(B 20) RERHmEE

TSUBAME £RFA SHMxTEE 2MHFA BRRKEE

FARER ARORELEBTOLEODIFHNFEIaL—3Y

I : Molecular dynamics simulation for stability analysis of antibodies
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E % (100 words F2E) Antibodies produced by each lymphocyte clone within the same
individual have different DNA sequences and protein structures, which enables recognizing a
variety of antigens. Although simulation-based inference of 3D structures is one of important
approaches to understand the structural diversity of antibodies, relatively long simulation is
essential for that purpose, which requires high computational resources to infer structures of many
antibodies. We analyzed various kinds of antibody structures by MD simulation based on their
crystal structure information and obtained the results as to the structural diversity of antibodies.
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