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CRYSTAL AND MOLECULAR STRUCTURE
OF {[ (C¢Hs)sP12Cu} 2B12Hi2

N1 Caao-ZHOU" MaA Yr-Lin Sux Cui-Faxa
(Skangkai Institute of Organic Chemistry, Academia Sinica)

ABSTRAOQOT

The crystal and molecular structure of { [(Us¢Hs)sP]3Cu}sBiaHys has been determined
from three dimensional single—crystal X-ray data. The compound crystallizes in the
triclinic space group P1,with a=12.134(3),b6=15.521(3),c=11.236(3) A; a=94.41(2)°,
B=115.41(2)°, v=103.47(2)° and Z =1. The structure was solved by the Patterson-
heavy-atom and Fourier methods, and refined by block-diagonal least-squares techniques
to a final R of 0.084 for 3699 independent reflections. The B;,H%; cage is situated at the
centre of symmetry and two bis (triphenylphosphine) copper (I) are centrosymmetric
about the By,H3; cage. The By;H?; cage ligand binds to two centrosymmetric copper

atoms by means of Cu—H—B—B-—H chelate rings. Each copper atom is further bonded
to two triphenylphosphine ligands and the coordination of the copper atom is nearly
tetrahedral. The average distance of B—B within the By,Hi; cage is 1.78 A and the
average value of B—H is 1.16A. The average distanoes of Cu—P and Cu—B are 2.270(4)
and 2.39(2) A respectively, which are in consistent with those published for the similar
complexes. The distances of two Cu—H in the chelate rings Cu—H -—-B—B—H are 1.82
and 1.884 respectively, and the five atoms of the chelated ring Cu—H—B—B-—H are
almost coplaner.
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