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Supporting Information

Table 1. Cartesian atomic coordinates for model heterooctameric cluster {Phl(p-

(MeO)CsHa}s-{SCN}a.

Atom X Y Z

I 19.999111 7.692282  6.214580
(@] 14.602375 10.710973  6.772765
C 18.183534 8.724229  6.484626
C 19.991704 8.065478  4.134347
C 20.495334 9.279908  3.709484
H 20.846722  9.903890  4.334330
C 19.465650 7.128373  3.260134
H 19.124754  6.299483  3.575210
C 20.478258 9.572046  2.348374
H 20.826149 10.399702  2.035203
C 19.452895 7.443142  1.899568
H 19.098009 6.819983  1.276083
C 19.954467 8.656955  1.451035
H 19.937391 8.860834  0.523766
C 15.823183 10.113736  6.703383
C 17.024446 10.795323 6.741883
H 17.034527 11.739011 6.845684
C 18.212131 10.093574  6.628151
H 19.042461 10.554000 6.649782
C 16.990500 8.023920  6.468028
H 16.987209 7.077146  6.385858
C 15.806518 8.725875  6.573598
H 14.977217 8.262157  6.557273
C 14.588385 12.129488  6.973292
H 15.102713 12.563992  6.260699
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Table S2. Crystal data and structure refinement for 1.

CCDC number 1987193
Empirical formula Ci4H12INOS
Formula weight 369.21

3 of 5



Crystals 2020, 10, 230

4 of 5

Temperature/K 100(2)
Crystal system tetragonal
Space group 14)/a
a/A 20.5731(3)
b/A 20.5731(3)
c/A 13.6043(3)
a/° 90
p/e 90
v/° 90
Volume/A3 5758.1(2)
Z 16
Peale g/cm? 1.704
wmm™! 2.357
F(000) 2880.0
Crystal size/mm® 0.15x0.13 x 0.10
Radiation MoKa (A=10.71073)

20 range for data collection/°

5.346 to 60.298

Index ranges

—25<h<18,-29<k<28,-18<1<18

Reflections collected 12465
Independent reflections 3819 [Rint = 0.0329, Rgigma = 0.0359]
Data/restraints/parameters 3819/0/164
Goodness-of-fit on F? 1.040

Final R indexes [I > 20 (I)]

R; =0.0250, wR, = 0.0484

Final R indexes [all data]

R; =0.0328, wR, = 0.0514

Largest diff. peak/hole / e-A= 0.47/-0.37
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FEC{H} NMR (100 MHz, DMSO-ds)
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Figure S1. NMR spectra of product 1.
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