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errors of integration
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Fig.1 Errors of numerical integration with
FCC sample points (solid) and with quasi-
sample numer sample points (vacant).
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experimental optimized
R(Se-Se) 2.34A 2.21~2.29A7
/ Se-Se-Se 102° 100.7~102.6°
Table 1 Experimental and optimized structure of

Ses molecules.

experimental optimized
R(1-Sb) 2.719A 2.730~2.789 A
Z1-Sb-I 99.1° 99.4~102.3°

Table 2 Experimental and optimized structure of
13Sb molecules.
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