460727
.52213634
.44156162
.27026950
.37465579
.03913611
.23101868

-0.
0.
1.
0.
1.

.24122425

.23029691

.52932967

.46694542

.26586739

.89592430

.21193993

.76664346

.90025538
0.

-1.

-1.

-2.

.79866219

.18179169

.71220705

.91976717

-1.

-0.
0.

-0.
0.

-0.

.03338843

.60868799

.65687652

.92428847

.07459763

.19598628

.23135466

.09256176

.95085878

.10285962

. 78153762

.52463974

.90482933

.50758685

.10636812

.06361563

.43580375

.09142591

.77211543

.97468705

.59814356

.48493670

.04244770

.94731186

.72758938

.84150133

.80440546

.41153697

-1

Y
70930852
41261884
02532278
08026682
08500634

31243927
47209599
12916938
55720670

55019604
97647656
78215125
25192738
00177749
74355001

oy oy N w N

Z

.20777692
.06579174
.88832181
.12030098
.93533387
.35767456
.34679621
.92088984
.55152478
.12737564
.53502063
.59438349
.36083889
. 72845329
.21168228
.01188507
.64773412
-0.
.89765917
.02854283
.30933227
.46089637
.30409937
.04696001
.97994924
.40634872
.99092610
.09384398
.87636988
.76410418
.40745473
.76317520
.09050816
.91926071
.38273152
.03523792
.23305730
.83596735
.40139040
.82899077
.18553640
.94302432
.49538038
.38940700
.15559578
.41380624
.94987309
.06365096
-0.

0.
.43609062
.94297071
.39331990
.26771480
.52259642
. 78234507

12300682

04318791
55299420

S219



1 -0.75365850 3.79418762 0.
1 -1.01373026 2.10441667 -0.
1 -1.47819507 3.44180952 -1.
1 2.40781403 0.30817342 -3.
1 3.43235046 -0.00863451 -2.
1 4.01118241 1.08008885 -3.
1 4.29897214 5.31796726 -0.
1 3.09638125 6.35169933 -1.
1 4.38806221 5.58576602 -1.
1 -1.11517576 -0.19805934 0.

Energy -7200.161481 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 73

Atomic N.

8

ok OCOOOOOOOoOToOToOY ook PO JdJooooooooFr kTR, RO, RPRPRPRPOIO R RFERFEO

X

.79890292
.11204966
.46190210
.16932479
.82157051
.33242010
.22407785
.01160099
.79781355
.48287483
.34817338
.96127060
.08400477
.05500164
.54681438
.27845841
.85210548
.92027674
.85019846
.54119029
.37941162
.54116286
.15251278
.01276216
.33452088
.51076432
.03219362
.50174257
.41760179
.04354677
.43435213
.76109521
.18254364
.27048697
.62868341
.54674137
.14385366
.41027208
.91300363
.39778059
.81592644
. 75682258

Y

.26677849 -1.
.66360021 -1.
.05803164 -2.
.72705043 -1.
.51844415 -0.
.75328740 -1.
.29720108 -2.
.23283679 -3.
.69262322 -3.
.99707168 -2.
.73939265 -3.
.99915146 0.
.67695963 -1.
.37386096 -1.
.20171460 -0.
.63601426 -0.

.09829024 0.
.49062922 -0.
.43788335 1.
.56944586 2
.93812070 3.
.23348359 4
.13135529 4
.71860747 2.

.36084969 -1.
.31948868 -3.
.31010132 -4.
.71638602 -3.
.14288346 -2.
.67122280 -3.
.55454843 -2.
.68376283 -1.
.71065485 -0.
.00580970 -0.
.32356156 -0.
.28660943 -0.

.98399641 -1.
.42320859 1.
.81807724 4.
.63446639 5.
.56269612 4.
.50186402 2.

36009565
15199759
21719545
64953331
23770024
50910995
24429094
03655969
99203196
67996468

Z
05976332
45118107
30540521
75495207
61843988
06418021
27954043
11633592
67142298
48522091
82953790
45850999
22565238
65758389
85096957
05111028
72444913
35863794
80727168

.31178679

65507066

.52292214
.00701548

67772546
50413668
18038804
15181471
35339216
74131711
60054126
64595825
21763156
97102432
68565623
60449463
80789764
11798280
42090519
02489970
97159242
66418451
18673261

S220



6 -1.66573329 3.43427854 -0.
1 -0.47214493 5.78402618 -0.
6 2.09075466 6.73160480 -0.
1 3.61690366 4.49688494 -0.
6 3.18483553 1.91463258 -1.
1 -2.56671251 -5.41338314 1.
1 -1.94853610 -4.56175983 0
1 -3.40361159 -3.97743107 1
1 1.48309977 -0.75084223 1
1 1.28945833 -0.01684532 3
1 0.06912967 0.22611535 1
1 -1.00185580 -2.98623560 6
1 0.64476607 -3.55250759 6
1 -0.73047977 -4.66844124 6.
1 -2.18037337 4.20686434 -0.
1 -1.86805976 2.45801935 -0.
1 -2.12719506 3.42722631 -1.
1 3.07783004 1.43723852 -2.
1 3.11195900 1.11103703 -0.
1 4.19363363 2.34203176 -1.
1 2.97811647 6.73903084 0.
1 1.30274085 7.31745655 0.
1 2.36268771 7.26090851 -1.
1 1.06686956 0.65088480 -1.
Energy -7200.163125 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 74

Atomic N.

8

PFRFOSTJdJOOOOOO0O R, HFORFRFRFOYNFEF R EPEPOODJORFRERFEREFE O

X

.61035592
.08527718
.15595301
.97900492
.55537313
.27869518
.06550535
.91808819
.72667122
.37404817
.30567839
.60864479
.77349953
.77855451
.20116250
.92809660
.53662840
.47736933
.67141119
.00385861
.03243603
73711571
.40407902
.37394763
.62601547
.40596623
.13792916
.96048730

0.
1.
-0.
0.
-0.
1
1.
1.
-0.
-0.
-0.
-2.
-3.
-4
-4.

-2.
1.

2.
3.
1.

Y

.33931385 -0.
.98217714 0.
.71062207 0.
.83742943 1.
.11661235 1.
.45443532 -1.
.96263733 -2.
42346801 -3.
12849184 -3.
52294081 -2.
21687896 -4.
84621413 0.
.08199446 -0.
53390954 -1.
76350567 -0.
25912328 -0.
10067939 0.
97581489 -0.

08845664 0.
28826847 0
.47977936 0.
522775926 2
.31987271 2

92843798
49056645
31622257
73361892
33577685
86857800

.43097649
.25381860
.39898327
.01547057
. 73317320
.62629405
.31035085

13468744
34244004
46482854
92918986
32231071
58736597
27490387
33219138
17606255
24353282
38228823

Z
66991295
61159209
57379951
30447830
05206870
95728350
17642900
23775251
51647955
92238647
12593800
14840897
89735827
03026752
25194492
18041406
72939827
80409676
87725879

.21483695

95191241

.31726175
.95050996
10418456 2.
59543841 -1.
20332804 -2.
02669455 -2.
98583555 -3.

25969675
30949833
61411604
75558208
59807991

S221



6 -0.30591352 2.66550749 -1.
1 0.22156270 3.49322208 -2.
1 -0.77424530 3.13422722 -0.
6 1.84000219 2.06364285 -0.
6 1.85410221 2.71663541 0.
6 3.05970537 3.19455462 1.
6 4.27732499 3.04668102 0.
6 4.25679871 2.394996406 -0.
6 3.07584231 1.90476783 -1.
6 -2.31011279 -3.33462610 -1.
1 -2.27568434 -5.40773033 0.
6 -1.79111430 -5.81872600 3
1 -1.16190931 -3.32355581 4
6 -1.02000202 -0.83569418 3.
6 0.60101294 2.86401335 1
1 3.04353271 3.68410628 2
6 5.57140662 3.53643346 0.
1 5.19308572 2.26835370 -1.
6 3.15516110 1.21724288 -2.
1 -2.08774026 -4.32992086 -1.
1 -1.71730151 -2.59832749 -1.
1 -3.37487799 -3.13327538 -1.
1 -0.05483223 -0.41754209 2.
1 -0.93405650 -1.03476148 4
1 -1.78166458 -0.05056135 2
1 -2.74808256 -5.92183457 3
1 -0.99152172 -5.87117122 3.
1 -1.69224804 -6.68525217 2
1 0.84774534 2.91229797 2
1 -0.07495162 2.01186039 1
1 0.03727627 3.77815221 1
1 2.31598075 1.49768310 -3.
1 3.13016181 0.12051085 -2.
1 4.09504649 1.46971670 -3.
1 6.08909511 2.72833046 1.
1 5.39697998 4.35118413 1
1 6.26190617 3.90141832 0.
1 -1.09696781 -0.16605846 0
Energy -7200.161479 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 75

Atomic N.

8

PO dRr PR OJdO R R RO

X

.46020433
.78820750
. 78580269
.27346190
.43456499
.08821466
.88389179
.53512018
.14970188
.17499427
77062772
.16625092
.90768539
.44877295

Y

.08203552 2
.01589100 3
.31333670 4
.00973967 3.
.68778799 2
.95114264 0
.21394985 0.
.09673059 -1.
.99075056 -1.
.20678011 -1.
.01697821 -1.
.94872620 1.
.48112317 1.
.41690118 1.

66031368
17186661
77004475
73184844
53087233
06047051
39162160
84584000
41603208
26157887
42872120

.08925676
.01600960

00125392

.35857297
.03831279

99580337
39606508
75657265
66719046
82382395
46513596
67249892

.07652047
.87268281
.62476154

84093335

.42222360
.42774505
.19357724
.11228928

40889782
64494081
26564837
53700947

.71160069

22250500

.71687445

Z

. 71759184
.21350906
.26730358

17556499

.65107359
.99560073

20051481
12720169
33095722
14038075
90637626
38972650
25819920
02592524

S222



=

Enerqgy =

PR R R R RPRPRPRPRRRRRRPRPRPRRRROROROOROR ORI o
I
D

P o Jo o N wN

.35045094
.88642007
.43491660
.65464407
.85901635
.26365612
.92253781
.20824546
.79499107
.12559501
.59248902
.14548249
.27470761
.24277679
.53457123
.17060991
.96206718
. 75718667
.63654879
.74782064
.02803633
.13243639
.99658932
.99075348
.22680415
.95444822
.98265882
.66642771
.38017158
.41928542
.26039936
.30482545
.02138336
.49079775
.91433527
.34554053
. 71712558
.53735861
.40261219
.03967452
.63996083
.79389952
.20696367
.46031886
.27659292
.15982332
.98571116
.14280415
.52228303
.13092414
.11758301
.46109082

WNPFRPORFREDNE WDNDDN

W N~ O w

.60365211
.31718865
.48446964
.35453612
.09867656
.10777681
.24810544
.42504608
.42740972
.27459978
.41793420
.29399769
.60616330
.15616957
.89804118
.78814213
.14638343
. 73991166
.71546753
.04777808
.36884220
.36193384
.07545308
.97029629
.01769414
.64308039
.55547212
.25942679
.72757345
.24802741
.71029561
.39639951
.17982088
.77120431
.02415948
.00405156
.79308155
.73161046
.44872416
.45606295
.92613559
.50450488
.36359949
.11962170
.86965001
.58396227
.81568883
.01779450
.90308339
.86850769
.63216591
0.

40586700

-7200.167438 Hartree
Number of imaginary frequencies

Compound Ilb isomer 76

Atomic N.

X

O WWNhRrRrRORFRONMNDEDN

.19740222
.40514679
.35088130
.60350682
.86351201
.95404107
.43014492
.78841706
.67759186
.24684625
.70096019
.20478703
.25053676
.36645637
.30599406
.21595194
.38334002
.45611728
.881364009
.66333936
.03225615
.62213198
.85439792
.52471929
.71579200
.27634860
.74724201
.26491826
.51285428
.98569116
.83466631
.93013741
.52649654
.08519242
.75067756
.91091703
.96398963
.24796397
.39263492
.31276669
.29044948
.61386614
.85234346
.97833546
.42567100
.51097776
.59099106
.22500378
.53239035
.17826558
.41466650
.70325320

S223



PR PR R RERPRERRROOROOR RO RPOARREOOJOONOOR RO RFROTdJRER,REOJOR RO ®

.55308721
.14627139
.52464431
.00157504
.42664291
.22682971
.37461126
.23404129
.93707849
.79496935
.59923012
.20772671
.20661892
.88508094
.51229142
.01566059
.38200484
.92790813
.73615882
.03349620
.52380390
. 75265527
.45378179
.94867004
.72710146
.62351508
.36176335
.21514307
.52306657
.77242575
.18270446
.97916281
.98410821
.22023198
.50616805
.51139646
.26496605
.84264580
.74509601
.32155676
.59626786
.59585325
.73873472
.97946980
.85636756
.71558377
.28654191
.28565047
.77934078
.31191720
.78285828
.28467555
.45430171
.42325387
.01037801
.00088323
.56477395
.65789135

.12249632
.93577123
.28920866
.53088102
.64289081
.15446994
.90111137
.56014382
.38257418
.35574881
.39232909
.36235612
.09183981
.95284048
.31241172
.16225526
.02520134
.20361444
.57948388
.65296368
.86056490
.05380833
.99402351
. 77222044
.73360700
.14516269
.96861576
.98836147
.57176522
.60665667
.60534836
.38049931
.27182689
.89568702
.63695843
.71900104
.09574569
.51638196
.67287276
.35113242
.12524571
.70611281
.48997142
.80795036
.28363070
.26513747
.13650383
.37400729
.46849503
.59855105
.06548016
.16354628
.05266000
.33676575
.53566492
.20573623
.63537918
.40920408

.14306959
.14916737
.95793501
L77177311
.60295907
.53279733
.13149224
.29317931
.50967734
.08109457
.17180659
.26380471
.09499259
.04991990
.91643981
.43620631
.46986541
.19632201
.77121023
.11131534
.39958051
.76632373
. 62721417
.16388040
.67843939
.48525827
.54461323
.49176421
.56714250
.84057216
.48131556
.84821101
.14673377
.05090282
.20340749
.18184979
.03679512
.60306720
.29793863
.28862161
.70364443
17277861
.41368003
.73050976
.40002379
.10628459
.18466200
.12644476
.88642624
.98554100
.80572365
.12182860
.39949073
.27600115
.32602195
.67704810
.12125521
.21722883

S224



1 2.80475224 1.79145339 1.
1 1.44239544 3.82231079 -3.
1 1.86228505 2.13612474 -3.
1 2.78758124 3.46711872 -4.
1 7.59928887 3.55495714 -1.
1 7.24350973 4.69881516 -0.
1 6.80744158 5.09624260 -2.
1 1.71754820 1.06332548 0.

Energy = -7200.166754 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 77

Atomic N
8

PFooFORFOCSCODOLODOOOOOO0OOHFRFRFORFRF PO JdJOODOOODOOOOORHRFRRFORFRFPFPFOODYIFRFRPREOOJIORFR P EFEO

X

.54227829
.96140595
.37220345
.31997881
.40358410
.44758864
.53681289
.67452580
.63277803
.56815414
.67056531
.34557704
.50845989
.43833890
.65283751
.33688476
.05707003
.31546903
.17949704
.13197456
.41623268
.26328335
.56844417
.05032689
.42858612
.72161565
.65161265
.90217108
.57764134
.03808894
.02328913
.13518471
.84447382
.07138469
.34434621
.67603003
.93012329
.05182995
.16628851
.81246061
.24835815
.46134648
.59473595
.83373894

GO WWNWNDNREPERPRPEPEPNOOOOOOOFOOO

Y

.42217609 -0.
.48527300 -0.
.08242236 0.
.52725106 -0.
.06024625 -1.
.29373150 0.
.19693646 -0.
.07648379 0.
.23590416 -0.
.81507478 1.
.92865019 0.
.26859515 0.
.56391919 -1.
.72632993 -1.
.58723742 -1.
.66121632 -0.
.58104104 -0.
.88620254 0.
.29216904 1
.31150699 3
.30395813 3.
.29880386 3
.26623241 2
.28656712 1.
.03635962 -2.
.84556855 -1.
.58561123 -2.
.80208320 -1.
.03601788 -2.
.27002121 -3.
.09946262 -2.
.36684762 -1.
.14850397 -2.
.46743989 -2.
.07579129 -1.
.31946777 -0.
.99592095 -0.
.27683099 3.
.30290598 5.
.38110141 4.
.01690003 1.
.28544713 -0.
.66703930 -3.
.04784822 -2.

91120432
01094543
35957381
10364536
76180675
45870367
13720567
10132114

Z
91624624
83109488
02831939
73839634
74810079
87614181
52159229
42540209
09765258
22761326
86444644
91182991
12851464
70479417
81461201
07783124
62441812
39835335

.74890400
.13295594

95401814

.45193185
.08776709

23053016
25201531
58292563
12472624
07159042
59894437
56567596
73304728
90910331
57893405
15769274
13300698
54431380
90801750
73606415
01831343
35013164
67533817
22171508
80037798
68431276

S225



6 -0.63719564 -7.48702121 -0.
1 1.30108771 -=5.77192104 0.
6 2.06882659 -3.25582328 -0.
1 -1.30689152 2.54449243 4.
1 -0.59307021 1.27579076 3.
1 -1.98504605 2.18622711 3.
1 1.45702284 3.26651021 -0.
1 2.46540304 4.71473174 -0.
1 0.77948709 4.89195459 -0.
1 1.10575908 7.22183765 4.
1 2.75494572 6.78663707 3.
1 1.99666901 6.00535174 5.
1 -2.08714924 -4.51775047 -4.
1 -0.91534131 -3.20830778 -4.
1 -2.38046653 -2.92788991 -3.
1 1.72411491 -2.37816502 0.
1 2.80192717 -2.88969066 -0.
1 2.60166033 -3.91275944 0.
1 0.28521477 -8.02825477 -0.
1 -1.15993818 -8.05406069 -1.
1 -1.27721946 -7.50000794 0.
1 1.14137487 -1.59686698 -1.
Energy -7200.164915 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 78

Atomic N.

8

FokHFRrFRFEFOJOODODOOOOO R, RFORFRFREFEFOODYIFL,ERERE PO R RERFEO

=N S e

X

.44726557
.57896060
.47645508
.34899842
.85474232
.55507487
.89237244
.33323656
.43285485
.87832249
.00350194
.55440140
.34459155
.44461167
.89745537
.99731292
.42203381
.52181030
.14623937
.31832807
.09532538
.69551769
.88967229
.47756632
.20688853
.43560615
.44373993
.52408776
.50068094
.94803997

(@]

|
OO W WNNDNOOODNR

-2

-1.
-1.

-2

-2.
-2.

Y

.64068310 -1.
.72360881 -2.
.11830896 -1.
.40478780 -2.
.25431091 -2.
.74970065 0.
.46419300 0
-0. 1
-0. 1
.23199725 2.

2

0

56729485
50277397

.53102257
.24997745
.82058124 -0.
.78900345 -0.
.86334534 -1.
.09517671 0.
.93178450 0
.11461520 1
.48638478 1
.70874173 2.
.92583344 3
.92941581 2
.67739240 1
.48263931 0.
.36214891 -0.
61910056 -0.
36302257 -0.
.47126542 0.
02657995 -1.
90301781 -1.

68479953
22993526
25288766
76987207
75355238
16192477
63340778
33958934
84020611
43727240
95775782
36607639
28906475
53395267
57450134
32056225
99016613
44573557
43058372
46721987
21225822
66697635

Z
25162156
10702044
59051224
94342255
54606306
34541265

.48201292
.89083091
.96872993

48403437

.29723921
.85579522

13541317
24322943
13850686
63589192

.04395788
.60220732
.44252785

82830149

.38429970
.61721826
.25447429

65283031
86290448
30695576
67918407
37939012
44610155
94267239

S226



1 -1.45459121 -1.21622156
6 0.47348378 -3.51646037
6 0.66682626 —-3.79866840
6 1.32181130 -4.97710445
6 1.82658148 -5.89180605
6 1.65503056 -5.59178674
6 0.99448947 -4.43832157
6 -0.87703185 2.63612690
1 -0.03588923 5.08052427
6 1.10723604 7.24426295
1 1.37117629 6.43700936
6 0.72252923 4.26863077
6 0.25117546 -2.82243406
1 1.46267048 -5.16845404
6 2.55666111 -7.13906155
1 2.03388051 -6.28915088
6 0.82658412 -4.20915894
1 -0.62938216 2.84536571
1 -0.45959973 1.65516341
1 -1.97475767 2.55946122
1 1.48954453 3.49919987
1 1.07078614 5.19740848
1 -0.18408889 3.93989654
1 0.30339227 7.99272501
1 1.99410241 7.66092195
1 1.33401017 7.13108919
1 0.81202091 -3.01483790
1 0.44171391 -1.78595140
1 -0.81943072 -2.88796162
1 -0.19251342 -3.86999867
1 1.51129384 -3.43401493
1 1.03336371 -5.13096800
1 3.64155837 -7.04965760
1 2.40352047 -7.33590756
1 2.21636266 -8.02230586
1 -0.06798315 2.06260042
Energy = -7200.170790 Hartree

Number of imaginary frequencies

Compound Ilb isomer 79

Atomic N.

8

OFRPRPOAdRr PR O JdJOR FEE O

X

.46755223
.87769840
.12973305
.29115346
.41033519
.59273700
.53877824
.55509771
.53357928
.23547409
.65512300
.13900938
.37034910
.32767485
.61526148
.89543603

NFRPRPENORFRPOOOO

Y

17972377
.36901274
.12553147
.72222064
.56333302
.45743111
.32040731
.71051284
.88097352
.62425859
.09519431
.46225588
.40722719
.56077905
.05788967
. 71758756

-2.
-1.
-2.
-3.
-2.
-0.
-0.
3.
4.
3.
0.
-0.
-3.
-4.
-2.
-0.
1.
4.
3.
3.
-1
-1.
-1.
3.
2.
4.
-4.
-3.
-4.

1

-1
-1.
-1.
-0.
-1
0.
-0.
0.
.08575312
.07933338
.30361951
0.
-1.
-1
-2.
-0.

=P o

19833164
30670548
68751432
07147904
14430278
78766293
35361048
72891984
45836654
23438287
63332733
82216154
76306966
13898663
58199108
03529416
12764480
77754061
45895862
66486491

.00107368

29139083
35153428
14805038
73758307
30325680
68717609
45147683
01286732

.36589901
1.
1.
-2.
-3.
-2.
-0.

50962404
68756480
41305380
65146857
02158448
03479480

Z

.09138967

12230707
88466124
15593335

.38661750

71292840
44411699
56612482

16035658
45810260

.99017414

17308043
83004774

S227



1 -0.54492328 3.35743754 -1.
1 -1.75771442 3.25830795 -0.
6 0.92784486 3.57009165 0.
6 0.80682974 4.07493852 1.
6 1.61115126 5.14484173 2.
6 2.53529935 5.75119007 1.
6 2.65100184 5.24085116 0.
6 1.87376635 4.16589973 -0.
7 -0.18467361 -2.66746434 -1.
6 -2.01538963 -0.94040689 -1.
1 -2.95148515 -0.68612888 -1.
1 -2.28176050 -1.64418750 -0.
6 -1.04809530 -1.64266162 -2.
1 -1.65162923 -2.06277946 -2.
1 -0.36775069 -0.91437160 -2.
6 -0.65014104 -3.74864280 -0.
6 0.14202889 -4.18608180 0.
6 -0.28307873 -5.26213721 1.
6 -1.47677870 -5.94762285 0.
6 -2.20867168 -5.54953329 -0.
6 -1.81723689 -4.49092319 -1.
6 -0.18174610 3.47657332 2.
1 1.50548968 5.52051392 3.
6 3.36427034 6.92900905 1.
1 3.38416077 5.67977253 -0.
6 2.08634982 3.63703536 -1.
6 1.45596561 -3.51701125 0.
1 0.34479528 -5.57120888 1.
6 -1.94353398 -7.07203276 1.
1 -3.11310576 -6.10271887 -0.
6 -2.61432395 -4.26632921 -2.
1 -0.25169389 4.09270900 3.
1 0.10638197 2.45959352 3.
1 -1.18459240 3.39911530 2.
1 1.86429030 2.56205875 -1.
1 3.12229223 3.80527723 -2.
1 1.43615455 4.14347053 -2.
1 2.82837367 7.87788899 1.
1 4.31016753 6.98994436 1.
1 3.59815517 6.86736960 2.
1 1.95016855 -4.01942274 1.
1 1.33093398 -2.45664486 0.
1 2.14885238 -3.54320014 -0.
1 -1.95779095 -4.18982742 -3.
1 -3.23659123 -3.35697184 -2.
1 -3.29282735 -5.11368210 -2.
1 -2.66844927 -7.71619045 1.
1 -2.43429317 -6.68726778 2.
1 -1.10362411 -7.70031182 2.
1 0.65573196 -2.21910108 -1.
Energy = -7200.164924 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 80

Atomic N.
8
6

X
1.38628016
2.41891005

0.
-0.

Y

02177897 1.
90923972 1.

66116016
38376509
57794015
89820688
30848902
44984078
15308834
29757291
49239838
10030624
63420660
29864024
07424463
88698515
53155325
72527524
37517719
15665004
90262288
21738014
05081342
87034407
32972099
90288141
52934789
69512073
69058620
99647157
79493710
48447524
31619413
77641920
17952809
42641747
74928251
01879856
42731726
74056482
34757795
97460578
53136176
96986905
16636165
19552286
29196408
47940954
27888541
70350121
12430048
12357700

Z
11345021
39114760

S228



e e i e e e R e o o R R R R R e e e e R R R R R R RO N e o Nl e R e T S A Sy =

P OORFF WWNRPFPFOODOOOORFH WwMNODORLPLR NP OORE NN

.86881290
.07567244
.21838449
.53016884
.05091011
.03112816
.07288529
.88722673
.88249912
.01625575
.10589831
.15901483
.58319703
.41183638
.48001239
.99174463
.10423916
.52457376
.40251145
.69124221
.07942657
.19742615
.87922602
.22144117
.05803577
.50894857
.96785540
.23198034
.63204769
.19596530
.08579082
.12561043
.33331469
.46342173
.39849268
.27892987
.87285845
.61311013
.30899933
.37846973
.99467086
.81441163
.45126029
. 61227236
.50648800
.56768446
.87590453
. 77600591
.39888426
.22003045
.41238289
.05084268
.15871687
.34906799
.92540230
.84506207
.17615547
.56021800

.27959167
.79490344
.42661306
.32247591
.33654308
.55859653
.47571478
.17940981
.55588619
.67414992
.04946386
.35888882
.08317139
.02980365
.03201056
.10127410
.76808009
.15899191
.25011773
.98178690
.57775458
.49195218
.11172745
.32837430
.04647478
.28287297
.56041287
.24992056
.62284366
.78031520
.07522297
.78157676
.14950280
.81657603
.16068986
.41936222
.53804858
.17700741
.11128737
.08087114
.58186270
.22709917
.88268450
.88111548
.93410076
.03689454
.49372374
.13228612
.98590601
.49104225
.43704344
.10982593
.29284669
.08952892
.19846307
.08148666
.29036181
.90838737

O NDNNNRPRPRPODCOODOORHRNNMNRPREPORRERREO

.45297352
.96513080
.98180290
.78445054
.52551140
.59604637
.22798053
.39500680
.03121387
.20968934
.02499441
.14310778
.94022660
.97369048
.52111556
.91857746
.24464801
.45358279
.45973073
.30371861
.11301249
.06083972
.55510391
.55096998
.22248920
.08026911
.39148979
.21448438
.85331719
.22701324
.06749793
.68647244
.48406398
.61483589
.98864982
. 74570349
.40380365
.34275311
.81360482
.27058572
.25475417
.32845718
.18486001
.41831100
.05622725
.60702206
. 79650796
.85888557
.35728015
.09459821
.41122719
.51034958
.39585146
.15367431
.69168852
.28577342
.93157055
.37916936

S229



1 -0.46759695 -4.54998898 0.
1 -0.20463170 -5.98793275 -0.
1 3.83658453 -5.70843858 -2.
1 4.28677402 -4.20876924 -3.
1 3.10611536 -5.31669586 -4.
1 -1.29946037 -2.77084729 0.

Energy -7200.163059 Hartree

Number of imaginary frequencies = 0.

Compound Ilb isomer 81

Atomic N.

8

FPFokRFkFOSCSTORFOFOOODOOOOOHFRFFORFEFPEFODJdIJOI OOLOOOOOOOOFRrF kP OO PO P REOJIORFE R EFEO

PNOOORHRP P OOOREHE OO

X

.33916231
.37630119
.09502481
.55106090
.34370907
.57001401
.83936249
.13314065
.21603945
.59417677
.79231484
.39778211
.31646301
.42218692
.97213921
.85897646
.31807768
.28398727
.09910105
.06654351
.56493222
.11629543
.17252560
.67196029
.36091042
.49554741
.53050685
.53235210
.70051285
.22290413
. 71355586
.23687097
.27202518
.85157131
.43217185
.41451939
.83319421
.43180511
.54136552
.62083798
.61348829
.76925111
.23428150
.87051346
.08948179
.85441354

Y

.38267153 -1.
.25632735 -2.
.81656764 -3.
.79374848 -2.
.66183858 -1.
.70897846 0.
. 74708790
.18667342

.28547441 0
.10966700 2
.02204855 2.
.76047981 2
.99883215 2
.38997525 0.
.88603367 -0.
.88528845 -0.
.72677151  -1.
.26205089 0.
.99576229 -0.
.47941775 1.
.69360750 0
.17648437 2
.45561622 2
.27178666 1.
.76296555 0
.49722992 -0
.47140974 -0

97680176
01822374
57127559
41742768
13680198
10216064

Z
37555757
33869903
24611670
64164084
98125498
42701793

35798355

.57409463
.73063584

48847704
05101332
04655454
08250249
43615904
25782601
42677093

.79331614
.12201379
.39944784

40660973

.10425502
.22222933
.38982336
.53702545 0.
.30526231 -0.
.246778624 1.
.18555044 -0.
.11490401 -1.
.52656660 -1.
.71591097 -0.
.24762362 -2.
.50212902 -2.
.25923332 -1.
.71707335 0.
.47624103 0.
.31510397 3.
.81232569 3.
.65849605 1.
.37164915 -0.
.00294334 -1.
.46049689 -3.
.88550346 -3.
.58883777 -1.
.28672897 0.

