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Development of Novel Transition-Metal Catalyzed Transformation
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Scheme 1. Proposed catalytic cycle for a cross-coupling reaction with zwitterionic platinum catalysts.
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Table 1. Parameters of calculated structures of zwitterionic complexes 1-3 and Me,Pt(dppe).
complex R MO 5d,? coefficient energy (eV) "R
Me:Pt(dppe) HOMO  0.183 5.8 Pt~ PPh,
HOMO-3 0468 6.2
P
1 Me HOMO 0.597 —-4.64 Phy
1 (R =Me)
2 Ph HOMO-2  0.547 497 2 (R o Py
3 BuCC HOMO-4  0.720 -5.36 3 (R=1BuC=C)
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