
4 PUBLICATION LIST

320



Example:

LASTNAME, Firstname [ project class; # points (B), # points (C) ] (Page #)

Project title

1. First paper

Names of Authors, etc.

2. Second paper

...

2 ISSP Joint Research Projects

ADACHI, Takahiro [ C class; 3500 (B), 900 (C) ] (250)
—Heat Transfer Characteristics of Condensate Film Flow along Vertical Plates with Microscopic Grooves

AKAGI, Kazuto [ C class; 11000 (B), 0 (C) ] (55)
— Exploration of structure motifs characterizing the metal oxides
1. Deep electron and hole polarons and bipolarons in amorphous oxide

M. Kaviani et al.: Phys. Rev. B 94 (2016) 020103(R).

AKAI, Hisazumi [ B class; 500 (B), 300 (C) ] (140)
— Electronic structure of light rare earth permanent magnets
1. Schottky junction studied using Korringa–Kohn–Rostoker Nonequilibrium Green’s function method

M. Ogura and H. Akai: J. Phys. Soc. Jpn. 85 (2016) 104715.
2. Relevance of 4f-3d exchange to finite-temperature magnetism of rare-earth permanent magnets:

an ab-initio-based spin model approach for NdFe12N
M. Matsumoto, H. Akai, Y. Harashima, S. Doi and T. Miyake: J. Appl. Phys. 119 (2016) 213901.

3. Electrical resistivity of substitutionally disordered hcp Fe–Si and Fe–Ni alloys: Chemically-induced
resistivity saturation in the Earth’s core
H. Gomi, K. Hirose, H. Akai, and Y. Fei: Earth Planet. Sci. Lett. 451 (2016) 51.

4. Monte Carlo analysis for finite-temperature magnetism of Nd2Fe14B permanent magnet
Yuta Toga, Munehisa Matsumoto, Seiji Miyashita, Hisazumi Akai, Shotaro Doi, Takashi Miyake,
and Akimasa Sakuma: Phys. Rev. B 94 (2016) 174433.

5. Atomistic-model study of temperature-dependent domain walls in the neodymium permanent
magnet Nd2Fe14B
Masamichi Nishino, Yuta Toga, Seiji Miyashita, Hisazumi Akai, Akimasa Sakuma, and Satoshi
Hirosawa: Phys. Rev. B 95 (2017) 094429.

AKASHI, Ryosuke [ C class; 5500 (B), 800 (C) ] (79)
— Accurate evaluation of electron-phonon coupling in sulfur-hydride superconductors
1. Possible ”Magnéli” Phases and Self-Alloying in the Superconducting Sulfur Hydride

R. Akashi, W. Sano, R. Arita, and S. Tsuneyuki: Phys. Rev. Lett. 117, (2016) 075503.
2. Weak Phonon-mediated pairing in BiS2 superconductor from first principles

C. Morice, R. Akashi, T. Koretsune, S. S. Saxena, and R. Arita: arXiv:1701.02909; submitted.

ANDO, Yasunobu [ C class; 1000 (B), 0 (C) ] (139)
— First-Principles study on the electric-double layer capacitance of MXene compound Ti2CTx
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AOYAMA, Kazushi [ B class; 1200 (B), 0 (C) ] (270)
— Effects of a magnetic field on spin-lattice-coupled orders in pyrochlore antiferromagnets
— Lattice distortion effects on classical Heisenberg antiferromagnets on pyrochlore lattices
1. Spin-Lattice-Coupled Order in Heisenberg Antiferromagnets on the Pyrochlore Lattice

K. Aoyama and H. Kawamura: Phys. Rev. Lett. 116 (2016) 257201.

ARAI, Munehito [ B class; 2100 (B), 1300 (C) ] (257)
— Computational rational design of novel artificial proteins
— Molecular dynamics simulations of proteins
— Structure and dynamics of the gliding protein from Mycoplasma mobile

ARAIDAI, Masaaki [ C class; 5500 (B), 2000 (C) ] (68)
— Development and Application of Extended Ensemble Method Coupled With First-Principles Electronic
Structure Calculations

ARAKAWA, Naoya [ B class; 700 (B), 0 (C) ] (193)
— Study of interaction and multiband effects in intrinsic spin-Hall effect of an interacting multiorbital
metal
1. Controlling spin Hall effect by using a band anticrossing and nonmagnetic impurity scattering

T. Mizoguchi and N. Arakawa: Phys. Rev. B 93 (2016) 041304(R).
2. Fermi-surface vs. Fermi-sea contributions to intrinsic anomalous- and spin-Hall effects of multi-

orbital metals in the presence of Coulomb interaction and spin-Coulomb drag
N. Arakawa: Phys. Rev. B 93 (2016) 245128.

3. Microscopic theory on charge tranports of a correlated multiorbital system
N. Arakawa: Phys. Rev. B 94 (2016) 045107.

4. Microscopic theory of Dzyaloshinsky-Moriya interaction in pyrochlore oxides with spin-orbit cou-
pling
N. Arakawa: Phys. Rev. B 94 (2016) 155139.

5. Vector chirality for effective total momentum Jeff in a nonfrustrated Mott insulator: Effects of
strong spin-orbit coupling and broken inversion symmetry
N. Arakawa: Phys. Rev. B 94 (2016) 174416.

6. Magnon dispersion and specific heat of chiral magnets on the pyrochlore lattice
N. Arakawa: subitted to Phys. Rev. B.

ASAI, Yoshihiro [ C class; 5000 (B), 2300 (C) ] (69)
— Large scale computational simulations of non-equilibrium transport phenomena
1. The effect of a Ta oxygen scavenger layer on HfO2-based resistive switching behavior: thermody-

namic stability, electronic structure, and low-bias transport
X. Zhong, I. Rungger, P. Zapol, H. Nakamura, Y. Asai and O. Heinonen: Phys. Chem. Chem.
Phys. 18 (2016) 7502.

2. Competitive effects of oxygen vacancy formation and interfacial oxidation on an ultra-thin HfO2-
based resistive switching memory: beyond filament and charge hopping models
H. Nakamura and Y. Asai: Phys. Chem. Chem. Phys. 18 (2016) 8820.

3. Thermoelectric effect and its dependence on molecular length and sequence in single DNAmolecules
Y. Li, L. Xiang, J. L. Palma, Y. Asai and NJ Tao: Nature Communications, 7 (2016) 11294.

4. Thermal conductance of Teflon and Polyethylene: Insight from an atomistic, single-molecule level
M. Buerkle and Y. Asai: Sci. Rep. 7 (2017) 41898.

5. The Orbital Selection Rule for Molecular Conductance as Manifested in Tetraphenyl-Based Molec-
ular Junctions
M. Buerkle, L. Xiang, G. Li, A. Rostamian, T. Hines, S. Guo, G. Zhou, NJ Tao, and Y. Asai: J.
Am. Chem. Soc. 139 (2017) 2989.

DEKURA, Haruhiko [ C class; 1500 (B), 0 (C) ] (49)
— First-principles calculations of iron solid solution effects on the lattice thermal conductivity of lower
mantle minerals
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DINO, Wilson [ C class; 5500 (B), 2000 (C) ] (67)
— Surface reactions of hydrogen and oxygen on oxide materials
1. A DFT+U study on the contribution of 4f electrons to oxygen vacancy formation and migration

in Ln-doped CeO2

M. Alaydrus, M. Sakaue, H. Kasai: Phys. Chem. Chem. Phys. 18 (2016) 12938.
2. C2H4 adsorption on Cu(210), revisited: bonding nature and coverage effects

S. Amino, E. Arguelles, W. A. Diño, M. Okada, H. Kasai: Phys. Chem. Chem. Phys. 18 (2016)
23621.

3. Experimental and Theoretical Studies on Oxidation of Cu-Au Alloy Surfaces: Effect of Bulk Au
Concentration
M. Okada, Y. Tsuda, K. Oka, K. Kojima, W. A. Diño, A. Yoshigoe, H. Kasai: Sci. Rep. 6 (2016)
31101.

4. Morphology Effect on Proton Dynamics in Nafion R⃝ 117 and Sulfonated Polyether Ether Ketone
J. X. Leong, W. A. Diño, A. Ahmad, W. R. W. Daud, H. Kasai: J. Phys. Soc. Jpn. 85 (2016)
094803.

5. Enhanced Molecular Adsorption of Ethylene on Reduced Anatase TiO2 (001): Role of Surface
O-vacancy
G. Shukri, W. A. Diño, H. K. Dipojono, M. K. Agusta, H. Kasai: RSC Advances 6 (2016) 92241.