24299172
06620820
07963700
89054612
17023319
77952781
68343404
00368727
23291941
21126346
07813083
36197673
25489921
43239765
72552804
68930536
64615035
18978348
25705747
49443055
90137265

S230



6 0.83155537 -3.98306605 1
1 -0.08046443 3.70415237 4
1 -0.06743320 2.28394293 3
1 -1.53224504 3.27509286 3
1 1.49308406 3.17898894 -1.
1 1.09822046 4.81166794 -2.
1 -0.19271171 3.62421475 -2.
1 0.83183209 8.41255660 1.
1 2.46457944 7.93732207 1.
1 1.94919102 7.73443534 2.
1 0.21341731 -3.84147893 -4.
1 0.01930473 -2.39539745 -3.
1 -1.32754633 -3.51779284 -3.
1 -0.14566534 -3.55901651 2.
1 1.57575541 -3.18679286 1.
1 1.07027825 -4.80140654 2.
1 3.15252750 -7.46258730 -1.
1 1.60673357 -8.10467439 -2.
1 2.04743540 -8.25070132 -0.
1 -0.00716049 2.02108242 -0.
Energy = -7200.170794 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 82

Atomic N.

8

aoao—RrFRrOTFRFRPFOJIJOODOODOOHFRFPFRPORPREFPFOODIFRL,RERPRPOODIORREREO

X

.49098647
.61978416
.44274700
.80774544
.55152325
.51683712
.91011962
.35720942
.45112263
.85605417
.08522571
.42373618
.28684618
.38628071
.83191420
.87240556
.24851028
.39805949
.05255927
.11457064
.36685436
.02981237
.21710530
. 73890649
.33542858
.51820470
.51043136
.65441377
.60858597
.10606870
.51591051
.27194649

Y

.69496067 -1.
.76110890 -2.
.53358874 -2.
.19198633 -2.
.02956060 -1.
.80183385 0.
.38367386 0
.54912543 1
.42484611 1.
.18297885 2
.55429440 2
.22297188 1
.96129194 -0.
.99844066 -0.
.04444934 -1.
.16274104 0.
.05732814 0
.14952881 1
.39562383 1
.54507564 3.
.70058862 3
.71049904 2
.52874931 1
.39857728 0.
.28599805 -1.
.45355254 -0.
.11795152 -0.
.34128263 0.
.84018673 -1.
.65570385 -2.
.98722677 -2.
.45211278 -1.

. 78725368
.21920164
.13907379
.30381798

74349206
31083500
02230051
57482472
07956561
77106443
11707846
09470846
30893876
06226703
95376204
47963120
75614171
33597227
61816270
39254392

Z
20672012
06719714
83425616
59750760
53069794
29417010

.45616268
.85694631

94232382

.49774981
.20094514
.00118078

07840447
18970690
07542669
77312076

.23558435
.73886762
.66231504

05822477

.68691842
.98282020
.60775381

93503592
01413326
40196940
75319320
22930826
56859492
11818124
26748146
52713108

S231



PR R R RRRPRPRPRRPRRERRRRPRPRREREROROROOROR OO G OO

=

Energy

[
PP OOORFRPRNRPRPROORFRPOOORREREO

|
OFrRrFPFWORFRrROOOOFDNOO-R

.44261768
.02369542
.47743134
.32812662
. 73905809
. 74072799
.23811939
.51598636
. 74646267
.97733244
.08155930
.14825050
.14068961
.66637923
.58957140
.48908054
.37846612
.84052969
.68676540
.39534734
.05208301
.78104002
.45703176
.68043605
.62093103
.34129187
.99300842
.40387445
.32577071
.73460799
.23157472
.76511950
.96854205
.05415637

.66555388
.85590963
.85147596
.62131236
.45701220
.45584202
.79890575
.95951882
.29393276
.25937302
.60590890
.99281116
.10557450
.38322576
.30743786
.58860661
.46981219
.44647026
.44834828
.18766608
.03231278
.77543600
.32180766
.78274509
.78181710
.60284696
.58822460
.91569866
.60500319
.27340045
.97535474
.37706079
.95652595
.06308891

-7200.170806 Hartree
Number of imaginary frequencies

Compound Ilb isomer 83

Atomic N.

8

FRPOoORRPOAdRRPROJOR R PO

NN PO DO D W

X

.11914885
.52759171
.01580619
.87197572
.90471643
.88494187
.96863550
.85708397
.40534710
.05128796
.82233087
.15795947
.36935031
. 74925107
.04730483
.31397733
.34012324
.29228054

W WNEFEFWNENWWWEFEONMEDNDDNDDN

Y

.26743887
.15289192
.53262629
.10961781
.74984529
.64464620
.87738361
.04573204
. 74076647
.55332590
.69689389
. 64432172
.32117016
.13476540
.46229153
. 76426889
.04314682
.68776678

-2.
-3.
-2.
-1.
-0.
3.
4.
3.
1.
-0.
-3.
-4.
-3.
-0.
0.
4.
3.
3.
-0.
-0.
-1
3.
3.
.74919341
-4.
-3.
-4.
1.
1.

4

1

-0.
-0.
-1
-0.
0.
-0.
.67641414
1.89104738
2.62048837
0.94121290
2.
-1
1
1

1

92436226
38022276
51031726
13853771
63324314
89205387
76788680
67768448
03417258
54993605
93902285
45814710
02743357
43083736
86004148
95212801
56649683
81926302
77599793
95933336

.10026871

58880897
24123742

87900698
57260372
17917282
12469039
28453438

.36195423
-3.
-4.
-2.
0.

11408730
02361932
35355401
10073213

Z
72307636
60237416

.51639611

45201559
25061761
32745779

27979942

.07110121
.19417888
.84174315
1.
-0.
-0.
-0.

25893063
26797882
56795204
35268842

S232



PR RPRPRPRRRPRPRERPRPRRPRRPRRERERPOROROOROR,OO00OOORRORREOIM OO OO

=

Energy

.18401281
.04843132
.34915051
.94435297
.12539228
. 76466521
17166424
.90131237
. 64274597
.92400850
.07435916
.03220347
.10827304
.45552701
.86145688
.43125915
.66008554
.26790364
.34628607
.79218986
.15648534
.38774735
.57745021
.00355014
.75982221
.51907740
.30294395
.36370382
.85426152
.17990438
.63764948
.15049839
.07082749
.69309970
.41027665
.43716581
.31422494
.78024341
.71749382
.29476679
.98915880
.21754695
.25834993
.30107037
.70953136
.31296808
.39531814
17766376

.58894428
.66760967
.55000966
.39074321
.31914536
.39577040
.07808166
.13096672
.84218536
.77593472
-0.03871634
-0.42603355

0.32104423
-2.34388007
-2.47654364
-3.74724489
-4.89783442
-4.74972889
-3.50089589

3.90794850

3.38877961

1.30370218
-0.60563917
-0.79269467
-1.30032350
-3.83744138
-6.25050949
-5.63315824
-3.40217266

4.44152641

3.64714532

4.61425870
-1.33868139
-1.50446532
-0.48199436

1.61972443

0.27599463

1.95330934
-1.64486624
-0.62561021
-0.70830083
-2.73480997
-3.02077754
-4.38960686
-7.04687664
-6.27651644
-6.50204525
-1.20819284

O RFP P OORFLDNDDNHE

-7200.165749 Hartree
Number of imaginary frequencies

Compound Ilb isomer

84

Atomic N.

8

6
1
1

o U1 U1

X

.19064125
.50148965
.62402298
.23751302

Y
0.24349517
0.30665953

-0.29497092
-0.06285342

.44741842
.34326003
.68183089
.18865471
.30753456
.95749987
.06931538
.96712333
. 77526001
.17297139
.07473367
.10814076
.99217403
.24445432
.18355364
.33955237
.52714776
.54052108
.40827448
.90969096
.35676545
.62940622
.67628058
.06004474
.89005313
.28377612
. 71613606
.66287508
.42630979
.78769990
.25492540
.35871711
.83936486
.53287008
.08845868
. 74477315
.01135899
.27474587
.4792444¢6
.15688031
.79073701
.22477723
.47389966
.59545192
.24600520
.28554528
.78476165
.95823335

Z

.57741010
.03307991
.88939802
. 76827598

S233



PR PRPRPRRPRPRPRPRRRPRRRRPRPRRPEREOOROROOOR RO RROARROOJOOOOOOR RPN, R, RO R

P wWwNhENDEDND O

|
NP OORrRrORFR,ODNOH

. 77189862
.70290679
.40224557
.11366914
.57243254
.21653357
.11577861
.41567259
.02202207
.55770416
.43813422
.05261057
.34906674
.57160437
.41176842
.29942768
.31641269
.46155442
.58093094
.58261044
.47984500
.37869978
.75046838
.41865848
.89109739
.16724829
.21923890
.39177073
.52742132
.45712603
.21872117
.06924664
.17597180
.15293222
.21819122
.52880178
.47728774
77371709
.32401794
.21826600
.15193224
.68503364
.14435216
.45477688
.83170198
.27155548
.78984671
.72878988
.97786276
.37491472
.53032795
.52261380
.03403040
.28683349
.89204222
.65642378
.56733779
.96336156

ORFRPNEFEFEFEPFEFEFNMNWWNRPRORPROORRPEPONNMNWDNREOR

.34941709
.84857675
.21274584
.39662332
.32517285
.32735070
.41777310
.64065972
.09932793
.99695224
.23031369
.89785604
. 77000600
.03616738
.64577823
.87084365
.82546436
.60276685
.36149183
.38581966
.15990443
.28483108
.13573634
.46703362
.01702681
.03303695
.06607649
.42127827
.42333037
.66881491
.96379713
.96867515
.71033772
.14580114
.76530923
.66068364
.14503043
.06376933
.16098357
.42871238
.32563836
.17984283
.69620669
.87714955
.22526343
.56438815
.78754665
.05254323
.13638070
.26182321
.21449479
.35278336
.98343855
.06353893
.22487245
.02182394
.06864389
.19774023

WWNR PP WNRE PP

SN

.21732331
.38671905
.12864493
.65760443
.40495996
. 74644577
.21299119
.67279609
.66837712
.38221262
.17880434
.19161916
.71884690
.47889629
.53885049
.23882495
.10765810
.33719183
.70085483
. 78235771
.31700564
.36521885
.68676130
.66971743
.00005864
.07014272
.98382315
.97097503
.46168917
.09664609
.23354178
. 72539652
.11778248
.18146212
.65722018
.19384829
.11420769
.07611648
.24224043
.69438392
.88253005
.60401946
.67632123
.94257941
.68928301
.66836501
. 77708506
.53675312
.34094463
.28347160
.12216105
.04678592
.08344515
.66890229
.34384015
.39917555
.87867796
.20891535

S234



1 1.85395009 -7.02764436
1 0.14732064 -6.76240156
1 1.41416245 -6.27561805
1 -1.75106597 -0.24568717
Energy = -7200.168737 Hartree

Number of imaginary frequencies

Compound Ilb isomer 85

Atomic N.

8

RPoRFRrOTFOOCOFOFODODOLODODODOORFR,RFORFRRPFPODJIJIOODOODOOOR,RRFRPFORRPODONNRFRFREPRERPOODIORREREO

OO wWNhwNhErEFE O & Wwhdw

X

.55633771
.36836445
.78550842
.97403065
.06659436
.47526898
.83069291
.87952014
.17310328
.52397786
. 74565672
.78352648
.61527583
.90123063
.05710664
.15024239
.89348391
.51130867
.55450145
.90980871
.68899137
.08522695
.70167089
.96603334
.98808100
.37791817
.55113401
.34087646
.46814598
.06592491
.62359283
.48448737
.89394129
.38862849
.55957538
.80021933
.33940263
.59419053
.18018144
.90170480
.79048740
.68512214
.83921246
.45560597
.10572900
.47314027
.82633713
.90499991

WU =N NDNPRPPODODOHFHFONORFRPR OO O OO

N

Y
.29839305
.46960784
.13355978
.19402501
.11210095
.03262450
.05135544
.02956878
.92089936
.05221991
.84742330
.62288518
.22232331
.12596907
.61638304
.53268319
.58017459
.39714217
.79602698
.02775644
.15861963
.10808861
.86995351
.71810983
.97635465
.32887254
.52232427
.33874354
.39879316
.32814832
.62625153
.98884592
.01220048
.99774996
.97887446
.94310064
.97050433
.13632881
.10475231
.34722652
.79636947
.40719745
.98224505
.00282897
.01563271
.68650837
.95933452
.99634531

0.

-0.
-1.
-2.
-2.
-1.
-0.
1.
2.03450437
3.09414121
1.86551424
1.38733328
1.01803970
2.51302020
3.57843070
2.28113781
2.34173990
3.16306242
2.48120122
0.
0
0
0
0
0
-0
1
2
1
1
1

-1

-1

-2

3.40478520
3.
4
2

79578010

.94797229
.29904867

Z
76729029
64132278
31166329
28357588
07162638
78605032
67646015

75481794

.50378388
.22784131
.16825571
.38404171
.68222145
.05014427
.85833073
.93401490
.33014612
.25690579
.21545570

1.
-0.
.24385236
-2.
-2.
-2.
.48219251

0.

0.
-0.

0.

0.
-0.
-2.
-3.
.77046994
-1.
-0.

94411850
91233163

10670004
66105508
33385583

47226847
02682615
10865215
32569748
90304819
67359864
34565855
61354538

22224578
13469211

S235



1 1.04050299 3.22737158 0
1 1.02438201 4.28019764 1
1 -3.47027030 0.67584373 0
1 -4.77101092 1.56274211 0
1 -3.41129645 0.93666491 1
1 -4.24905153 6.81138192 0.
1 -4.79406643 6.11544644 -0.
1 -3.31333335 7.10103624 -0.
1 -2.88319105 -2.26876768 -0.
1 -1.67793487 -0.99165755 -1.
1 -1.69237523 -1.86477981 0.
1 3.08931551 -4.52706074 -0.
1 3.19931025 -2.93346450 ~-1.
1 3.36476435 -4.42664412 -2.
1 -0.99780851 -5.68958419 -4.
1 -2.17466522 -6.19774700 -3.
1 -0.57362744 -6.97191894 -3.
1 -1.36418446 0.79499126 0.
Energy -7200.168581 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 86

Atomic N.

8

ocooorRrFRrFOYTRRFPFOJIJOODOOOOORFRRFRPROREFPFOOIFRL,FEEPRPOODIORREREREO

P OO ORFRNMdWWDIN

X

.80465803
.19267488
.07588459
.25843307
.62253957
.15091239
.03882938
.89586908
.38949090
.25766738
.76465495
.16896213
.11934156
.49771072
.94056962
.64802404
.51602184
.09967276
.51077617
.29232166
.66745514
.23999909
.43192349
.09178484
.41999934
.62786675
.37341160
.17016709
.26593944
.18214317
.58189519
.02498971
.90582735
.43626497

N DD DNWWNENMENONRPRPERPRPOOWDNDWNRE

.37430177 0
. 73394375 0
.22541387 -0
.79780029 0
.33576778 0
.52829380 -0
.63216076 1
.15584459 2
.22522615 3.
.14695879 2
.49337936 2
.21401588 -0
.62601384 1
.01611789 2
.10211844 0
. 76551850 0
.42349450 0
.38183023 0.
.87930113 -2.
.27455076 -2.
.88980827 -3.
.18167197 -4.
.80804026 -4.
.14956762 -3.
.63279428 0.
.64616762 1.
.38829597 2.
.20990545 2.
.55113901 0.
.98729525 1.

0.

1.

1.

2.

Y

.94370700
.64790466
.51635720
.52166904

.04334617
.47719928
.10652297
.91079462
.86027635

82808534
70623796
64874720
85892350
12922857
40985890
31447682
08742778
05762900
66047240
43706988
51500174
87729522

Z

.14954297
.16372658
.81918665
.44201278
.90223742
. 74007567
.48425259
.50824038

48682640

.21777335
.58615019
.94891375
.21837217
.18284608
.71131227
.31345336
.13979071

85267555
15213331
33091909
53225736
59221915
41494786
22745380
39320372
98847386
76410321
49149120
91106391
32653397
04897507
28005678
90301417
75767908

S236



6 0.92568969 -5.72888242 2.
6 1.83175121 -4.90206023 2.
6 1.41221110 -3.87022940 1.
6 0.40348371 5.11220943 -1.
1 -0.47753496 5.96053071 -3.
6 -1.65547853 4.87484873 -5.
1 -1.88093421 2.22406358 -5.
6 -1.38103114 0.67326687 -3.
6 -2.38423705 -4.44215372 1.
1 -1.16713341 -6.18596846 3.
6 1.40136918 -6.80300937 3.
1 2.90447387 -5.05825759 2.
6 2.44464562 -3.02477351 0.
1 0.77776157 6.04254376 -1.
1 1.25446496 4.57305336 -0.
1 -0.25999009 5.39443977 -0.
1 -0.47450503 0.05600706 -3.
1 -2.08525924 0.35927469 -3.
1 -1.81077821 0.42344111 -2.
1 -2.70927312 5.19417586 -5.
1 -1.55241391 4.21169038 -6.
1 -1.05046800 5.77385780 -6.
1 -2.85413505 -5.41937504 1.
1 -2.56177858 -4.14825297 0.
1 -2.91176068 -3.71703031 2
1 2.35220364 -1.95380503 1
1 2.37252637 -3.10061627 -0
1 3.45736121 -3.33893210 1.
1 2.35971877 -7.23054536 3
1 0.67081298 -7.61968333 4
1 1.55233509 -6.40120150 4
1 0.34535532 -2.24453119 -0
Energy -7200.161704 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 87

Atomic N.

8

OO RO RFRFOAdR, R RO JOREE O

WNENEDNDDNDSDNDWW

X

.48965463
.34405884
.82640820
.34384914
.78105439
.16767993
.21819950
.01627175
.60208798
.01597147
.05695196
.34681756
.16426715
.59559643
.76518617
.19855098
.25607288
.31391599
.32433220
.70070488

W N WNNORPRPEPENEFE WNDNDRE O DD WDN

Y

.43975366 0
.81715770 0
.00955037 -0
.28036886 0
.35756951 0
.90767513 -0
.09343965 2
.11878783 3
.29037595 4
.05776859 2.
.78388224 3
.03252905 -0
.57744819 2
.99751637 2
.71744916 1
.61254679 0
.88777704 0
.53858760 1
.29194834 -1
.61158545 -1

99652985
32306115
47636514
28476907
64778557
86737433
22286237
11691566
60740549
22630948
94451386
46184926
77119883
73143074
84651307
45252033
22991986
89863048
13571424
82442746
73737446
04902566
77940826
56308021

.24895947
.01503712
.32599671

05257227

.61906969
.02278551
.95927222
.16185893

Z

.38898099
.10757486
.84952278
.04546767
.89827001
.02014415
.30715780
.02022813
.02955508

46050510

.09983349
.29771195
.05466222
.98433846
73712562
.92558598
. 77755103
.25526504
.51596751
.90165065

S237



6 -1.39725216 3.81629308 -3.
6 -1.72770108 2.77123663 -3.
6 -1.32550339 1.48459287 -3.
6 -0.64484350 1.22251357 -2.
7 0.54910610 -1.78353836 1.
6 1.27150790 -0.15230677 3
1 1.04048087 0.10847751 4
1 2.32017933 -0.49041471 3
6 0.35059566 -1.31146966 2
1 0.55210830 -2.10686228 3
1 -0.69861782 -1.02070020 2.
6 -0.00273957 -3.04526428 1
6 -1.40156744 -3.24331327 0
6 -1.89984824 -4.49574026 0
6 -1.06511200 -5.55267957 0
6 0.31585490 -5.32082595 0
6 0.86109195 -4.09527492 0.
6 -0.30343454 4.82706240 -1.
1 -1.66452202 4.84058802 -3.
6 -2.50256773 3.01791695 -5.
1 -1.56481065 0.64205776 -—4.
6 -0.28446091 -0.20652133 -2.
6 -2.37118521 -2.12543177 1.
1 -2.98346036 -4.63467744 0.
6 -1.62891635 -6.89841352 -0.
1 0.99421414 -6.12045014 -O0.
6 2.35962127 -3.90100727 0.
1 -0.36664131 5.72845077 -1.
1 0.72650485 4.73862566 -0.
1 -0.94781732 4.99345073 -0.
1 0.76763684 -0.43393443 -2.
1 -0.90341176 -0.90006987 -2.
1 -0.41231461 -0.43263529 -1.
1 -3.58569219 2.89040525 -5.
1 -2.20660413 2.31764003 -6.
1 -2.34660511 4.04037821 -5.
1 -3.34589784 -2.33445368 0.
1 -2.00165036 -1.17003390 0.
1 -2.54497930 -1.98969079 2.
1 2.75387958 -3.62288954 1.
1 2.67019274 -3.11257220 -0.
1 2.86278982 -4.82636957 0.
1 -1.06083140 -7.35020746 -0.
1 -2.67881448 -6.81677450 -0.
1 -1.59064034 -7.60438915 0.
1 1.54446823 -1.76449482 1.
Energy -7200.161278 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 88

Atomic N.

8

O R o

= oW s W

X

.67706496
.40463454
.78729297
.85873535
.23181596
.69524516

Y

.03762737 -0.
.42043731 -1.
.45514287 -2.
.42186493 -1.
.28902462 -1.
.50657060 -0.

09980307
96631530
59584655
40112382
37953165

.12961448
.18009343
11051177
.75387449
.49930817

89907989

.01807980
.97904370
.59533508
.22168806
.22496233

61855561
09656760
37463310
23831757
25046118
08199581
27425755
56295879
16551287
08293214
60078752
72017967
72459224
21932763
32587187
66677212
01383731
07975115
03183741
60940247
81515589
87425265
35386991
59165722
10457223
29453508
99060671
47714397
67933452
15381173

Z
61414219
76479408
68159695
62654747
94785439
38694157

S238



PR RPRRRRRPRRRRRRRRRRROOROOROOOROOR OO ROARREOOJdJOOOOOOR, R, OARREONR R RO

17723126
.19548578
.10597153
.08459400
.18677124
.42639037
.20236555
.38069000
.89508512
.55507600
.58934528
.07858785
.90924377
.20711840
.69792913
.84643711
.50127036
.05944629
.88587554
.36298857
.07012551
.43663335
.58842977
.90358712
.49302274
.24984253
.15933337
.72508198
.94809468
.44101175
.04804897
.09101137
.14313140
.36709477
.38834121
.80215592
.07492557
.81146480
.57460039
.07689247
.55022906
.67332998
.69390113
.93706346
.18441792
.69370969
.13594031
.10495463
.86361354
.55646647
.01471762
.59595607
.33638537
.85149014
.01011965
.98429833
.44265499
.65286500

[
P W hcNOORPRORFREFDNMNDWWNR

S e

S OONDDNOODODORH O OO

1

=

.96345975
.71134477
.79906555
.50691983
.35888135
.84965246
.34552611
.39801942
.72752167
.22503122
.61156022
.88955797
.58923236
.06931126
. 77997793
.00832354
.494610091
0.
0.
2.
3.
2.
1.

21547203
12681959
22110531
26185035
11533355
24478493

.44760047
1.
.16938868
.35485815
.40330619
.30599806
.13532509
.09590298
.82304168
.15022633
.26573129
.11977681
.78864594
.49102511
.52749737
.44733542
.82754809
.96131081
.76795830
.39713839
.89183304
.49882223
.33402485
.00578349
.49347620
.24396593
.24850802
.01735398
.23637029
.45637834
.95771743
.11464226
.70006272
.40272404
.29224537

48861632

|
> oo WP P OO0 O OOOo

.39633380
.36881359
.19475326
.43889451
.06116953
.98428849
.00341041
.29293677
.58606226
.48560493
.58854058
.08753006
.30084966
.42929949
.70878799
.91262276
. 78225897
.48480520
.35122846
.85514273
.09191636
.05522575
.73911047
.78254083
. 70773591
.08080203
.08383451
.82338515
.55231420
.51954915
.80719357
.28415632
.57463277
.30280743
.91095804
.29968924
.25348580
.80669153
.31653249
.07802927
.84493023
.21280903
.46900026
.06325116
.72535730
.63288967
.60018362
.60770924
.36017774
.04388970
.04093902
.29591772
.75168240
.17498630
.85671207
.53148219
. 78425064
.45447602

S239



1 -1.11647911 4.56489619 -6.
1 -0.88250433 -0.21546347 1.
Energy -7200.162763 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 89

Atomic N.

8

PFRrOFORFRFOOOFODFOODODOOOOOOOFRF PO PRPOOOJIODODODODODODOORFR PP PO, PRP,PRPONITORRERFROO

NP ORFROR U D W

X

.16967791
.54617254
.79422988
.16055684
.86799497
.89784039
.69613023
.54065591
.98664361
.86752751
.44130304
.29135849
.55886126
.02980706
.23756695
.29377459
.26646051
.31644083
.15508018
.51824669
.32382178
.18999992
.50202430
.34621051
.12200596
.44359142
.06159851
.42720887
.52671438
.57339441
.53965034
. 75505755
.13525866
70713577
.95881284
.58554078
.02705499
.18839078
.61508143
.41258919
.89584376
.72238147
.99437542
.77382312
.60655551
.03123762
.51477399
.70179373
.92739643
.47102072

|
DO WORNERERENDNDWWDND R

N

-2

-2.
-3.

Y

.04623408 1
.05724684 0
.93461444 0.
.11824308 1
.15294440 0
.59785604 0.
.40228879 -1.
.61812764 -0.
.49852800 -1.
. 77268497 0.
.47895533 -1.
17775732 1.
.57719572 -0.
.54488154 -0.
.76109876 -0.
.48151476 1.
.58251206 1
.34749737 1
.62468451 2
.32856708 4.
.72514524 5
.56782840 5
.26712937 4
.69977292 2.
.27174032 -2.
.15192372 -2.
.08382327 -2.
.95415450 -2.
.03638143 -2.
.04348647 -3.
.27933113 -2.
.43438420 -2.
.66667621 -2.
.83867430 -3.
.80436378 -3.
.57467678 -3.
.41225764 -3.
.68008047 3.
.28041677 6.
.18248567 6.
.28451534 4.
.50167688 1.
.72207936  -1.
.00985566 -2.
.04703632 -4.
.32087510 -4.
.22031361 -3.
.89068488 4.
71254599 3.
499299114 3.

30918655
32734984

Z

.05224776
.71080872

08241750

.62558811
.15552930

27835653
01813589
92363516
29405909
10923024
53516628
55038566
23437445
49399777
50810045
26837089

.78262805
.59298639
.85051003

03029776

.28027641
.41731969
.24610908

97657685
32393320
46760350
92747092
92335187
84947989
95722124
50301057
84641249
64852788
16147815
84048542
98746396
51043590
96873019
17638026
77843063
31961047
75567480
84454632
99573118
40167257
49453425
69442518
91633795
15362833
79985484

S240



PR RRRRRPRRRRRRRE PR

[

Energy

.16341384
.32237873
.28486727
.44524970
.24331663
.25766353
.87786269
.43516887
.35934293
.74935454
.05022814
.94278906
.94411220
.54580571
.84482876
.89049938

S OO WP OO ONREODNRE

.87114228
.37756628
.88905300
.01995588
.26823022
. 74280132
.24584651
.31516102
.12940505
.29743283
.16667058
.05922439
.91948255
.27767280
.92438296
0.

36914633

-7200.165742 Hartree
Number of imaginary frequencies

Compound Ilb isomer 90

Atomic N.

8

aoaooOoocoochoFkr kPO, EFEPFOOJdIOOO OO0 PO, RO, R RO ORFR RO

O O OO RN DB DN

X

.76273722
.14281218
.44400273
.75907553
.41737597
.57831151
.02133176
.60275815
.03490772
.75924499
.57753226
.69584900
.34811342
.98666908
.81427687
.34752489
.40514923
.84088274
.67403500
.14649222
.15861105
.59258526
.36328021
.42235628
.23727800
.17020801
.90809600
.81612383
.57593421
.42748674
.66511669
.14133046
.04725160
.10721836
.02140111
.14928206

Y

.18367626
.38843830
.13710601
.76937745
.44587829
.26536021
.98560453
.32563050
.03523411
.70796368
.22680213
.32064057
.02957112
.76579301
.04345283
.37271206
.52239335
.32840184
.48089831
.46353542
.58023134
.74028701
.74406718
.60205301
. 76361906
.47245242
.08819371
.59081282
.00109492
.34551629
.100214954
.17836590
.86099191
.25799416
.02473373
.34604914

O~ PN

-2.
=2
-0.
-2.
-2.
-0.
-1.
-1
-2.
-0.
-2.

1

O W N OO

.21226170
.03576078
.03846859
.12717384
. 76204497
7.
-1.
-0.
-2.
-4.
-2
-4.
-4.
-3.
-5.
-2.

52989649
45759058
98971107
44126992
24959182

.73199529

25683535
31555015
88127958
47028031
40453515

Z
27622746

.02646855

98870206
70428030
19864409
80790138
63199255

.67716481

23446144
66204732
16896768

.31465441
-0.
-1.
-1
0.
.81813795
.70587366
. 73135165
.32897281
.72489790
.55278991
.94139474
3.
-2
-3.
-3.
-3.
-3.
-4.
-2
-2.
-1.
-1
-2.
-2.

