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[Research Subject] Softness-function relationship in large molecules and molecular
assemblies investigated at atomic resolution
Associate Professor
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We will consider softness of complex molecular systems in the development of simulation
methods and apply them to investigate softness-function relationship. Integrated approaches to
elucidate the softness will be conducted by comparison between computation and experiment.

Considering the softness, molecular design and prediction will be also addressed.
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Consideration of the softness in
the development of simulation
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Searching soft conformational change by
nt-PaCS-MD

Integrated understanding of softness
from theory and experiment
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Protein response from linear response
theory

Softness-function relationships
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Soft conformational change of TRPV1
induced by interaction with lipids

Consideration of the softness in
prediction and design

Protein-protein complex structure
prediction