6. CO-induced Pd segregation and the effect of subsurface Pd on CO adsorption on CuPd surfaces
A. A. B. Padama, R. A. B. Villaos, J. R. Albia, W. A. Diño, H. Nakanishi, H. Kasai: J. Phys.:
Condens. Matter 29 (2017) 025005.

EGAMI, Yoshiyuki [ C class; 1000 (B), 2000 (C) ] (119)
— Development and application of first-principles simulator for time-dependent electron-transport cal-
culation
1. First-principles study on electron transport through BN-dimer embedded zigzag carbon nanotubes

Y. Egami and H. Akera: Physica E 88 (2017) 212.
2. First-principles calculation method and its applications for two-dimensional materials

Y. Egami, S. Tsukamoto, and T. Ono: Quantum Matter, in press.
3. First-principles study on electron transport through Mn(dmit)2 molecular junction depending on

relative angle between ligands
Y. Egami and M. Taniguchi: submitted to Physica B.

FUCHIZAKI, Kazuhiro [ C class; 6500 (B), 0 (C) ] (233)
— Melting phenomena and polyamorphism
1. A new approach for estimating the density of liquids

T. Sakagami, K. Fuchizaki, and K. Ohara: J. Phys.: Condens. Matter 28 (2016) 395101.
2. Structure of a molecular liquid GeI4

K. Fuchizaki, T. Sakagami, S. Kohara, A. Mizuno, Y. Asano, and N. Hamaya: J. Phys.: Condens.
Matter 28 (2016) 445101.

3. Does a network structure exist in molecular liquid SnI4 and GeI4?
T. Sakagami and K. Fuchizaki: J. Phys.: Condens. Matter 29 (2017) 145102.

4. Determination of the Melting Curve of the Modified Lennard-Jones System Using the Nonequi-
librium Relaxation Method
Y. Asano and K. Fuchizaki: J. Phys. Soc. Jpn 86 (2017) 025001.

5. Accurate Critical Parameters for the Modified Lennard-Jones Model
K. Okamoto and K. Fuchizaki: J. Phys. Soc. Jpn 86 (2017) 034003.

FUJIKAWA, Sachie [ C,D class; 1300 (B), 500 (C) ] ()
— Study of band structure for InSbN based dilute nitride semiconductor by using first-principle simulation

FUJIMOTO, Yoshitaka [ C class; 2000 (B), 0 (C) ] (121)
— Atomic structures and electronic properties of atomic-layered materials
1. Interlayer distances and band-gap tuning of hexagonal boron-nitride bilayers
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Y. Fujimoto and S. Saito: Journal of the Ceramic Society of Japan 124, 584 (2016).
2. Gas adsorption, energetics and electronic properties of boron- and nitrogen-doped bilayer graphenes

Y. Fujimoto and S. Saito: Chem. Phys. 478, 55 (2016).
3. Band engineering and relative stabilities of hexagonal boron-nitride bilayers under biaxial strains

Y. Fujimoto and S. Saito: Phys. Rev. B 94, 245427 (2016).
4. Structure, Stabilities, and Electronic Properties of Smart Ceramic Composites

Y. Fujimoto: Sol-Gel Based Nanoceramic Materials: Synthesis, Properties, and Applications
(Springer 2017) Chapter 4, pp.113.

5. Energetics and scanning tunneling microscopy images of B and N defects in graphene bilayer
Y. Fujimoto and S. Saito: Springer Proceedings in Physics 186, 107 (2017).

6. Gas adsorption effects on the stabilities, electronic structures and scanning tunneling microscopy
of graphene monolayers doped with B or N
Y. Fujimoto and S. Saito: submitted.

FUKUDA, Jun-ichi [ B,D class; 1700 (B), 0 (C) ] (266)
— Calculation of optical properties of ordered structures of soft materials

FUKUI, Ken-ichi [ C class; 4500 (B), 1700 (C) ] (82)
— Microscopic Structure and Dynamics of Solutions Faced to Solid Materials Using First-Principles
and Classical Molecular Dynamics
1. Density Functional Theory Investigations of Ferrocene-Terminated Self-Assembled Monolayers:

Electronic State Changes Induced by Electric Dipole Field of Coadsorbed Species
Y. Yokota, S. Akiyama, Y. Kaneda, A. Imanishi, K. Inagaki, Y. Morikawa and K. Fukui: J. Phys.
Chem. C, 120, 8684-8692 (2016).

FURUKAWA, Akira [ C class; 4500 (B), 0 (C) ] (249)
— Anomalous rheological behaviors of glassy materials and granular suspensions
1. Significant Difference in the Dynamics between Strong and Fragile Glass-formers

Akira Furukawa and Hajime Tanaka : Phys. Rev. E, 94, 052607 (2016).
2. Onset of shear thinning in glassy liquids: Shear-induced small reduction of effective density

Akira Furukawa : Phys. Rev. E 95, 012613 (2017).

GOHDA, Yoshihiro [ B class; 700 (B), 500 (C) ] (128)
— Effects of heavy elements in surface nanostructures
1. First-Principles Study of the Role of Cu in Improving the Coercivity of Nd-Fe-B Permanent

Magnets
Y. Tatetsu, S. Tsuneyuki, and Y. Gohda: Phys. Rev. Appl. 6, 064029 (2016).

2. Epitaxially stabilized iron thin films via effective strain relief from steps
T. Miyamachi, S. Nakashima, S. Kim, N. Kawamura, Y. Tatetsu, Y. Gohda, S. Tsuneyuki, and
F. Komori: Phys. Rev. B 94, 045439 (2016).

HAGITA, Katsumi [ D class; 10000 (B), 0 (C) ] (212)
— 2D Scattering Pattern Analysis on Coarse Grained MD Model of Filled Hydrogel
1. Coarse-Grained Molecular Dynamics Simulation of Filled Polymer Nanocomposites under Uniaxial

Elongation
K. Hagita, H. Morita, M. Doi, H. Takano: Macromolecules 49 (2016) 1972-1983.

2. Molecular dynamics simulation study of a fracture of filler-filled polymer nanocomposites
K. Hagita, H. Morita, H. Takano, Polymer, 99 (2016) 368-375.

HAMADA, Ikutaro [ C class; 2500 (B), 1300 (C) ] (103)
— Development and application of the large-scale GW calculation code

HAMAMOTO, Yuji [ C class; 2000 (B), 1300 (C) ] ()
— First principles study of the influence of lattice defects on Pt cluster supported on graphene
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HARADA, Kenji [ C class; 5000 (B), 0 (C) ] (245)
— Development of tensor network algorithms

HASHIMOTO, Tamotsu [ C class; 5000 (B), 0 (C) ] (244)
— Molecular dynamics simulation of ferroelectrics using a shell model II

HATSUGAI, Yasuhiro [ C class; 6000 (B), 1300 (C) ] (229)
— Numerical studies of bulk-edge correspondence
1. Edge states of mechanical diamond and its topological origin

Y. Takahashi, T. Kariyado, Y. Hatsugai: New J. Phys. 19, 035003 (2017).
2. Edge states of hydrogen terminated monolayer materials: silicene, germanene and stanene ribbons

A. Hattori, S. Tanaya, K. Yada, M. Araidai, M. Sato, Y. Hatsugai, K. Shiraishi, Y. Tanaka: J.
Phys. Cond. Mat. 29, 115302 (2017).

3. A Spin Pump Characterized by Entanglement Chern Numbers
T. Fukui, Y. Hatsugai: J. Phys. Soc. Jpn 85, 083703 (2016).

4. Bulk-edge correspondence in topological pumping
Y. Hatsugai, T. Fukui: Phys. Rev. B 94, 041102(2016).

5. Lattice realization of the generalized chiral symmetry in two dimensions
T. Kawarabayashi, H. Aoki, Y. Hatsugai: Phys. Rev. B94, 235307 (2016).

6. Section Chern number for a three-dimensional photonic crystal and the bulk-edge correspondence
S. Oono, T. Kariyado, Y. Hatsugai: Phys. Rev. B94, 125125 (2016).