96606023
49135130

.10326644

52225561

55150320

.12666489

02853183
57692740
49657448
06313838
10540688

.87257317

19205078
81671842

.89817342

33079913
68591592

S241



6 1.25276923 2.95091691 -2
6 1.05499082 -3.34027875 2
1 0.80199663 -3.33902483 5.
6 -0.57963611 -1.90457967 7
1 -1.94229664 -0.05712292 5
6 -2.26353404 0.49709142 2.
6 -2.24098378 2.11295906 -1.
1 -2.03036150 4.76157773 -1.
6 -0.09495309 6.53201364 -2.
1 2.01206329 4.91973004 -3.
6 2.54871926 2.29615750 -3.
1 1.89427094 -3.70224004 3.
1 1.46159685 -2.78094144 1
1 0.53731970 -4.22992710 2
1 -1.65007178 1.24432507 2
1 -2.81687481 1.03275117 3.
1 -3.00161378 0.10837154 2
1 -1.43446706 -2.51018851 7
1 -0.64528132 -0.93424983 7
1 0.33493903 -2.40950070 7.
1 -2.86122217 2.76780408 -0.
1 -1.91138528 1.25431140 -0.
1 -2.88702175 1.71729131 -2.
1 2.38090376 1.33021944 -3.
1 3.19899919 2.09318302 -2.
1 3.11368502 2.95632272 -3.
1 0.35016101 6.98339383 -1.
1 -1.13456126 6.88075534 -2.
1 0.45334111 6.93095472 -3.
1 -1.12478542 -0.42408938 1.
Energy -7200.167989 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 91

Atomic N.

8

oooocooyRkrHFPFORFRF RO RPRERPOJIOREREEO

PP OO O R &SN NN

X

.96615970
.23586463
.22549786
.99455297
.58122160
.79995507
.11962409
.77597688
.03666765
.26763964
.55364390
.39646022
.97589108
.62718080
.56404549
.41988378
.28163174
.10405989
.59854735
.07292844
.21699958
.93916482

Y

.40988570 -0.
.30336855 -1.
.76018419 -2.
.83588913 -0.
.25606169 -1.
.72209858 -0.
.61047020 -2.
.74704679 -2.
.31174751 -3.
.39965239 -2.
.35955531 -3.
.79357283 0.
.10015802 -1.
.79598924 -1.
.22975682 -0.
.76643139 -0.
.07027941 0.
.70262340 -0.
.95080669 2.
.15785920
.24333746
.16928206

BN

.62689800
.50344725

17749206

.05331561
.56362276

94417399
27868301
59769599
38134431
03561665
04341683
11114301

.64836458
.10859089
.41369081

72531889

.22470105
.39407734
.56457632

39209168
65241047
67475734
07879238
53636835
17571130
71548564
48023108
44404208
24646602
08249168

Z
83141353
45410585
46280459
85510430
57046032
50506033
16919326
86041519
45520786
13245414
53094341
68613504
28595844
84921128
97295507
02725961
59396721
30414142
08242344

.66282397
.05443811
.90494512

S242



6 0.51460565 -0.97224768 4.
6 0.33539417 -0.84417304 2.
7 -0.51966969 1.38722908 -1.
6 -0.36343537 -0.67156892 -3.
1 -0.96099858 -1.24220932 -3.
1 0.53396456 -0.31314737 -3.
6 -1.20985153 0.52415582 -2.
1 -1.46696269 1.06444642 -3.
1 -2.16304215 0.18172704 -2.
6 -1.06153069 2.67645391 -1.
6 -2.32390506 2.82639416 -0.
6 -2.79926994 4.11629435 -0.
6 -2.06079936 5.26602442 -0.
6 -0.79731864 5.09338097 -1.
6 -0.28763492 3.82748650 -1.
6 1.50818363 -4.32622107 1.
1 1.58917876 -4.17872913 4.
6 1.07889668 -2.29859738 6.
1 0.29908801 -0.11044850 4.
6 -0.14500985 0.46881784 2.
6 -3.14107136 1.63672846 -0.
1 -3.77240067 4.21808387 -0.
6 -2.60718448 6.64332543 -0.
1 -0.18656901 5.97137060 -1.
6 1.08678117 3.70275652 -2.
1 2.15700640 -4.99560487 2.
1 2.06303794 -3.97898761 0
1 0.65713446 -4.92877838 1
1 0.66330013 1.02445389 1
1 -0.53775003 1.11475113 3
1 -0.92362257 0.31100142 1.
1 0.11316643 -2.54010920 6
1 1.43597401 -1.36315659 6
1 1.78228425 -3.09897928 6
1 -3.84360179 1.92827735 0.
1 -2.49288585 0.84024787 -0.
1 -3.73825856 1.20715371 -1.
1 1.06383503 3.16677303 -3.
1 1.79018207 3.16386429 -1.
1 1.51449075 4.69536739 -2.
1 -1.79960814 7.35573677 -0.
1 -3.28697415 6.62897796 0.
1 -3.17338931 7.03917806 -1.
1 0.45990888 1.47855661 -2.
Energy = -7200.165825 Hartree
Number of imaginary frequencies = 0.

Compound Ilb isomer 92

Atomic N.

1

O R B O

O WO Wk bdWw

X

.25598217
.21949739
.32451650
.90548003
.39283881
.82654502
.67637499
.85192966

NORrRr OO OOO

Y

.80995245 -1.
.79024475 -1.
.67714186 -3.
.27217905 -3.
.70428575 -3.
.51047691 -3.
.43346032 1.
.69320375 1.

31729486
93565594
82861227
22391707
96086452
75357445
79278508
72624444
36957856
56421756
94504399
67540486
97166121
54844933
85355235
81140982
48183427
40285924
95482608
36972888
50502289
18811580
68259298
77288253
46959719
39182638

.92645751
.45515041
.86541170
.16605736

61149498

.87550694
.85612528
.67060544

28610847
11176899
32540333
43245003
81326309
65680177
46536405
18040172
54037664
09925459

Z
36953512
60233783
01973377
39934477
27322993
54898073
35384570
68925098

S243



PR RPRPRRPRPRRRRRRPRPRRRERREROOROOROOROOROOOOOOOREROORREFOAJOOOOOORER,ORRODRE R RO

NFPFFROOORRFRNR R

.77788324
.35641815
. 73486604
.96402853
.46235770
. 71954755
.88752023
.30884476
.69633761
.68564249
.72294579
.65862757
.15455485
.88962167
.87412453
.04745378
.70383616
.37805989
.46886484
.05981186
.27177874
.218215009
.15118276
.52613885
.99563330
.06296954
.64870824
.20807256
.14617185
.53877758
.30152033
.50747103
.71288361
.02485627
.57455643
.55312656
.46572090
.82974442
.78603623
.57483851
.12378717
.59545964
.54059245
.59408038
.65796140
.14326473
.60358375
.14824134
.06241014
.11817320
. 71631172
.22038251
.46830530
.56754827
.58468032
.24816537
.85150508
.87008642

OFRPODMNWDNDWDDWEDNWD™W

.48839371
.48530094
.61013757
.96277426
.16984460
.28745629
.37746690
.11851847
.61037462
.12744337
.75283055
.60045732
.28957665
.54549574
.84455544
.50716087
.82972112
.13429363
.51699341
.44695576
.32664540
.31955921
.19497171
.54934325
.11756922
.60746277
.84301473
.63960039
.15525007
.92076462
.79555077
.10270975
.59533719
.59732372
.66694933
.85925625
.20113117
.98591199
.74869703
.45879473
.99958111
.26676169
.32659946
.26518425
.68966666
.78140756
.04039601
.41896851
.93239102
.53264267
.44265427
.02241560
.39435708
.57050356
.04668116
.80022093
.04707311
.18955988

.52430843
. 73842573
.00195454
.46935562
. 76127282
.32529232
.38040315
.01471892
.64545943
.61063294
.25621533
77574665
. 73491579
.67527532
. 75745190
.84744156
.88671365
.90100091
.35920144
.26986664
.42349431
.77416753
.34986497
.73443821
.14827439
.34650045
.65438063
.71451452
.48595181
.23053021
.89055593
.38461496
.76186645
.88307480
.98365599
.13014934
.02205230
.99834852
.33069830
.13768860
.58853461
.32060444
.96132357
.87811759
.37502476
.03044192
.28989656
.22253515
.56483519
.52707689
.44729028
.39011398
.39227568
.67098216
.06513201
.53722700
.60008172
07779965

S244



S245

Energy = -7200.146634 Hartree
Number of imaginary frequencies = 0.

Intermediate 2a (12a)

Compound I2a isomer 1

Atomic N. X Y Z
8 -1.62435130 -1.42755766 2.25691749
8 -0.16746672 0.01005725 -0.68141312
6 -0.94040210 -0.96851797 -1.36949191
1 -1.50812936 -0.55929622 -2.22676334
1 -1.66892648 -1.45998426 -0.69874991
1 -0.27058712 -1.74781981 -1.77603092
8 0.52485012 -1.12890326 2.68596109
6 -0.48568355 -1.84680074 .12270172
6 -0.16067639 -3.14254855 .40651872
1 0.51140495 -2.93025143 .55925470
1 -1.11203400 -3.48954148 .98792281
6 0.45766255 -4.22987978 .31095940
1 -0.08222006 -4.26030963 .27102130
1 0.28364986 -5.20404620 .83037201
6 1.96155960 -4.06262030 .55030175
1 2.48275280 -4.13366189 .57985281
1 2.32774414 -4.90373068 .15898039
6 2.35450362 -2.74432616 .22432547
1 1.94889491 -2.69142753 .24781055
1 3.45140862 -2.70275394 .32305794
6 1.92013842 -1.49261656 .46967487
1 2.11048126 -1.56880171 .38843419
1 2.46258574 -0.61608155 .84522020
50 -0.73049482 1.99282194 -0.96432178
7 -0.47525758 2.82181740 .48578055
6 -0.91412686 4.23077915 .42177737
1 -0.75876686 4.74042892 .39039522
1 -1.97549669 4.28175223 .15417904
1 -0.34881484 4.76136303 .64614200
6 -1.20251650 2.07746754 .54603186
1 -1.04465539 2.58651338 .51808375
1 -0.74923401 1.07980020 .61951811
6 -2.70705618 1.92452218 .34760077
1 -3.11252635 1.48674571 .27529816
1 -3.20271564 2.89167621 .19724283
6 .98118051 2.73313463 .77625481
1 .20257798 1.66758340 .92589928
1 .21897536 3.27606722 .71155243
6 .84187891 3.25364449 .62707326
1 .81469534 4.355456006 .56417230
1 .88879175 2.97719526 .84640499
1 -2.71395701 0.10575362 .37738902
7 -2.99852154 1.07678475 .16941659
16 -4.68664238 1.06256329 .79871650
8 -5.42187324 0.18704217 .73787038
8 -5.06847124 2.48288291 .65038414
6 -4.68973950 0.27299439 .81795443
6 -4.46455863 1.04811443 .95896128
6 -4.50493625 0.43338960 .20825083
6 -4.76144245 -0.94358054 .33284690



6 -4.98939102 -1.69182090 -2.
6 -4.95894128 -1.09250602 -0.
1 -4.27279273 2.11574467 -1.
1 -4.32784208 1.03146430 -4.
6 -4.79113477 -1.59245984 -4,
1 -5.19991971 -2.75962418 -2.
1 -5.15368206 -1.66647288 -0.
1 -5.53701294 -1.11334114 -5.
1 -3.81720624 -1.49486739 -5.
1 -5.03395769 -2.66008615 -4.
7 1.35422475 2.61756055 -0.
16 2.21037306 2.70994521 -1.
8 1.23220268 2.22427295 -2.
8 2.89402119 4.01095869 -2.
6 3.51640149 1.45596074 -1.
6 4.84164558 1.80793825 =-2.
6 5.83239872 0.82397648 -2.
6 5.51303825 -0.50264248 -1.
6 4.16619826 -0.82546609 -1.
6 3.16439604 0.14167781 -1.
1 5.08245768 2.83994895 -2.
1 6.87113631 1.09348772 =-2.
6 6.58652292 -1.55877311 -1.
1 3.90072495 -1.85800361 -1.
1 2.11646293 -0.10394523 -1.
1 7.50915471 -1.23750798 -2.
1 6.83754325 -1.77464111 -0.
1 6.25952232 -2.50407174 -2.
Energy = -8524.649205 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 2

Atomic N
8

oOFRrPFrOHRPRORPRPOHERPOREFEOGO®E PP oy

(€3}

OMNNNEDNORFE O

X

.45946535
.08024657
.46163675
.90876886
.05711668
.58234184
.42994290
.45236011
.18290340
.78197301
.95759135
.21454356
.07264839
.40068720
.08020889
.90083460
.98591022
.47603234
.73091754
.42685573
.67104728
.22858567
.22640005
.20741709

Y

.49039748 2
.40145877 1
.39262992 1
.61741979 1
.01223064 1
.80307487 2
.46479678 3
.07674148 2
.42642887 0
.99166428 0
.91356497 0
.94195223 0
.40017359 1.
.07165568 -0
.67572607 0
.26826846 0
.73803311 0
.56842655 2
.06268753 3
.10320242 2
.13974179 2
.52651569 2
.13656640 3
.78557703 -0

16824342
90705630
86208856
10389434
69351705
24834547
00168934
34428150
19565585
62458815
58640891
97440775
99942975
16444125
84620898
09634518
02396644
70362837
45498237
52073419
34968206
22470075
60917484
21499145
32078518
10931623
55874554
06437715

Z

.72214438
.40760174
.74561979
.73510242
.05044566
. 76425367
.29918509
.34591856
.89692884
.59399453
.31613946
.60555103

12363216

.47125550
.97104369
.35576868
.69698027
.44750210
.09204971
.60472983
.94560978
.22107326
.89141803
.04769353

S246



PR oRFRPFPFRPOOOOOOOOOODOODIHR,r IR HEFREFORFREPODOOOOOOONNTNTHHFHFEFRFRFORFRREFPRPOOREPRPOODREFEFORRREOJ

WHFE W DENNEPERPRPWWNERDNDDNDSDN

=

.56139522
.48589282
.81599330
.36214844
.97524033
.15265113
.24779760
.43440365
.52733321
.86649234
.25655175
.70572385
.27216805
.48331005
.55314905
.13697508
.55984962
.21026193
.48659923
.01230317
.05138639
.23107934
.65434382
.01127042
.76151983
.14468074
. 79541249
.05411368
.71924707
.25868892
.85161498
.10981404
.56825247
.15162656
L77312712
.37463990
.59668850
.93291509
.19039721
.67839365
.88671953
.91005828
.86554288
.78448792
.75205748
.81168132
.20174985
.10539904
.74126202
.47548485
.57190448
.18095490
.70849469
.30447782

W WNDNRPOOONE WD WWN

w

Ao BN OO DWW DNDDN

.27778203
.30646698
.99062500
.83154956
.89101226
.49315741
.14464567
.69291164
.88901191
.40061734
.67605306
.88728377
.07877572
.65916377
.48203028
.44961509
.68015276
.01463287
.07037939
.19463864
.72454360
.11212801
.45263675
.09123073
.07368139
.40959090
.73803605
.76732763
.05548653
.79965643
.46322735
.768006429
.013822061
.12868720
.68012079
.40202610
.51005148
.33076548
.54162300
.02572799
.61876297
.56226550
.56415626
.62902742
.66087769
.66164263
.73355746
.52073146
.69287849
.47803015
.67539814
.32257853
.99387021
.58580290
-8524.652794 Hartree

Number of imaginary frequencies

HF ORFRRPRPRPRPORP WNDNDDNWDNWWNOODNEKRK

.83746012
.31692823
.11954796
.85985143
.54263552
.95540381
.84621963
.18849384
.68328755
.61022673
.44909574
.33004184
.81230229
.09115971
.20299785
.86752177
.60698042
.89483851
.55600195
77747148
.68887657
.11638314
.460444009
.64696019
.60305624
.38941239
.19026380
.21999323
.81408250
.53215584
.42788964
.01352914
.70820873
.43075808
.47137956
.20680378
.11847046
.80554327
.04793029
.49566159
.07936134
.07828091
.04491565
.03156142
.017822009
.04207127
.10021447
.82748953
.10002509
.99132340
.26189586
.03920210
.32414137
.79998078



Compound I2a isomer 3

Atomic N.
8

PR ooooooooooocoooy R HFOYRFRPOTIOHFRFRFORPRRPOOSIIFRFREREFRPOJIOR,R PO RFEFORRRPRPOREFEFOREOOD ORE FE R O
|
N

W W WWOaoddBEDNDWDNWWEN WD WwDND O

X

.83960289
.12044523
.15424740
.87562187
.43255660
.06171801
.16853657
.99655402
.16767626
.95166950
.80335037
. 74416825
.92065179
.31699267
.66563362
.54536937
.04883130
.99979348
.16741737
.73188386
.48226769
.18687093
.29785764
.55713287
.35984017
.01001211
.11420880
.63591402
.78061224
.06166728
.61292127
.66656587
.96773129
.35668085
.41439357
.16683146
.94625100
.01690130
.83372331
.94648085
.45902429
.46419660
.94492784
.88342024
.53788287
.93475876
.18873887
.22855005
.24111520
.77405485
.31272342
.29772827
. 74961133
.59383346
.03996809
.93100333

Y

.16612145
.35002623
.45920574
.01508488
.50968454
.04377186
.14040791
.94692767
.84823058
.25328881
.57235108
.59052671
.99874112
.44867311
.73192560
.42818674
.34588343
.47673509
. 74795527
.07452506
.49375207
.61332293
.48211667
.74076410
.29197718
. 76291457
.65025547
.22071260
.82852872
.18766497
.86900089
.68732549
.55867897
.05616675
.08968537
.05876030
.24539456
.80554057
.15430055
.20345321
.17107665
. 74346673
.46398226
. 74829117
.58859967
.45205060
.64608615
.00958076
.01275550
.20473552
.42296099
.39357597
.18889221
.96134885
.18307036
.33130104

WNUOWWdUubdWPdWWEDNDE OO

Z

.15080389
.26746974
.23703592
.19559949
.46253989
.85857758
.30214438
.53530222
.22498111
.26963414
.51297921
.45189091
.05504543
.07015801
.32329028
.72873771
.15242356
.89638432
.56422696
.50885543
.84227918
.00482206
.27938007
.41644681
.98555563
.21469864
.17394093
.09053417
.35048096
.56534127
.72128566
.40861937
.11328257
.91517059
.52852973
.65211160
.13738669
.78907132
.11549027
.09817115
.07586044
.53799822
.21426943
.76914864
.39388080
.34782193
.18965701
.95639024
.91617964
.34688969
.82751545
.85486887
.41690765
.31929851
.66442717
.43273149

S248



6 -2.87320970 2.73608518 5.
1 -3.56448438 0.20593538 6.
8 0.22009540 -0.60835518 -4.
8 -2.21691806 0.15668327 -4.
6 -0.40201427 1.96823315 -4.
6 -1.11494633 2.87130876 -5.
6 -0.68597348 4.19982405 -5.
6 0.44155520 4.62976843 -4.
6 1.13263340 3.69356406 -3.
6 0.72183859 2.36407963 -3.
1 -1.98984992 2.53087400 -5.
1 -1.23884230 4.91344492 -5.
6 0.91932816 6.05761145 -4.
1 2.00912292 4.01422931 -3.
1 1.25680499 1.63213952 -2.
1 -3.84843790 2.60153085 5.
1 -2.19797554 3.19991814 6.
1 -2.99149581 3.45077995 4.
1 1.77971711 6.13798365 -5.
1 0.13244757 6.72122153 -4.
1 1.24677756 6.43415285 -3.
1 -0.45020356 -2.19819856 1.
Energy -8524.640152 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 4

Atomic N.

8

AR PR OOdORRPRORRPORRPORREOR PO ®EF B oy

ONENENS_dLWOOWSDPPLWWNDNERPONERERDNDRE

X

.75829770
.43586322
.65800392
.62700606
.10645156
.61629093
.16696215
.12613946
.58754802
.80097741
.14492943
.02928697
.60374939
.12147648
.67542717
.19619719
.06919975
.17652685
.63399510
.02451581
.51641743
.13620005
.54516238
.32347679
.63972182
.09951994
.45659966
.41491829
.59983445
.30774824

Y

.08221377 -1
.58027249 2
.98960185 3.
.22702112 4
.90329713 3
.22239545 2.
.87392713 -0.
.05881099 -0.
.40360233 -0.
.37760742 0.
.57656989 -0.
.74740629 -1.
.84695635 -2.
.71327562 -1.
.97486770 -0.
.89665972 0.
.87899390 -0.
.15363200 0.
.34642408 -0.
.04200255 0.
.71529969

.97266024 0
.58775406 1.
.26922735 1
.76747930 1.

.53990551 -1.
.42941047 -1.
.11877868 -0.
.33221414 -1.
.38932097 -1.
.87928497 -3.

31300832
09967477
60190008
89314768
22753116
01526698
07569740
36161694
57120962
49563413
56771260
68946954
45297548
00409951
88037836
79799317
04881756
48715939
13579450
83386686
47397726
17869774

Z

.32587777
.10677262

22721599

.02250562
.65433995

94058925
17399050
68927315
48039563
60086533
93597182
09613867
10808063
22531664
25032778
71959829
74041168
01087610
92911672
64553793

53948763

.13025758

15939289
20574863
20784147
21614370
93381609
46340551
44272504

S249



6 -1.15183481 -0.95072761 -2.
1 -1.19477489 -2.05479519 -2.
1 -1.82136920 -0.52503227 -3.
6 0.27456900 -0.47261278 =-2.
1 0.74641394 -1.16141913 -3.
1 0.89342246 -0.49280310 -1.
16 0.95726072 2.20767365 -2.
7 0.11281880 -0.33291410 1.
6 -1.20328145 -1.50412689 -0.
1 -1.86238010 -2.39959325 -0.
1 -0.19978644 -1.87153877 -0.
6 -1.18326229 -0.95624755 1
1 -1.38507067 -1.78667644 1
1 -1.99932422 -0.22414033 1
16 0.28006511 0.41861432 2
8 1.81628526 0.47464527 3
8 -0.44696694 -0.16787674 4
6 -0.25232690 2.14035409 2
6 -1.14056599 2.64789252 3
6 -1.53052560 3.98652479 3
6 -1.04015653 4.81924458 2
6 -0.15314289 4.27420246 1
6 0.24254929 2.94043619 1
1 -1.50961219 1.99810901 4
1 0.91126429 2.52817200 1
1 0.22763777 4.90209695 0
6 -1.43690247 6.27238023 2
1 -2.22591457 4.38982120 4
8 1.41382662 1.75447566 -1.
8 1.87357211 2.88601511 -3.
6 -0.45899998 3.30253269 -2.
6 -0.49674935 4.51722496 -3.
6 -1.58304033 5.37250864 -2.
6 -2.62691458 5.02763881 -1.
6 -2.55821185 3.79458517 -1.
6 -1.47981185 2.93003074 -1.
1 0.31643750 4.78008789 -3.
1 -1.61911606 6.32414715 -3.
6 -3.78459372 5.96651739 -1.
1 -3.36254330 3.50917467 -0.
1 -1.43083480 1.96861618 -0.
1 -2.34702277 6.47058306 3.
1 -0.63830271 6.91441819 3.
1 -1.60852635 6.58810059 1.
1 -3.62611536 6.56604325 -0.
1 -3.90830703 6.66637678 -2.
1 -4.72566664 5.41649813 -1.
1 0.74857667 0.90333707 -4.
Energy -8524.630090 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer

Atomic N.

8

8
6
1

W W w

X
.07372645
. 74772591
.18631849
.56966177

Y

.74699434 -0.
.13025940 -3.
.22503281 -3.
.87747249 -4.

53520834
64620533
29608210
83670611
55092367
93051961
59748411
56754655
17985356
20262164
43889101

.25336694
.95018608
.37976780
.99338901
.08155809
.14075573
.86770990
.81635875
.72946902
.71316420
.76807317
.83371211
.60865507
.07697475
.96064025
.64089614
.46793774

26519078
54099342
35572699
04005503
83990268
96860298
29701609
47769133
71533927
37341869
73643290
61604037
96245645
22152760
04414448
60246921
82609889
57299851
60160109
36239910

Z
98412147
64495793
62743511
26755739

S250



osooookHFkrFosYYRRHRRFRFODOOODOOOOODOOO OO PO HRFEFOTYITOOHFFRF,FOHFRFPRPOSYIHRrFERERFRFOIORFR, RO OR PO EREORR OO ORF

O O OO R OOOHOO N0 JJdJoUroy v O Ok b b O

.22166333
.18019213
.98404200
.28965757
.02968578
.52439893
.25001241
.04038356
.58784852
.21878405
.38606378
.86197606
.05637160
.29146666
.92344770
.30000044
.40957683
.58270770
.60462494
.80965169
.40343878
.01876796
.78555299
.83888126
.43508924
.34412843
.50486592
.14216755
.12404801
.37796086
.75106517
.88367469
.85475118
.14045690
. 72371595
.31485097
.33250096
.68258954
.56103991
.04833417
.58299880
.82327315
.15231322
.21460616
. 77037732
.15889627
.00191455
.41117930
.02572068
.11545284
.58035802
.04848077
.49801147
.59782833
.10398848
.79758237
.63300430
.46932785

OO OWRPROOWOOFNMNMNDEDNOO

.26243493
.64991992
.75695019
. 72267953
.72990892
.19160800
.35515480
.60741719
.94981499
.51248274
.92790441
.68620674
.64110664
.64732049
.86650933
.21945549
.56267344
.44934565
.59549849
. 73624112
.16279232
.51458178
.87349770
.19736330
.57368447
.98012016
.70035764
.26966389
.57235533
.32733115
.13700983
.15139731
.22054450
.09412541
.22535953
.33604935
.80177214
.36657859
.26145199
.40142835
.98078747
.18725684
.34175816
.15161823
.37748336
.50342527
.42206693
.20514054
.06204295
.21759411
.88395520
.64397733
.55325013
.46072979
.81055409
.33879930
.64245768
.10147393

.00748004
.60684560
.49404696
.14342747
.99811042
.82290928
.44872984
.23037475
.28561801
.82993141
.95787323
.92388138
.45357679
.12258957
.89299346
.00177740
.73108066
.81222040
.25221396
.37197212
.48335568
.84424679
.14534469
77674361
.87475090
.51852092
.33420285
.29204516
.58975641
.60483524
.20574514
.24521885
. 77550903
.96830040
.50238446
.44181183
.49437637
.68235019
.47022740
.77758408
.05909257
.35350460
.94867512
.98641773
.62118729
.56667827
.86783921
.24915281
.30901587
.39513759
.61819886
.50227458
. 75246831
.28006593
. 742277580
.99161539
.34451474
.51680290

S251



6 -4.33657191 0.56956135 5
6 -4.37086811 1.97497181 5
6 -4.54370228 2.69181162 4
6 -4.67719308 2.03465622 3
1 -4.45283872 -1.18995751 4.
1 -4.20661327 -0.00565946 6
6 -4.23696743 2.68425655 7
1 -4.57728477 3.78225998 4
1 -4.81703398 2.58767099 2
1 -5.83271659 2.56699559 -3.
1 -6.01611028 0.83804110 -3.
1 -5.81422586 1.35258327 -1.
1 -5.09564553 2.46451555 7.
1 -3.33439933 2.35734847 7
1 -4.18281416 3.77209254 6.
1 -3.58477618 -1.93119049 1

Energy -8524.635549 Hartree

Number of imaginary frequencies = 0.

Compound I2a isomer 6

Atomic N.

8

PP oORRPOAdRr R R JdJOR PR RPOAR PR RPOAR RO ®ORP R oo

NP RPRPONONMNENDNNDNNDD DO OO PDWONERERPRPRORDNDW

X

.49508964
.58850392
.40729590
.55027245
.11060013
.59813511
.17805689
.37852012
.51442566
.21623329
.33622178
.97437285
.04603787
.99650350
.09045006
.11985829
.51892507
.62882306
.54945683
.07088564
.90942475
.13417830
.82345755
.88331268
.61749448
.83695859
.73624973
.09318336
.67202388
.41125982
.54310590
.65843426
.44581625
.47831896
.35784935
.39553153

Y

.39651688 -0
.32168871 2
.72760880 3
.84553246 2
.01659072 4
.70282864 3
.14730411 -0
.53439224 0
.27492064 0.
.50247818 1
.55188641 0
.55364586 -0
.35364389 -1
.78175501 0
.77869887 0
.01777264 1
.64915158 -0.
.60583230 -0.
.47564609 -1.
.52436874 0.
.44437377 0.
.39340158 1.
.54651691 0.
.47920485 1.
.27452743 -1.
.06062440 -2.
.77826292 -3.
.96731489 -3.
.16728156 -2.
.03033914 -2.
.52342560 -2.
.29140329 -3.
.51084514 -2.
.85527354 -3.
.95676216 -4.
.88295936 -4.

.72910460
.79081830
.59889463
.37254945

47471905

.64767842
.11473222
.62768434
.44457772

01020821
40450222
71693439
76688023

.65088582

98333320

.23007631

Z

.43605072
.65397249
.33835907
.65040265
12675799
.81843798
.15340827
.00310994

67681562

.71330285
.73320098
.05368816
.13513280
.28346638
.20107178
.27818417

31954788
22384637
31547380
02082540
45358802
52997863
33821769
81703399
93672653
72460549
44665188
28788760
05161545
66430610
80231058
55444567
17309935
55088774
20155545
21894817

S252



16 -1.77830891 4.01670838 -2.
7 0.71739665 -0.01730571 1.
6 0.35045527 -0.88030927 -1.
1 -0.30352241 -1.61680198 -1.
1 1.29711010 -1.40349767 -0.
6 -0.29639834 -0.51118793 0.
1 -0.79664802 -1.40570952 0
1 -1.07688031 0.25169701 0

16 0.23557065 0.68342571 2
8 1.55585085 0.65429540 3
8 -0.96025957 0.11768119 3
6 -0.11235894 2.43082519 2
6 -1.15697001 3.04509408 3
6 -1.40546797 4.40326651 2.
6 -0.63219598 5.14969935 1
6 0.41785971 4.50161126 1
6 0.68351187 3.15102398 1
1 -1.76424565 2.46062158 3
1 1.48829988 2.64951718 0
1 1.01499234 5.06240865 0
6 -0.92949490 6.59959688 1
1 -2.22463330 4.88885304 3.
8 -1.39099726 5.07454900 -1.
8 -2.21319862 4.31747111 -3.
6 -3.09292400 3.03733790 -1.
6 -4.10231228 2.49468770 -2.
6 -5.08962965 1.70736901 -1.
6 -5.08122024 1.45574954 -0.
6 -4.05401178 2.02068767 0.
6 -3.06368067 2.81121911 -0.
1 -4.11646701 2.70450792 -3.
1 -5.88275970 1.28305577 =-2.
6 -6.15691658 0.61935451 0.
1 -4.02726121 1.83583696 1
1 -2.27761565 3.25189214 0
1 -1.71313304 6.98320741 2
1 -0.03089092 7.21994028 1
1 -1.26264942 6.72341598 0.
1 -6.85822072 1.25258671 0
1 -6.73712396 0.06409030 -0
1 -5.72836501 -0.09966703 0
1 -0.01998366 2.81183006 -1

Energy -8524.636828 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 7

Atomic N.

