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Visualizing the microscopic dynamics of biorelevant molecules by computational science
('School of Science, Kitasato University, *KISTEC)

To understand the structure and function of biomolecules and artificial polymers possessing
biocompatibility, it requires capturing those detailed dynamics at atomic or molecular level.
All-atom molecular dynamics (MD) simulation is known as one of the useful tools to
investigate the microscopic dynamics of the molecules. We present several important insights
to elucidate the mechanism of function and related structural changes of biorelevant molecules
by means of MD simulations.
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