HATTORI, Kazumasa [ C class; 2000 (B), 0 (C) ] (191)
— Numerical analysis on a transverse-field Ising-Kondo lattice model

HATTORI, Ken [ B class; 1200 (B), 300 (C) ] (125)
— Model calculations in Si surfaces with adsorbates

HAYAMI, Satoru [ C class; 2000 (B), 0 (C) ] (189)
— Study of skyrmion in frustrated magnets with inversion symmetry
1. Effective bilinear-biquadratic model for noncoplanar ordering in itinerant magnets

S. Hayami, R. Ozawa, and Y. Motome, submitted to Phys. Rev. B

HIDA, Kazuo [ B class; 500 (B), 0 (C) ] (280)
— Numerical Study of One Dimensional Frustrated Quantum Spin Systems
1. Topological Phases of Spin-1/2 Ferromagnetic–Antiferromagnetic Alternating Heisenberg Chains

with Alternating Next-Nearest-Neighbour Interaction
K. Hida: J. Phys. Soc. Jpn. 85, 124712 (2016).

2. Ground State Phase Diagram of S=1 Diamond Chains
K. Hida and K. Takano: J. Phys. Soc. Jpn. 86, 033707 (2017).

HIRAI, Kunitomo [ B class; 200 (B), 100 (C) ] (155)
— Electronic State and Proximity Effects around Interface in Layered Superlattices

HIRAYAMA, Naomi [ C class; 3000 (B), 0 (C) ] ()
— Effects of Impurity Doping on Thermoelectric Transport Properties of Semiconducting Silicides

HIYAMA, Miyabi [ B class; 600 (B), 0 (C) ] (278)
— Electronic states of bioluminescence related molecules
1. Reverse Stability of Oxyluciferin Isomers in Aqueous Solutions

Y. Noguchi, M. Hiyama, M. Shiga, O. Sugino and H. Akiyama: J. Phys. Chem. B, 120 (2016)
8776.

2. Theoretical insights into the effect of pH values on oxidation processes in the emission of firefly
luciferin in aqueous solution
M. Hiyama, H. Akiyama and N. Koga, Luminescence: The Journal of Biological and Chemical
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Luminescence, in press
3. Effect of dynamical fluctuations of hydration structures on the absorption spectra of oxyluciferin

anions in aqueous solution
M. Hiyama, M. Shiga, N. Koga, O. Sugino, H. Akiyama and Y. Noguchi: Phys. Chem. Chem.
Phys., in press.

HOSHI, Takeo [ C class; 4500 (B), 500 (C) ] (95, 314)
— Large-scale device-material research by massively parallel electronic structure calculation and data
science
1. Extremely scalable algorithm for 108-atom quantum material simulation on the full system of the

K computer
T. Hoshi, H. Imachi, K. Kumahata, M. Terai, K. Miyamoto, K. Minami and F. Shoji, Proc.
ScalA16 in SC16, pp.33-40, (2016)

2. One-hundred-nm-scale electronic structure and transport calculations of organic polymers on the
K computer
H. Imachi, S. Yokoyama, T. Kaji, Y. Abe, T. Tada, AIP Conf. Proc. 1790, 020010, 4pp. (2016)

3. Asymptotic quadratic convergence of the serial block-Jacobi EVD algorithm for Hermitian matri-
ces
G. Oksa, Y. Yamamoto, M. Vajtersic, Numerische Mathematik, to appear ( DOI : 10.1007/s00211-
016-0863-5 )

4. Performance analysis and optimization of the parallel one-sided block Jacobi SVD algorithm with
dynamic ordering and variable blocking
S. Kudo, Y. Yamamoto, M. Becka, M. Vajtersic, Concurrency and Computation: Practice and
Experience, to appear ( DOI : 10.1002/cpe.4059 )

5. Switching mechanism in resistive random access memory by first-principles calculation using prac-
tical model based on experimental results
T. Moriyama, T. Yamasaki, S. Hida, T. Ohno, S. Kishida, and K. Kinoshita, Jpn. J. Appl. Phys.,
Accepted.

6. Resistance given by tiling grain surface with micro surface structures inpolycrystalline metal oxide
T. Moriyama, T. Yamasaki, T. Ohno, S. Kishida, and K. Kinoshita, J. Appl. Phys. 120, 215302
(2016)

7. Formation mechanism of conducting path in resistive random access memory by first principles
calculation using practical model based on experimental results
T. Moriyama, T. Yamasaki, T. Ohno, S. Kishida, and K. Kinoshita, MRS Advances 1(49), 3367
(2016)

HOSHINO, Shintaro [ C class; 5500 (B), 0 (C) ] (173)
— Monte Carlo approach to correlated electron and spin systems
1. Ultrafast switching of composite order in A3C60

P. Werner, H. Strand, S. Hoshino, M. Eckstein, arXiv:1612.09584, (2016).
2. Spontaneous orbital-selective Mott transitions and the Jahn-Teller metal of A3C60

S. Hoshino, P. Werner, arXiv:1609.00136, (2016), accepted for publication in Phys. Rev. Lett.
3. A spin-freezing perspective on cuprates

P. Werner, S. Hoshino, H. Shinaoka, Phys. Rev. B 94, 245134 (2016).
4. Long-range orders, spin- and orbital-freezing in the two-band Hubbard model

K. Steiner, S. Hoshino, Y. Nomura, P. Werner, Phys. Rev. B 94, 075107 (2016).
5. Tunneling and Josephson effects in odd-frequency superconductor junctions: A study on multi-

channel Kondo chain
S. Hoshino, K. Yada, Y. Tanaka, Phys. Rev. B 93, 224511 (2016).

6. Critical Temperature Enhancement of Topological Superconductors: A Dynamical Mean Field
Study
Y. Nagai, S. Hoshino, Y. Ota, Phys. Rev. B (Rapid Communications) 93, 220505 (2016)

7. Electronic orders in multi-orbital Hubbard models with lifted orbital degeneracy
S. Hoshino, P. Werner, Phys. Rev. B 93, 155161, (2016).

8. Finite-Temperature Properties of Three-Dimensional Classical Chiral Helimagnets
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M. Shinozaki, S. Hoshino, Y. Masaki, J. Kishine, Y. Kato, J. Phys. Soc. Jpn. 85, 074710 (2016).

HOTTA, Takashi [ C class; 4000 (B), 400 (C) ] (177)
— Research on Kondo effect in the Peierls-Anderson model
1. Influence of lattice structure on multipole interactions in Γ 3 non-Kramers doublet systems

Katsunori Kubo and Takashi Hotta: Phys. Rev. B 95 (2017) 054425-1-6.

HU, Chunping [ B class; 800 (B), 500 (C) ] ()
— First-principles simulation of electrolyte diffusion process on constant-potential electrodes

HUKUSHIMA, Koji [ C class; 11500 (B), 1900 (C) ] (29)
— Large-scale Monte Carlo calculation of random spin systems
1. Irreversible simulated tempering

Y. Sakai and K. Hukushima: J. Phys. Soc. Jpn. 85 (2016) 104002/1-7.
2. Irreversible simulated tempering algorithm with skew detailed balance conditions: a learning

method of weight factors in simulated tempering
Y. Sakai and K. Hukushima: J. Phys.: Conf. Ser. 750 (2016) 012013/1-5.

3. Phase transitions and ordering structures of a model of chiral helimagnet in three dimensions
Y. Nishikawa, and K.Hukushima: Phys. Rev. B 94 (2016) 064428/1-11.

IGARASHI, Ryo [ C class; 2000 (B), 2000 (C) ] ()
— Monte Carlo simulation using low-rank approximation to long range interaction matrices
— Parallelization and GPGPU utilization of MPS program and its application to frustrated systems

IKUHARA, Yuichi [ C class; 6500 (B), 2500 (C) ] (63)
— Study of Atomic Structures and Selective Segregation Behavior at Grain Boundaries in Functional
Materials
1. Atomic structure and electronic properties of MgO grain boundaries in tunnelling magnetoresistive

devices
J. J. Bean, M. Saito, S. Fukami, H. Sato, S. Ikeda, H. Ohno, Y. Ikuhara and K. P. McKenna: Sci.
Rep. 7, (2017) 45594.

IMADA, Masatoshi [ D,E class; 50500 (B), 7000 (C) ] (157)
— Numerical Studies on Finite-Temperature Properties of 2D Hubbard and ab initio Models for Cuprates
by Finite-Temperature Variational Monte Carlo Methods
— Numerical Studies on Mechanisms for Critical Temperature Control at Interfaces of Superconductors
— Numerical study of non-equilibrium superconducting states in two-dimensional Hubbard model by the
time-dependent multi-variable variational Monte Carlo method
1. Finite-Temperature Variational Monte Carlo Method for Strongly Correlated Electron Systems

Kensaku Takai, Kota Ido, Takahiro Misawa, Youhei Yamaji, and Masatoshi Imada: J. Phys. Soc.
Jpn.85 (2016) 034601.

