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Using density functional theory, it is today possible to treat relatively large systems routinely
and accurately. The calculated energies can be used to elucidate detailed reaction
mechanisms and have also been demonstrated to be sufficiently accurate to satisfactorily
reproduce various kinds of selectivity. These developments have made it possible to study
increasingly difficult problems in homogeneous and enzymatic catalysis.

This talk will discuss some illustrative examples from our recent work in the modeling of
homogeneous, supramolecular, and enzymatic catalysis.
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