8

R ooy P oy ©

W wWhhNDNDWWND RO

X

.88415974
.97048987
.93131765
.21809088
.85170832
.56990888
.25225717
.05849888
.23017455
.96115211

-0.
-1.
-1.

Y

.14492158 -0.
.03054679 -2.
.00605547 -3.
.00204453 -3.
.49261649 -3.
57671729 -4.
.07923182 1.
92646641 0.
74805625 -0.
07686037 -0.

52450125
22830916
05737480
56889393
86096046
28136664

.68963606
.11588243
.60513842
.39454322
.26744961
.31102644
.00129553

78352211

.88222598
.20562776
.41433937
.69142389
.87543706
.48556086
.60733191

31673139
57148338
90136376
75754188
55391467
95523122
57555082
20168185
37757589
62283969
57363588
07027144

.27739399
.23566688
.27237243
.73633246

56621174

.63514413
.67748447
.782227769
. 74233592

Z
03827853
42825753
47541352
84050930
10682738
35009869
15667584
29041064
19154721
66945706

S253
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.83627642
.91067072
.14261338
.47990857
.86533128
.69327388
.32168812
.20550039
.42887800
.96221419
.58974277
.23122242
.40824069
.43948262
.34804834
.06627382
.16805461
. 77229858
.81169149
.23250483
.62997889
.66541398
.94024782
.48665574
.55073660
.34168634
.23933840
.80030699
.71428673
.82312478
.31795503
.26279276
.66823058
.70203856
.21951273
.24095128
.77762292
.92240867
.86424821
.40642160
.02445488
.08024349
.52379390
.15550614
.20966877
. 77643537
.59376544
.14150953
.08361098
.55645577
.75300279
.54638320
.16055666
.00275451
.77585324
.40952330
.44863404
. 77604550

O wW N 0w

.40243712
.59508104
.09378197
.38705340
.80132407
.40569098
.48554512
.63798091
.00741110
.12905313
.41960981
.65154673
.34916607
.45138154
.26729644
.62800152
.56534794
.97904173
.66235204
.04647860
.89320332
.78985526
.64985191
.16637961
.14833350
.10068726
.65640335
.01720104
.26336619
.35788207
.23647803
.99342575
.80386225
.04895547
.94656323
.74584275
.10568800
.46249964
.60389223
.45900323
.82331790
.93388764
.19693596
.60198694
.09446272
.92365274
.05665353
.56627978
.09624731
.60605718
.39737793
.35634103
.69813261
.08607643
.09278401
. 74932823
.04835116
.45540610

O WWNhDNNRERPrRPEPrRORKFE OO

.97785960
.90760946
.51586259
.39867726
.80439705
.18984344
.53572012
.55175430
.23933160
.17089522
. 64446757
.78029851
.19663409
.62507337
.07368330
.30223399
.17680526
.13499364
.57037596
.49022960
.63666774
.23899664
.18435495
.73386011
.23120220
.42467386
.00691569
.53406929
.04681349
.00225849
.37367840
.38571851
.00730825
.75264581
.11814424
.99096035
.83926759
.88647027
.90602013
.49519732
.07524084
.03920180
.44334154
.23121804
.64254560
.69268261
.73013691
.29494516
.64137511
.68248179
.93572019
.56404960
.50154859
.82202566
.19349553
.24250512
.09095539
.99074019

S254



6 0.43082742 6.53187173 -3.
1 1.68218331 4.37931634 -2.
1 1.00842947 1.97295589 -2.
1 -3.52721674 1.83391503 6.
1 -1.88457243 2.47145910 6.
1 -2.79434836 2.84538338 4.
1 1.27946622 6.70901831 -4.
1 -0.38374344 7.20145051 -4.
1 0.75915044 6.82190805 -2.
1 -0.29945181 -2.32671182 0.

Energy -8524.640149 Hartree

Number of imaginary frequencies = 0.

Compound I2a isomer 8

Atomic N.

8

oo RrPRPoORRPOONdRPRPROOdORRPORRPORRPOREORE R OO ®E BB oo

NwWwoadhdh oo ooddWwwwhhDhNhDEFENDNDNDRE R

X

.25906533
.78615870
.05441067
.84551719
.39784243
.16794746
.21934026
.22142998
.41269336
.49245837
.15461402
.75338673
.60024922
.42907787
.43602033
.66484541
.40358249
.60630352
.45559255
.16393461
.24317139
.28592546
.83361214
.60381330
.36432995
.92219905
. 74135542
.57004296
.07777770
.23824251
.48832891
.37050146
.76452614
.15231198
.06906211
.17535212
.05507664
. 76664116
. 75437186
.68172852
.94100299
.92378424

-1

-2

-4

-4
-4

-1

-1

.11739098 -
.92477798
.59118134
0.
.49785261
-0.
-4.
-3.
-2.
-1.
-1.
-2.
-3.
.18887420 -1.
-3.
-2.
-3.
.53952972
-5.
.86574317
.04280812
-3.
-4.
0.
-1.
-2.
-3.
-3.
-2.
-1.
.20993200
-1.
.14938752 0.
.52296459 -0.
.60334162 -1.
.08762966 -1.
.51130986 -2.
.06744878 2.
.08532149
.61592869
-1.
0.

Y

20324766
06470033
14280695 -0.
21363561 -0.
59996605 0.
53810785 -1.
92303838 -0.
71681210 -1.

1
2
3
17376021 3.
4
4
0

49457982 0.
66283040
93584843

43982521

0
0
1
0
1
1
03172353 1
72296847 2
19119359 0.
45103231 1
86131465 1
53859139 1
14162837 0
97229054 2
02231828 -1
0
0

80522741

2.
3.
43293907 3.
42387905 3.

77846232
65573035
75357988
26253188
46326559
99225159
45730152
08277290
77051216
95535390

Z

.26695833
.25782128
.61716432

69706179

.14587233
.14985828
.48737902

51649719
65942055
25435978
48341419
94386213
69318954
40797874
30306338

.99101952
.01688304
.05566600
.43750767
.94888851
.52629603
.96025885
.28376854

98575506

.47833532
.45509613
.76054975
.45597644
.14563882
. 78641087
.54425120
.85155498

60362303
92026395
09170467
18843365
50572471
45246178
86713822
15707196
51884615
05765526

S255



1 -1.97717974 0.62705051 4.
1 -2.86803744 0.77783899 2.
16 -0.14091489 2.47002426 2.
8 1.13778700 2.53633404 2.
8 -0.07617651 2.57338406 4.
6 -1.21609193 3.81148344 2.
6 -1.49858265 4.86722080 3.
6 -2.31695217 5.90869370 2.
6 -2.86054092 5.90500823 1.
6 -2.56790897 4.82137823 0.
6 -1.74830965 3.77724170 1.
1 -1.08610087 4.85980363 4.
1 -1.54688899 2.93769594 0.
1 -2.99478624 4.78529126 -0
6 -3.73212037 7.03818462 1
1 -2.54181942 6.73640703 3.
8 -4.28994665 0.71349136 -3.
8 -2.64445657 1.41707848 -1.
6 -1.67985853 0.39235001 -3.
6 -0.38706218 0.72242083 -3.
6 0.66423275 0.59912607 -4.
6 0.44306673 0.15416385 -5.
6 -0.87164960 -0.15427238 -5.
6 -1.93440363 -0.04074097 -4.
1 -0.20860017 1.08346550 -2.
1 1.67552479 0.85824646 -3.
6 1.58935591 -0.00618863 -6.
1 -1.06615852 -0.48000629 -6.
1 -2.95644800 -0.25573027 -5.
1 -4.06703151 7.66871985 1.
1 -3.18357261 7.68054402 0.
1 -4.61876670 6.66253189 0.
1 1.27410544 0.18870587 -7.
1 2.41836163 0.67021079 -6.
1 1.98231053 -1.03436500 -6.

1 -3.53873642 -1.68228689 -2.
Energy = -8524.648506 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 9

Atomic N. X Y
8 1.62499053 -4.87669429 -1
8 1.87396176 -2.22189948 1
6 1.84344728 -3.12466507 2.
1 2.73335213 -2.99138024 2
1 1.84122193 -4.15813352 1
1 0.95661664 -2.99273489 2.
8 3.45435771 -4.89343506 -0.
6 2.66908237 -4.32013844 -1.
6 3.14915749 -3.04844701 -1.
1 3.25490865 -2.25536696 -1.
1 2.33604455 -2.75308275 -2.
6 4.46189092 -3.20432041 -2.
1 4.43497616 -4.14593524 -3.
1 4.50199842 -2.39380606 -3.
6 5.72809138 -3.14247389 -1.
1 5.77721308 -2.15068787 -1.

14016670
60683329
99783744
20033482
47397056
43406475
30126327
85749758
56451985
71808676
14182069
30935524
47595237

.28575027
.08379216

53273929
28302645
41344735
66821443
25583857
16567460
47761214
86774860
97355944
24289010
84786431
44337816
89114232
28498312
91725167
37763705
55436990
47694667
19846442
40935552
50456084

Z

.60735347
.20203137

30645919

.94531970
.92202079

95074145
35981145
31860318
99719362
23939740
67034144
79291794
36536135
53593733
93252726
45069790

S256
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.61337562
.81045171
.88220143
. 73381510
.64258903
.37219975
.89978316
.02166984
.08205945
.73679280
.63410308
.25118270
.03434878
.50425113
.07817403
.08320553
.12492569
.83217995
.65040011
.89234389
.09450258
.59102535
.60004553
.55370758
.85549037
. 78715579
.93019584
.69631425
.01675523
.38244259
.25737331
.91183002
.90213599
.60650984
.32922563
.32240597
.61398978
.10051545
.17893790
.08568623
.06537753
.38046512
.39317307
.04407295
.01585410
.08038540
.94029981
.74902433
.66562964
.79717703
.21439079
.77088135
.66060406
.49477791
.05777305
.01529892
.46324880
.27696000

OO DT WE B DBDDWONMNNMNONE R BNONDWWNO

.21364054
.22006944
.22420011
.07286626
.21581427
.19755647
.79553149
.36331966
.44122082
.33761026
.84211673
. 77201694
.10012432
.93188603
.41019665
.87169942
.32532608
.31075251
.04297759
.39749530
.39840302
.63243889
.25858715
.74416346
.04560410
.44511099
.15376162
.81896075
.30779714
.14866310
.40418763
.13457032
.96116761
.07653081
.36241111
.50696094
.40459916
.03517134
.52343678
.50139972
.56791049
.94414779
.03025815
.20795293
.67109285
.30826979
.30206746
.65016910
.98447003
.00674253
.26532009
.02470695
.72265624
.02933733
.27102363
.28345437
.09053390
.29202515

.58399837
.84664060
.29599324
.26250537
.13571656
.45643949
.03138007
.11745542
.00893817
.11516617
.51776344
.91800447
. 76068236
.75818281
.36795069
.44592482
.45016045
.69646154
.82299457
.53235476
.28306133
.61518538
.13990942
.85530234
.31813869
.42253846
.25499220
.36240962
.11209215
.81311141
.07865311
. 74256570
.70973198
.17064569
.68501249
.71398420
.24010384
.10322488
.50143808
.33025879
.21401413
.92903484
.99629780
.14269665
.92466182
.75212022
.22455316
.88567765
.05421623
.57252659
.03689381
.87592803
.42565653
.78864311
.95031711
.68456740
.97357380
.41533606
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1 -3.19231941 6.23687004 -6.
1 -4.61282777 5.30307318 -5.
1 -3.87391691 6.48679869 -4.
1 -0.34638470 1.68649747 -1.
Energy -8524.642525 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 10

Atomic N.

8

Ul
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[

=
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X
.38295160
.23136025
.34766599
.32444198
.28590535
.38661317
.80674936
.63011968
. 61322652
.22291497
.42390865
.07760803
.62113678
.67753350
.59877835
.01605683
.83583099
.30074009
.99190721
.38760323
.07303029
.14652758
.81292763
.20368926
.81014889
.46092767
.54315936
.98746297
.33757363
.09467161
.99856494
.07513294
.46195411
.52057283
.71549541
.08671375
.55360008
.03026441
.31931544
.33498213
.39483269
.37496239
.77042359
.35468045
.36191927
.60435914
.35848923
.65968011

S LwwdhdhDwNDE PR

.95151655 -1
.41736124 1
.42855528 1.
.86336234 2
.14987403 1
.27570755 1.
.98335915 -1.
.30777710 -1.
.17575204 -1.
.69361365 -1.
.49305291 -1.
.55176789 -3.
.86487218 -3.
.55104016 -3.
.58220087 -3.
.35552634 -2.
.90026310 -4.
.25214345 -3.
.52268536 -3.
.38128898 -3.
.28132864 -1.
.51338951 -0.
.05282755 -1.
.56123646 3.
.08950870 2
.64398415 3
.78731531 3
.62279844 3
.07593425 4
.13634835 1
.59026537 0
.58882186 0
.02047744 0
.04172610 0
.42421699 -0
.66032611 1.
.65598348 1.

1.

2.

1.

3.

1.

1.

0.

2.

3.

3.

1.

Y

.31793547
.47823001
.50408822
.85254560
.40815519
.43237377
.15488938
.64014946
.03338613
.63627232
.47423348

27920861
77384792
66594366
08547153

Z

.29337711
.61291282

89527801

.91244731
.80961192

19109423
56586435
53525203
83194670
07508388
67552372
25465403
98593688
48193932
43478640
76712463
46195052
14247963
86307349
27260006
73225805
97454058
48698972
10462923

.26582703
.36448008
.17786446
.50579331
.29512912
.28118397
.96859313
.69381435
.19788496
.92721542
.08880289

63454698
82038580
99666796
19728811
75140801
22813129
43267185
52163523
35863809
69075521
67278649
15237605
44856363

S258
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.34510327
.15311539
.27353310
.56200796
.76405471
.51522059
.97629541
.43408404
.16834164
.91130003
.89864094
.45632305
.81630532
.84109097
.03480038
.22097695
.20090197
.01011865
.46266283
.83194088
.41507274
.43947870
.80664451
.64773081
.05636919
.52857064
.70970274
.42946928
.23587801
.50136303

oW hNoywWwdx ooy Ul

. 77265559
.40763697
. 76449291
.45332891
.80097969
.27525890
77752878
.94014232
.46893474
.42470186
.50287068
.04821740
.81948306
. 76215174
.65406769
.61308251
.64761116
.75197995
.79792126
.39691223
.59784699
.59838732
.00986138
.30230096
.88363769
.78127751
.43848124
.01696987
.12988908
.81697645

-8524.650404 Hartree
Number of imaginary frequencies

Compound I2a isomer 11

Atomic N.

8
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X

.35673969
.35355793
.68365008
.97741111
.40411776
.79867339
.65798770
.37067844
.11242532
.46841348
.14443066
.06162130
.44764888
.75773205
.32516094
.63712036
.25661607
.40980031
.18967618
.37067681
.62251613
.62339894

OO OO0, NNKEHEREFP OOO

1

Y

.30359574
1.
0.
0.
.24648025
.43906339
.90396615
.52475894
.80110803
.60990301
.90388665
.91923080
.00771799
.71820119
.24750395
.23248805
.35377521
.22069585
.75388050
.55651783
.00465443
.95365275

02193569
51896559
33425872

1.
0.
-0.
-0.
0.
1.
1.
-0.
-1.
-0.
.01613549
2.
0.
0.
-0.
-1.
-1.
-0.
1.
-0.
=2
-2.
-0.
-1
-0.
-2.
-2.
-2.
-3.
.49864997

2

0

05047648
10279574
44152351
02094789
91729616
49108558
23705458
43294007
43095283
21173539

92221306
46076561
54889941
50847400
65011517
71172794
66537182
44288379
44306574

. 77573870

59430387
72013643

.92020036

92882000
20864720
68388497
77196325
75313675

Z

-0.95170019
1.17356265
1.
2
0

31230470

.36280573
.89523984
0.
-1
-1.
-2.
-1.
-1
-3.
-4.
-3.
-4.
-3.
-5.
-3.
-4.
-4
-2.
-1.

77922552

.75846033

55406675
10022836
62987063

. 74635281

63797074
09267678
93346741
20047239
81269391
29429698
85924139
32480359

.28211307

36479619
80748676
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.57972642
.26156309
.23674109
.44778610
.46987084
. 71715730
.29953849
.22964666
.48901951
.56183364
.27559731
.67235256
.94531125
.92285790
. 76899173
.19175948
.09495323
.14926903
.05995037
.59831935
.21978326
.72981803
.75904750
.50646955
.86454490
.25447188
.96317121
.54933894
.56707143
.25892071
.85708708
.81780340
.38331316
.13370053
.03766340
.10049343
.14400377
.19937029
.58503432
.12652393
.26407341
.29674376
.00331868
.15427622
.55016344
.81584584
.16902739
.44338833
. 70730665
.24167122
.88648413
.37924941
.09563897
.64934953
.01308250
0.

11059733

.49775248
.21597216
.01823905
.57119936
.98338748
.36691138
.20522314
.95843868
.96150702
.25043068
.48066115
.25012260
.88031434
.80250223
.16803836
.45149836
.21167869
.915444¢68
.78573163
.12366217
.03313019
.64425937
.00995837
.86905089
.86009277
. 71426854
. 78664917
.33045512
.82201479
.73745332
.17686378
.19128678
.32558333
.33280461
.43950038
.17102037
.66249499
.49710279
.62978305
.73186771
.85458982
.88716438
.75853607
.63120716
.70630338
.72149415
.11125479
.76452958
.76263285
.02469765
.11837770
.67407279
.70562701
.76021962
.83878433
.70440768

-8524.650398 Hartree
Number of imaginary frequencies

NNMNNORFRPEFE WNNMNMNENNRRPRPORRERERERESSDDBDNDDNDDN

.17989627
.92740516
.84846849
.18156339
.29052970
.36929311
.94259766
.89878247
. 77257038
.76913211
.80829577
.87106484
.00808010
. 78512106
.55701353
.76385712
.66881432
.49114214
.60570483
.54512763
.55411390
.55963138
.00942591
.81201152
.51304659
.41809515
.12128278
.34089116
.01918442
.44949043
.23840708
.41980277
.20107045
.96398451
.31267997
.76689631
.40095942
.88006791
.50791233
.98243141
.16258192
.12237289
.57418641
.23036446
.98576061
.53062073
.99386437
.57307211
.127205009
. 79093597
.13582381
.02340069
.96984482
.65688968
.04245513
.95786343

S260



Compound I2a isomer 12

Atomic N.
8

RrPooocooooooocooooyyRrHFORFO IO RFRPOOREFOYIHFREFRERERFRFOOIORR RO EREFORRPRPORREFORPERPODODOD OB O

OO FPOOONUUITUIIOoOO0W JJJoouromurdd g wwidhww

o
orRrRPrRFRROO

X

.09620915
.97306618
.21676358
.62047530
.99503295
.28333789
.21061683
.17287317
.42171506
.78955624
.11560752
.54789026
.11685852
.22152073
.36450894
.87269924
.16174689
.54388373
.10745383
.20989514
.42215689
.75134106
.06840280
.16332357
.34416039
.55361311
.30567469
.59218453
.49025945
.99890955
.24456765
.25021911
.13501827
.00374278
.11827650
.90164046
.51609857
.77974303
. 72555666
.26425040
.69244106
.50799105
.49118746
.67913596
.11048634
.83934727
.84538163
.26635981
.60499467
.48448422
.04086306
.68300620
. 79332780
.94246548

W WWwWwwwwdhwdho o

Y

.22137505
.87379615
.27388733
.75807220
.78968734
.43113880
.98042757
.63745098
. 74480947
. 78446521
.49266693
.21743671
.21130491
.34732753
.26431596
.20608995
.46475763
.49889028
.44415099
.86400724
.51965332
.40517715
.85619445
.01312609
.78106043
.59568628
.27358722
.77493423
.44181923
.68998690
.14005157
.89212466
.33806334
.38303459
.46918131
.04848158
.49935582
.03838163
.41976029
.24405751
.43387727
.00842772
.39615116
.84375120
.66764259
.38273166
.79965610
.11913253
.35279216
.71916349
.85967204
.62094110
.25457696
.25618253

QOO R P WWNORFRPRPOORENRPEPODWWPWNEM_NWAEWWLWDNDNDNORERREOOO

Z

.05930577
.79850762
.87330049
.66436235
.92061972
.10644841
.79131575
.48190420
.63731391
.65109796
.38682466
.07789583
.27832616
.21839675
.28058915
.00988460
.49267340
.55283808
.92043733
.35145656
.39905077
.83320022
.38107823
.45945845
.18757957
.32825751
.17418966
.02654774
.68029490
.51765528
.64031845
.46255107
.02715877
.77755852
.62158855
.31616342
.84703626
.51875319
.52953164
.04576374
.22106113
.28242561
.57953063
.60715405
.87063814
.63393224
.15065901
.44379582
.13403675
.15690408
.47943020
.75935490
. 75214393
.89727981

S261



1 -1.73940306 3.08217428 -1.
1 -3.31866023 3.72735328 -3.
6 -5.98576310 4.28624741 -3.
1 -6.53384272 3.90365355 -0.
8 1.04825296 -1.57598525 -2.
8 0.88518413 -3.93250102 -1.
6 -1.28579676 -2.44235565 -2.
6 -2.01731509 -3.62735347 -1.
6 -3.40729203 -3.57852231 -2.
6 -4.07287403 -2.36473270 -2.
6 -3.30816852 -1.18689771 -2.
6 -1.92272876 -1.21708444 -2.
1 -1.49553970 -4.57069564 -1.
1 -3.98315399 -4.50356024 -2.
6 -5.57024918 -2.31898728 -2.
1 -3.80573049 -0.22942624 -2.
1 -1.34344781 -0.29578607 -2.
1 -7.03267859 4.12560235 -3.
1 -5.86418089 5.35730549 -3.
1 -5.79328356 3.73750970 -4.
1 -5.83658983 -2.18201305 -3.
1 -6.04297680 -3.24748984 -2.
1 -6.01093159 -1.47836957 -1.
1 -0.76517796 0.89679317 0.
Energy -8524.639804 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 13

Atomic N.

[e0)

PR OO R RO RPROR PO REROR PO ®RE R E O ®

GO by d> OO WWND > WDNDWWRWWWER

X

.64108142
.26541715
.68408796
.21382016
.77968195
.45372781
.49860612
.80584304
.39942332
.20744397
.61849172
.92372814
.18000057
.00593681
.28666419
.03647369
.60416776
.30506835
.63008411
.31826803
.94082004
.41857525
.21691152
.53713526
.26497386
.28556506
.29611522
.92984084

OO OO WWhdwNOo

.25694205 0
.26806024 2
.61359754 2
.28810517 1.
.66576741 2
.99441325 3
.64751952 1
.10813949 0.
.05681395 -0.
.80389642 -0.
.52622928 -1.
.23393535 -1.
.03624126 -1.
.03589493 -2.
.70169301 -0.
.91619258 -1.
.58550944 -1.
.04213989 0.
.88474088 0.
.36853414 0.
.88112578 1.
.06474170 1.
.09702804 2.

2.

3.

4.

4.

4.

Y

.53918223
.27421340
.67220902
. 78394651
.65613814

97025804
78289743
57484393
91955104
93731915
87836832
02488494
94295532
07837311
30199709
38132216
24178195
78691692
01384727
47597996
54736690
29633034
28724786
79956993
50695986
53544758
13138992
92220985
64199576

Z

.82862353
.03695090
.23468123

50082154

.11326769
.25053796
.57069917

57398906
79838830
70454287
40728737
46052340
33815506
53963903
94085076
13899235
51495132
55237720
77001035
83789794
46634939
17142220
50452949
90812101
25957069
37520456
82216244
04704541

S262



1 -0.59997470 -0.31388480 5
7 -0.52468478 -1.79466011 1
6 -2.14257672 -0.11852500 2
1 -3.21642827 -0.04216516 2
1 -1.97921862 0.58979193 1
6 -1.93507320 -1.54034117 1
1 -2.59093650 -1.64659564 0
1 -2.25512006 -2.29041230 2
6 -0.13279682 -3.18815819 0
7 -0.13617331 2.69115005 1
6 -1.58241367 1.62596655 3
1 -2.61959071 1.67998812 4
1 -0.90708740 1.83203034 4
6 -1.43701288 2.73509599 2
1 -1.58008701 3.69717645 3
1 -2.26084170 2.65548288 1
6 -0.05766284 3.76740508 0
8 1.28397261 3.63963480 0
8 -0.56240004 5.10355372 1
6 -1.25681355 3.13415359 -0.
6 -2.41805713 3.85480334 -0.
6 -3.32322963 3.36184567 -1.
6 -3.08140928 2.15868682 -2.
6 -1.90084979 1.45170872 -2.
6 -0.99031887 1.93090158 -1.
1 -2.59505516 4.79554701 -0.
1 -0.07428701 1.38405007 -0.
1 -1.69599764 0.51002686 -2.
6 -4.04963854 1.63521841 -3.
1 -4.23328443 3.92540777 -1.
8 1.31845548 -3.09084887 0.
8 -0.72001917 -4.31882765 1.
6 -0.98501644 -3.11154162 -1.
6 -2.21313185 -3.75711259 -1.
6 -2.86726459 -3.68565938 -2.
6 -2.31168642 -2.98106880 -3.
6 -1.06810001 -2.35155784 -3.
6 -0.40490503 -2.40832156 -2.
1 -2.63021301 -4.32914572 -0.
1 -3.82333801 -4.19647029 -2.
6 -3.03391747 -2.88631010 -4.
1 -0.60982075 -1.81474092 -4.
1 0.56634985 -1.93180536 -2.
1 -4.99123846 2.19878178 -3.
1 -3.62555561 1.71270185 -4.
1 -4.28200667 0.57430677 -3.
1 -2.33112510 -2.89901016 -5.
1 -3.74584995 -3.71158455 -5.
1 -3.60358554 -1.94583104 -4.
1 0.02205904 -0.99181200 0.
Energy = -8524.627412 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 14
Atomic N. X Y
8 3.01204442
8 1.69060010

0.97297476 0.
3.03242865 -0.

.15541837
.30379839
.15392234
.44076219
.32889062
.62772099
.74420888
.36328345
.45337969
.99463462
.73848148
.13780827
.58526751
.69184504
.21151292
.95970300
. 72954871
.12100859
.13448914

48727388
76116590
70727041
38329922
08885531
14889669
24033336
92028399
60311103
41567783
92232016
18609495
19533771
14365854
30138981
53365607
61196573
42822488
20336695
47323244
66134989
93213630
26120918
07152333
40398615
42867122
24279410
77588660
06046247
99799189
97194517

Z
86644332
91769374

S263
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.87100297
.85389875
.99398779
. 77416435
.93922783
.07454484
.43577355
.35036238
.61881755
.62418235
.78018008
.53869797
.96413168
. 78496991
.00901139
.22271179
.46808630
.19888110
.25689720
.80674641
.73635682
.89918866
.19630159
.89011438
.49773369
.35272272
.65419924
.04824256
.24541854
.67415421
.04485122
.70218120
.56758221
.08331111
.57696817
.94125000
.75424196
.30384021
.10609510
.67613886
.02520668
.56848075
.61428573
.49269985
.43521157
.74770235
.12252619
.99000806
.49963253
.10711782
.22807246
.49897905
.14987045
.70676074
.43877519
.06750663
.40746858
.16051678

ONOODODORFRPREBENWWPPPWEDDMNWWRERPRODODORRDNREPODWDNWWNDREO

[ [
el

.06185616
.92602733
.15642824
.15066217
.52140447
.35499543
.53187428
.13325306
.42382355
.02533012
.34941714
.58689217
.36316220
.13155050
.44833342
.62496188
.89150288
.93559151
.10808434
.20920349
.35075070
.04147514
L72277291
.13202911
.79193855
.25008898
.65598107
.00360629
.97171369
.59757914
.73570131
.66787733
.06746800
.86003659
.50734942
.04657582
.95592115
.53264384
.55398008
. 74460892
.73700502
.15791001
.07344532
.75403000
.29056255
.66841899
.89508356
. 79915555
.51374465
.70918751
.37089883
.91738920
.21634422
. 72455559
.69368350
.96988784
.88415528
.66422710

P ORPRRPEPWNMNNENRERPERERPEPNDNNDRONOREREDNDDNDRE

.69824430
.38440376
.33228664
.06419576
.78852604
. 77099673
.39882154
.87164055
.12288798
.05128525
.57360687
.99333876
.60597989
.09574785
. 78492836
.92261446
.67959117
.32943836
.78678961
.88622162
.65944281
.48402513
.16902993
.09230145
.88762174
.54640768
.50819090
.41951523
.89623949
.70282848
.17989068
.47803920
.81473564
.37116379
.72898201
.71018615
.55217155
.32091876
.22543137
.64563847
.97503051
.37738054
.27223373
.17614383
.46253201
.23158581
.18752657
.17348501
.20755875
.25450576
.26824646
17757537
.31203090
.28405277
.21909056
.14053731
.54714029
.08746140

S264



6 -0.89959348 -2.56936134 1.
6 -1.26325428 -3.29472592 2.
6 -2.39641999 -4.11407715 2.
6 -3.16902015 -4.21760395 1.
6 -2.77969404 -3.47198880 0.
6 -1.65615693 -2.64993762 0.
1 -0.65423084 -3.21575593 3.
1 -2.68220914 -4.068411542 3.
6 -4.38827026 -5.10491237 1.
1 -3.36766239 -3.54237953 -0.
1 -1.35935655 -2.07417258 -0.
1 -6.46344410 -1.39363218 -2.
1 -5.46290345 -2.16460396 -4.
1 -5.11919101 -2.46644556 -2.
1 -4.28054643 -5.88188378 0.
1 -4.56084292 -5.60453981 2.
1 -5.29061380 -4.52706985 1.
1 0.07698948 3.30902541 -1.
Energy -8524.634503 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 15

Atomic N.