2. Real-space renormalized dynamical mean field theory
Dai Kubota, Shiro Sakai, and Masatoshi Imada: Phys. Rev. B 93 (2016) 205119.

3. Modulated Helical Metals at Magnetic Domain Walls of Pyrochlore Iridium Oxides
Youhei Yamaji, Masatoshi Imada: Phys. Rev. B93 (2016) 195146.

4. Clues and criteria for designing a Kitaev spin liquid revealed by thermal and spin excitations of
the honeycomb iridate Na2IrO3
Youhei Yamaji, Takafumi Suzuki, Takuto Yamada, Sei-ichiro Suga, Naoki Kawashima, and Masatoshi
Imada: Phys. Rev. B 93 (2016) 174425.

5. Self-Optimized Superconductivity Attainable by Interlayer Phase Separation at Cuprate Interfaces
Takahiro Misawa, Yusuke Nomura, Silke Biermann, and Masatoshi Imada: Sci. Adv. 2 (2016)
e1600664 .

6. Nonequilibrium Pump-Probe Photoexcitation as a Tool for Analyzing Unoccupied Equilibrium
States of Correlated Electrons
Youhei Yamaji,and Masatoshi Imada: J. Phys. Soc. Jpn. 85 (2016) 094707.
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7. Hidden-fermion representation of self-energy in pseudogap and superconducting states of the two-
dimensional Hubbard model
Shiro Sakai, Marcello Civelli, and Masatoshi Imada: Phys. Rev. B.94 (2016) 115130.

8. Stabilization of topological insulator emerging from electron correlations on honeycomb lattice
and its possible relevance in twisted bilayer graphene
Moyuru Kurita, Youhei Yamaji, and Masatoshi Imada : Phys. Rev. B. 94 (2016) 125131.

INAGAKI, Kouji [ C class; 5000 (B), 1800 (C) ] (75)
— First-principles meta-dynamics analysis of Catalyst Referred Etching method (dissociative adsorption
reaction barrier at interface between Pt and material surface)

INAOKA, Takeshi [ C class; 2500 (B), 1100 (C) ] (106)
— Search and realization of novel electronic properties of solid surfaces and small particles
1. STM-enhanced dynamic dipole moments coupled with adsorbate vibration at substrate or tip

surfaces
T. Inaoka and Y. Uehara: submitted to J. Appl. Phys.

ISHII, Fumiyuki [ B,C class; 8200 (B), 1300 (C) ] (59, 61)
— First-principles calculations of oxide thin-films and heterostructures
— First-principles study of anomalous thermoelectric effect
— First-principles design of thermoelectric materials based on Berry curvature landscape
1. Large Anomalous Nernst Effect in a Skyrmion Crystal

Y. P. Mizuta and F. Ishii: Sci. Rep. 6 (2016) 28076.
2. First-principles study of Rashba effect in ultra-thin bismuth surface alloys

N. Yamaguchi, H. Kotaka, and F. Ishii: J. Cryst. Growth, in press.
3. Strain-controlled spin splitting in the conduction band of monolayer WS2

M.A.U. Absor, H. Kotaka, F. Ishii, and M. Saito: Phys. Rev. B 94 (2016)115131.
4. First-principles design of the spinel iridate Ir2O4 for high-temperature quantum spin ice

S. Onoda and F. Ishii: arXiv:1612.00553.

ISOBE, Masaharu [ B class; 900 (B), 0 (C) ] (273)
— Nonequilibrium phase transition in the large scale dense hard sphere molecular dynamics simulation
1. Hard Sphere Simulation in Statistical Physics —Methodologies and Applications—

M. Isobe: Molecular Simulation, — A special issue on nonequilibrium systems —, Mol. Sim. 42
(2016) 1317.

2. Applicability of Dynamic Facilitation Theory to Binary Hard Disk Systems
M. Isobe, A. S. Keys, D. Chandler, and J. P. Garrahan: Phys. Rev. Lett. 117 (2016) 145701.

3. Hard Sphere Simulation by Event-Driven Molecular Dynamics : Breakthrough, Numerical Diffi-
culty and Overcoming the Issues
M. Isobe: “Advances in the Comutational Sciences — Proceedings of the Symposium in Honor of
Dr Berni Alder’s 90th Birthday”, edited by Eric Shwegler, Brenda M. Rubenstein, and Stephen
B. Libby, World Scientific, Chapter 6 (2017) 83.

4. Clustering Impact Regime with Shocks in Freely Evolving Granular Gas
M. Isobe: EPJ Web of Conferences, Proceedings of Powders&Grains2017, (2017) in press.

KAGESHIMA, Hiroyuki [ C class; 1000 (B), 0 (C) ] (138)
— Study on structure formation and physical properties of multiatomic vacancies and clusters of 2D
semiconductors
1. Theoretical study of multiatomic vacancies in single-layer hexagonal boron nitride

S. Urasaki, and H. Kageshima, Jpn. J. Appl. Phys. 56, 025201 (2017).

KAKEHASHI, Yoshiro [ B class; 400 (B), 0 (C) ] (154)
— First-Principles Momentum Dependent Local Ansatz and Application to Momentum Distribution and
Quasiparticle Bands in Fe Compounds
1. First-Principles Theory of Momentum Dependent Local Ansatz Approach to Correlated Electron
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System
S. Chandra and Y. Kakehashi: J. Phys. Soc. Jpn. 85, 064714 (2016).

2. First-Principles Momentum Dependent Local Ansatz Approach to the Ground-State Properties
of Iron-Group Transition Metals
Y. Kakehashi and S. Chandra: J. Phys. Soc. Jpn. 85, 084708 (2016).

3. First-Principles Momentum Dependent Local Ansatz Approach to the Momentum Distribution
Function in Iron-Group Transition Metals
Y. Kakehashi and S. Chandra: J. Phys. Soc. Jpn. 86, 034711 (2017).

KAMIHARA, Yoichi [ B class; 600 (B), 0 (C) ] (151)
— Theoretical research on dissociation of N2 and H2 for designing new ammonia catalysis supporting
Ru

KAMIYA, Yoshitomo [ C class; 6000 (B), 0 (C) ] (238)
— Quantum Monte Carlo study of spin liquids

KARIYADO, Toshikaze [ B class; 600 (B), 0 (C) ] (277)
— Analysis of Topological Systems with Real Space Structures

KASAMATSU, Shusuke [ C class; 5500 (B), 0 (C) ] (90)
— First-principles analysis of the dielectric response of defective interfaces
1. Electric field response in bilayer graphene: Ab initio investigation

Y. Mori, E. Minamitani, Y. Ando, S. Kasamatsu and S. Watanabe: Appl. Phys. Express 9 (2016)
115104.

KATO, Takeo [ B class; 800 (B), 0 (C) ] ()
— Numerical research of one-dimensional interacting electron systems by a quantum Monte Carlo method

KATO, Yusuke [ C class; 7000 (B), 0 (C) ] (232)
— Thermodynamic properties of chiral magnets
1. Finite-Temperature Properties of Three-Dimensional Chiral Helimagnets

M.Shinozaki, S. Hoshino, Y. Masaki, J. Kishine, and Y. Kato: J. Phys. Soc. Jpn. 85 (2016)
074710.

2. Erratum: Finite-Temperature Properties of Three-Dimensional Chiral Helimagnets
M.Shinozaki, S. Hoshino, Y. Masaki, J. Kishine, and Y. Kato: J. Phys. Soc. Jpn. 86 (2016)
038001.

KAWAKAMI, Norio [ C class; 11500 (B), 0 (C) ] (165)
— Skyrmion phases and nonequilibrium phenomena in strongly correlated electron systems with strong
spin-orbit interaction
— Topological phases and nonequilibrium phenomena in strongly correlated electron systems with strong
spin-orbit interaction
1. Coexistence of light and heavy surface states in a topological multiband Kondo insulator

R. Peters, T. Yoshida, H. Sakakibara, and N. Kawakami: Phys. Rev. B 93, 235159 (2016)
2. Magnetism in f-electron superlattices

R. Peters, Y. Tada, and N. Kawakami: Phys. Rev. B 94, 205142 (2016)
3. Reduction of Z classification of a two-dimensional weak topological insulator

T. Yoshida and N. Kawakami: Phys. Rev. B 95, 045127 (2017)
4. Fate of Majorana modes in CeCoIn5/YbCoIn5 superlattices

T. Yoshida, A. Daido, Y. Yanase, and N. Kawakami: Phys. Rev. Lett. 118, 147001 (2017)
5. Topological edge Mott insulating state in two dimensions at finite temperatures

T. Yoshida and N. Kawakami: Phys. Rev. B 94, 085149 (2016)
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KAWAMURA, Hikaru [ B,C class; 12100 (B), 0 (C) ] (204, 206)
— Novel order in frustrated magnets
— Numerical simulations on statistical models of earthquakes
1. Spin-lattice-coupled order in Heisenberg antiferromagnets on the pyrochlore lattice

K. Aoyama and H. Kawamura: Phys. Rev. Lett. 116, 257201 (2016).
2. Finite-temperature crossover phenomenon in the S=1/2 antiferromagnetic Heisenberg model on

the kagome lattice
T. Shimokawa and H. Kawamura: J. Phys. Soc. Jpn. 85, 113702 (2017).

