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Crystallization and compatibility of poly(vinyl alcohol)/poly(3-hydroxybutyrate) blends: Influence of
blend composition and tacticity of poly(vinyl alcohol). Journal of Applied Polymer Science, 1995, 56,
17-24.
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Parallelized integral-direct CIS(D) calculations with multilayer fragment molecular orbital scheme. 14 -
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Infrared spectroscopic study on the properties of the anhydrous form Il of trehalose. Implications
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Physical Origin of the Opsin Shift of Bacteriorhodopsin. Comprehensive Analysis Based on Medium
Effect Theory of Absorption Spectra. Journal of the American Chemical Society, 1998, 120, 4459-4470.

Spectral Tuning of Photoactive Yellow Protein. Theoretical and Experimental Analysis of Medium
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Effects of Group 3 LEA protein model peptides on desiccation-induced protein aggregation. Biochimica
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Group 3 LEA protein model peptides protect liposomes during desiccation. Biochimica Et Biophysica 06 38
Acta - Biomembranes, 2014, 1838, 2757-2766. :

Structures of the Chromophore Binding Sites in BLUF Domains as Studied by Molecular Dynamics and

Quantum Chemical Calculations<sup>&€</sup>. Photochemistry and Photobiology, 2008, 84, 1003-1010.

Salt Effects on the Structural and Thermodynamic Properties of a Group 3 LEA Protein Model Peptide. 05 35
Biochemistry, 2011, 50, 7093-7103. :
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Effect of Protein Environment on pKaShifts in the Active Site of Photoactive Yellow Protein. Journal
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The Power Stroke Driven by ATP Binding in CFTR As Studied by Molecular Dynamics Simulations.
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Group 3 LEA protein model peptides protect enzymes against desiccation stress. Biochimica Et
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Accurate evaluation of the absorption maxima of retinal proteins based on a hybrid QM/MM method.
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Evaluation of protein&€ligand binding free energy focused on its entropic components. Journal of
Computational Chemistry, 2012, 33, 550-560.

General parameterization of a reaction field theory combined with the boundary element method.
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Theoretical evaluation of medium effects on absorption maxima of molecular solutes. |. Formulation
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Experimental and Theoretical Study on the Intermolecular Complex Formation Between Trehalose and

Benzene Compounds in Aqueous Solution. Journal of Physical Chemistry B, 2011, 115, 9823-9830. 2.6 22
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Infrared Spectroscopic Study on the Structural Property of a Trehalose-Water Complex. Chemistry
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A quantum chemical method for rapid optimization of protein structures. Journal of Computational
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Effects of Hydration on the Electronic Structure of an Enzyme:A Implications for the Catalytic
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ATP-Induced Conformational Changes of Nucleotide-Binding Domains in an ABC Transporter.
Importance of the Water-Mediated Entropic Force. Journal of Physical Chemistry B, 2014, 118,
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Quantum Chemical Study of the pKaControl Mechanism for the Active Center in Bacteriorhodopsin
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ATPase MalK<sub>2<[sub> Using Enhanced-Sampling Molecular Dynamics Simulation. Journal of
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13C chemical shift tensors and secondary structure of poly-L-alanine by solid-state two-dimensional
spin-echo NMR andab initio chemical shielding calculation. Magnetic Resonance in Chemistry, 1999, 37, 1.9 13
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Dynamics and structural changes induced by ATP and/or substrate binding in the inward-facing
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Linear-scaling molecular orbital calculations for the pKa values of ionizable residues in proteins.
Journal of Computational Chemistry, 2006, 27, 906-916.
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The mechanism of nucleotidea€binding domain dimerization in the intact maltose transporter as studied
by alla€atom molecular dynamics simulations. Proteins: Structure, Function and Bioinformatics, 2018,
86, 237-247.
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Development of an ATP force field for coarse&€grained simulation of ATPases and its application to the
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