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Molecular-level study of association and dissociation of polymers.

Faculty of Science, Kanazawa University, Yasuaki HIWATARI

abstract

Understanding the microscopic mechanism of molecular association between same or different molecules is
necessary to design these molecules. If we intend to design a medical molecule, for instance, an accurate
estimation of free energy in associating with target molecules is demanded, for which we must calculate the
thermal fluctuation (or the density of states) near the surface around associated molecules correctly. In this
project, we will examine, by various molecular simulations, the association (ordering) and dissociation
(disordering) process between such as a medical molecule and a target molecule, protein molecules, and

functional material molecules.
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