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Mechanism of slow crystal growth of tetrahydrofuran clathrate
hydrate

Takuma Yagasaki,
Masakazu Matsumoto,Hideki

Tanaka
J. Phys. Chem. C. 120, 3305−3313 2016年2月
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Platinum-catalyzed reduction of amides with hydrosilanes
bearing dual Si-H groups: a theoretical study of the reaction
mechanism
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 Anomalous thermodynamic properties of Ice XVI and
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Takuma Yagasaki,
Masakazu Matsumoto,Hideki

Tanaka
Phys. Rev. B 93, 054118 2016年2月

Kinetic Analysis for the Multistep Profiles of Organic Reactions:
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G. Elumalai, H. Noguchi,
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Electrochemistry Communications, 66 53–57
(2016)

2016年3月
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Revisiting the extrapolation of correlation energies to complete
basis set limit

Masaki Okoshi, Teruo Atsumi,
Hiromi Nakai
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A divide-and-conquer method with approximate Fermi levels for
parallel computations
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Theor. Chem. Acc. 134, 53 (2015) 2015年4月

Accompanying coordinate expansion and recurrence relation
method using a transfer relation scheme for electron repulsion
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Theoretical Analysis of the Oxidation Potentials of Organic
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の最近の展開

西村好史、海寳丈彰、中井浩
巳

J. Comput. Chem. Jpn. 14, 43 (2015) 2015年9月

Divide-and-Conquer-Type Density-Functional Tight-Binding
Molecular Dynamics Simulations of Proton Diffusion in a Bulk
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How Can We Understand Au8 Cores and Entangled Ligands of
Selenolate- and Thiolate-protected Gold Nanoclusters
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Theoretical Study
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Quantum chemical approach for condensed-phase
thermochemistry (III): Accurate evaluation of proton hydration
energy and standard hydrogen electrode potential

Atsushi Ishikawa, Hiromi
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Contrasting mechanisms for CO2 absorption and regeneration
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functional tight-binding molecular dynamics simulations
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Sato
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