3. Randomness-Induced Quantum Spin Liquid Behavior in the s = 1/2 Random J1-J2 Heisenberg
Antiferromagnet on the Honeycomb Lattice
K. Uematsu and H. Kawamura: J. Phys. Soc. Jpn. 86, 044704 (2017).

4. Statistical properties of the one-dimensional Burridge-Knopoff model obeying the date and state
dependent friction law
H. Kawamura, Y. Ueda, S. Kakui, S. Morimoto and T. Yamamoto: Phys. Rev. E 95, 042122
(2017).

KAWASHIMA, Naoki [ E class; 40500 (B), 4700 (C) ] (197)
— Tensor Network Study on Frustrated Quantum Spin Systems
1. Ground state properties of Na2IrO3 determined from ab initio Hamiltonian and its extensions

containing Kitaev and extended Heisenberg interactions
Tsuyoshi Okubo, Kazuya Shinjo, Youhei Yamaji, Naoki Kawashima, Shigetoshi Sota, Takami
Tohyama, and Masatoshi Imada: arXiv:1611.03614.

2. Quantum Lattice Model Solver HPhi
M. Kawamuraa, K. Yoshimi, T. Misawa, Y. Yamaji, S. Todo, and N. Kawashima: Comput. Phys.
Commun. in press.

3. Clues and criteria for designing a Kitaev spin liquid revealed by thermal and spin excitations of
the honeycomb iridate Na2IrO3
Youhei Yamaji, Takafumi Suzuki, Takuto Yamada, Sei-ichiro Suga, Naoki Kawashima, and Masatoshi
Imada: Phys. Rev. B 93, 174425 (2016).

KITA, Takafumi [ C class; 3000 (B), 0 (C) ] (259)
—Microscopic analysis of the Hall effect in superconductors using the augmented quasiclassical equations
with the Lorentz force

KITAO, Akio [ C class; 8500 (B), 1000 (C) ] (214)
— Efficient sampling simulation of the soft modes significantly contribute to protein properties
1. High anisotropy and frustration: the keys to regulating protein function efficiently in crowded

environments.
A. Kitao and K. Takemura: Curr. Opin. Struct. Biol., 42 (2017) 50.

2. Computational Assignment of the Histidine Protonation State in (6-4) Photolyase Enzyme and
Its Effect on the Protonation Step.
H. M. Dokainish and A. Kitao: ACS Catal., 6 (2016) 5500.

3. Dynamic profile analysis to characterize dynamics-driven allosteric sites in enzymes.
J. Taguchi and A. Kitao: Biophys. Physicobiol., 13 (2016) 117.

KOBAYASHI, Katsuyoshi [ B class; 400 (B), 300 (C) ] (146)
— Search for electronic properties of new nanoscale interfaces
1. Spin-dependent quantum interference in photoemission process from spin-orbit coupled states

K. Yaji et al.: Nat. Commun. 8 (2017) 14588.

KOBAYASHI, Nobuhiko [ C class; 10500 (B), 4300 (C) ] (50)
— First-principles study of quantum transport in nanostructures
1. First-principles calculations of thermoelectric properties of TiN/MgO superlattices:The route for

an enhancement of thermoelectric effects in artificial nanostructures,
H. Takaki, K. Kobayashi, M. Shimono, N. Kobayashi, and K. Hirose: J. Appl. Phys. 119 014302
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(2016).
2. Confinement of the Pt(111) Surface State in Graphene Nanoislands,

H. W. Kim, S. Takemoto, E. Minamitani, T. Okada, T. Takami, K. Motobayashi, M. Trenary, M.
Kawai, N. Kobayashi, and Y. Kim: J. Phys. Chem. C 120 345-349 (2016).

3. Emergence of charge coherence in soft molecular organic semiconductors by suppressing thermal
fluctuations,
K. Sakai, Y. Okada, T. Uemura, J. Tsurumi, R. Hausermann, H. Matsui, T. Fukami, H. Ishii, N.
Kobayashi, K. Hirose and J. Takeya: NPG Asia Materials, 8, e252 (2016).

4. 電気伝導理論、
小林伸彦、石井宏幸、広瀬賢二: 機能構造科学入門、（丸善出版, 2016）p111-121.

5. Electronic band structure of TiN/MgO nanostructures,
K.Kobayashi, H.Takaki, M.Shimono, N.Kobayashi, K.Hirose: Jpn. J. Appl. Phys. 56 04CK06
(2017).

6. First-principles calculations of Seebeck coefficients in a magnetic semiconductor CuFeS2,
H.Takaki, K.Kobayashi, M.Shimono, N.Kobayashi, K.Hirose, N.Tsujii, T.Mori: Appl. Phys. Lett.
110, 072107 (2017).

7. Charge transport calculations by a wave-packet dynamical approach using maximally localized
Wannier functions based on density functional theory: Application to high-mobility organic semi-
conductors,
H. Ishii, N. Kobayashi, and K. Hirose: Phys. Rev. B 95, 035433 (2017).

KOGA, Akihisa [ C class; 9500 (B), 0 (C) ] (169)
— Dynamical mean-field theory for correlated electron system with orbital degeneracy
— Dynamical mean-field theory for strongly correlated electron systems with quasiperiodicity
1. Spin-Liquid-to-Spin-Liquid Transition in Kitaev Magnets Driven by Fractionalization

J. Nasu, Y. Kato, J. Yoshitake, Y. Kamiya, and Y. Motome: Phys. Rev. Lett. 118, 137203
(2017).

2. Spontaneously symmetry breaking states in the attractive SU(N) Hubbard model
A. Koga and H. Yanatori: J. Phys. Soc. Jpn. 86, 034702 (2017).

3. Superconductivity on a Quasiperiodic Lattice: Extended-to-Localized Crossover of Cooper Pairs
S. Sakai, N. Takemori, A. Koga, and R. Arita: Phys. Rev. B 95, 024509 (2017).

4. Fermionic response from fractionalization in an insulating two-dimensional magnet
J. Nasu, J. Knolle, D. L. Kovrizhin, Y. Motome, and R. Moessner: Nat. Phys. 12, 912-915 (2016).

5. Magnetic Response and Valence Fluctuations in the Extended Anderson Lattice Model with
Quasiperiodicity
R. Shinzaki, J. Nasu, and A. Koga: J. Phys. Soc. Jpn. 85, 114706 1-6 (2016).

6. Fractional Spin Fluctuation as a Precursor of Quantum Spin Liquids: Majorana Dynamical Mean-
Field Study for the Kitaev Model
J. Yoshitake, J. Nasu, and Y. Motome: Phys. Rev. Lett. 117, 157203 (2016).

7. Magnetic Field Effects in a Correlated Electron System with Spin-State Degree of Freedom -
Implication of an Excitonic Insulator-
T. Tatsuno, E. Mizoguchi, J. Nasu, M. Naka, and S. Ishihara: J. Phys. Soc. Jpn. 85, 083706
(2016).

8. Finite Temperature Phase Transitions in the SU(N) Hubbard model
H. Yanatori and A. Koga: Phys. Rev. B 94, 041110(R) (2016).

9. Phase transitions in the Hubbard model for the bismuth nickelate
S. Kojima, J. Nasu, A. Koga: Phys. Rev. B 94, 045103 (2016).

10. Phase diagram and collective excitations in an excitonic insulator from an orbital physics viewpoint
J. Nasu, T. Watanabe, M. Naka, and S. Ishihara: Phys. Rev. B 93, 205136 (2016).

11. Cluster Size Effects on Electronic Reconstruction in Quasiperiodic System
R. Shinzaki, J. Nasu, and A. Koga: J. Phys.: Conf. Ser. 809, 012022 (2017).

