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method,26 in which the binding positions of molecules,
representing fragments, are determined by NMR. Frag-
ments that interact closely are then linked to make a larger
ligand.

But the real power of the method comes from more
recent computational application of the method. In this
approach, the binding of fragments is determined com-
putationally, and the compounds derived from the map-
ping of such fragments are then synthesized and tested.27–29

The accuracy of these computations is matched against the
experimental results.

An extension of these methods is to use either the exper-
imental or the computational method to identify bind-
ing sites that can then be probed by molecular docking
procedures30,31 to find compounds that will bind at a par-
ticular site. In all cases, the success of the methods is deter-
mined by the effect of the final compound on the biologi-
cal system being studied. Examples of such procedures are
found in other chapters in this book.
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