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Figure S1. Top view (A) and side view (B) of optimized geometries obtained for 4 and top

view (C) and side view (D) of optimized geometries obtained for 1.
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Figure S2. 'H and *C NMR spectra for compund 4
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Figure S2. Optimized molecular structure of compound 4 (top view) with
the corresponding atom labels calculated at the B3LYP/6-31G* level of
theory.




Table S1. Cartesian coordinates (xX,y,z) 1in the optimized molecular
structure of compound 4calculated at the B3LYP/6-31G* level of theory.

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z

1 14 0 0.020522 0.063924 0.770610
2 6 0 1.785462 -0.162188 0.128844
3 6 0 2.431750 -1.412989 0.197074
4 6 0 2.521810 0.909861 -0.403101
5 6 0 3.745008 -1.583396 -0.234375
6 6 0 3.837517 0.745824 -0.836568
7 6 0 4.474421 -0.502704 -0.759289
8 6 0 -0.999308 -1.454293 0.285550
9 6 0 -1.960237 -2.012936 1.149195
10 6 0 -0.851504 -2.052284 -0.979436
11 6 0 -2.742283 -3.101020 0.768994
12 6 0 -1.631665 -3.141854 -1.366421
13 6 0 -2.593857 -3.684953 -0.500113
14 6 0 -0.505306 2.897840 0.576714
15 6 0 -1.042014 4.054531 0.016216
16 6 0 -0.749681 1.623838 0.025533
17 6 0 -1.858430 3.987471 -1.125593
18 6 0 -1.567106 1.568739 -1.116435
19 6 0 -2.110037 2.722963 -1.680757
20 6 0 -2.517736 5.203101 -1.685897
21 6 0 -1.828400 6.430527 -1.945119
22 6 0 -3.894143 5.155073 -1.896809
23 6 0 -2.580720 7.555400 -2.339072
24 6 0 5.906609 -0.645371 -1.152240
25 6 0 6.818653 0.263508 -0.619951
26 6 0 6.398787 -1.703356 -1.981014
27 6 0 7.790828 -1.820483 -2.167843
28 6 0 -3.366612 -4.898088 -0.896098
29 6 0 -2.653798 -5.992997 -1.379320
30 6 0 -4.784168 -5.019469 -0.737177
31 6 0 -5.387943 -6.263052 -1.012584
32 1 0 1.898884 -2.275937 0.590426
33 1 0 2.061473 1.891067 -0.488510
34 1 0 4.213509 -2.559902 -0.168062
35 1 0 4.377594 1.593379 -1.250848
36 1 0 -2.094185 -1.599100 2.145529
37 1 0 -0.109164 -1.669875 -1.676602
38 1 0 -3.472218 -3.509271 1.460346
39 1 0 -1.498658 -3.576665 -2.353834
40 1 0 0.101934 2.990767 1.474354
41 1 0 -0.836567 5.019577 0.467756
42 1 0 -1.792965 0.608892 -1.574234
43 1 0 -2.736053 2.645727 -2.566093
44 1 0 -4.439054 4.238973 -1.689658
45 1 0 -2.074968 8.492022 -2.542372
46 1 0 6.467869 1.063853 0.024713
47 1 0 8.180918 -2.614647 -2.793573
48 1 0 -1.575731 -5.926676 -1.491053
49 1 0 -6.460171 -6.373158 -0.900282
50 7 0 -5.552633 -3.933042 -0.285246
51 6 0 -6.879907 -4.204252 0.245274
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Figure S3. Optimized molecular structure (top view) of compound 1 with
the corresponding atom labels calculated at the B3LYP/6-31G* level of
theory.




Table S2. Cartesian coordinates (xX,y,z) 1in the optimized molecular
structure of compound lcalculated at the B3LYP/6-31G* level of theory.