KOTAKA, Hiroki [ C class; 4000 (B), 1700 (C) ] ()
— First-principles study of nontrivial electronic structure
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KOURA, Akihide [ C class; 2500 (B), 1200 (C) ] (104)
— Ab initio molecular dynamics study of static structure of glasses
1. Pressure dependence of the static structure of liquid GeTe based on ab initio molecular dynamics

simulations
A. Koura and F. Shimojo: submitted to LAM-16 Conference Proceedings

KUNISADA, Yuji [ C class; 7000 (B), 0 (C) ] (72)
— Reduction of Rare Metals in Fuel Cell Catalysts and Oxygen Sorption Materials
1. Estimating the dopant distribution in Ca-doped α-SiAlON: statistical HAADF-STEM analysis

and large-scale atomic modeling
N. Sakaguchi, F. Yamaki, G. Saito, Y. Kunisada: Microscopy 65 (2016) 400.

2. Improving the measurement of dielectric function by TEM-EELS: avoiding the retardation effect
N. Sakaguchi, L. Tanda, Y. Kunisada: Microscopy 65 (2016) 415.

3. Al(111)表面近傍での水素原子の拡散特性における欠陥及び合金元素の影響
國貞雄治，坂口紀史: 金属学会誌 80 (2016) 570.

4. Measurement of the dielectric function of α-Al2O3 by transmission electron microscopy-electron
energy-loss spectroscopy without Cerenkov radiation effects
N. Sakaguchi, L. Tanda, and Y. Kunisada: Ultramicroscopy 169 (2016) 37.

5. Twin formation in hematite during dehydration of goethite
G. Saito, Y. Kunisada, T. Nomura, N. Sakaguchi, T. Akiyama: Phys. Chem. Miner. 43 (2016)
749.

6. Atomic and local electronic structures of Ca2AlMnO5+δ as an oxygen storage material
G. Saito, Y. Kunisada, K. Hayami, T. Nomura, N. Sakaguchi: Chem. Mater. 29 (2017) 648.

7. Three-dimensional analysis of Eu dopant atoms in Ca-α-SiAlON via through-focus HAADF-STEM
imaging
G. Saito, F. Yamaki, Y. Kunisada, N. Sakaguchi, T. Akiyama: Ultramicroscopy 175 (2017) 97.

KUROKI, Kazuhiko [ C class; 3500 (B), 1300 (C) ] (175)
— Study on transition metal oxides by combined first-principles and many-body methods
1. Strong Bilayer Coupling Induced by the Symmetry Breaking in the Monoclinic Phase of BiS2-

Based Superconductors
M. Ochi, R. Akashi, and K. Kuroki: J. Phys. Soc. Jpn. 85 (2016) 094705.

2. Correlated Band Structure of a Transition Metal Oxide ZnO Obtained from a Many-Body Wave
Function Theory
M. Ochi, R. Arita, and S. Tsuneyuki: Phys. Rev. Lett. 118 (2017) 026402.

3. Two-particle self-consistent analysis for the electron-hole asymmetry of superconductivity in cuprate
superconductors
D. Ogura and K. Kuroki: Phys. Status Solidi C (2017) 1600157.

KUROSAWA, Masashi [ C class; 3500 (B), 0 (C) ] (112)
— First-Principles Study on New Group-IV Semiconductor Alloys
1. Evaluation of energy band offset of Si1−xSnx semiconductors by numerical calculation using den-

sity functional theory
Y. Nagae, M. Kurosawa, M. Araidai, O. Nakatsuka, K. Shiraishi, and S. Zaima: Jpn. J. Appl.
Phys. 56 (2017) 04CR10.

KUSAKABE, Koichi [ C class; 2000 (B), 700 (C) ] (184)
— Topological symmetry in two-body scattering in strongly correlated electron systems
1. Theoretical Analysis on Pseudo-Degenerate Zero-Energy Modes in Vacancy-Centered Hexagonal

Armchair Nanographene
N. Morishita, G.K. Sunnardianto, S. Miyao, K. Kusakabe, J. Phys. Soc. Jpn., 85, 084703 (2016).

2. Structure Deformation and Level Splitting in Vacancy-Centered Hexagonal Armchair Nanographene
S. Miyao, N. Morishita, G.K. Sunnardianto, K. Kusakabe, J. Phys. Soc. Jpn. 86, 034802 (2017).

3. Systematic study of the effect of H adsorption on the rate of electron transfer in graphene
G.K. Sunnardianto, I. Maruyama, K. Kusakabe, J. Comput. Theor. Nanosci. 13, 4883 (2016).
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4. Dissociation-chemisorption pathways of H2 molecule on graphene activated by a hydrogenated
mono-vacancy V11

G.K. Sunnardianto, I. Maruyama, K. Kusakabe, Advanced Science, Engineering and Medicine, 8,
421 (2016).

5. Storing-hydrogen process on graphene activated by atomic-vacancy
G.K. Sunnardianto, I. Maruyama, K. Kusakabe, Int. J. Hydrogen Energy (2017) in press.

6. Chemically induced topological zero mode at graphenic armchair edges
M. Ziatdinov, H. Lim, S. Fujii, K. Kusakabe, M. Kiguchi, T. Enoki, and Y. Kim, Phys. Chem.
Chem. Phys. 19, 5145-5154 (2017).

7. Self-doping effect arising from electron correlations in multi-layer cuprates
K. Nishiguchi, S. Teranishi, K. Kusakabe, arXiv:1704.04867.

8. An enhancement mechanism of two-particle exchange interactions in single- and multi-layer cuprate
superconductors
S. Teranishi, S. Miyao, K. Nishiguchi, K. Kusakabe, arXiv:1704.06559.

KUWABARA, Akihide [ C class; 4500 (B), 0 (C) ] ()
— First-principles calculations of mechanical properties of Li-ion battery materials

MACHIDA, Manabu [ D class; 1500 (B), 0 (C) ] (268)
— Light transport in random media and its application to medical imaging

MAKINO, Takayuki [ C class; 1000 (B), 900 (C) ] (123)
— study on electronic structures in perovskite-type lead-halide mixed crystals

MASAKI-KATO, Akiko [ C class; 9500 (B), 4000 (C) ] (202)
— Development of Quantum Monte Carlo Methods and Application to Critical Phenomena of Dirty
Bosons
— Development of a parallel quantum Monte Carlo Method and Study of novel quantum phenomena in
quantum lattice models

MATSUKAWA, Hiroshi [ C class; 3000 (B), 0 (C) ] ()
— Physics of Friction

MATSUSHITA, Katsuyoshi [ C class; 4000 (B), 0 (C) ] (252)
— Cell Crowding Effects in Collective Cell Migration
— Crowding effect on order formation in collective cell migration
1. Cell-alignment patterns in the collective migration of cells with polarized adhesion

Katsuyoshi Matsushita: Phys. Rev. E 95 (2017) 032415(12).
2. Model Prediction of Cell-Shape Dependence of Cell Motion

Katsuyoshi Matsushita: Proceedings of the Symposium on Simulation of Traffic Flow 22, 5 (2016).

MISAWA, Takahiro [ E class; 15000 (B), 1900 (C) ] (163, 316)
— Thermal pure quantum state study on finite-temperature properties of quantum spin liquids
1. Finite-Temperature Signatures of Spin Liquids in Frustrated Hubbard Model

T. Misawa and Y. Yamaji, arXiv:1608.09006.
2. Quantum Lattice Model Solver HPhi

M. Kawamuraa, K. Yoshimi, T. Misawa, Y. Yamaji, S. Todo, and N. Kawashima: Comput. Phys.
Commun. in press.

MIYASHITA, Seiji [ C class; 5500 (B), 2000 (C) ] (227)
— Development of direct method for quantum response from microscopic Hamiltonian
1. Effective Floquet-Gibbs states for dissipative quantum systems

T. Shirai, J. Thingna, T. Mori, S. Denisov, P. Hanggi and S. Miyashita : New J. Phys. 18 (2016)
053008.

2. Extensive increase of entropy in quantum quench.
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T. Mori: J. Phys. A 49 (2016) 44403.
3. Quantum states of dark solitons in the 1D Bose gas.

J. Sato, R. Kanamoto, E. Kaminishi, and T. Deguchi : New J. Phys. 18 (2016) 075008.
4. Temperature dependence of the threshold magnetic field for nucleation and domain wall propa-

gation in an inhomogeneous structure with grain boundary.
S. Mohakud, S. Andraus, M. Nishino, A. Sakuma, and S. Miyashita: Phys. Rev. B 94 (2016)
054430.

