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Fragment molecular orbital studies for the carbohydrate-recognition of
bio-molecules.
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Antibodies are expected to be used as potential anticancer drugs. Recently, it is
reported that recombinant antibody, 5A3 recognizes Man3. However, only amino acid sequences of 5A3 were
already investigated.

In this study, fragment molecular orbital (FMO) calculations were performed to get insight into the
mechanism of Man3-recognition of 5A3. Prior to the FMO calculations, 3D structures of the complex was
investigated using induced-fit docking simulations between six structures of 5A3 and 141 conformers of
Man3. Finally, amino acid residues of 5A3 contributing to Man3-recognition were proposed.
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