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z

1 14 0 0.061038 0.369744 1.114465
2 6 0 1.703622 0.031326 0.239409
3 6 0 2.339431 -1.222718 0.335877
4 6 0 2.362671 1.026440 -0.502524
5 6 0 3.565761 -1.470062 -0.276441
6 6 0 3.592106 0.786114 -1.115774
7 6 0 4.214705 -0.468204 -1.018370
8 6 0 -1.014973 -1.183221 1.014218
9 6 0 -1.864765 -1.565526 2.069263
10 6 0 -1.026024 -1.988761 -0.139263
11 6 0 -2.693082 -2.680953 1.974368
12 6 0 -1.849353 -3.110279 -0.238921
13 6 0 -2.702759 -3.473597 0.814386
14 6 0 -0.482403 3.157984 0.592014
15 6 0 -1.103614 4.233018 -0.038894
16 6 0 -0.829021 1.824433 0.295469
17 6 0 -2.112004 4.021801 -0.994957
18 6 0 -1.842794 1.625270 -0.657336
19 6 0 -2.473305 2.697658 -1.288309
20 6 0 -2.842986 5.164533 -1.618597
21 6 0 -2.187225 6.313299 -2.166525
22 6 0 -4.234896 5.129692 -1.584499
23 6 0 -2.985616 7.406712 -2.567260
24 6 0 5.558432 -0.696914 -1.627183
25 6 0 6.550168 0.244533 -1.362576
26 6 0 5.888078 -1.861158 -2.392439
27 6 0 7.235790 -2.049138 -2.769215
28 6 0 -3.529281 -4.713704 0.727494
29 6 0 -2.880924 -5.890925 0.362723
30 6 0 -4.916896 -4.759040 1.076683
31 6 0 -5.550743 -6.020269 1.116746
32 1 0 1.866281 -2.027866 0.893397
33 1 0 1.907908 2.007754 -0.612906
34 1 0 4.026244 -2.448578 -0.184105
35 1 0 4.075860 1.577868 -1.681394
36 1 0 -1.872813 -0.988770 2.990824
37 1 0 -0.373431 -1.747831 -0.975194
38 1 0 -3.33449¢6 -2.948943 2.808049
39 1 0 -1.830688 -3.714842 -1.141720
40 1 0 0.276662 3.365815 1.343004
41 1 0 -0.813915 5.247876 0.214583
42 1 0 -2.154902 0.615127 -0.910434
43 1 0 -3.258879 2.508463 -2.014867
44 1 0 -4.728440 4.261164 -1.163614
45 1 0 -2.515659 8.291248 -2.980701
46 1 0 6.298389 1.122787 -0.779124
47 1 0 7.515315 -2.923660 -3.344796
48 1 0 -1.827993 -5.853143 0.106859
49 1 0 -6.599924 -6.085223 1.379336
50 7 0 -5.625253 -3.598811 1.403551
51 6 0 -6.891076 -3.727590 2.108334
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110 6 0 -7.453949
111 1 0 -6.899875
112 6 0 -8.883114
113 6 0 -7.444596
114 6 0 -9.719523
115 8 0 -9.296906
116 6 0 -8.880358
117 8 0 -6.499292
118 6 0 -11.104350
119 6 0 -9.402130
120 6 0 -11.633883
121 1 0 -11.742500
122 6 0 -10.792376
123 1 0 -8.738844
124 1 0 -12.711273
125 1 0 -11.232742
126 6 0 7.890793
127 6 0 8.963118
128 6 0 9.049170
129 1 0 9.934586
130 6 0 10.386314
131 6 0 8.060814
132 6 0 10.180591
133 8 0 11.447720
134 6 0 8.827244
135 8 0 6.852752
136 6 0 11.103352
137 6 0 8.355796
138 6 0 10.635453
139 1 0 12.150314
140 6 0 9.277646
141 1 0 7.303252
142 1 0 11.329147
143 1 0 8.942845
144 6 0 -4.366249
145 1 0 -4.947262
146 6 0 8.207335
147 1 0 9.230631
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