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Peptides play important roles in biological processes such as immune responses and signal
transduction. These functions are associated with peptide-protein interactions. Therefore, it is
important to develop a methodology to design high affinity peptide binders.

In silico Structure Based Molecular Design is an efficient approach for predicting protein-ligand
binding affinities. So far numerous techniques have been developed for designing small molecule
ligands. But these cannot be applied for peptide design due to its high flexibility. In this work, we
developed GPU-accelerated molecular docking software to predict binding modes to target proteins
rapidly and predicted peptide’s conformations in unbound states to take account of reorganization
effects. As a result, our screening method improved the performance of in silico peptide screening

against CRK SH2 domain.
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