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“Implementation of analytical energy gradient of spin-dependent relativistic scheme based on infinite-order
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“Efficient pole-search algorithm for dynamic polarizability: Towards alternative excited-state calculation for
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10.1002/jcc.24507)
“Relativistic frozen core potential scheme with relaxation of core electrons”, Y. Nakajima, J. Seino, M.
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“Theoretical analysis of interactions between potassium ions and organic electrolyte solvents: A comparison
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Electrochem. Soc., 164 (2), A54—-A60 (2017). (DOI: 10.1149/2.0211702jes)
“Development of spin-dependent relativistic open-shell Hartree-Fock theory with time-reversal symmetry (I):
The unrestricted approach”, M. Nakano, J. Seino, H. Nakai /nt. J. Quantum Chem., 117 (10), €25356 (9 pages)
(2017). (DOI: 10.1002/qua.25356)
“Divide-and-conquer-type density-functional tight-binding simulations of hydroxide ion diffusion in bulk
water”, A. W. Sakti, Y. Nishimura, H. Nakai, J. Phys. Chem. B, 121 (6), 1362-1371 (2017). (DOL:
10.1021/acs.jpcb.6b10659)
“Systematic investigation of thermodynamic properties of amine solvents for CO, chemical absorption Using
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Nakai, T. Fukushima, J. Am. Chem. Soc., 139 (7), 2728-2733 (2017). (DOI: 10.1021/jacs.6b11984)
“Relativistic effect on enthalpy of formation for transition-metal complexes”, Y. Nakajima, J. Seino, H. Nakai,
Chem. Phys. Lett., 673, 24-29 (2017). (DOI: 10.1016/j.cplett.2017.01.072)

“Development of spin-dependent relativistic open-shell Hartree-Fock theory with time-reversal symmetry (II):
The restricted open-shell approach”, M. Nakano, Nakamura, J. Seino, H. Nakai /nt. J. Quantum Chem., 117
(10), €25366 (12 pages) (2017). (DOI: 10.1002/qua.25366)

“Universal formulation of second-order generalized Mgller-Plesset perturbation theory for a spin-dependent
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“Computational study on CO, chemical absorption process”, H. Nakai, 2016 International Congress for
Innovation in Chemistry (PERCH-CIC Congress 1X), (Pattaya, Thailand), June 26-29, 2016.

“Chemical reaction simulations of large systems”, H. Nakai, VISTEC Symposium on Novel Chemistry and
Engineering, (Rayong, Thailand), June 30, 2016.
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“Nuclear orbital plus molecular orbital (NOMO) theory: Overview and recent progress”, H. Nakai, 9th
Workshop on Mathematical Methods for Ab Initio Quantum Chemistry (MMAIQC 9), (Nice, France), July 5-6,
2016.

“Harmonic solvation model (HSM) to evaluate condensed-phase thermochemistry by quantum chemical
calculation”, H. Nakai, 2016 Canadian Symposium on Theoretical and Computational Chemistry
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“Development of divide-and-conquer type density-functional tight-binding molecular dynamics
(DC-DFTB-MD) method and its applications to chemical reaction simulations of large systems”, H. Nakai,
The 2016 Conference of Theory and Application of Computational Chemistry (TACC2016), (Seattle,
Washington, USA), August 28-September 2, 2016.

“Divide-and-conquer density-functional tight-binding molecular-dynamics (DC-DFTB-MD) simulations for
nano-scale chemical reaction systems”, H. Nakai, Japan-France-Spain Joint-Symposium on Theoretical and
Computational Science of Complex Systems, (Fukui Institute for Fundamental Chemistry, Kyoto University,
Kyoto, Japan ), October 26-28, 2016.

“Recent Advances of DC-DFTB-K Program”, H. Nakai, International CECAM-Workshop~Approximate
quantum methods in the ab initio world, (Beijing Computational Science Research Center (CSRC), Beijing,
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