8
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PF OOOOO0NNUUJdJdJdJdJoouo o bbb ok wwhNbs

X

.25693893
.37317654
.53619054
.03507336
.16454144
.57996830
.44626293
.76484267
.70472873
.19474760
.06411960
.07596958
.67514283
.90079325
.86318045
.28197931
.80148819
.18226905
.86156992
.71621501
.95671391
.14063650
.22080103
.72636436
.13198970
.90437491
.54530311
.19951314
.78869190
.46787703
.38935271
.94278407
.02021862
.23582823

P OOORrRPRRPFOOORFROWRFDNRKFR

Y

.55681384 2.
.97927278 -0.
.39087787 -0.
.64176937 -1.
.75463944 0.
.94224753 -0.
.26468639 1.
.28021165
.10728352
.04505015
.69441588
.79711291
.63517761
.88150485 0.
.35551530 -0.
.62228301 -1.
.92956189 -0.
.14217917 -0.
.42474466 0.
.36667543 -1.
.04968403 -0.
.68680813 -0.
.06338810 -0.
.88586391 -1.
.08075420 1.
.72982452 2.
.89881171 3.
.31932814 2.
.35366086 2.
.85033557 0.
.31942526 1.
. 72367579 2.
.48641297 0.
.18392054 1.

69459242
82736606
78090793
61687374
48858130
52110349
72752197
66713877
56447005
42934533
35649434
96619880
21377088
50563923
79293761
52606540
31488241
74372961

Z
83032561
51374201
64185425
59380333
18809592
61961045
10183892

.75856112
.14290256
.16793987
.81105511
.98593344
.89689587

92215043
25213988
15173490
30927498
30050663
52047860
23857397
24339836
88775065
57062244
04454234
41234804
40705441
43868149
29591468
23604597
79409695
60354360
47499581
71663980
85188749

S265



1 -2.25408049 -1.59884813 1.
1 -0.70250892 -1.36245349 2.
16 0.16828472 -3.39735855 1.
7 -0.82043350 2.46642321 -0
6 -0.40591703 2.54162831 1.
1 -0.85079612 2.79414656 2
1 0.56835394 3.04262482 1
6 -1.31147222 3.03725614 0
1 -1.26263674 4.13865566 0
1 -2.36410776 2.75592824 0.
16 -0.91444161 3.29536453 -2.
8 0.05273838 2.54163122 -3.
8 -0.77917103 4.75967492 -2.
6 -2.56385361 3.01441602 -2.
6 -3.52632269 4.02092129 -2.
6 -4.80489271 3.78527103 -3.
6 -5.13205655 2.56191668 -4.
6 -4.14020253 1.56808175 -4.
6 -2.86158060 1.78514752 -3.
1 -3.26415941 4.97917098 -2.
1 -2.08969622 1.01925158 -3.
1 -4.37317632 0.61216035 -4.
6 -6.50169662 2.32698823 -4.
1 -5.55932491 4.57175414 -3.
8 0.81544654 -3.80159170 -0.
8 0.90319086 -3.26668000 2.
6 -1.23230319 -4.50186600 1
6 -1.69102658 -4.71366828 2
6 -2.78514049 -5.55654487 2
6 -3.42296538 -6.19321598 1
6 -2.93576972 -5.96313901 0.
6 -1.84495858 -5.12445588 0
1 -1.17975927 -4.24149816 3
1 -3.14452612 -5.72931607 3
6 -4.57969201 -7.13177464 2.
1 -3.41303175 -6.45738788 -0.
1 -1.45189282 -4.96877123 -0.
1 -7.24797080 3.00072818 -4.
1 -6.49661393 2.50499951 -5.
1 -6.83333984 1.29149097 -4.
1 -4.22652552 -8.17264311 2.
1 -5.10253214 -6.90145736 3.
1 -5.30427967 -7.08719003 1.
1 -0.90670580 -1.84670972 -0.
Energy = -8524.642538 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 16

Atomic N.

8

oy @O — = oy

O WN R W

X

.05512558
.57413670
.75200864
.63905366
.66423363
.95637552
.08522519
.09887872

OO NDdWWWER

Y

.07135854 0.
.25183346 -0.
.41640348 -1.
.55178130 -0.
.30354819 -2.
.55054025 -2.
.82011964 1.
.41834245 0.

96374132
79406947
11397324

.88748187

49177925

.47389066
.41879698
.36207575
.34753625

54945976
29468525
16182314
11761244
98725750
90257497
41449820
01692472
09215118
58231251
45543652
66004798
56553768
60332434
35145061
14533010
38606258

.40147007
.70349049
.90750758
.83155828

53332813

.30975237
.54170193
.92346829

06352100
31479406
69482107
16289407
69006770
44673946
13055178
00062726
23967629
13010484

Z
73648562
79745033
56715370
92034811
21777598
23482830
50559724
67807792

S266
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.30580283
.16620618
.40571680
.51085421
. 76773583
.26926536
.92713181
.63961930
.98369878
.38398989
.75369650
.41114239
.39329920
.81296266
.98727340
.87960550
.20485311
.91088058
.53406454
.42729425
.62568358
.07655344
.17315835
.54663712
.02395370
.55837676
.37719704
.15099351
.57832299
.08551843
.85639259
.40358479
.04621950
.81594517
.24444795
.65479830
.83967290
.73640555
.81138512
.78710036
.17145267
.89373746
.25127316
.85631408
.11909550
.66775014
.03830089
.33857389
.04494647
.97702998
.23817729
.33334435
.93499281
.13153846
.29453789
.26333950
.04207263
.88816354

ONOOODOOREDMdMWWWDMNWDEDNWWEROOORNREPOWNWDNDNDRE OO

.77173021
.57650134
.84503463
.10411023
.17801872
.91299390
.31361820
.33757373
.30290199
.24510789
.25683829
.46856975
.17040574
.20180294
.83852849
.19438960
.61957191
.99565518
.56979263
.09907532
.59552920
.11679000
. 74980597
.25589285
.57830892
.39940853
.25536931
.49661190
.66661420
.19559136
.87370141
.33635315
.55272608
.72665482
.72033563
.05419138
.31753374
.25275029
.43382989
.78398009
.81666907
.62530544
.59291941
.59255416
.58716892
.76760151
.58432533
-1.
.86786822
.64453725
.91306546
.01504458
.67532368
.59781753
.37458890
.24000386
.29625002
.51577657

53077660

.22663372
.88958910
.84728754
.53082600
.33845285
17296394
.07170096
.22818412
.55119619
.06951413
.97320057
.40133942
.50649890
.48851957
.14148646
.58701017
.31520375
.21670169
.08307958
.57341842
.64348163
.17572546
.02133119
.93276721
.34732342
.38232630
. 73345576
.22220717
.21718017
.48567408
.85252800
.69648620
.55693367
.32527179
.53392758
.08806516
.01013672
.98720164
.00945246
.10733342
.93412118
.02774654
.29845678
.46884584
.37697407
. 74336416
.51718615
.67644306
.43806875
.89478410
.09741020
.45350504
.25588087
.28197806
.28991374
.28627591
.26658211
.24522605

S267



e e e e e

=

Energy

.37548568
.45109427
.50798145
. 78950397
. 72535341
.90237526
.44405168
.42314202
.45651932
.64247390
.40601431
.09559172

.69654824
.09676812
.09283201
.17074902
.78233720
.88416046
.96768134
. 75130467
.86197432
.60679527
.49030727
.54325742

-8524.634715 Hartree
Number of imaginary frequencies

Compound I2a isomer 17

Atomic N.

8

o1
FPooNdorRrRPoORROOYdRRPRRPOOJORRPORREFORPOREORRPROOD®RERRE O ®

=

P ORP OO WH PPN UTU IO OO Uy B B WWwWwhDwwdDND

X

.68388455
.71438904
.11848528
.53826270
.29170617
.89981173
.35590798
.55999856
.84055994
.88330158
.73273952
.12630802
.97160946
.91425521
.61743255
.85802115
.55986732
.61580868
.43110190
.04819187
.27554798
.37786315
. 72201356
.85312452
.06694114
.10035315
.79109610
.28228795
.03780881
.40226696
.19566193
.55665298
.94799341
.05479139
.07084621
.49336487
.29469705
.12833370
.15076752
.68266959

Y

.80297863
.29344009
.09794107
.91214641
.21254440
.83545417
73777775
.95765053
.24089254
.55863592
.26044425
.12542421
.61694974
.69857549
.68861409
.25526882
.70599702
.22810011
.11448318
.23860930
.36939233
.49761450
.23042042
.13567484
.39250602
.94888475
.93544795
.26951159
.05611768
.06120100
.15928891
.10664621
.81744956
.09584916
.85423400
.48558692
.48031850
.92201936
.37127475
.25366661

3.
3.
1.
-0.
-0.
-2.
-4.
-3.
0.
2.

1

1.
-1.
=2
-2.
-3.
=2
2.
1.
0.76582432
-0.09932116
0.37738828
1.61142879
2.58552177
1.10012474
1.81415110
0.
2
2
3
2
1
0

2

06029872
09364822
28488595
51995360
54563811
75170239
45952968
24246174
49876926
24518694

.08772652
-1.

54031689

Z
67971446
18684479

.53761149

68331900
26114164

.79562463

06371363
52142100

82815268

.38332973
.52340045
.55451824
.60512979
.81207259
.72350259
2.
-0.
-0.
-1.
-2.
-2.
-1
-2.
-1.
-2
-1.
-2.
-3.
-3.
-3.
.10708763
0.
-0.

20585737
40175713
99777886
89545636
29031843
73381732

.33895782

23517862
73966519

.18797585

01531592
83176682
19162332
69792140
02854334

10250261
30536198

S268



PP PP R, RPRPPRPOAR RPN OOFR AR P RPN MO R oy -

=

Energy

.83958766
.92283062
.18153791
.87275842
. 15772922
.39086482
. 62268171
.84289147
.22688837
.05455374
.51616300
.11832759
.27794259
.63890505
.19496805
.68162763
.41587019
.13800368
.57198144
.09106962
.94722376
.53876125
.81083919
.49766138
.87807672
.61078805
.99980864
.27651290
.86248900
.39959214
.13974346
.65263341
.93780415
.36965399
.81396813
.27915914
.56703616
.86129320

BN WWN W WNDNNNWWNNENOWWREREREREDN

w

.71300157
.88475538
. 77525502
.40694846
.50456379
.00009650
.58795977
.11482870
.28284174
.80807740
.06318281
.19996271
.12079964
.25433950
.23063833
.16697739
.24803463
.68266863
.28083249
.35645861
.22522316
.60848459
.18801150
.38762250
.98544374
.40763704
.45177621
.48945125
.02924028
.12744901
.09778418
.76312934
.98354259
.94038051
.03914372
.12032840
.44854942
-2.

20816166

-8524.648517 Hartree
Number of imaginary frequencies

Compound I2a isomer 18

Atomic N.

8

PO ROO®RE R RE O ®

W W W o D O 0D WD

X

.15375834
.02219323
.21178580
.20438394
.10049893
.35293291
.89301097
.88933269
.73349270
.66936829
.95307028
.36420260
.58013400
.91103221

Y

.25797532
.82003715
.48652456
.95354152
.86427124
.39882367
.29869920
.38805367
.86979937
.38369841
.21489403
.21677398
.52847108
.21863162

NN WNDNDNDNWWWDWERERREO

w

1

0.
-1.
-2
-3.
-1.
-2
1.
.30893393
.57234219
.29174836
.88269766
.03159860
.37876394
.02998231

w w wor

43217237
.32769966
.92438480
.04175528
.63248524
.40828320
.15418221
.23775821
.29436142
.01910043
.69635763
. 64372914
.91308474
.56537696
.87742263
.38720608
.44707176
.06483085
-2.
-4.
-3.
-4.
-4.
=2
-1.
-1.
-5.
-5.
-2.
-0
-0.
3.
1.

09545421
45376239
01343645
21611422
19561999

.99053049

79289699
79578098
14973305
13570039
96825833

.84409260

86180019
39114898
78650093

.99724840
-2.
-3.
-2
2.

53302173
97921532

.35598669

22970241

Z
56996468
49906553

.20210149

20337203
66386621

.34464720

90853283

S269



PO PFPOODOODOOOOOOHOLOOOHFRF O PR RFOOD D ODODODODODOOOOORFRKREFONFR,FFOOSJIORRFOORFRF PO, RPRPRPOOYIOR RO PERPOR RO

O O OO JJoy~J ooy Uroy O

.55132813
.27877509
.20078947
.27507978
.60360810
.11163037
.85698336
.34999089
.59964214
.84296378
.03029561
.31948205
.36670988
.23887416
.35067607
.97865050
.35433839
.06060928
.41572845
.87105928
.88877670
.96100573
.38210849
.96833372
.28789131
.41392465
.31244875
.17405525
.53802317
.88689239
.65709830
.63665675
.53649389
.98228737
.12361190
.38074223
.51522674
.34896564
.08860914
.01883982
.18351692
.43204020
.87089822
.27313224
.32509563
.65956122
.93115684
.15129764
.33741423
.32158822
.07764515
.88344161
.16449377
.29339174
.606226009
.04466195
.91907959
.66713948

O NP Wb BN OWORRNDEDN

O

.20887999
.97917621
.50315079
.86202144
.08387471
.94791271
.36612196
.17984145
.42111623
.30847333
.80971719
.03229420
.77799187
.09007309
.39616478
.93388247
.34502702
.19282249
.01249952
.23225400
.01548819
.58235034
.21786073
.69930288
.06308151
.85766314
.36807972
.86961703
.78609316
.75606680
.10539359
.00939092
.21014975
.32192161
.03813305
.44134000
.86681634
.57184361
.98808652
.04330771
.54304584
.59772946
.51977667
.00179043
.22212230
.59619385
.92052249
.44752085
.99167529
.00159168
.46680943
.93330758
.68658869
.63303374
.57042453
.26927865
.31424173
. 77361607

NN D DD WwWw

P FRFEPEPNMNEPERERERPDDNNDNDOWDNDDNDOO

N

.99816427
.68583173
.99942573
.09429843
.49145284
.80716324
.77488669
.21851086
.95316458
.71529755
.86598012
.29451226
. 73799573
.84858846
.37494097
.55283970
.62287156
.73501888
.57629552
.53644832
.18122718
.57244425
.59365447
.80030525
.11009638
.43204539
.36264859
.40045423
.89263689
.69067626
.30466777
.51534006
.28699613
.22275512
.58959456
.45187545
.96461569
.61703465
.74221220
.99703666
.49160962
.25178749
.85526082
.73762247
-3.
-4.
.97885134
.46639023
.96881227
.99469766
.53346093
.01597832
.24602356
.35445735
.44723482
.79403727
.67987421
.73420501

39268284
90206892

S270



1 -5.09905760 2.10082724 2.
1 -4.91229732 2.21494550 1.
1 -6.51518820 5.64652683 -1.
1 -7.44191439 4.41540875 -2.
1 -6.87303943 4.08552742 -0.
1 -0.73895281 1.30301550 -1.

Energy -8524.643386 Hartree

Number of imaginary frequencies = 0.

Compound I2a isomer 19

Atomic N.

8

[

= Ul
oCoR RO RO RO, R, RO R PO REFORRPROREREOR PO R RO ®

P ORFRP OO WD OO0 00U o)y bbb WwWwwbdhwdwdhN

X

.65888018
77612179
.23265266
.01180518
.67331079
.43150119
.26616792
.52364400
.84652521
.91901939
.77980827
.08491101
.89140606
.90975913
.53472107
.81657461
.44676449
.47897345
.24835234
.88552802
.17461038
.33047366
.58395070
.87279777
.16575852
.25382779
.98378286
.46478765
.16376062
.29516880
.06211540
.37852287
.85786158
.88877629
.88980767
.27409048
.19169444
.18796291
.08936217
.58591199
.88895820
.92893842
.20560620
.86946422
.89354200
.21039673

Y

.87347461 1.
.15466095 -1.
.13548739 -2.
.59385995 -2.
.14593049 -2.
.09210253 -3.
.83055286 2.
.00353647 1
.20764683 0
.46220528 0
.19709187 0
.13385076 1
.69983953 2
.65321663 1
.70809790 2.
.19799111 1
.75205340 2
.13582427 2
.28607755 3
.14449556 2
.30744569 2
.51839290 0
.12741212 2.
.18052932 -0.
.30939140 -1.
.78422510 -2.
.74476654 -2.
.04415747 -2.
.91655295 -1.
.22144089 -2.
.04449783 -1.
.96263479 -2.
.77109716 -1.
.90067403 -2.
.65235118 -3.
.21412199 -3.
.69986822 -2.
.07062838 1.
.36762380 -0.
.22502205 -0.
. 71954957 0.
.98050508 1
.91498641 1
.49197746 0.
. 78379219 3
.33220165 4

76256745
00558174
24789011
14140082
49495463
62752534

Z
58171123
09104615
40774166
69433544
45883110
16688424
14907835

.53123518
.82464628
.01539840
.35717051
. 74250345
.66803031
.23194474

07664773

.13950766
.69201565
.79769399
.78940118
.97668402
.02862599
.95943943

45477969
36381462
17715632
05702617
53584942
83501589
46160323
25422621
96571071
50013971
25894736
96786911
36341552
82880398
93196630
94282114
16166849
65776873
19219309

.05451699
.57033563

75583407

.46498587
.33288413

S271



PR RERPPRPPRPPOR PO O OO o) o) Oy Oy

=

Energy

. 76621214
.97941495
.36271660
.19262993
.65731034
.25964478
.41722539
.77277200
.33473831
.82497511
.55992696
.27572140
.61296542
.25688222
.86307923
.41343282
.70076624
.44370146
.86514680
.58290013
.83130306
.13459148
.82286975
.43107837
.14413750
.79102494
.08637550
.51590908
.79546747
.24158884
.51378557
.79989232

-2

-0.
-0.

0.
.81985719
.96990843
.88101480
.55089003
.00116158
.95534611
.01342477
.40589492
.44686589
.69376806
.40170816
.86530620
.40981655
.49588625
.01389404
.46951023
.79603961
.77289737
.10629198
.06501441
.09670150
.48413703
.77970254
.72559932
.12640108
.16993890
.52323780
-2.

=

DO WWDN W WNDNWWWNNENOWNREREROR

w

.91480916

37831534
55974187
54186197

35144692

-8524.648523 Hartree
Number of imaginary frequencies

Compound I2a isomer 20

Atomic N.

8

PR OR RO RPOR RO ®RE P o

N OO U1 oY Ul W Wb WO b b 0D oD Wb

X

.16019243
.11054939
.31074777
.19252736
.43643383
.33616345
.86874885
.88918016
.75077706
.70135194
.99325776
.35116995
.54799714
.91423751
.51408229
.26036963
.14354407
.21509603
.52260058
.03523805

Y

.32698242
.67154671
.28505299
.67401191
.18953358
.70293672
.33238469
.34087088
.83516768
.32207695
.16041558
.25239630
.59189741
.25982737
.27019305
.01589177
.61287071
.91893880
.16849355
.02469097

NN WDNDNDNDNDNDNDDNDNDWWW

N

0.
-1
-2.
-1.
-2
-3.
.08399136
.43116819
.62399960
.34471952
.89998468
.05660701
.41399780
.99943372
.05213716
.72495727
.03054764
.22506725
.63908029
.95414698

N

D O Wb NDNWWoORrRER

.85670442
.13254569
.14020041
.91846216
.69715507
.69132674
.90920392
.33115305
.91019605
.51343570
.50700033
.92620629
-1.
-4.
-2.
-4.
-4.
-2.
-1.
-1.
-5.
-5.
-2.
-0.
-0.
3.
1.
2.
-2.
-3.
-2.
2.

90423757
34410210
93299872
12720808
11801572
93251554
74422337
73600830
04537853
05156146
92116843
81179553
80935175
47536803
87872811
04928448
50762717
93353656
29652507
08901912

Z
70547134

.48344843

13958670
59791191

.22586936

16210273

S272



kRO PERPODOOOODOOOODOHOOCOFRFOOTHFEPRERFODODODOODOOCOOF,FFEF,FOHFFERPFOODYIORFR,RFRFORRPRPODONRERERPREREODJIORFRFO

O O OO JJo

.82132426
.33948833
.54785625
.88538791
.12865025
.45817347
.19918432
.36902281
.49938873
.94154990
.27383548
.95376943
.37348109
. 79399799
.83239962
.83172013
.32955491
.00474766
.39972985
.27555506
.43660919
.24849695
.62451076
.82086694
.64442920
.59465683
.52253455
.00861295
.14326317
.40892541
.55871511
.39893535
.13033116
.02718012
.23090941
.49421926
.92413651
.29614628
.33566418
.48635276
.94879452
.10668809
.34975371
.45117890
.26656876
.01785001
.02788062
.25731091
.79549452
.32420105
.09930034
.70781556
.16402061
.97435394
.79325220
.58916452
.06080329
. 77553418

P wWdONDNPRPODOO PN WO ONNMNNNRE WEREREREDNDEDN

0.
1.
0.
0.
.70542856
.85436115
.59356291
.88943912
.19055704
.05012492
.28919807
2.
1.
0.
0.
0.
2.
1.
2.
3.
3.
2.
3.
.78723271
1.
0.
2.
0.
1.
0.
0.
1.
.91080626
.18833020
.49364198
.51416456
.36423990
.18077562
.40334445
.80265497
.97099728
.48806575
.95267181
.89233357
.37053817
.91651864
. 78069020
.58543668
.37776610
.11995905
.30909925
.60528527
.94426317
.05709031
.46417715
.13805254
.90734786
.38576910

1

2

o

35702723
13850501
43150656
21731968

14758732
01454571
14249750
05210287
43383514
36746506
69210348
98525249
78067746
25486771
86205685
79065207

17025041
06456529
31811974
41649470
16944110
59173011
73297108
47477572

-1

(@]

P ERPFREPNMNRERPEERERPRPNDNDNDOWDNDDNDOO

-2

.94355751
.36426403
17472689
.66005215
.91654660
.34582226
.84102984
.85810854
.41656908
.47056013
.68961516
.86652694
.62933286
.55774293
.23062160
.61495134
47566270
.77213374
.21144579
.58411895
.45356585
.30338599
.76274039
.57459200
.29179184
.57412555
.22325792
.20152061
.51010472
.36695597
.93226004
.64342754
.77444646
.87881717
.57089116
.32182222
.81721516
.60767863
.15089422
.82907733
.94148286
.55375017
.11702165
.08045440
.49242833
.91315941
.37862818
.59929596
.60015983
.70061722
.47678750
.69490920
.72209025
.96582879
.43670709
.31877034
-0.
-1.

64051822
51690903

S273



S274

Energy = -8524.643391 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 21
Atomic N. X Y Z

8 -0.90545246 0.83141239 -0.02942461
8 1.84705355 0.50620581 -0.84571611
6 3.24246211 0.28277783 -0.68995369
1 3.69520121 -0.16775615 -1.59222818
1 3.48495140 -0.38314005 0.16413305
1 3.74571784 1.24851998 -0.50400934
8 .14538273 0.99054799 .90300561
6 -0.47283449 1.56660650 .86174082
6 -0.59499584 3.06907045 .78312886
1 -1.03857187 3.46790823 .70973454
1 -1.28835772 3.27126446 .04088947
6 . 77206599 3.74078208 .51405135
1 .30703154 3.15626923 .25093062
1 .57811546 4.73490386 .08529712
6 .63497816 3.90067895 .77017554
1 .11410334 4.56702115 .48014956
1 .57080068 4.41285827 .49880287
6 .97494178 2.58716907 .48463611
1 .58695123 1.93703429 .84049998
1 .58277711 2.81072322 .37649356
6 .76751764 1.78688609 .95844398
1 .00216787 2.42616932 .42567307
1 .06685540 .02263666 .68525854
50 .61912456 .17948062 .62193271
7 -2.62798339 .14596450 .08653358
6 -2.56623994 .41326754 .82453160
1 -3.48760075 .60214117 .41585232
1 -1.70836597 .42018378 .50779255
1 -2.43731524 .23513778 .10903459
7 -0.37668915 .98164676 .61168083
6 -2.80164814 .99507106 .98252485
1 -3.79548502 .02991564 .48618408
1 -2.77759047 .08161167 .37374956
6 -1.75672748 .87665500 .09980012
1 -1.92727535 .09903652 .58961820
1 -1.93613868 .65610791 .85684215
16 .72931277 .64924863 .60447232
7 -2.39841933 .36408449 .89786083
6 -3.71841343 .19774566 .09822381
1 -4.70762627 .05303453 .58880606
1 -3.72414576 .20542219 .34096315
6 -3.58344607 .17867028 1.03685714
1 -4.47321148 .23014395 1.67816765
1 -3.51992834 .15343329 0.64410360
16 -2.50437937 .61757385 3.05507141
8 -1.93922682 .88307167 2.53457991
8 -3.88116865 .57014983 3.59287262
6 -1.36644929 .00473940 4.31719800
6 -1.84185954 .14360355 5.30803417
6 -0.96143124 .69184541 6.29055216
6 .38665699 .08960859 6.29709184
6 .83350894 .95558911 5.28683497



6 -0.03549933 -2.42211520 4
1 -2.89103531 -0.84960718 5
1 0.30632644 -3.10880445 3
1 1.87661306 -2.27723767 5
6 1.32019859 -0.62776755 7
1 -1.32854258 -0.02524963 7.
8 1.83725050 -1.99126235 -2.
8 0.21195300 -2.72790468 -—4.
6 1.38379105 -0.36554291 -4.
6 1.42020387 -0.58959879 -6.
6 1.92289119 0.41225627 -6.
6 2.38619533 1.62704375 -6.
6 2.32911058 1.82237008 -4.
6 1.83079588 0.83743297 -4.
1 1.05830185 -1.53536818 -6.
1 1.95423956 0.24469097 -7.
6 2.94797385 2.69863478 -7.
1 2.68138328 2.76545817 -4.
1 1.78282940 0.98656238 -3.
1 1.25890154 -1.29556028 8.
1 2.36486191 -0.62746827 7.
1 1.06542027 0.38279174 7.
1 4.04108253 2.76991017 -7.
1 2.73198237 2.48977836 -8.
1 2.53469963 3.68659712 -7.
1 -1.56062921 -1.54047790 1.
Energy = -8524.638851 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 22

Atomic N.

8

Ul
OO RrRFRPROORHFOAORRPRPOREFEFORRPONOD®RERFRE O ®

O O WO JJoooyJoy~Joy U OOy UGN WDN W D

X

.15853602
.07649930
.14319440
. 74971568
.65506024
.27876151
.25206275
.20125812
.32698674
.24158067
.46404929
.32055338
.53094080
.04548386
.66675340
.41653829
.57303654
.19328607
.49540818
.14905748
.45091120
.91934765
.10478784
.68896017
.05197281
.42567562

Y

.86838312 -0
.08086376 2
.52891144 3
.70302780 4
.23908500 4
.05104131 3
.63163905 0
.41889285 0
.92177501 0
.27159175 -0
.33486112 -0
.39451095 1
.85279905 2.
.45955616 1
.21915183 2
.86684735 2
.58283319 3
.77902104 2
.11324142 3
.75526715 3
.18343633 1
.90730751 0
.30632418 1
.36019493 1
.60571505 -1
.61138813 -3

.29822625
.31011395
.52436213
.27640022
.38833017

07333974
62190783
47735239
70003988
07554939
91057479
38644287
99427090
14410672
47690213
98880387
28742004
57068830
05985264
26175343
05054261
73501425
17710882
34290030
03945953
32461697

Z

.11193023
.89555199
.87338303
.48865113
.54610566
.42378679
.54235238
.23332416
.34577322
.15956954
.18914088
.81788883

36030960

.82782518
.52848916
.04047386
.56318052
.54977277
.08313290
.09780283
.17026853
.48379275
.24055950
.48024910
. 76915962
.18461496

S275



Pk EFEFOODODOODOOOOCORFROFRERERFRPODODOOODOOHOOOOIFEFEFE,FOFR,EFOYIORFR, PO EPOdIRFE P
|
o

=
|
N

Enerqgy =

.27158208
.14949541
.48916231
.18536807
.34836038
.51537703
.59898353
.36558392
.36941729
.27176632
.28436918
.51734462
.93709138
. 72331393
.96886432
.88979945
.43543531
.13807290
.76866570
.96037633
.13116080
.23527105
.32713259
.04090052
.68367548
.60069827
.12877824
.60311391
.95901949
.33501768
.42648097
.88641422
.91766106
.29356307
.92342493
.80301343
.06061664
.44881999
.54116922
.28457598
.50620541
.75389025
.80837775
.82860129
.59201627
.32615967
.78835249
.71812061
.39699029
.37679349
.72222580
.04261395

OO NUOHUDTWNRERPROONNPFORPRRPEPRPRPWWLLBENDNEDNDNWDDWNDEO

.60297471
.14127849
.35360263
.23300188
.97765832
.06232302
.82361385
.22481177
.54184878
.50703058
.19029815
.19035710
.50922396
.57263723
.30781330
.41079439
.28755352
.50380941
.66643060
.39439045
.09170797
.99019465
.46528038
.56301772
.18841517
.66324197
.57307407
.98120440
.16266834
.10960859
.39935804
.94688176
.58509868
.67310379
.87802013
.01960535
. 77417036
.37257361
.234767780
.49169993
.56909300
.10779601
.11271544
.71632507
.17290402
.59518518
.29462180
.27020357
.04033859
.38766912
.72201135
1.

60878970

-8524.636806 Hartree
Number of imaginary frequencies

Compound I2a isomer 23

Atomic N.

