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Efficient Conformational Sampling of Collective Motions of Proteins with Principal Component
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Enhanced Conformational Sampling Method Based on Anomaly Detection Parallel Cascade Selection
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Molecular Mechanism for the Actin-Binding Domain of I+-Actinin Ain1 Elucidated by Molecular Dynamics
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Selection Rules for Outliers in Outlier Flooding Method Regulate Its Conformational Sampling 5.4 5
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Temperaturea€“pressure shuffling outlier flooding method enhances the conformational sampling of
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Pro§ramed dynamical ordering in self-organization processes of a nanocube: a molecular dynamics 0.8 ;
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molecular dynamics. Molecular Simulation, 2018, 44, 206-212.

Simple, yet Efficient Conformational Sampling Methods for Reproducing/Predicting Biologically Rare 3.9 25
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On-the-Fly Specifications of Reaction Coordinates in Parallel Cascade Selection Molecular Dynamics
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How low-resolution structural data predict the conformational changes of a protein: a study on
data-driven molecular dynamics simulations. Physical Chemistry Chemical Physics, 2018, 20, 17790-17798.

Temperature-Shuffled Structural Dissimilarity Sampling Based on a Root-Mean-Square Deviation.
Journal of Chemical Information and Modeling, 2018, 58, 1397-1405.

Analyses on Dynamical Ordering of Protein Functions by Means of Cascade Selection Molecular
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Efficient Conformational Search Based on Structural Dissimilarity Sampling: Applications for

Reproducing Structural Transitions of Proteins. Journal of Chemical Theory and Computation, 2017,
13,1411-1423.

Common folding processes of mini-proteins: Partial formations of secondary structures initiate the
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Efficient conformational samﬂling of proteins based on a multi-dimensional TaBoo SeArch algorithm:
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On the induceda€fit mechanism of substrated€enzyme binding structures of nylona€eligomer hydrolase.
Journal of Computational Chemistry, 2014, 35, 1240-1247.
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