5. Macrostate equivalence of two general ensembles and specific relative entropies
T. Mori: Phys. Rev. E 94 (2016) 020101(R).

6. Dynamics of open quantum spin systems: An assessment of the quantummaster equation approach
P. Zhao, H. D. Raedt, S. Miyashita, F. Jin, and K. Michielsen : Phys. Rev. E 94 (2016) 022126.

7. Anomalous finite-size effect due to quasidegenerate phases in triangular antiferromagnets with
long-range interactions and mapping to the generalized six-state clock model.
M. Nishino and S. Miyashita : Phys. Rev. B 94 (2016) 184434.

8. Monte Carlo analysis for finite-temperature magnetism of Nd2Fe14B permanent magnet
Y. Toga, M. Matsumoto, S. Miyashita, H. Akai, S. Doi, T. Miyake, and A. Sakuma : Phys. Rev.
B 94 (2016) 174433.

9. Publisher’s Note: Monte Carlo analysis for finite-temperature magnetism of Nd2Fe14B permanent
magnet
Y. Toga, M. Matsumoto, S. Miyashita, H. Akai, S. Doi, T. Miyake, and A. Sakuma : Phys. Rev.
B 94(2016) 174433.

10. Size and temperature dependence of the line shape of ESR spectra of the XXZ antiferromagnetic
chain
H. Ikeuchi, H. D. Raedt, S. Bertaina, and S. Miyashita : Phys. Rev. B 95,(2017) 024402.

11. Entanglement prethermalization in an interaction quench between two harmonic oscillators
T. N.Ikeda, T. Mori, E. kaminishi and M. Ueda : Phys. Rev. E 95 (2017) 022129.

12. Atomistic-model study of temperature-dependent domain walls in the neodymium permanent
magnet Nd2Fe14B
M. Nishino, Y. Toga, S. Miyashita, H. Akai, A. Sakuma and S. Hirosawa : Phys. Rev. B 95
(2017) 094429.

13. Development of direct method for quantum response from microscopic Hamiltonian
S. Miyashita :

MIZUGUCHI, Tomoko [ C class; 2500 (B), 0 (C) ] (262)
— local structure and phase transition in supercooled cyclohexane
1. Molecular dynamics study of new phase transition in supercooled cyclohexane

T. Mizuguchi, S. Tatsumi and S. Fujiwara: Proceedings of JSST 2016 - International Conference
on Simulation Technology (2016) 41.

MIZUKAMI, Wataru [ C class; 3500 (B), 0 (C) ] (111)
— Exploring active sites of Real model catalysis via first principle calculations

MOMIDA, Hiroyoshi [ C class; 3500 (B), 800 (C) ] (101)
— First-principles calculations of electron and spin device materials
1. Strong Enhancement of Piezoelectric Constants in ScxAl1−xN: First-Principles Calculations

H. Momida, A. Teshigahara and T. Oguchi: AIP Advances 6 (2016) 065006.
2. Polar Phase Transitions and Physical Properties in Fresnoite A2TiSi2O8 (A = Ba, Sr) by First

Principles Calculations
N. Song, H. Momida, T. Oguchi and B. G. Kim: J. Solid State Chem. 242 (2016) 136.

MORIKAWA, Yoshitada [ E class; 25500 (B), 2500 (C) ] (38)
— Analysis of heterogeneous catalysts by combining first-principles simulations and statistical mechanics
1. First-Principles Molecular Dynamics Analysis of Ligand-Free Suzuki-Miyaura Cross Coupling in

Water Solvent: Oxidative Addition Step
T. Hirakawa, Y. Uramoto, D. Mimura, A. Takeda, S. Yanagisawa, T. Ikeda, K. Inagaki, and Y.
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Morikawa: J. Phys. Chem. B, 121, (2017) 164.
2. Self-consistent van der Waals density functional study of benzene adsorption on Si(100)

Y. Hamamoto, I. Hamada, K. Inagaki, and Y. Morikawa: Phys. Rev. B, 93, (2016) 245440.
3. Density Functional Theory Investigationsj of Ferrocene-Terminated Self-Assembled Monolayers:

Electronic State Changes Induced by Electric Dipole Field of Coadsorbed Species
Y. Yokota, S. Akiyama, Y. Kaneda, A. Imanishi, K. Inagaki, Y. Morikawa, and K. Fukui: J. Phys.
Chem. C, 120, (2016) 8684.

4. Ab-initio moleculer dynamics of solvation effects on reactiveity at electrified interfaces
J.A. Herron, *Y. Morikawa, and *M. Mavrikakis: Proc. Natl. Acad. Sci. U. S. A. 113, (2016)
E4937.

5. Photoelectron Holographic Atomic Arrangement Imaging of Cleaved Bimetal-intercalated Graphite
Superconductor Surface
F. Matsui, R. Eguchi, S. Nishiyama, M. Izumi, E. Uesugi, H. Goto, T. Matsushita, K. Sugita, H.
Daimon, Y. Hamamoto, I. Hamada, Y. Morikawa, and Y. Kubozono: Sci. Rep. 6, (2016) 36258.

6. The adsorption of CO2 on graphene: A combined TPD, XPS, vdW-DF study
K. Takeuchi, S. Yamamoto, Y. Hamamoto, Y. Shiozawa, K. Tashima, H. Fukidome, T. Koitaya,
K. Mukai, S. Yoshimoto, M. Suemitsu, Y. Morikawa, J. Yoshinobu, and I. Matsuda: J. Phys.
Chem. C 121, (2017) 2807.

7. Electronic states and growth modes of Zn atoms deposited on Cu(111) studied by XPS, UPS and
DFT
T. Koitaya, Y. Shiozawa, Y. Yoshikura, K. Mukai, S. Yoshimoto, S. Torii, F. Muttaqien, Y.
Hamamoto, K. Inagaki, Y. Morikawa, and J. Yoshinobu: Surf. Sci. 663, (2017) 1.

MORIMOTO, Kenichi [ C class; 3500 (B), 0 (C) ] (256)
— Development of meshless analysis-based shape optimization method for heat transfer equipments
— Development of optimal design methodology of heat and fluid flow devices involving phase-change heat
transfer
1. Meshless Analysis-Based Shape Optimization in Conjugate Heat Transfer Problems

H. Kinoshita, Y. Suzuki and K. Morimoto: Proc. 9th JSME-KSME Thermal Fluids Eng. Conf.(TFEC9),
Oct. 2017 (accepted)

2. RANS-Based Adjoint Analysis for Shape Optimization of High-Performance Turbulent Heat Ex-
changers
K. Morimoto, Y. Goto and Y. Suzuki: Proc. 9th JSME-KSME Thermal Fluids Eng. Conf.(TFEC9),
Oct. 2017 (accepted)

MORITA, Satoshi [ C class; 4000 (B), 800 (C) ] (246)
— Development of Parallelized Tensor-Network Algorithm and its Applications
1. Variational Monte Carlo method for fermionic models combined with tensor networks and appli-

cations to the hole-doped 2D Hubbard model
H.-H. Zhao, K. Ido, S. Morita and M. Imada: submitted to Phys. Rev. B

MOTOME, Yukitoshi [ C,D class; 19500 (B), 2000 (C) ] (159, 161)
— Creation and control of skyrmions with different topological numbers in itinerant magnets
— Large-scale simulation for spin-orbital physics in strongly-correlated electron systems
— Theoretical study of novel quantum phenomena in strongly-correlated spin-orbit coupled systems
1. Asymmetric Magnon Excitation by Spontaneous Toroidal Ordering

S. Hayami, H. Kusunose and Y. Motome: J. Phys. Soc. Jpn. 85 (2016) 053705.
2. Topological Insulators from Electronic Superstructures

Y. Sugita and Y. Motome: J. Phys. Soc. Jpn. 85 (2016) 073709.
3. Fermionic response from fractionalization in an insulating two-dimensional magnet

J. Nasu, J. Knolle, D.L. Kovrizhin, Y. Motome, and R. Moessner: Nat. Phys. 12 (2016) 912.
4. Engineering chiral density waves and topological band structures by multiple-Q superpositions of

collinear up-up-down-down orders
S. Hayami, R. Ozawa, and Y. Motome: Phys. Rev. B 94 (2016) 024424.

