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Chiral bisoxazoline-copper complexes are efficient enantioselective catalysts for many organic
transformations. When these cationic complexes are immobilized onto clays through electrostatic
interactions, strong support confinement effects have been observed, able to completely change
the stereoselectivity of several reactions, and in particular of that of styrene cyclopropanation
with diazoesters. Ligand design allows improving confinement effects in the case of cis/trans
stereoselectivity.['!

In an effort to rationalized these results, we have accomplished a computational study in which
the relative energies of the key reaction intermediates, supported on a model clay through ionic

pair interactions, have been evaluated using DFT methods.?!
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