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In drug discovery and pharmacodynamics, alanine
scanning (ALA-SCAN) is a method used to determine the
contribution of an aminoacid residue (other than alanine
or glycine) to the stability or function of a given protein or
peptide. In addition, point-mutations to alanine (or glycine)
allows researches to determine essential/non-essential
interactions between the peptide/non-peptide ligands and
their receptors, which provide crucial information in drug
discovery. In vivo applications of the ALA-SCAN technique
involves site-directed mutagenesis or random mutations
constituted by PCR library, which may be costly. On the
other hand, a more cost-effective method of ALA-SCAN has
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been computationally utilized in theoretical chemistry. Here,
specific examples for the in-silico version of the ALA-SCAN
technique applied in our computer-assisted drug development
laboratory will be given.
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