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So-geometry S;-geometry S1/Se-CIX

Bond distances (A)

clc? 1.410 1.405 1.401
cxc? 1.408 1.464 1.498
cc! 1.396 1.445 1.487
c'c® 1.404 1.387 1.332
cct 1.404 1.424 1.462
cc¥ 1.498 1.390 1.359
Dihedral angle (degree)
ccicic? 0.0 0.0 -0.6
c¥cicict 0.0 0.0 0.4
c‘ccict 180.0 180.0 179.3
c°c'c’c? 0.0 0.0 19.4
cececic? 0.0 0.0 -3.2
coc’c’ct 0.0 0.0 266

a) Because of a constraint of Cs symmetry, the bond distance of C'C? is,

for instance, same as that of C'C2. Similarly, the dihedral angle of
C¥C?C ' C?is that of C*C2C'C? with opposite sign.
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(1) A.J.Wurzer, T.Wilhelm, J.Piel, E.Reidle, Chem.Phys.Lett. 299 296-302 (1999).