X

P O WOOORFRNRE WwNNOO

N O

-4

-2

.66695841
. 73708790
.27144845
.35237445
.56758047
. 77658929
.50658499
.42807832
.08939961
.48432230
.20787050
.03092745
.02503749
.29161470
.34301228
.50331230
.89027760
.88687626
.18531280
.81285533
.08455971
.46602125
.19472334
.70858950
.50407495
.22503985
.24940315
.13067379
.32477080
.18424841
.00027794
.28276577
-2.
.58875577
-2.
-3.
.60780510
.40119454
.75923010
.30196439
.11269802
.12407426
.80290509
17742956
.80740582
.59814641
.05338264
.05129116
.74453029
.39849159
.22150830
.41024991

89409915

50639531
16626798

S276



PR PR ODON R, PR RPOOJdOR RO, PO dR R, PO JdORRPOARRFEFOARRPOAREFEORRPOO®E R oYW ®

WwhbhwwdbdsdbbdbowWwdDNDNPFRFWNMNRPRPORRERREROO

.20491863
.14825638
.19250710
.75087488
.89384863
.80931909
.97344245
.41302690
.30154861
.11620021
.66877824
.88760586
.09393243
.15941824
.11366878
.92893994
47771101
.87571179
.14220523
.81580079
.40182513
.96236534
.54046990
.38651432
.81972218
.04662586
.70373155
.78526428
.59156755
.13419531
.07221347
.69317695
.17892683
.64479396
.86845719
.49097197
.20234625
.28483284
.25558264
.93626336
.85199629
.17841186
.71983815
.52839524
.03504356
.25942185
.18030876
.76416759
.41598698
.53476432
.14214738
.77063975
.18228540
.88819293
.48150500
.23104252
.15311547
.81181244

O OO OOONNMNRPEPERPEPNRPFRPROOORFRPROORFRPRNWNRFORPRPRONREFPRPRPORFWWWW

.34032745
.82304673
. 78755015
.56429363
.75160557
.82214158
.04714909
.18071947
.09707676
.83738611
.38033896
.68768639
.94087061
.61415124
.37083615
.06651544
.36239083
.45768727
.70266491
.22902451
.82379550
.64139307
.91337562
.34034644
.56890290
.42821587
.30762770
.31913675
.46855608
.47380773
.80372508
.69549708
.86128353
.80047016
.57212233
.07383583
.28843656
.38271118
.62874191
.49704524
.27310033
. 76456917
.95618617
.63366226
.81662511
.71037916
.44392069
.59171115
.00697750
.63235159
.83789204
.40028443
.78583065
.07631742
.22245468
.33502297
.51442260
.17981944

|
NNMNNNDMNNOODORrROOOOORFHRrRNOORr OO

<o dhDNDOO WO WREREROWODNDWDNDRERE R

.34761425
.25544920
.41093292
.33472006
.43936944
.49524300
.64158587
.40488320
.17903999
.25045029
.66958102
.05698276
.10048243
.11898568
.80354970
.53599172
.55252482
.31517394
.64134059
.84380819
.80266393
.32051510
.88724908
.08019401
.16038992
.98225161
.86241245
.04181481
.66246331
.33611276
.53293887
.32359966
.09836595
.00261041
.12652528
.65778896
.25241280
.57006334
.26848230
.37495055
.46429873
.35422716
.29112947
.17836909
.04659222
.87683117
.90830460
.06748565
.28859155
.09056574
.69347033
.46460838
. 64722315
.60149344
.69515519
.13975387
.58500480
.04458957

S277



8 1.19897616 1.37335131 -3.
8 0.58532476 -1.13739315 -2.
6 -0.30634148 0.34409206 -4.
6 -1.05825073 -0.70928019 -5.
6 -1.46455891 -0.65319214 -o6.
6 -1.13318384 0.44352158 -7.
6 -0.37881424 1.48491025 -7.
6 0.04010039 1.44229876 -5.
1 -1.30704943 -1.56803807 -—4.
1 -2.04705231 -1.47697699 -T7.
6 -1.56246955 0.47941069 -9.
1 -0.10823029 2.34281165 -7.
1 0.64099978 2.24235427 -5,
1 2.88984627 -3.79584511 6.
1 1.66132017 -4.97163935 7.
1 2.69121376 -5.30794709 6.
1 -0.97832339 -0.23497583 -9.
1 -2.62041563 0.20229414 -9.
1 -1.42013300 1.47632703 -9.
1 -0.66280832 -0.57537835 1.
Energy -8524.653379 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 24

Atomic N.

8

FoNdRPrRPrRPOdOR PO REFOR PO OR RO ®RERE O ®

O O OO WOOWJXOoYy oy ~Joy Ul Uiy Ul OOy WDNDDNDDN W b

X

.23383440
.96087673
.99674703
.17438249
.54443043
.49932318
.27738341
.28132252
.47069278
.42559908
.65699018
.40978198
.56805415
.18531141
.70696271
.51078305
.57575284
.16407171
.40882954
.08754889
.46583672
.00236315
.07409771
.58541305
.17339718
.63515700
.56214665
.05778795
.68736039
.10878599
.21609352
.31501835

.68293499
.18344324
.75615302
.25582806
.00883071
.51516111
.42271317
.22005270
.72039544
.98283646
.11685033
.32976517
.87572450
.40165838
.16574397
.73341074
.62804084
.71331893
.12973764
.70131857
.98122651
.61791768
.08847791
.36938184
.42322814 -1.
.26960807 -3.
.21329358 -3.
.50850524 -3.
.04294610 -3.
.36978292 -2.
.87559159 -1.
.93733327 -2.

Y

P ORFRPWWNWENRENRPRPOOOOONDMWWDNO

=

07874029
96470407
98977535
51934507
85018313
66657250
10895171
77594023
89561049
26747760
11203432
72735132
34531020
97082497
45739052
05131113
71239239
22186569
54803519
73842206

Z

.07147461
.98697769
.86467005
.32066460
.53723377
.48938422
.71811013
.28013329
.26155273
.22170242
.35663335
.68120863
.22573259
.57754719
.48018256
.97870205
.47048231
.66236561
.21357189
.26356978
.35960011
.63748151
.54626094
.69156001

83226553
21300675
79924473
72668830
20241328
36419210
76444997
09733293

S278



1 -1.53835226 -0.84859226 -0.
6 -2.21474641 -0.07757427 -2.
1 -3.22069798 -0.46985559 -2.
1 -2.04545858 -0.24065227 -3.
16 -3.22957809 2.36334716 -3.
7 1.46259675 -0.21404771 1.
6 1.05375965 -1.35726592 -1.
1 0.90329535 -2.39855676 -1.
1 2.09218411 -1.08725301 -1.
6 0.91414091 -1.40203346 0
1 1.46936017 -2.29224172 0
1 -0.13009423 -1.56330528 0
16 0.62408641 0.49771619 2
8 1.75268718 1.20608263 3
8 -0.28409320 -0.37744417 3
6 -0.40036662 1.84616915 1
6 -1.53718766 2.21394892 2
6 -2.27219927 3.32739277 1
6 -1.89260862 4.07353289 0
6 -0.76237014 3.65573549 0
6 -0.01091277 2.55206176 0
1 -1.83105173 1.636420098 3
1 0.85720887 2.22620165 -0
1 -0.47617876 4.19803377 -0
6 -2.66320811 5.29712701 0.
1 -3.15301825 3.62775480 2.
8 -2.95307037 3.7285529%96 -2.
8 -3.16468368 2.01518219 -4.
6 -4.87244624 1.88761725 =-2.
6 -5.70393084 1.12000777 -3.
6 -6.96793479 0.75364053 -2.
6 -7.41028769 1.14207407 -1.
6 -6.54777481 1.91074631 -0.
6 -5.28560928 2.28790183 -1.
1 -5.36308805 0.83120942 -4.
1 -7.62267222 0.15641577 -3.
6 -8.78546240 0.76908121 -1.
1 -6.87488471 2.22274913 0.
1 -4.62923995 2.89647738 -0.
1 -3.56983230 5.42970541 0.
1 -2.04777204 6.20236983 0.
1 -2.94791612 5.23052947 -0.
1 -9.47099918 1.62772226 -1.
1 -9.21598245 -0.04898001 -1.
1 -8.76219838 0.46052512 -0.
1 -2.01375165 1.64374800 -1.
Energy -8524.636834 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 25

Atomic N.

8

N = e e)

P RO R

X

.09593987
.82178356
.46520485
.37166761
.91512430
.82866588

W NN NDDNDO

Y

.32594162 -2.
.30022361 -0.
.82238129 -2.
.83374448 -2.
.24758686 -3.
.86256107 -2.

71201825
60547905
36700016
67737870
14615258
07553275
12058639
49517340
35477638

.40472715
. 74462459
.71439189
.26630564
.02051413
.04254372
.62641928
.34829225
.93469323
.80836119
.08132465
.48499715
.22384723
.08744786
.82083212

38350540
50556049
65796816
57757370
55246541
36852010
89863282
62613823
82384930
27721060
36210761
53577922
13278437
16981585
65482390
98798978
49745211
67586007
20360875
72399449
07856028
38176427

Z
32120941
91324415
19288506
34851044
01946213
25787340

S279



oo oco ook osyRFHREFFPFOODOOODOOOOOOOO OOV P RPOYRHFOTYITORFRFFRPFORFRRFPFRPFOSYIHRErFERERFRFOIORRRPRPORRRERPOR PO EORR OO O

| I |
P OO OOOR P ORFORFPFOJOO B OO Jo0 Ul 0101 oy O s O

.27047019
.95260889
.66200627
. 75429591
.36293442
.29458533
.20306605
.53941480
.03755420
11911727
.73148719
.82685811
. 77084190
.40681368
.26038579
.22315844
.37812640
.66976472
.20552263
.11010813
.57576327
.91457915
.55730305
.16430493
.33240638
.34297917
.37627606
.46041561
.27137666
.54059335
.81193743
.61932545
.86582615
.59032662
.37320308
.60380529
.22469921
.28545529
.76719769
.68497351
.52081292
.64104700
.85023781
.54094520
.04049980
.81879902
.11529305
.23242077
.17096611
.41765236
.78012519
.48656820
.77839307
.36576933
.51529445
.01166524
.31871758
.13740988

P ORFRFWNWNRPRPROWNDMNDOODDOODWPSNDWLWONORRERRERRE

.86710961
.18879439
.54864036
.47190021
. 77441676
.94744543
.08053263
.96575615
.09679628
.99344492
.04999405
.17827651
.38142163
.02708312
.93128810
.54340361
.15906575
.31841614
.46970327
.51293903
.23284067
.04906862
.04578323
.73183854
.64904990
.25514659
.38579356
.63923693
.01850152
.42818369
.02016768
.13347477
.06725257
.63132511
.77085491
.00820451
.53199403
.41819414
.19909934
.47294634
.81054940
.76813671
.79039022
.99960402
.18067387
.12540442
.93024851
.87132640
.90653212
.02598884
.48719229
.02322516
.97351968
.37550379
.42173891
.03979114
.55646623
.45367553

.38593515
.24601913
.95178129
.08402128
.23523044
.40980027
.48610870
.66333829
.09847645
.90028048
.63981837
.61444153
.85496689
.01234397
.38043711
.00866656
.44696400
.36945649
.75467141
.26578070
.91608350
.85287165
.41593694
.17846851
.87048646
.79569794
.65373475
.11809941
.13183054
.05878460
.67352358
.54483757
.92942139
.55148426
.24394876
.10257366
.64227513
.74045415
.13767607
.49964920
.91706943
.33495955
.02980799
.14865057
.58186639
.88696836
.76238478
.47206511
.21902006
.41998761
.72275675
.69354177
.54934784
.03444482
.81324578
.06126828
.15377428
.01872198

S280



6 -4.61180649 -1.85106545 1
6 -3.30946258 -2.33663129 1
1 -2.38380193 -2.14272216 4
1 -4.71187375 -1.26042916 5.
6 -6.55837302 -0.96112379 3
1 -5.23358865 -1.78165769 0
1 -2.91127754 -2.65420714 0
1 -4.80536830 -5.33231582 -3.
1 -3.27050813 -6.14947165 -3.
1 -3.82411392 -6.02462056 -1.
1 -7.26014896 -1.80748254 3.
1 -6.70196064 -0.34890177 4
1 -6.84548374 -0.36484430 2.
1 -0.08299351 -1.43353366 1

Energy -8524.638053 Hartree

Number of imaginary frequencies = 0.

Compound I2a isomer 26

Atomic N.

8

o
JoRrRPRooRRFRFOAONdRPRRPERPOANJORRPOREFEFOR PO EFORREOOG ®ERFRE oY ®

[

X

.60122680
.14059285
.31909920
.23095772
.56032265
.44411386
. 79544399
.48597327
.21773424
.30592162
.94164747
.85675286
.76722953
.11129266
.58815351
.67182034
.27696138
.36357397
.30493829
.93815437
.79003579
.754227789
.89313336
.90296346
.38564716
.34751211
.34390972
.01167343
.64047440
.50479389
.31864565
.35829307
.27568721
.95173382
.52188743
.27476563
.17465554
.55364463

NORFRORFRPPENREO D W WDN

Y

.53692606 1.
.45883997 -0.
.87556523 -0.
.04060777 -0.
.09861071 0.
.60183475 -0.
.92102759 0.
.65917263 0.
.51157412 -0.
.36912007 -0.
.38793056 0.
. 74304995 -1.
.66346808 -1.
.78293813 -1.
.19036424 -2.
.01523130 -2.
.05024368 -3.
.68454821 -2.
.95361448 -2.
.26815957 -3.
.16287211 -0.
.72485748 -0.
.25457181 -0.
.72183853
.97528584
.94629732
.39320607
.46132569
. 74792231
.86273123
.86303755
.23626194
.17376080
.10717994
.16036351
.67718366
. 71708149
.45703259

=

PS> WNDMNORPRENE WDNDDNDRE

. 77701550
.66523479
.94577047

12813765

.13001298
.88236538
.70114812

08226342
43935152
76521360
19112994

.02962524

25348776

.22635629

Z
28301080
24130747
06772260
67062053
98560029
39657861
05306739
44420812
17663490
07015463
42251970
66115746
79470542
91097539
62959484
57630726
65699023
37090936
51835986
10861403
98600839
68227886
96889821

.26378806
.09836008
.21397235
.38587904
.13795855
.96548747
.72992102
.38701105
.47801805
.53472866
.67210203
.66735415
.55752670
.23108961
.90154943

S281



6 -1.76360377 3.72267174 -0.
1 -2.74758223 4.20500945 0.
1 -1.01914982 4.52092650 -0.
6 -1.85846269 2.94652812 -1.
1 -2.22878296 3.66720655 -2.
1 -2.60446220 2.13577680 -1.
16 -0.27369503 2.38936995 -3.
8 1.09759064 1.86018173 -3.
8 -0.67243973 3.69178740 -4.
6 -1.40531333 1.14617115 -4.
6 -2.53415545 1.55223308 -4.
6 -3.40526446 0.58311033 -5.
6 -3.16489582 -0.78364109 -5.
6 -2.01599161 -1.16367927 -4.
6 -1.13669201 -0.21115357 -4.
1 -2.70814233 2.61441800 -5.
1 -0.23977991 -0.51130260 -3.
1 -1.80610400 -2.22385669 -4.
6 -4.11195553 -1.82770654 -5.
1 -4.28470199 0.89729302 -6.
8 1.62260294 0.98059878 3.
8 -0.56744743 1.50299841 5
6 0.01187226 -1.02427591 4
6 -0.84721907 -1.38521309 5
6 -0.96717874 -2.73493896 6
6 -0.23810681 -3.72237087 5
6 0.62172280 -3.32590625 4
6 0.75400626 -1.98634696 3.
1 -1.40024148 -0.61237436 6
1 -1.63634133 -3.02270851 6
6 -0.35323766 -5.17651832 5
1 1.19967575 -4.08090276 3
1 1.42780068 -1.68669416 3
1 -4.87312249 -1.38084805 -6.
1 -3.57427878 -2.59467446 -6.
1 -4.63223974 -2.34637510 -4.
1 0.57872242 -5.53580810 6.
1 -1.16774636 -5.33807983 6.
1 -0.53917951 -5.80878095 4.
1 -0.26397887 1.55770372 -1.
Energy -8524.652040 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 27

Atomic N.

8

NP = ooy P oY

O ooy O b 0T O R R R R D

X

.02652927
.82911520
.40815889
.83078876
.75107670
.30875260
.10693834
.87713554
. 67222580
.75259808
.42959813
.33516780

NORFRREFEENDNNDNDDNDDNDO

Y

.48115620 -2.
.36998647 -0.
.98720849 -1.
.48984012 -2.
.03631196 -1.
.99016687 -2.
.10474955 -3.
.35053398 -2.
.63716653 -0.
.57981397 -1.
.81651565 -0.
.99560091 -0.

13274922
03906254
26201866
44824013
19177110
38027992
55755647
69814301
13073049
23577120
94706324
45343864
25576722
53848115
02859351
11618208
48638146
38326955
79271407
01859983
99708688

.24979592
.69432235
. 73117920
.07571121
.39941328
.35869675

99986595

.26378341
.88884935
.78441245
.82171667
.19572987

44449634
36832103
97312565
24701104
50191413
90431057
43140325

Z
32916204
73649084
95227657
84119536
94715822
06192722
37023301
25757760
99533690
21033552
30986329
34252813

S282



RPokRFRrPFOOODOOOOOOHLOOOHFRF O YRR OOD OO OO ODOOODODOOOOOOHKEFOHFR,RFRFOSJYIOOHRRFRFOVHFHFPFRPOSYIFRErFRP,PRRPOIORER PO RO ROR R

|
P OORFRPROOORPRRPFPORFRPRORFRODIOO D Oro o O b

.24036689
.65202676
.02347965
.11663002
. 74576925
.70686907
.63593236
.25466721
.08943234
.07842898
.12832084
.67758183
.21288453
.11891721
.58652388
.92458224
.56504676
.20801564
.32288481
.34719377
.36194457
.48302698
.28996165
.56119791
. 76591567
.61049294
.86053593
.58618163
.37120146
.59707924
.22389834
.27295630
.77341625
.67797594
.54762550
.62944376
.85642395
.53240055
.99977149
.76093174
.07200459
.26309819
.11350297
.33465678
.72341857
.49175828
.71002287
.33532982
.47580210
.99579552
.30869468
.11004536
.56079327
.25231839
.38106536
.72015184
.53747230
.16859325

H ORPRPNREPEWNREOWDNDWOU D O DSDNDW

.12355318
.94899424
.19276396
.08663130
.11228080
.36811306
.57819134
.24480039
.17588087
. 77397832
.47182726
.35541545
.35624876
.36418605
.04181672
.86403007
.94971427
.86236017
.46691590
.01757461
.20485551
.82476471
.26652156
.59914254
.18416572
.18484986
.00593774
.52441538
.75695054
.00476121
.57663189
.36738236
.05814563
.29433186
.98425063
.62507140
.62273164
.83303649
.03958404
.00874974
.81257136
.68388657
.80754076
.93057365
.34635781
.83745082
.06767996
.61824109
.60751594
.31479705
.84988702
.67770249
.98580400
.45197468
.47178804
.62356084
.20647763
.86139149

O WU PERPENdWDNDW

.33682521
.71065491
.00596321
.88979662
.46745298
.49527685
.64785461
.87805198
.36801774
.09254125
.42354742
.33172954
.89002776
.46457967
.16055840
.01927621
.64953791
.12338960
.95201931
.91140229
.71206829
.12931042
.11661871
.09243425
.52644300
.50023333
.10867541
.76819776
.47300130
.21154610
.49195755
.80878386
.10691760
.49855375
.82003591
.38387946
.04720256
.22516829
.74840365
.08297696
.90033871
.42082503
.38184901
.68486883
.95445460
.74600231
.34744403
.86943924
.67814044
.94061430
.04372310
.90465083
.64796875
.52548196
.82640666
.02915590
.02550869
. 74967207

S283



el e e

1

Energy

.83616906
. 76168779
.22656164
. 72895089
.23032420
.69745937
.82177564
.02797248

.70057952
.18558909
.95007808
.94762089
.06231607
.64404170
.56803876
.50993153

-8524.638073 Hartree
Number of imaginary frequencies

Compound I2a isomer 28

Atomic N.

8

PR oRRoONdORROOR RPN RRPOOJORROORREORRORREORREGOO®EF O

OO0 dJJdJdO0OO0OJdJJdJ I JOdbdodDbdDEDNNDEOW

=

X

. 74766207
.93041004
.80318488
.44836003
.46211617
.20402387
.63336736
.48821036
.27032925
.92969844
.96281140
.80311813
.10455906
.25017727
.37005726
.12692398
.46884114
.84650368
.17456456
.28028178
.33130383
.90534913
.04446533
.16172096
.57389177
.62272439
.59290437
.81974278
.47840383
.73401316
.66313318
.45473708
.95075121
.33034446
.45258835
.03033721
.32224146
. 75770139
.70518421
.65492678
.73132838
.67103011
.69276486
.42428833

O ORFRP NNEFEFNOFRPOORFROOODN

OO F WNDNOOWENENNDRE D DD DN

Y

.38998479
.90883542
. 74485550
.13262149
.61650509
.60378743
.44969841
.45422441
.45263645
.59739150
.36198990
41722682
.12084268
.79589997
.02222719
.63590487
.07892689
.62408308
.05577466
.63241555
.77749684
.14917539
.46924090
.59924566
.85983943
.32667570
.65370623
.66989818
.80421242
.57244475
.20117929
.68138400
.15363020
.22103244
.72777816
.25849745
.14579311
.73921005
.45557157
.59907023
.13424031
.01391336
. 76197984
.30176057

0.
-3.
-3.
-2.

3.

3
2.
1

= 0.

0.
-0.
-1.
-1.
-2.
-2.
-0.

0.

2
2
2
1
1
2
1
2
1
0
-0
0
0
1
-0
0
0
1
1.
1
0
2
2
2
2
3
3
3
2
-1
0
0
-0
-0
-0
0.

54874074
27149082
72941221
03467965
03459004

.95443571

17831051

.18758421

Z
54909983
84731943
97863521
81750828
13443111
89077211
01474192
86429695

.15864936
.76388822
.68718813
.98616878
.19314840
.91742957
.70249911
.55421896
.65821985
.41600135
.46972822
.31544010
.35819179
.30118956
.44291942
.33912650
.94383990
.10096099

52186490

.76565703
.12356403
.24391876
.26769623
.87860046
11363091
.02207774
.99801138
.24952392
.83149722
.56755212
.06947629
.62678227
.79255486
.45884458
. 78115349

34283585
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3.
3.
3.
3.
3.
4.
4.

4

N

O AP ORFR WWDN D

4

1

1.
0.
.34516963
0.
2.
1.
3.
2.
1.

1

2

1

4

16 -2.21376421 1.18267061 -
8 -0.97162794 1.19546153 -
8 -3.11646582 2.35961961 -
6 -3.22365999 -0.21473913 -
6 -4.59167129 -0.04250551 -
6 -5.35490801 -1.12541362 -
6 -4.76703183 -2.37228440 -
6 -3.38312579 -2.51475419 -
6 -2.60949957 -1.44733647 -
1 -5.04163349 0.93272442 -
1 -1.53625956 -1.55915923 -
1 -2.90656058 -3.47758874 -
6 -5.58670531 -3.53100646 -
1 -6.42667914 -0.99451971 -
8 2.51844406 -0.17764831
8 1.44068800 0.20256342
6 0.09510658 -1.14684659
6 -0.58084364 -1.76048762
6 -1.52308406 -2.75450766
6 -1.79282112 -3.14583538
6 -1.09538385 -2.50821145
6 -0.15455947 -1.51304421
1 -0.35736651 -1.46377564
1 -2.05496644 -3.23610113
6 -2.78731037 -4.24047874
1 -1.29850326 -2.79148292 -
1 0.37130662 -1.00328683
1 -6.66166019 -3.34483194 -
1 -5.39411964 -3.70523433 -
1 -5.33635935 -4.46186173 -
1 -2.27277119 -5.19527071
1 -3.47512007 -4.39824438
1 -3.38053211 -4.00983173
1 -0.72806336 0.84386654 -

Energy -8524.647948 Hartree

Number of imaginary frequencies = 0.

Compound I2a isomer 29

Atomic N. X Y
8 5.51285857 -1.09468059 -
8 4.39935071 1.83862272 -
6 3.84649917 2.89516174 -
1 3.09042685 3.47392028 -
1 3.37126153 2.53996821 -
1 4.65766823 3.59291150 -
8 5.43855606 -0.45974584 -
6 6.11524087 -0.62104342 -
6 7.56324471 -0.18553325 -
1 8.15778780 -0.65374821 -
1 7.92727497 -0.57165947 -
6 7.71811561 1.35150516 -
1 6.93824384 1.80788392 -
1 8.68681793 1.60844608 -
6 7.67321634 1.92420575 -
1 8.52845309 1.52343913 -
1 7.81954987 3.01450153 -
6 6.38322634 1.62618011 -

11414695
91492026
08915972
66507692
86925042
31666037
56840539

.35663595
3.
3.
3.
4.
5.
4.
.01314533
.31044167
.48145530
.53635655
.25505763
.93592511
.89378378
.15487901
.56058133
.07807895
.63799376
.14131148
0.
4.
6.
.55085173
1.
2.
0.
.38464128

90861010
68702650
75532624
55117551
07874315
47708179

34314736
96014581
14864585

44714941
47884194
74244471

Z
11483398
57235744

78419659
27640359
61866226
23048910
07301925
98333493

.78503203
1.
2.

02454511
03708222

.40649384
1.
3.
.03043228
3.
4.

58300197
45785874

41122603
23113814
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PRPRPRPRRPRPOORPRPOOOOOOODOHE R RPN RO RO RO RO R RO R R o

|
O O O O WwWuoyoyoy Ul

.51644032
.46483348
.06739330
.96227250
.31145175
.37584541
.20001015
.41949728
.32295297
.02906327
.48711445
.35106312
.62255934
.78042459
.02032013
.48571861
.52662743
.20808460
.39515857
.24682914
.48727258
.12635256
.55672846
.36208568
.62201036
.68821997
.98216990
.28268162
.61719935
.34179337
.28193079
.27619819
.34119347
.39028674
.39325501
.22584986
.328356009
.44657695
.38861781
.01305818
.13978025
.22182380
.08525371
.83823038
.13652277
.69184744
.90894105
.61274688
.41126914
.72955845
.10467006
.32564729
.01742199
.02530270
.62783502
.31055962
.79342570
.45597933

O OFP WNDNWNENOOORFRPNREFEFPOORFRPORFE OOOODNDN

.11064629
.05597841
.14387071
.43688471
.00158323
.18647136
.05527765
.76004781
.59470397
.13941771
.55503483
.01365434
.36498695
.28823547
.58397176
.27831996
.65177308
.12016975
.25535078
.10908789
.15862432
.14590174
.10642679
.13041515
.13166984
.94616970
.54309184
.25597684
.51135627
.69029288
.73057603
.71118800
.65043312
.57438715
.59945808
.00024816
.53379297
.27571310
.73545768
.74790728
.36894443
.39377877
.67368037
.18718563
.72824949
.74940724
.24393362
.70678467
.18723284
.34987789
.28267849
.27198300
.10454616
.62499047
.05103395
.40809525
.14008730
.37280128

O OMNNEFOWPPLWWE WNDND WD WN

[ |
NN NONODON B BRRERPEDNWWNDSDN

.75564470
.24296285
.39791379
.67503047
.17854889
.07389529
.52937322
.82085957
.55076472
.26098576
.66875043
.61420820
.66330313
.27144787
.65945892
.30599404
.29502361
.35587107
.09914794
.24681415
.84464477
.21119703
.09884885
.31661652
.06980984
.03042605
.72749510
.93748494
.78665925
.68291351
.71363194
.68579172
.64473688
.61098968
.62302367
.51943727
.19221075
.22261755
.63853803
.49064381
.16387891
.55618863
.81216239
.88176418
.64585819
.35818500
.29991859
.51731624
.88403978
.48037609
.11432841
.29136527
.69524615
.17684047
.61442527
.13819291
.06007218
.92131437
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1 -9.18901306 0.26066792 1.16340103
1 -2.33544689 -0.95172080 1.59174555
Energy = -8524.631699 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 30

Atomic N. X

8

oscoo-oo~oooymrHHroOHRHFOTIOHFPFRPORFRPRRFOOIIHFHLEFEFPFRPOIORFRREFRFPFORRRFRPORRPRPORPREFORROO O B O

.94391638
.59251579
.85326384
.01505505
.07996600
. 73532523
.60558012
.34909097
.60393315
.98779922
.23404518
.09034468
71727911
.22665246
.56183724
.98336554
.61371594
.41945317
.07624862
. 75152395
.99844385
.25111484
.91356691
.87797410
.40645425
.50525900
.30068194
.42952773
.68296464
.86402243
.19882096
.27693826
.82347568
.18586907
.24103357
.19412361

0.0193749¢6
-0.83394892
-0.81762187
-1.42744448
-0.52787416
-1.66489617
-2.48465256
-2.11289398
-0.68348755

0.65882385
-1.07555575
-1.92338133
-2.93663597
-3.86888809

NP R OOOORFRNREFEFRFRPROFWWWOUOYU O OLOTO o WKN WWWBS&WWWDN

Y
-0.02299084
-3.14815273
-3.36335983
-3.85338249
-2.41662648
-4.01876445

1.96679264

0.67412132

0.15055145

0.72149137
-0.88233725

0.19005345
-0.15889986
-0.54149743

1.56265828
.83258832
.49251253
.68850260
.51345497
.63637039
.90496686
.87103393
.87503723
.43872355
.50024074
.39681854
.96409518
.82241551
.10941707
.69691232
.47561118
.93109939

0.08257146
-0.70118269
-1.19570435
-0.32417726
-3.02035864

0.95161941
.23543598
.48496384
.18274654
.43649222
.05879758
.55137695
.95744436
.66136303
.35609398
.28327251
.11334990
.59532644

|
OO R WFEDNMNNMENDNWNDDNDWDNDDNDRER

PN WRRPRPONE WDNDDN

Z
37679715
07021503
45173954
97634953
97605462

.54091281
.27008463
.55398704
.94878632
.66073461
.95921000
.36579820
.52993599
.17585766
.85696797
.75713693
.17438368
.82736980
.95966838
.28130848
.31986242
.12623296
.81581332
.25871655
.23693465
.59431265
.52814022
. 73323796
.77914750
.14876644
.27034475
.28280603
.18044764
.18331184
.16719489
.96171957
.59811221
.22071975
.90254129
. 79666068
.42673802
.90090245
.51897582
.37697412
.57429983
.13335299
.28161867
.69984352
.17499974
.07878512



6 -3.79652224 0.26439859 -4.
6 -2.76195259 -0.54849609 -4.
6 -1.82476148 -0.04929733 -3.
1 -2.98725791 3.14747881 -2.
1 -1.02588114 -0.68300969 -2.
1 -2.69225231 -1.58889532 -4.
6 -4.78852298 -0.28507870 -5.
1 -4.66646219 2.24000828 -4.
8 0.34236690 -3.97541238 1.
8 0.24514033 -3.45733264 3
6 -1.75915194 -2.69835739 2
6 -2.55889125 -2.73817285 3
6 -3.92690551 -2.47682974 3
6 -4.50604509 -2.18376597 2
6 -3.67428177 -2.15178406 1.
6 -2.30813381 -2.40455069 1
1 -2.10775972 -2.97886038 4
1 -4.55521006 -2.50636597 4
6 -5.98788164 -1.93374783 2
1 -4.10429862 -1.92106182 0
1 -1.67202859 -2.37326166 0
1 -5.66599895 0.36704226 -5.
1 -4.33165717 -0.37590357 -6.
1 -5.13115130 -1.28820190 -5.
1 -6.50360406 -2.82848008 1.
1 -6.43733588 -1.68138255 3
1 -6.19674205 -1.11579013 1.
1 0.11803389 0.77749383 0
Energy = -8524.642039 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 31

Atomic N. X Y
8 .67303917 -1.04920774 -1.
.24886136 .79213356 -0.

