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Abstract

The mechanism of the protein folding into the complex native structure has been a major
mystery in biophysics for a long time. The key to understanding the mechanism is in the
folding energy landscape on the protein structure space. Thus the reconstruction of the energy
landscape from structure informations of protein is one of important issues. However, the
method for investigating the energy landscape from the accumulated protein structure data so
far is not sufficiently sophisticated. We develop a method using a Monte Carlo simulation to
estimate probability flows on energy state networks from protein structures in order to gain
insight into their folding energy landscapes. We apply it to a protein for which the folding

funnel is expected and observe a probability flow network reflecting the folding funnel.
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