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<i>In silico</i> mutational analyses reveal different ligand-binding abilities of double pockets of
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Interaction of 8-anilinonaphthalene-1-sulfonate with SARS-CoV-2 main protease and its application as a
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15 AnalysisFMO Toolkit: A PyMOL Plugin for 3D-Visualization of Interaction Energies in Proteins (3D-VIEP)
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16 The Folding of Trp-cage is Regulated by Stochastic Flip of the Side Chain of Tryptophan. Chemistry
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17 Estimation of the relative contributions to the electronic energy transfer rates based on FÃ¶rster
theory: The case of C-phycocyanin chromophores. Biophysics and Physicobiology, 2021, 18, 196-214. 0.5 3

18 Linear Combination of Molecular Orbitals of Fragments (FMO-LCMO) Method: Its Application to
Charge Transfer Studies. , 2021, , 391-405. 1
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1.7 4
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24 Proton Conduction Mechanism for Anhydrous Imidazolium Hydrogen Succinate Based on Local
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26 On-Demand Chirality Transfer of Human Serum Albumin to Bis(thiophen-2-yl)hexafluorocyclopentenes
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27 A Practical Prediction of Log<i>P</i>o/w through Semiempirical Electronic Structure Calculations
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Could London Dispersion Force Control Regioselective (2 + 2) Cyclodimerizations of Benzynes? YES:
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Independent Nontargeted Parallel Cascade Selection Molecular Dynamics (Ino-PaCS-MD) to Enhance
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33 Solubility and Membrane Permeability of Cyclic Dipeptides Approximately Estimated by Quantum
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35 Rearrangements of Water Molecules in Parallel Cascade Selection Molecular Dynamics Enhance
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37 Effects of mechanical grinding on the phase behavior and anhydrous proton conductivity of
imidazolium hydrogen succinate. Solid State Ionics, 2021, 372, 115775. 1.3 4
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42 Experimental and theoretical study on converting myoglobin into a stable domain-swapped dimer by
utilizing a tight hydrogen bond network at the hinge region. RSC Advances, 2021, 11, 37604-37611. 1.7 2

43 Theoretical Prediction of the Redox Potential of Catechins with First Principle Calculation. Journal
of Computer Chemistry Japan, 2021, 20, 137-139. 0.0 0
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72 Parallel Cascade Selection Molecular Dynamics Simulations for Transition Pathway Sampling of
Biomolecules. Advances in Quantum Chemistry, 2019, , 129-147. 0.4 0



6

Yasuteru Shigeta

# Article IF Citations

73 Accessing the Accuracy of Density Functional Theory through Structure and Dynamics of the
Waterâ€“Air Interface. Journal of Physical Chemistry Letters, 2019, 10, 4914-4919. 2.1 43

74 Parallel cascade selection molecular dynamics to screen for protein complexes generated by rigid
docking. Journal of Molecular Graphics and Modelling, 2019, 92, 94-99. 1.3 1

75
Nontargeted Parallel Cascade Selection Molecular Dynamics Based on a Nonredundant Selection Rule
for Initial Structures Enhances Conformational Sampling of Proteins. Journal of Chemical
Information and Modeling, 2019, 59, 5198-5206.

2.5 5
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95 First-principle study of ammonia decomposition and nitrogen incorporation on the GaN surface in
metal organic vapor phase epitaxy. Journal of Crystal Growth, 2019, 507, 421-424. 0.7 6

96 Calculation of Free Energy Reaction Network of Alanine Polypeptide by Using Free Energy Reaction
Route Mapping Method. Journal of Computer Chemistry Japan, 2019, 18, 221-223. 0.0 0

97 Developments of Rare Event Sampling Methods for Proteins. Journal of Computer Chemistry Japan,
2019, 18, 199-201. 0.0 0
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159 Sparsityâ€•weighted outlier <scp>FLOOD</scp>ing (<scp>OFLOOD</scp>) method: Efficient rare event
sampling method using sparsity of distribution. Journal of Computational Chemistry, 2016, 37, 724-738. 1.5 20

160 Catalytic Mechanism of Nitrile Hydratase Subsequent to Cyclic Intermediate Formation: A QM/MM
Study. Journal of Physical Chemistry B, 2016, 120, 3259-3266. 1.2 14

161 Solvent effects on excited-state electron-transfer rate of pyrene-labeled deoxyuridine: A theoretical
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Dependence and Bond-Length Alternation Effect. Inorganic Chemistry, 2014, 53, 8700-8707. 1.9 10

186 Comparative study of diradical characters and thirdâ€•order nonlinear optical properties of
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187
Diradicalology in thirdâ€•order nonlinear optical systems: Second hyperpolarizabilities of
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194 Interplay between the Diradical Character and Thirdâ€•Order Nonlinear Optical Properties in Fullerene
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tensors: a two-dimensional approach. Dalton Transactions, 2013, 42, 15053. 1.6 111
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Possible mechanisms of water splitting reaction based on proton and electron release pathways
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International Journal of Quantum Chemistry, 2012, 112, 253-276.
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Physical Review B, 2012, 85, . 1.1 15
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Full configuration interaction calculations of the second hyperpolarizabilities of the H4 model
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Tuned long-range corrected density functional theory method for evaluating the second
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218 Coordination effects on the electronic structure of the CuA site of cytochrome c oxidase. Chemical
Physics Letters, 2012, 531, 197-201. 1.2 3

219
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221 Density Functional Study of the Origin of the Strongly Delocalized Electronic Structure of the CuA
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Physics Letters, 2010, 501, 140-145.

1.2 32
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Amino Acid Residue Pairs. Journal of Physical Chemistry B, 2010, 114, 6567-6578. 1.2 7

251
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282 Dynamic charge fluctuation of endohedral fullerene with coencapsulated Be atom and H2. Journal of
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