.65619146
.08362448

oOFRrPFrOHRPRORPRPOHERPOREFEOGO®E PP oy
PO Ydodooodouls U0 0EWNNNDW

.71965892 1.50531075 0.
.69690935 0.90139168 1.
.87786729 1.58537595 -0.
.76637146 1.03915050 0.
.95856940 2.60592513 0.
.93610293 1.64698141 -1.
.11982978 2.26966112 -2.
.87762007 2.13301980 -2.
.88232846 0.28657954 -2.
.51680929 -0.45319220 -2.
.23374716 0.36867876 -3.
5 .26912834 0.08579188 -0.

.43881500 -2.
.05211982 -2.
.37694299 2.63865720 -2.
.53765919 -0.24294639 -2.
.80167841 -0.63868034 -1.
.41061688 -0.53513893 -0.
.36617881 -1.08479657 -0.
.70895514 -1.05537552 0.
.62040130 0.91820694 0.

1
1
.33822023 2.239593%96 -2.
1
3

51259750
01319034
11270185
83626992
72764611
33610939
50658448
45223017
46183399

.99450966
.45231284
.59404794
.47629442
.23361455

09954701

.20057969
.55592817
.36845709
.10570376
.12287928
.31548594

60066043
50414111
21717066
72364983

.07463140

40247566

.14605478

Z
80927660
79451112
14756005
83494784
19243580
51672898
68094236
60331460
21564134
18173106
44716907
26297181
01988702
36094019
30351716
05941115
10208828
83386196
23431292
13779822
52377092
00842458
55958854
19459108
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7 .27224463 1.88094878 1.63728316
6 .39282422 2.72986152 2.08826627
1 .02472271 3.63102526 2.61537440
1 .04634820 2.17062689 2.76829617
1 .98118834 3.02170813 1.20936060
7 .30518393 -0.96769503 3.20997475
6 .53334712 1.40716176 2.78934365
1 .83307859 2.28472671 3.39997450
1 .45334666 0.95267282 2.40040683
6 .16228928 0.40011155 3.71515879
1 .40663389 0.33588390 4.65359532
1 .16222709 0.75978208 4.00112790
6 .82863932 -2.14946925 3.62258823
7 .84862081 0.69366233 0.68344179
6 .57715863 2.67322135 0.70875201
1 .12017038 3.46508189 .26364794
1 .10829349 3.15443625 .00208535
6 .56777164 1.81471897 .08378144
1 .02014445 2.45906080 .85567600
1 .38520774 1.44860941 .56119848
6 .94111406 0.38412512 .27749143
8 .37481846 0.34311124 .49439725
8 .28387301 .55465674 11777827
6 .22680074 .85440006 .56994199
6 .47408919 .44560614 .04326132
6 .47586101 .40117713 .23334353
6 .24646608 .75857104 .96341285
6 .97376839 .14198736 .50398857
6 .96497914 .20153026 .30364310
1 .64465679 .60407496 .27992405
1 .97461725 .50684732 .96639697
1 .76854874 .19551923 .30534784
6 .33567605 .78472393 .14983404
1 .45060235 .08579453 .61014585
8 .37732454 .35938358 .91287760
8 .97117550 .08690289 5.09032107
6 .43317829 .67157672 2.93272650
6 .40135094 .11199674 3.76814228
6 -4.63027560 -0.73079957 3.22341786
6 -4.90468323 -0.90458348 1.85886531
6 -3.91178747 -1.47543329 1.04256175
6 -2.68037945 -1.85983096 1.56939982
1 -3.19259787 -0.99717786 4.83118623
1 -5.39149940 -0.29594344 3.87378279
6 -6.24024793 -0.51340805 1.27763514
1 -4.10321769 -1.62008986 -0.02231241
1 -1.92036768 -2.31008930 0.93123227
1 -6.16038719 -3.38959814 -3.75640025
1 -4.95144212 -4.69155347 -3.63670383
1 -5.75277412 -4.09336376 -2.17858916
1 -6.85650286 -1.40395354 1.07974271
1 -6.80234185 0.13471865 1.96190746
1 -6.11921573 0.01283200 0.32059273
2

=
(@]

.62846927 -1.06964600
Energy = -8524.639620 Hartree
Number of imaginary frequencies = 0.

.23964436



Compound I2a isomer 32

Atomic N.
8

PR ooooooooooocoooy R HFOYRFRPOTIOHFRFRFORPRRPOOSIIFRFREREFRPOJIOR,R PO RFEFORRRPRPOREFEFOREOOD ORE FE R O

NP R OOOORFRNRFEFRFORFRFWWWOU OLoroyd U101 0101 WKNWWWWBDR D WWDN

X

.94923177
.66045482
.94306295
.19669977
.81447980
.10637134
.54768192
.32950828
.59551284
.95765574
.26030443
.07787312
.72020816
.23535723
.50024689
.90805881
.55213002
.32592100
.99521073
.62094246
.90217127
.15081959
.78822732
.93138383
.37718905
.45518606
.24099670
.39380068
.61182983
.90524814
.19997241
.27645600
.81414847
.21187232
.28415901
.21014708
.08644547
.86261142
.86595126
.47684552
.60122114
.69949906
.53469370
.12495395
. 74559467
.60850367
.19093966
.95465809
.00185108
.91038575
.78150920
.71441040
.80001160
.09619150
.97565523
.60071808

ORFRP WEFEDNNMNENDDEWWWNNENREPEOOOOO

ORFRPNNFWRFREFRPRPRORRE WNDDN

Y

.04390302
.08953818
.31038107
.36744638
.98182132
.78506911
.07046602
.77906131
.30284362
.87244925
. 74113826
.40376469
.05447346
.30109497
.80399502
.07737199
77770531
.89729266
.72332784
.86767840
.05063560
.01442866
.00261775
.38961883
.45540388
.36848906
.90428662
.81323773
.10771110
.72448214
.39705715
.82430133
.01573828
.75455585
.27794869
.34876049
.07676047
.93464261
.16868782
.38223953
.13377290
.37390418
.98618542
.46801506
.96839047
.73184670
.34553793
.26909529
.06618524
.52987057
.21336888
-0.
.04855768
.08945213
.65678195
.59558184

56646768

Z

.37480824
.97298202
.34904757
.86791373
.42214531
.89004417
.21770387
.53698892
.94660193
.64024631
.98417092
.36756096
.54357382
.19721491
.82430539
. 71443985
.14834905
.76502162
.90667164
.19643992
.24262846
.04511007
.71063475
.18546016
.28384153
.66195736
.61207880
.78133749
.86641167
.09635423
.28859273
.31335995
.19486154
.15971061
.12742384
.94393237
.50746050
.17867182
.97329850
.87600573
.51902203
.95687633
.59274513
.41415406
.51397902
.07331239
.19727199
.65764769
.11552660
.03269825
.49635521
.01294613
.09966118
. 75394567
.727729314
.35867984

S290



6 -4.74817896 -0.35433793 -5.
1 -4.73393855 2.14868829 -4.
8 0.42595963 -3.99179959 1.
8 0.32265445 -3.54902084 3
6 -1.69817408 -2.78524801 2
6 -2.49388586 -2.86346768 3
6 -3.86712510 -2.62611771 3
6 -4.45497452 -2.31923618 2
6 -3.62693301 -2.24886256 1.
6 -2.25605545 -2.47712454 1
1 -2.03607494 -3.11558244 4
1 -4.49251018 -2.68626361 4
6 -5.94118255 -2.09217535 2
1 -4.06391735 -2.00765096 0
1 -1.62307411 -2.41673653 0
1 -5.65067639 0.26419328 -5.
1 -4.28540543 -0.40614882 -o6.
1 -5.05147185 -1.37613961 -5.
1 -6.43479976 -2.96456004 1.
1 -6.40184398 -1.92468616 3
1 -6.16339565 -1.22635186 1.
1 0.09553291 0.77667582 0
Energy -8524.642008 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 33

Atomic N.

8

AR PR OOdORRPRORRPORRPORREOR PO ®EF B oy

OMNNERPRPORFRPOODOOODO D O 0T WNWWsWWsWBEDNDWDNDN

X

.90364517
.96474436
.38181296
.54990035
.11442905
.87099332
.91126587
.85134207
.86737770
.77922051
.00290556
.77647286
.97922235
.45044696
.08785199
.83011313
.92027451
.67942173
.98886049
.60542145
.03815807
.50276446
.73746825
.05767088
.65662720
.87450147
. 76555316
.06805064
. 73399628
.10362901

Y

.95163461 3.
.54636609 -1.
.18382935 -2.
.64011671 -2.
.97713577 -2.
.45601025 -2.
.79011690
.22025676
.25923542
.49980546
.43264579
.17379636
.80282768
.16587994
.31813026
.82415398
.98287759
.99396889
.49360071
.20280781
.01412573
.51941232
.74734115
.04681327
.52891441
.29663941
.35772097
.24331324
.85933384
.30559595

N

P OOOOO0OORFRNRPFPFOODODORENENWWWDN

50490848
39329910
34370442

.89060041
.37230101
.51471041
.40525245
.17021686

03496772

.12782584
.47049860
.29790163
.05017727
.06391776
.24206502

58846630
50253228
23775784
59470394

.03202649

41087602

.17904385

Z
24019790
10225461
30337624
86869696
06860149
97318101

.35514563
.96973987
.29490992
.86697655
.94697566
.05389052
.38961990
.39924072
.27598290
.91862023
.41475657
.77980682
.07958166
.21964423
.89148215
.75405375
.52628336
.54314566
.46536061
.12478978
.41866736
.95106782
.64544641
.94459758

S291



6 -0.50799875 -3.02695273 -0.
1 -0.62767992 -4.11793233 -0.
1 -1.40473417 -2.52765942 0.
6 -0.40684519 -2.72378435 -1.
1 -1.37881844 -2.97979665 -2.
1 0.35201626 -3.35924649 -2.
16 -0.27442417 -0.54382186 -3.
7 0.10096130 -0.38691515 2
6 0.40531156 -2.69654807 1
1 0.01131107 -3.71655434 2
1 1.37705437 -2.63348429 2
6 -0.54946890 -1.69932022 2
1 -0.84939827 -2.12121558 3
1 -1.46829482 -1.56855807 1
16 -0.69429717 0.73709692 3
8 0.34914030 1.72146360 4
8 -1.49411382 0.06115428 4
6 -1.86323085 1.51653594 2
6 -3.23155999 1.31955257 2
6 -4.13014195 1.96055527 1
6 -3.67777131 2.79618890 0
6 -2.29183377 2.96927907 0
6 -1.38224126 2.33788710 1
1 -3.57721859 0.68159643 3
1 -0.31002482 2.47711029 1
1 -1.92032879 3.60615087 -0
6 -4.65131765 3.52096329 0
1 -5.20226769 1.81272834 2
8 0.32331773 0.80208130 -3.
8 0.21449592 -1.32067984 -4.
6 -2.05417606 -0.31282793 -3.
6 -2.64166736 -0.76639678 -4.
6 -4.01393452 -0.58282498 -5.
6 -4.80511593 0.04604057 -4.
6 -4.18592342 0.48780155 -2.
6 -2.81903910 0.31473721 -2.
1 -2.02227517 -1.25648325 -5.
1 -4.47682894 -0.93818158 -5.
6 -6.28128271 0.26337496 -4.
1 -4.78683325 0.97150502 -2.
1 -2.34898099 0.65923085 ~-1.
1 -4.79178877 4.55926318 0.
1 -4.28690250 3.566881%6 -1.
1 -5.63727594 3.03802747 0.
1 -6.48537780 1.30961211 -4.
1 -6.66413567 -0.37313927 -5.
1 -6.85795152 0.05135227 -3.
1 1.07300768 -0.46797739 3.
Energy -8524.648984 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 34

Atomic N.

8

8
6
1

4
3
4
4

X
.12495255
.04842615
.42435311
.70210672

Y

.45052882 -0.
.62519980 -0.
.69579220 -0.
.75613008 -0.

30768007
15283539
08490824
80316466
26034491
29083204
37816085

. 74143154
.92412393
.10054857
.43248717
.58305821
.55668960
.99058665
13747776
.09853423
.78440926
.60366935
.78820306
.93130103
.89933810
.73464488
.58020429
.60085770
.45009085
.07022075
.00405527
.07303925

08216378
54107092
63557852
81590015
00842311
03721840
85379106
64728693
56615510
93092141
25761846
08096291
72512119
34263544
03128106
00766805
53364553
06542170
34658158
09616694

Z
03448348
11848075
46521234
59306493

S292



osooookHFkrFosYYRRHRRFRFODOOODOOOOODOOO OO PO HRFEFOTYITOOHFFRF,FOHFRFPRPOSYIHRrFERERFRFOIORFR, RO OR PO EREORR OO ORF

OO OO PdMWMMOOOU JUrYOYOYOY B I B b D DS O

.06064634
.66420407
.38008880
.42242554
.86221737
.11795986
.79058023
.28029788
.97472561
.62013379
.36665792
.72952988
.39708132
.94017813
.62601523
.00892051
.51488227
. 79730778
.17950266
.90885491
.12151072
.35766653
.32213502
.21874793
.39832158
.00047315
.26464516
.94922531
.28834250
.85577212
.85896336
.99419487
.56603499
.06384539
.43826243
.24739163
.46503410
.35142492
.79486448
.70774780
.79540194
.66725302
.85575792
.91546956
.94671511
.26390224
.56489204
.50422026
.18839844
.71083585
.36456502
.71586055
.98706505
.07068911
.52452539
.98668951
.04845012
.30564342

.26504798
.17202663
.03053384
.88489103
.31675337
.80891490
.78968238
.48480356
.80116643
.50360108
.28414876
.03920130
.48368915
.89337586
.11950830
.85437362
.50577727
. 32222866
.35727274
.95721494
.80820996
.99155334
.82250895
.73022266
.30393709
.39556704
.29502807
.95636183
.31011521
.17517848
.72626274
.16320018
.13577754
.80346243
.14551456
.93428720
.53425593
.93233303
.20975016
.67960711
.66060191
.62717991
.57938846
.11890256
.88037171
.18198665
.72472937
.97364632
.67191317
.48594189
.88192886
.41658992
.03526912
.99886290
.32845311
.45912458
.10852194
.70982534

WwbkwwwwwrrrorerErrErNDRE o

.32761558
.40879555
.11854479
.07833784
.28822206
.93581877
.30218031
.87058451
.35548923
.63088448
.38725447
.87912516
. 72063270
.86779110
.48564601
.96721721
.49248164
.65987772
.07893313
.52085989
.16735430
.01705425
.75155905
.07232670
.87188887
.57503545
.26487420
.30373389
.22429252
.67022785
.54448551
.12715242
.15679173
.55898398
.24649419
.61353004
.24452577
.17225936
.14241487
.36791836
.24569797
.52482573
.72741834
.83539222
.74453715
.38076035
.12425803
.23347847
.57854253
. 73249699
.10504019
.74213075
.72759998
.09315741
.81264773
.65331113
.01302584
.93662672

S293



3.
3.
3.
3.
4.
3.
3.
3.
4.
1.
0.
0.
4.
3.
2.
2.

2.
0.
2.
2.
2.
2.

N

O O OOMNWNOOHFHRFONREFEREORE WWWDN

1

1

6 -5.43813286 0.09849818 -
6 -5.33137693 1.49569645 -
6 -4.05201367 2.07316232 -
6 -2.91167608 1.28318401 -
1 -4.39210057 -1.79358687 -
1 -6.42393329 -0.36689288 -
6 -6.55395506 2.36599031 -
1 -3.95050832 3.16015882 -
1 -1.92332130 1.73256361 -
1 -5.66678250 1.96548858
1 -5.07089707 3.04612727
1 -5.34384322 1.33162863 -
1 -6.59115699 3.13530801 -
1 -7.47644992 1.77486194 -
1 -6.54800136 2.89272203 -
1 -0.64314292 -0.51765860 -
Energy -8524.644928 Hartree
Number of imaginary frequencies = 0.
Compound I2a isomer 35
Atomic N. X Y
8 2.95039500 -0.94659705
8 2.81189164 -0.15204572 -
6 3.34764838 -0.61270044 -
1 4.20248168 -1.28449766 -
1 3.71140662 0.23480143 -
1 2.61478895 -1.16383157 -
8 5.09604623 -0.75503643
6 3.90834698 -0.19066856
6 3.80913599 1.30907653
1 4.54552416 1.63757681
1 2.81009427 1.49958568
6 4.01121462 2.10413933
1 3.45043896 1.61949969
1 3.56330779 3.09840437
6 5.47616526 2.27254804
1 6.00476084 2.85846532
1 5.52099339 2.86775761
6 6.22387863 0.95285187
1 5.76922705 0.37934595
1 7.26190275 1.16995651
6 6.28938619 0.05773912
1 6.49970439 0.63582952
1 7.07570749 -0.69840935
50 0.83365224 0.12660487 -
7 0.67099868 -2.45549065
6 1.93080224 -3.10072291 -
1 1.90415126 -4.18900730
1 2.09570722 -2.93725168 -
1 2.76769324 -2.64914297
7 -0.13736626 -1.15938334 -
6 -0.47623153 -2.96911559 -
1 -0.54322790 -4.07118624 -
1 -1.39147571 -2.53390395 -
6 -0.40261841 -2.58922086 -
1 -1.37313171 -2.85070580 -
1 0.36728037 -3.17972406 -

80402235
75051102
84364692
97296256
00765846
75124613
60274255
82641348
07041665
58629934
30360729
04054066
38719704
65852368
63628658
18426383

Z
98015921
99174554
22596757
02872124
83200233
84230336

.53566732
.85632301
.03599157
.78882055
.44731623
.72606102
.91115006
.86994545
.31352328
.08627628
.38877059
.09665876
.27324140
.79618249
.32945486
.24375841
.21732869
.52912043
.29028704
.13775815
.06053805
.20729953
0.
2.
0.
0.
0.
.97753181
2.
2.

40654294
05335061
49706786
39846375
07106790

43541457
50282757

S294



16 -0.31343353 -0.33471829 -3
7 0.09472240 -0.51197323 2
6 0.47011589 -2.75186345 1
1 0.11965586 -3.79702228 1
1 1.45314750 -2.69002687 2
6 -0.49861345 -1.84489705 2
1 -0.72624428 -2.33332657 3
1 -1.45168837 -1.73153404 1

16 -0.68817337 0.51665356 3
8 0.31743025 1.55206731 4
8 -1.36084062 -0.25163290 4
6 -1.98792749 1.25962909 2
6 -3.31720369 0.89492101 2
6 -4.31768726 1.49231415 2
6 -4.00608638 2.45122471 1
6 -2.65731588 2.79658258 1
6 -1.64658045 2.20869928 1
1 -3.55501850 0.16260272 3
1 -0.60341033 2.48146218 1
1 -2.39462962 3.53490033 0
6 -5.09331981 3.12324160 0
1 -5.35949674 1.21221725 2
8 0.21430787 1.02014778 -3.
8 0.23548838 -1.02706285 -4.
6 -2.09544586 -0.16470268 -3.
6 -2.64723635 -0.62403627 -4.
6 -4.02243420 -0.48624967 -5.
6 -4.85083912 0.10247514 -4.
6 -4.26619364 0.55407798 -2.
6 -2.89836032 0.42499931 -2.
1 -1.99830190 -1.07891587 -5.
1 -4.45717968 -0.84436903 -6.
6 -6.33242591 0.26018265 -4.
1 -4.89533350 1.01281664 -2.
1 -2.45439026 0.77873008 -1.
1 -5.38174184 4.08038741 0.
1 -4.75928364 3.34615879 -0.
1 -5.99609220 2.50060368 0.
1 -6.61000674 1.32312835 -4.
1 -6.64430934 -0.22673030 -5.
1 -6.91498333 -0.17404400 -3.
1 1.09667847 -0.55265875 2.

Energy -8524.648736 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 36

Atomic N.

8

R ooy P oy ©

oD OO O W W

X

.23639178
.51660706
.64471645
.36393789
.38771559
.16711185
.43940028
.19085771
.06292251
.61494307

-2.
0.
0.
1.

Y

36896080 3.
10966164 -0.
50159039 -1.
06051268 -0.
.15098260 -2.
.38579487 -1.
.18468811 3.
.65771433 3
.23132376 3.
.11434397 4

.44883546
.69207429
. 73547259
.84204026
.22116918
.49494810
.45711292
.95461980
.79245305
.11642407
.86460217
.78381420
.99954647
.22906752
.25335845
.05860800
.81677962
. 77029352
.66494587
.29876608
.45259044
.39511096

06911292
63788723
73744935
93209632
14517487
18051377
98276206
75544550
67961246
08019906
41538741
21696386
82376886
91438150
56981961
39891176
48040402
34777386
58993767
96269850

Z
20922960
44328640
21321103
58769292
07422423
61465731
27865399

.47020400

96803644

.91627880

S295



PO ODOODOOHOOOHFRF O, RFHEFRFOOST OGS OO ODODOODODOOONNHKEFRFRFOFRFRFOHSJIOFRFFRFOHRFPFRPOOSYIR,FRP,PRRPOIOR,R R, RPRORROR RO

P PP ORFR J000 10 0O OO0 & b DN

.99886797
.54130944
.16670339
.06261390
.06012390
.39278090
.30963418
.85861545
.62941102
.93560888
.63487816
.62304493
.43780213
.64797681
.96729891
.87511871
.79281340
.63620608
.90305742
.35825515
.44396129
.51619028
.03372263
.09147758
.01307320
.43737734
.95544153
.82448467
.32026322
.07304928
.40618446
.63457705
.11007759
.43953774
.56544040
.15485098
.97510036
.22985069
.96945902
.35667102
.01305874
.24048217
.85766382
.45523060
.26992927
.72308668
.51003436
.93628974
.19517517
.02904193
.55686672
.63433879
.87492353
.03779820
.92808174
.69778679
. 73538681
.94147082

OO MNEFEFNWNENNMNNNERFRRFEREDN

.07869262
.82678269
.56577458
.78010916
.02088039
.39481526
.81004647
.24367548
.59448161
.00736744
.40484239
.06033095
.14604576
.87558973
.63292744
.37158756
.46183266
.14610868
.04823949
.08364195
.00044238
.09808811
.74619013
.33507165
.89639554
.37905125
.048744¢68
.36796565
.94169743
.99106772
.81440143
.99079957
.13821452
.23547218
.66451247
.79620317
.42191721
.92771522
.54641480
. 72566039
.28254528
.66540491
.49161645
.13522767
.81076089
.12303367
.47146490
.43573941
.36708175
.84322795
.35434832
-0.
.07838337
.73711889
.16519004
.71448745
. 78389789
.77298215

53809790

W NENNDNDWDNDWEREDN D

.18181378
.94966716
.94652174
.21540510
.92196501
.90691400
.19545046
.58717412
.56784364
.60215190
.55236665
.59955117
.45095133
.94312781
.87406758
. 77593557
.61581749
.82309447
.57247966
.07273159
.13751606
.26170470
.24556068
.35232580
.59174957
.23316462
.34797505
.02148588
.54523319
.78849014
.63435649
.52517986
.50670445
.64022064
.98365876
.20669096
.38788881
.01424415
.13339741
.12851416
.02235584
.91017602
.89773167
.00154916
.03622514
.04390054
.01775241
.00708895
.73520711
.47466620
.81870862
.89023641
.23382449
.52563027
.45362045
.09568126
.45455770
.07308002

S296



PR R RRRPRR PO

=

Energy

.37881498
.82314349
.61991257
.93776323
.78262181
.99629868
.86157893
.28102527
.05890369
.94077180

.29604696
.44812554
.43162840
.30621418
.48465671
. 76740118
.64633545
.29234114
.36588950
.23926725

-8524.644668 Hartree
Number of imaginary frequencies

Compound I2a isomer 37

Atomic N.

8

oo RrPRPoORRPOONdRPRPROOdORRPORRPORRPOREORE R OO ®E BB oo

OO U oYU U b Wb WO D ORFRPDNNDE O W

X

.02228031
.83053337
.96973819
.12053780
.90689476
.82683759
.062583009
.07743884
.31176569
.21156538
.44813971
.44886001
.67195435
.22390209
.83535028
.57543167
.85042312
.28800324
.63329448
.29801791
.35044073
.80114875
.94890715
.11285973
.51618334
.30679232
.04410470
.38422612
.70126765
.96988069
.86471061
.65211260
.93513837
.11840912
.04489138
.29805306
.88151147
.30524021
.24505688
.86294551
.80815474
.49998051

Y

.68644519
.41512690
.81375300
.90342744
.32489526
.56156711
.46206968
.58595430
.56419010
.97077013
.88972073
.18882136
.95757218
.40173065
.76885141
.94994816
.16646044
.86514530
.74895654
.20365210
.43182876
.43254933
.13961752
.09982454
.12209347
.66503246
.45510833
.86975532
.09534724
.49721920
.54196460
.31387127
.13896709
.40384762
.10810653
.79399199
.72795663
.75616007
.20723767
.09386898
.49895225
.90028753

-4.
-2.
-2.
3.
1.
1.
-5.
-5.
-4,
-1.

0.
-0.
0.
-0.
-0.
.13034342
.58729787
.90840417
.99972064
. 76625026
.98125893
.40604231
.54046288
.13953068
.70066396
.67679913
.72718283
.72987724
.80087131
.01305437
.26854563
.15932159
.68232447
.26327712

PR WNDMNNMMLOWWMLOUWOEREEREREREROOLR

o

-2
-2.
-3.
-3.
-4,
-3.
-2.
-1
-2.
-0.
-2
-2.
-3.
-3.
0.
-1.
-1
-1.
0.

92735169
89676318
27846520
01469907
68991506
32457007
67408010
37759009
06849343
24392896

Z
29401785
69463558
06676462
02341538
26776272

09009952
44408354
68363486
19561393
50483414
89506005

.93561801

06006108
91721695

.92733372

61103742
94277613
96723302
81154638
11866819

.37203409

24728370
35516282

S297



1 -0.27332281 -3.81941223 0.
1 -1.56131251 -2.67515543 0.
16 0.05799389 -1.32156390 2.
8 1.19849670 -0.43964334 2.
8 -0.22439554 -2.50256670 3.
6 -1.45980344 -0.35205776 2.
6 -2.50819951 -0.66294401 3.
6 -3.66878169 0.11283834 3.
6 -3.79128066 1.18624840 2.
6 -2.71883318 1.46538333 1.
6 -1.54696179 0.70910098 1.
1 -2.40917091 -1.50450351 3.
1 -0.72389081 0.93173755 0.
1 -2.80260570 2.28619895 0.
6 -5.03674614 2.03655206 2.
1 -4.49491827 -0.12516765 3.
8 0.58624125 2.07284775 -3.
8 -1.50731751 1.42968241 -5.
6 -1.77569303 3.13337034 -3.
6 -2.81193325 3.72492926 -3.
6 -3.48654972 4.81572541 -3.
6 -3.13447198 5.31894313 -2.
6 -2.08876882 4.69369201 -1.
6 -1.40485446 3.60391726 -1.
1 -3.07615798 3.33268430 -4.
1 -4.29889499 5.28441508 -3.
6 -3.84071431 6.51852463 -1.
1 -1.80525959 5.07019495 -0.
1 -0.59784386 3.10975857 -1.
1 -5.89177170 1.51052940 2.
1 -4.88434074 2.96432711 2.
1 -5.30093051 2.32956797 1.
1 -3.23547345 7.42905910 -1.
1 -4.80798353 6.69122521 -2.
1 -4.01319866 6.39934417 -0.
1 1.32207504 -1.93889061 0.
Energy -8524.651044 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 38

Atomic N.

8

PO EFEOR P OO ®E oy

O ~J Uy Ul Wb b PO WNDEDNDWW

X

.69296745
.35169519
.46132543
.62259484
.03410261
.02297758
.60396571
.60139372
.65333239
.57193096
.74090276
.89843430
.10905463
.65024726
.14685984
.93329199

.33742454 -0
.28989964 2
.08856648 3
.48096869 3
.53246823 4
.94834686 4.
.11142807 0
.89232686 0
.39012039 0
.57807859 1
. 78226551 0
.09595106 -0.
.70760020 -1.
.16042096 -0.
.98592682 0.
.45871677 1.

