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COVER PICTURE

The cover picture shows the design of molecular re-
ceptors with enzyme-like catalytic activity for the
Michael addition of pyrrolidine to an α,β-unsatu-
rated lactam. The picture emphasizes the design
process of these receptors by using a draft-like
style for the receptor structure. This design is
based on a model for the transition state (rep-
resented as a high-quality 3-D model) that is ob-
tained from theoretical study of the reaction
mechanism. In the paper, we use both kinetic
experiments and molecular modeling studies to
assist the design of the H-bonding catalyst.
From these studies we concluded that the pres-
ence of an auxiliary amine group could improve
the catalytic activity of previous catalysts that
resemble the oxyanion hole structure found in
many enzymes. A simple modeling procedure
is used to predict the catalytic activity of the
tested catalyst, that in some cases shows kcat/
kuncat values close to the range of values ob-
served for many catalytic antibodies. Details
are discussed in the article by L. Simón et al.
on p. 4821ff.
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