Y

92167054
53534726
43773103
77836848
28911806
33938964
20617344
16683472
27178924
40606186
43224528
89090328
74355072
69049303
24820843
83931688
90972902
27631518
26044821
98116144
42516203
16487066
46074430
99641598
96258017
98386980
58363563
47540328
44686040
69212777
82149852
22310480
71481448
07286712
50502023
70220074

Z

.33614581
.91415096
.68902550
.08646688
.53970056

09233052

. 74434692
.26967483
.48539199
.56921683
.02136759

08921482
09884461
21597918
79213870
76634745

S298



kR RFRPOOOFREFEPFODOODOOOHOOOHFOTHFEPERFEFODODOODODOOODOOIOFHFKFFEFOHHFEFREFOSYIOFR,FFR,FORFRFPRP,PODYIFR, PRI ORFR RO RFEOR

P O ON-JO0 O 00 J 34

.96332458
.62568452
.96052716
.50437198
.59026239
.05969834
.06865527
.84009903
.09578248
.10584102
.99813942
.04476579
.10359622
.42443921
.26168266
.45485466
.96921229
.62620069
.67760642
.01554552
.95522908
.62282210
.28494852
.19473923
.35995025
.25067081
.31852352
.27664638
.03545764
.33861615
.82719709
.93392166
.11243076
.82525800
.37503004
.19412230
.47270167
.45564205
.43003021
.84907986
.12092079
. 74655287
.76475703
.30598454
. 73495167
.19907791
.57336278
.48876446
.99182144
.62444211
.48784476
.94009860
.97286716
.68937980
.24727683
.19897152
. 76668215
.95998628

=2

=

OO W WDNDNDNWWWNDWWWRNPDWEFERONDWWNERE

.56874958
-3.
.08665149
.57178144
.63846132
.11863140
.72856709
.50982480
.49586158
.34111631
.09085402

0.
-0.

2.
-0.
-1.
-0.

0.

0.

0.

3.
-0.
-1.

55141632

66192404
45565525
04993704
43375703
27905139
56037191
84136617
72866802
95003320
51667222
94926482
75350328

.60528068
.97837902
.73480601
77756637
.32817783
.37523614
.10983460
-1.
.11770913
.33678295
.51821744
.48140022
.22413062
.04789438
.58724627
.84611273
.94603950
77705778
.69545084
.51731074
.63861692
.35875334
.08198201
.94842309
.08783373
.36522272
.50297416
.99085898
.73514929
.97394356
.48148291
.73564560
.65105927
.53755660
.17882476

27646006

.33805980
.03471150
.09295378
.69993421
.68074492
.51671881
.06331441
.03441054
.34445208
.39345502
.20876619
.83459652
.95253941
.82682345
.88153516
.58584427
.04600150
.64297464
.96685541
.54812081
.48493513
.70830531
.60775040
.14129354
.57421255
.82757126
.18273540
.84457207
.09978622
.75425911
.89388318
.77901992
.49416432
.27849307
.36198020
. 64221763
.84404914
.20615584
.26596082
.90076768
.16478802
.83684829
.41543634
.80235264
.77827221
.06503120
.27800811
.22471773
.93882873
.70878285
.88520981
.28364122
.46539099
.10724110
.71282772
.33417150
.87834387
.15572698

S299



1 -8.43321974 3.97171634 -3.
1 -8.18827378 2.44349378 -4.
1 -8.47263195 2.44439393 -2.
1 -1.74904766 1.96821593 -0.
Energy -8524.635452 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 39

Atomic N.

8

Ul
cDLwOaRROORROAdOORRPOARROOdRRPROAdORRPOARRORRPORREOREREOO®RE R E O ®

[

=

oo JoooooodhdhwbhhwodbddODNREREREOW

X
.17152373
.68107578
.79101066
.68688142
.84284727
.76318408
.26801456
.24106795
.45076962
.30041840
.54500119
.68229318
.96264407
.43496908
.11383116
. 79782066
.19406991
.59878785
.00581515
.63875635
.57649836
.95656681
.19678699
.05412411
.42037684
.17814906
.86290874
.30838543
.85565051
.05159116
.80442993
.53836312
.89972091
.13568233
.09545602
.28736438
.05343940
.42187996
.08130408
.65217357
.98511882
.34025582
.07411048
.40865095
.20747213
.30954649
.02011450
.36318740

-3.
-3.
-4.
-3.
-3.
-2.
-3.
0.
-2.
-2.
-3.
-1.
-2.
0.
-1.
-2.
.19003280 -0.
-0.
0.
-0.
.92614649 -3.
.78303389 0.
.13127421 -1.
.03334214 -1.
.35624590 -1.
.92812287 0.
.87086700 0.
.75493121 0.
.49200960 2.
2.

3.

2.

-1

.51703353 0
.51054569 -0
.94332949 0
.59124059 1
.04578091 0
.57098842 -0
.16875702 0
.38063283 0
.40864622 1
. 74411414 1
.79390899 1.
.10104235 3
.92642897 3
.37351936 3
.60253995 3
.73591362 3

4

2

2

2

0

0

Y

05597645
60924774
53740435
89503184
09054424
05861901
72207290 0.
32893596 -2.
00625739 -2.
45020117 -3.
27026456 -3.
61695158 -4.
80936915 -3.
62133041 -2.
52691700 -2.
34145251 -2.

35213042 -2.
07530973 -2.
69279345 -3.

.57606876
.75010425
.60588081

53576992
40159263
64288743
85847542

Z

.04460813
.59601435
.18982950
.22932746
.19111581
.19135758
.21978709
.62638516
.76703553
.53731301

81853035

.12850100
.24424936
.91439236
.34005399
.33911643
.34006938
.29097303
.33231593
.51831684
.85654372
.79096664

20908741
24954530
21410683
59851687
88807189
29982989
68327163
85981044
02837172
19921740
98811243
95171308
61024859
98931120
84434285
70327087
31141170
61542873
46248592
17947862
68675390
37422410
36553994
74151470
12794233
39386700

S300



PR REFRRPRPPRPRORRPOAOOOOGNO0®®OEREOGRRROOO GO

=

Energy

.34496207
.54466374
L17237422
. 76605317
.55594170
.16530373
.78844965
.93262423
.05972959
.31892036
.38595260
.65792542
.04608038
.11606798
.86735635
.55863070
.47656803
.71592013
.34715278
.70682537
.34957378
.22546894
.87945189
.87027555
.93480013
.37497799
.81101979
.32620559
.51426003
.44263957

AP NOWTUTWWODWWEDNOREDNO-R

[

-1

.02212429
.31100706
.80265781
.18737701
.49730177
.89519537
.80326448
.03999417
.58289850
.63200855
.37007090
.67557953
.21035045
. 78268648
.78011411
.20941197
.60575579
.60866488
.44792669
.23284357
.31044392
.92573073
.13133393
.97354931
.46163423
.95243718
.26899512
.44858596
.10156465
.90476136

-8524.651050 Hartree
Number of imaginary frequencies

Compound I2a isomer 40

Atomic N.

8

PoRrFRFORRPORRFROR RO ®E B B oo

o J ooy O b WikhbdboOd O ORF DN D

X

.12793461
.59942441
.46263227
.10466556
.61709583
.74451030
.78723871
.97330900
.11941097
.15242139
.44086662
.75383941
.82296237
.52152816
.85620533
.73480399
.51806235
.29838999
.47441897
.10327160
.82952829
.49786220

Y

.50832851
.52383309
.38128079
.62190476
.94501935
.32636393
.34419090
.39532965
.51711341
.53477684
.26977093
.90438833
.82231369
.56163685
.55408929
.73168301
.54585114
. 73136416
.62141567
.26926238
.34228663
.36319199

NOODWRFRENWW

DS

0

HF ONORFRPRNNNRF OSSN WWE

(@]

.29426671
.36153963
.53888824
.63563060
.55619854
.92082657
.83593371
.97370176
.63184925
.06077101
-3.
-5.
-3.
-3.
-3.
-1.
-1.
-1.
-4.
-3.
-1
-0.
-1.
3.
3.
1.
-1.
-1.
-0.

75808053
17325050
04452976
73068388
10244432
80401186
13701044
74491887
74132433
63354100

.14242041

12327455
22525464
05220939
28379711
64682740
20388590
62398726
07630550

.55254261

Z

.24120731
.93597487
.95107199
.93289114
.50756853
.44490916
.06947084
.15195858
.15403692
.54031654
.98342329
.58000243
.99616189
.43067580
.73807342
.38228752
.40010957
-0.
-1.
-1
-0.
0.

47664952
20043470

.00345451

13964553
73557409

S301



S302

1 7.39056292 -2.92820475 -0.98596816
50 2.62195644 -0.56676447 3.33336842
7 0.84500670 0.44056949 -1.25117766
6 1.74486899 1.12289232 -2.18338992
1 1.98303513 0.50688120 -3.07951117
1 1.30599282 2.07149006 -2.51515474
1 2.68666134 1.34778784 -1.66656470
7 -1.26788797 2.41305850 -1.82790164
6 -0.42296377 0.07126181 -1.88094763
1 -0.28495860 -0.75693601 -2.61770610
1 -1.09756996 -0.31500693 -1.10126801
6 -1.13800610 1.19196652 -2.63853231
1 -2.11953258 0.79079738 -2.95220714
1 -0.58995587 1.46425246 -3.54933346
16 -2.17598909 3.67746708 -2.48595909
7 0.98112837 -0.65635980 1.75012947
6 1.51423182 -0.74616238 -0.70608956
1 1.62396949 -1.52823861 -1.49631572
1 2.53085031 -0.45552873 -0.40846129
6 0.84517396 -1.41659122 0.49875811
1 1.33550698 -2.39662675 0.62528265
1 -0.21598451 -1.63889411 0.30676392
16 -0.31834555 -0.41866054 2.69153925
8 0.35609488 -0.19278380 4.04791427
8 -1.38150114 -1.44607148 2.61083189
6 -1.11312169 1.16507465 2.32358817
6 -2.45997327 1.32120376 2.65607724
6 -3.05628947 2.57417805 2.49706367
6 -2.33028512 3.66954308 2.00434069
6 -0.98475736 3.47003016 1.64414856
6 -0.36937005 2.22876461 1.80584447
1 -3.02385562 0.47239268 3.04088674
1 0.67029489 2.07692059 1.51713899
1 -0.41558465 4.29895227 1.22123430
6 -2.96346410 5.03002518 1.86532338
1 -4.10477378 2.70512653 2.77186013
8 -2.18559491 4.73377000 -1.45545085
8 -1.64098545 3.90733733 -3.84066327
6 -3.87198755 3.07328039 -2.67254627
6 -4.32707222 2.67321797 -3.92919859
6 -5.63416431 2.19532502 -4.05834697
6 -6.48956134 2.11151361 -2.95087352
6 -6.00252649 2.52145044 -1.69640880
6 -4.70341201 3.00178378 -1.54960074
1 -3.66594126 2.75447505 -4.79123288
1 -5.99558431 1.88562004 -5.04056193
6 -7.90580744 1.61448529 -3.09562541
1 -6.65541884 2.46752995 -0.82312407
1 -4.33722381 3.33071703 -0.57686273
1 -4.03153780 5.00245984 2.11699737
1 -2.47776547 5.75495578 2.53571118
1 -2.85041897 5.40858997 0.83975521
1 -8.62444781 2.43899481 -2.97178503
1 -8.07547172 1.16790603 -4.08331746
1 -8.14440145 0.86210099 -2.33067623
1 -1.52222396 2.26207532 -0.84732466
Energy = -8524.636449 Hartree

Number of imaginary frequencies = 0.



Compound I2a isomer 41

Atomic N.
8

RrPooocooooooocooooyyRrHFORFO IO RFRPOOREFOYIHFREFRERERFRFOOIORR RO EREFORRPRPORREFORPERPODODOD OB O
|
(@]

S OO oYY 1 1O COJoyoy U NDNDEDNDWOG

X

.44835173
.18783182
.38522849
.35029925
.32721908
.82665771
.01750215
.75484079
.92745959
.55337544
.30189557
.05705538
.26489353
.97254622
.77891231
.67701096
.65264793
.52522931
.63342346
.40084921
.23294541
.17023524
.36145107
.89419576
.91108055
.32877923
.79814730
.42655443
.74308623
.08174380
.34799578
.90006783
.71841360
.76797128
.86721162
.53873213
.59654243
.59898792
.65485748
.39404925
.33061296
.64873969
.76648302
.52334797
.67822785
.19963055
.02887140
.04592484
.80789104
.32784320
.09507674
.33871122
.18517271
.98487185

GO oY OO0 O0TWWWNWWN W D™WWN

ORrRPOWRrRFREPENRE OOO

Y

.46747051
.56777643
. 73392076
.57098351
.10449491
.52888644
.51488557
.65464734
.17048177
.89284177
.30154222
.80688924
.17127590
.79719284
.24681201
.87989580
.63073720
.41529438
.88121860
.48129002
.95245030
.28360811
.35074844
.81564462
.24361142
.25118516
.26675419
.24991058
.04724510
.10616664
.44182780
.32071268
.65045411
.79970782
.76889429
.61009396
.48478722
.14114899
.11590139
.40484007
.12201840
.19577840
.17869421
.06745941
.80422834
. 73855970
.11916568
.68111227
.20076785
.32736004
-1.
.55131294
.69241413
.27428615

05479747

O OO RNRPEPOONMNMEDNDDNDDNDO

Z

.54054386
.46045113
.34237569
.69404755
.30376363
.96840683
16753775
.56822644
.37769614
.12299028
.93060149
.54170225
.33412952
.15197786
.09806595
.99667728
.45114350
.76630728
.72423996
.01720773
.10184750
.94679306
.63485516
.44992471
.47826170
.36423503
.37327035
.92047754
.48448798
.46485066
.29485782
.25802465
.62378577
.73023996
.61282185
.43383049
.37216700
.12042232
.97303491
.75378649
.46273834
.88449102
.37380281
.22314885
.34123859
.57528040
.54492573
.56236428
.60985806
.56778698
.49309116
.41607464
.45018293
.66301088

S303



PR PR RRPRPRPRPORROOOOOOGG O 0O oY

=

Energy

.75353482
.17757984
.61920591
.92300476
.84268530
.51633292
.34617941
.32164662
.66975111
.05473691
.04877293
.70062291
.02041446
.43553900
.50926469
.32876434
.92597761
.88885825
.79469421
.55152273
.73611044
.16458444
.77042851
.00246829

.08608535
.62628568
.99125856
.72928827
.47637884
.60211564
.24501420
.86429456
.66476246
.85588429
.24566123
.43437314
.50784932
.15272533
.64712591
.61992923
.97390913
.09520580
.99538808
.61603659
.01774711
.16955197
.57884274
.31529723

-8524.631030 Hartree
Number of imaginary frequencies

Compound I2a isomer 42

Atomic N.

[e0)

PR OO R RO RPROR PO REROR PO ®RE R E O ®

B D OO0 I I JOYOY U1 U U DWW DNDEFEDNDDNDW

X

.09327504
.49067005
.39802174
.71986145
.04725794
.40265044
.91253186
.03240052
.28595907
.31401722
.13603418
.60272408
.47373957
.35932513
.13558356
.33270508
.10761706
.19504851
.06574181
.64915958
.81849901
.87371243
.27697706
.97681948
.76505813
.40533120
.02322565
.35031444

OFRP ORI NEFEFRPODONE WNDNRE

Y

.33357836
.02555627
.22721942
.05880947
.31790926
.48306486
.36164031
.88534064
.68669116
.90273307
.64557424
.02667785
.61396486
.82104820
.05490062
.40415737
.41319657
.24869076
.80239865
.95545820
.88495776
.15943119
.76619241
.92512424
.772527760
.36656166
.97723395
.16227320

-0.
-2.
-4.
-4.
-1.

0.
-0.

0.
-0.
-1.
-2
-1.

0.

0.
-1.
-2.
-2.
-5.
-4,
-4,
=2
-1.
-1.
-0.

0.

2.
-0.
-1.
-1
-1.
-1

1

2
1
0
2
2
3
2
1
0
1
1.
2
0
0
-0
0.
1.
2.
4.
5.
4.

60663405
32408860
55269067
39018996
64166011
58571725
77024269
01151801
29908547
37724671

.148759009

85419325
83731913
30637553
71560193
99840561
46761619
37048981
14455692
99633224

.72619519

00778222
69915374
18156914

Z
81062676
07886649
48620270

. 74554268

99953767

.86508159
.67128306
.14456914
.87620501
.79428727
.38543388
.33285104
.34673957
.420272009
.38675536
.40243764
.76054437

19329417

.13765551
.47964612
.65263769
.17272684

29289425
29427126
94135233
22513831
06309571
45239199

S304



1 -1.52762024 2.45740367 4
7 0.15275773 -0.25898701 1
6 -1.43465303 -0.65874325 2
1 -1.55341695 -1.14534660 3
1 -2.12603839 -1.16593767 2
6 -0.00472411 -0.87043057 2
1 0.22532191 -1.94662219 2
1 0.72371840 -0.4248294¢6 3
16 0.61160926 -1.30973994 -0.
7 -2.41657765 0.93280072 0
6 -3.12788194 1.12459034 2
1 -3.89916l61 0.68208138 3
1 -3.21364413 2.21792932 2
6 -3.48273277 0.71708296 1
1 -4.38171701 1.26688990 0
1 -3.73171665 -0.35361429 1
16 -2.17033344 2.44770822 -0.
8 -0.68745030 2.68998552 -0.
8 -3.109300641 3.42512154 0.
6 -2.55348077 2.28095782 -2.
6 -3.66430261 2.94429105 -2.
6 -3.95066652 2.81482415 -4.
6 -3.14226686 2.03579313 -4.
6 -2.02905901 1.38035358 -4.
6 -1.72258778 1.49689026 -3.
1 -4.28369505 3.55661107 -2.
1 -0.85685565 0.98480863 -2.
1 -1.38849496 0.76882129 -5.
6 -3.44126493 1.91382644 -6.
1 -4.81694822 3.33263791 -4.
8 0.58836737 -0.51673045 -1.
8 1.82416925 -2.10107954 0.
6 -0.72535918 -2.54410639 -0.
6 -0.55021263 -3.80154106 0.
6 -1.56968779 -4.75191999 0.
6 -2.76098513 -4.46989283 -0.
6 -2.90681918 -3.20113454 -1.
6 -1.90039418 -2.24019366 -0.
1 0.38815691 -4.03140204 0.
1 -1.43226230 -5.73415235 0.
6 -3.84507149 -5.51023175 -0.
1 -3.82242414 -2.96391696 -1.
1 -2.02187681 -1.26177720 -1.
1 -4.43073984 2.32026205 -6.
1 -2.69592684 2.46153992 -7.
1 -3.40680852 0.86534158 -6.
1 -3.79694956 -6.00037636 -1.
1 -3.74688625 -6.29305013 0.
1 -4.84449661 -5.06264762 -0.
1 -1.49700588 0.51067219 0.
Energy = -8524.631696 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 43

Atomic N.
8
8

X
3.76511801
1.62659045

-0.
2.

Y

19169183 3.
52691937 0.

.17634178
.01797598
.88174858
.87236421
.19485466
.36344428
.34769640
.06296182

18578968

.12178562
.55090618
.22370653
.63781850
.10815586
. 79996070
.05288053

52803181
47420372
05835209
27921632
79723627
15898599
99853649
44084700
08728045
14308823
66260088
07904914
47166531
57439424
44213361
14693421
30446046
27686078
17805401
50618986
09314776
99848945
78054388
63460939
64121156
63905223
46156444
71608917
06840334
79970017
62614334
12197704
55176897
40292230

Z
07628319
96684998

S305



oorHroymrHFHRrOOOYOOOOOOOOOOOY P PO HFO YO FRPOHFRPFRPFOOSYIHR,FEREPFRFRFOIORFR,EFRFORPRERFORRPRPODRREFOREPRPODODODOR RO

OO OoOO0OORrRrRUDMMUOTIOTJI U UL WD DMPLORRE

[ |
e HoNeN N e

.00015754
.35459315
.10173970
.25200843
.62019549
.25002487
.45948154
.87529268
.01506584
.93492159
.54560625
.00047635
.51669952
.95074865
.55364614
.48820671
.13236496
.90484783
.09596239
.34550750
.10490886
.13021909
.20293210
.54134124
.10169229
.43520996
.86797456
.96791840
.57422009
.06027684
.32421520
.59137054
.32454999
.49885811
.24673146
.02776112
.42845165
.16027428
.11578136
.07191246
.83660873
.58213783
.20963276
.22065543
.07315757
.01674595
.37353833
.99323071
.27482759
.90463098
.27298440
.92561197
.20721104
.32379332
.94572257
.05354927
.94329850
.21861885

OO OOORFRPNENEDNWMAEWWENNDNDNNMDNNOO D W W

ONOODOORFR,REFEF WNNOEFER ON OO

.79101828
.48871928
. 74229554
.21250988
.57111836
. 75745448
.11770521
.86326575
.03955753
.55636150
.70645257
.32113706
.13561316
.04521395
.45839558
.17534043
.30015069
.68679888
.68041982
.48662888
.24844865
.76935289
.13595018
.60507215
.56079052
.00579703
.63728890
.74774573
.29896965
.41911278
.54356490
.30233213
.20668741
.90173580
.07733771
.03693436
.97312679
.71351763
.01475768
.86283716
.65308886
.10790727
.03302664
.22575913
.20328445
.11197510
.31528959
.58742152
.33454893
.50809368
.20544931
.05182689
.08072396
-1.
.12508105
. 74855650
.21144856
.14843839

21060471

|
O OMNNNOONNNRE WNOWWAWNOOOODOOONRERPEPPWWMHADNWNEOORO

. 75742017
.53507567
.82204326
.22947704
.18469612
.48224217
.12152948
.55645025
.12074038
.23087783
.57643343
.01950676
.93753640
.67221531
.11984995
. 74427831
.92893289
.13871786
.36682143
.38411567
.64167370
.01996450
.16906632
.36128308
.25890874
.52571018
.18496744
.88425214
.32432791
.31266105
.56177757
.22482086
.78912498
.70052311
.15091036
.36464857
.02349417
.81266985
.17914989
.63973717
.56151191
.51327831
.64694424
.07687985
.36610001
.97988214
.23143722
.25157893
.02653415
. 75801955
.74173054
.64868641
.55047419
.35871814
.12151916
.45482102
.14121931
.16547572

S306



PRPRPRERERPPRPPRPORRE OO OO

[

Energy

.48295407
.49166046
.82113740
.15572477
.11880300
.78760887
.22991211
.61288232
.59367690
.35523374
.99139604
.39448537
.98229914
.97432917
.70341399
.96744522
.24378198
.29021377

.67306098
.17632673
.84483344
.02126441
.53261159
.85388617
.82968847
.23951237
.68647115
.88872789
.48136180
.03937655
.19561701
.78311201
.63478615
.29964008
.87254996
.04363074

-8524.644313 Hartree
Number of imaginary frequencies

Compound I2a isomer 44

Atomic N.

8

ORI PR OOJdJORRFRFOR PO FEFORRPOAR OO ®E - - oo

O O OO ™ U DBDNWWDDWWDNDWWOU WWW b b DD

X

.73878291
.64887448
.01902233
.45008958
.18348381
.60005340
.87419853
.47785375
.93235383
.03159943
.65454686
.28843637
.20607254
.41367050
.91029646
.96251916
.39317849
.86394658
.82469682
.30984972
.62990973
.59332683
.82563450
.34912463
.11567480
.85037151
.35336203
.90354397
.87099691
.34694685
.26492932
.81858368
. 76817376
.27904741

O O OO NONEKENE

P NWDNOWWDWW

Y

.20664290
.29520057
.95551789
.46355520
.86735368
.26595603
.66548296
.35619261
.46624619
.38570779
.47582437
.58573059
.62308274
.22633104
.98063776
.93782682
.65849133
.58325131
.69832112
.59089856
.78838712
.41316000
.39936810
.75552175
.03838636
.78848504
.75290222
.19699489
.96074013
.75195998
.73460942
.67290555
.20478788
.84803092

-0.
0.
0.

-0.

-1.

-1.
1.
0.

-1.

-2.

-1

=7.

-5.

-6.

-1.

-1.

-0.
0.

0.

1.
-1.
-1.
-2.
-1.
-0

1.

2
3
3
3
4
4
5
4
4
5
2
2
2
1.
2
1
-0
-0
0
1
1
0
1
0
0
-0
1.

20611983
61697973
34344701
74176842
55665387
29740366
44859072
98295817
04952249
40588312

.94173844

06869919
86836538
29117800
34797160
88412908
18511305
21411863

Z
59615926
26316043
39527639
27491232
53948689

.50590874

33728239

.10545307
.54091792
.58437772
.86423479
.47287781
.28196846
.50512466
.35460769
.68864862
.05059351
.94541607
.60126490
.97103873

89555814

.27689507
.00695980
.43534063
.23650783
.81001349
.02261582
.72964251
.45115826
.21258829
.20537216
.40441394
.61556162

44966418

S307



1 -2.31654099 1.49157405 1.
1 -1.02077719 2.43041509 2.
16 -0.31851561 -0.43307318 2.
7 0.55874244 2.04634006 -3.
6 0.11008368 3.87187057 -1.
1 -0.53555809 4.75669965 -1.
1 1.14111289 4.22089108 -1.
6 -0.34007581 3.17292113 -2.
1 -0.32466581 3.92205518 -3.
1 -1.37385528 2.80185665 -2.
16 0.51424853 1.38851997 -4.
8 1.79389114 0.669560193 -4.
8 0.08448346 2.41094395 -5.
6 -0.82161049 0.17911621 -4.
6 -2.03104509 0.42112772 -5.
6 -3.05179022 -0.52973581 -5.
6 -2.87502658 -1.71523218 -4.
6 -1.64178085 -1.93137463 -3.
6 -0.61424623 -0.99492568 -3.
1 -2.15811108 1.33774937 -5.
1 0.34178617 -1.1683081l6 -3.
1 -1.48451926 -2.84995750 -3.
6 -3.96962866 -2.74979955 -4.
1 -4.00056595 -0.34662482 -5.
8 0.78315583 -1.35160876 1.
8 -0.31588710 0.06182039 3
6 -1.87627799 -1.35090671 2
6 -2.76220814 -1.46995004 3
6 -3.95106370 -2.18640550 3
6 -4.26455111 -2.78624382 1
6 -3.35460766 -2.64495750 0.
6 -2.16825378 -1.93205688 0
1 -2.51163266 -1.00438202 4
1 -4.64731095 -2.27901245 3
6 -5.53563616 -3.57936912 1
1 -3.58261232 -3.10320862 -0
1 -1.46833130 -1.82202305 0.
1 -4.91946156 -2.35921676 -4.
1 -3.70851926 -3.64194305 -4.
1 -4.12980530 -3.08451028 -3.
1 -5.32336957 -4.65912172 1.
1 -6.23505028 -3.40622278 2.
1 -6.04299832 -3.31854520 0.
1 1.55059674 2.22270085 -2.
Energy = -8524.637899 Hartree
Number of imaginary frequencies = 0.

Compound I2a isomer 45

Atomic N.

8

oy @O — = oy

WD W Wwww

X

.65191215
.03986818
.56510896
.72670486
.90569097
.53570036
.20250582
.03732233

P OMNMNDNDWDNDEREN

Y

.82469298 2.
.35044399 -0.
.51495976 -1.
.30374672 -0.
.91796884 -1.
.28235877 -1.
.66577036 2.
.68174890 2.

59072560
35105122
32438275
03467272
46873701
30732046
60965146
74854027
55721524
66970494
60035243
75083481
58124946
47622235
12566178
03465756
30780976
66584199
74561995
70063658
25135537
09693559
22943025
54218065
90814079

.73005242
.12268771
.19194504
.01894560
.79191402

72813725

.88480748
.14465171
.85487612
.61395448
.23684171

05539215
61568946
81890468
19454031
57682989
44179496
67432096
73269579

Z
78073291
42675885
05767951
30206564
84587518
52772529
97719011
60841443

S308
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.40375517
.27051614
.84582093
.33312944
.26412268
.36969456
.06527035
.24084286
.80036622
.65136196
.47686057
.54714031
.53501047
. 76392535
.59384061
.36455327
.14519344
.35383211
.29035838
.39784280
.37180732
.97239000
.54256158
.24028519
.75829973
.88320565
.93896388
.80674375
.00461610
.38764335
.04354499
.71912576
.98945418
.34395878
.01452221
.43144686
.89908219
.84500461
.34005425
.51435496
.19236620
.29803861
.72974472
.02432002
.92292742
.84102883
.36637270
.33973569
.89807831
.82890171
.02872907
.95381606
.61011990
.66401325
.90501189
.10488004
.02138017
. 77678851

ORFRPPFPREPNOFENMNWNWWWRERRPROOORLRNEFFONMEDNDDNDLRE

.34161091
.75991887
.30483051
.59394266
.05728408
. 74490194
.91188751
.36378495
.36850396
.27840666
.94123405
.37558291
.72378890
.83536106
.25032489
.30523591
.92145207
.18601302
.91560314
.25747849
.58764855
.80532281
.42485339
.26464664
.05344824
.34264627
.06107851
. 74397108
.94205166
.76774890
.17130675
.94522777
.52677056
.95293589
.85068112
.84362394
.59615612
.43837972
.87437459
.02876811
.93233945
.49157451
.15897577
-0.
.30506351
.96113881
.00191828
.77358025
.32122590
.19598122
.92953532
.15449302
.76723928
.29218766
.92958813
.03270397
.49218810
.86967666

72992873

NN R OOORPRREPENNREFOONREFENWPARWWNDNWNDdWEREDN

|
N

.04180177
.11540193
.76130206
.02054896
.01836394
.68269630
.11624687
.12451248
79772019
.57846214
.61328074
.58783953
.69926288
.62746184
.90040004
.92664426
.45521950
.82303848
.34735625
.40072005
.76560883
.40080754
.444118009
.63557147
.57010349
.47381926
.30477475
.49191793
.66571066
.26119597
.34692853
.06641382
.23719146
.83074365
.37975178
.99966512
.80577683
.69528986
.41035700
.78645731
.60551248
.33730012
.26931668
.43921432
.69842000
.67693773
.07136688
.38006944
.09365541
.98051397
.30689413
.91096320
.59767901
.37972002
.30337346
.46074263
.69026928
. 75254237

S309
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Energy

.50254709
.73066121
.44098589
.15371131
.93129291
.56154045
.54993497
.48912903
.19606909
.80622070
.36549940
.94978707

.45196006
.56708584
72772714
.35891980
.24421618
.50801238
.79161680
.07296191
.20835037
.78205232
. 76171739
.29006422

-8524.643457 Hartree
Number of imaginary frequencies

Compound I2a isomer 46

Atomic N.

8

o1
FPooNdorRrRPoORROOYdRRPRRPOOJORRPORREFORPOREORRPROOD®RERRE O ®

=

O O OO MU DBPBNWWPPRRWWDNWWDDEWWWDRDDDWDNDDN

X

.67631