5. Emergent spin-valley-orbital physics by spontaneous parity breaking
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S. Hayami, H. Kusunose and Y. Motome: J. Phys.: Cond. Matter 28 (2016) 395601.
6. Vortex Crystals with Chiral Stripes in Itinerant Magnets

R. Ozawa, S. Hayami, K. Barros, G-W. Chern, Y. Motome, and C. D. Batista: J. Phys. Soc. Jpn.
85 (2016) 103703.

7. Shape of magnetic domain walls formed by coupling to mobile charges
R. Ozawa, S. Hayami, K. Barros, and Y. Motome: arXiv:1609.07189.

8. Simulated floating zone method
R. Ozawa, Y. Kato, and Y. Motome: J. Phys.: Conf. Ser. 807 (2017) 102005.

9. Fractional Spin Fluctuations as a Precursor of Quantum Spin Liquids: Majorana Dynamical
Mean-Field Study for the Kitaev Model
J. Yoshitake, J. Nasu, and Y. Motome: Phys. Rev. Lett. 117 (2016) 157203.

10. Incarnation of Majorana Fermions in Kitaev Quantum Spin Lattice
S.-H. Do, S.-Y. Park, J. Yoshitake, J. Nasu, Y. Motome, Y. S. Kwon, D. T. Ardor, D. J. Voneshen,
K. Kim, T.-H. Jang, J.-H. Park, K.-Y. Choi, and S. Ji: arXiv:1703.01081.

11. Magnetoelectric Behavior from S=1/2 Asymmetric Square Cupolas
Y. Kato, K. Kimura, A. Miyake, M. Tokunaga, A. Matsuo, K. Kindo, M. Akaki, M. Hagiwara,
M. Sera, T. Kimura, and Y. Motome: Phys. Rev. Lett. 118 (2017) 107601.

12. Effective bilinear-biquadratic model for noncoplanar ordering in itinerant magnets
S. Hayami, R. Ozawa, and Y. Motome: arXiv:1703.07690.

13. Thermal Transport in the Kitaev Model
J. Nasu, J. Yoshitake, and Y. Motome: arXiv:1703.10395.

14. Spin-Liquid-to-Spin-Liquid Transition in Kitaev Magnets Driven by Fractionalization
J. Nasu, Y. Kato, J. Yoshitake, Y. Kamiya, and Y. Motome: Phys. Rev. Lett. 118 (2017) 137203.

15. Zero-Field Skyrmions with a High Topological Number in Itinerant Magnets
R. Ozawa, S. Hayami, and Y. Motome: Phys. Rev. Lett. 118 (2017) 147205.

MOTOYAMA, Yuichi [ C class; 3000 (B), 600 (C) ] (180)
— Monte Carlo simulation of 4He adsorbed on substrates

MURASHIMA, Takahiro [ E class; 12000 (B), 1800 (C) ] (201)
— Multiscale simulation of polymer melt
1. Inter Node Parallelization of Multiscale Fluid Particle Simulation towards Large-scale Polymeric

Fluid Simulation.
T. Murashima: Microsyst. Technol. (2017). doi:10.1007/s00542-017-3413-x.

NADA, Hiroki [ C class; 5000 (B), 0 (C) ] (243)
— Molecular Dynamics Simulation Study of Morphology Control Mechanism of TiO2 Rutile Crystal by
Hydroxy Acid
1. Heterogeneous Growth of Calcite at Aragonite 001- and Vaterite 001-Melt Interfaces: A Molecular

Dynamics Simulation Study
H. Nada, T. Nishimura, T. Sakamoto and T. Kato: J. Cryst. Growth, 450 (2016) 148.

2. Observing Crystal Growth Processes in Computer Simulation
H. Nada, H. Miura, J. Kawano and T. Irisawa: Prog. Cryst. Growth Charact. Mater., 62 (2016)
404.

3. Anisotropy in Geometrically Rough Structure of Ice Prismatic Plane Interface During Growth:
Development of a Modified Six-Site Model of H2O and a Molecular Dynamics Simulation
H. Nada: J. Chem. Phys., 145 (2016) 244706.

NAKAMURA, Kazuma [ C class; 5000 (B), 0 (C) ] (93)
— Ab initio many-body perturbation calculations for paramagnon excitation
— ab initio calculation for superconducting parameters
1. Ab initio GW plus cumulant calculation for isolated band systems: Application to organic con-

ductor (TMTSF)2PF6 and transition-metal oxide
Kazuma Nakamura, Yoshiro Nohara, Yoshihide Yoshimoto, and Yusuke Nomura: Phys. Rev. B
93 (2016) 085124.
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2. Large enhancement of superconducting transition temperature in single-element superconducting
rhenium by shear strain
M. Mito, H. Matsui, K. Tsuruta, T. Yamaguchi, K. Nakamura, H. Deguchi, N. Shirakawa, H.
Adachi, T. Yamasaki, H. Iwaoka, Y. Ikoma, and Z. Horita: Sci. Rep. 6, (2016) 36337.

3. Uniaxial strain effects on superconducting transition in Re-doped Hg-1223 cuprate superconduc-
tors
M. Mito, K. Ogata, H. Goto, K. Tsuruta, K. Nakamura, H. Deguchi, T. Horide, K. Matsumoto,
T. Tajiri, H. Hara, T. Ozaki, H. Takeya, and Y. Takano: Phys. Rev. B 95 (2017) 064503.

NAKAMURA, Kohji [ C class; 3000 (B), 0 (C) ] (118)
— First principles calculations of electronic structures magnetism and electric field effects in metal thin
films and organometallic complexes
1. Search for the ground state electronic configuration of correlated organometallic metallocenes from

constraint density functional theory
K. Nawa, Y. Kitaoka, K. Nakamura, H. Imamura, T. Akiyama, T. Ito, M. Weinert: Phys. Rev.
B 94 (2016) 0351361.

2. Interfacial Dzyaloshinskii-Moriya interaction and orbital magnetic moments of metallic multilayer
films
K. Yamamoto, A.-M. Pradipto, K. Nawa, T. Akiyama, T. Ito, T. Ono, K. Nakamura: AIP
Advances 7 (2017) 0563021.

3. Effect of heavy-metal insertions at Fe/MgO interfaces on electric-field-induced modification of
magnetocrystalline anisotropy
K. Nakamura, T. Nomura, A.-M. Pradipto, K. Nawa, T. Akiyama, T. Ito: J. Magn. Magn. Mater.
429 (2017) 214.

4. Symmetric and asymmetric exchange stiffnesses of transition-metal thin film interfaces
K. Nakamura, A.-M. Pradipto, T. Akiyama, T. Ito, M. Weinert: submitted.

5. Role of surface-bound hole states in electric-field-driven superconductivity at diamond (110)
T. Hattori, K. Nakamura, and K. Sano: submitted.

6. Mechanism and electric-feld-induced modifcation of magnetic exchange stifness in transition-metal
thin flms on MgO(001)
A.-M. Pradipto, T. Akiyama, T. Ito, and K. Nakamura: submitted.

NAKANO, Hiroki [ C class; 6000 (B), 2100 (C) ] (221)
— Numerical study on low-energy states of quantum spin systems
1. Ferrimagnetism in the Spin-1/2 Heisenberg Antiferromagnet on a Distorted Triangular-Lattice

H. Nakano and T. Sakai: to be published in J. Phys. Soc. Jpn.
2. Gapless quantum spin liquid of the kagome-lattice antiferromagnet

T. Sakai and H. Nakano: Polyhedron 126 (2017) 42-44.

NAKAYAMA, Takashi [ C class; 4000 (B), 1300 (C) ] (91)
— Theory of molecular Rydberg states by light-mass impurities in semiconductors: tunneling current
and strong luminescence properties
1. Stability and electronic structures of isoelectronic impurity complexes in Si: First-principles study

S. Iizuka, T. Nakayama: Jpn. J. Appl. Phys. 55 (2016) 101301.
2. Defect distribution and Schottky barrier at metal/Ge interfaces: Role of metal-induced gap states

S. Sasaki, T. Nakayama: Jpn. J. Appl. Phys. 55 (2016) 111302.
3. Fundamental processes of exciton scattering at organic solar-cell interfaces:One-dimensional model

calculation
Y. Masugata, H. Iizuka, K. Sato, T. Nakayama: Jpn. J. Appl. Phys. 55 (2016) 081601.

4. Physics of Metal/Ge Interfaces; Interface Defects and Fermi-Level Depinning
T. Nakayama, S. Sasaki, Y. Asayama: ECS trans. 75 (2016) 643.

5. Metal-atom interactions and clustering in organic semiconductor systems
Y. Tomita, T. Park, T. Nakayama: J. Electronic Materials, in press (2017) doi:10.1007/s11664-
016-5090-4.

6. Ionization and diffusion of metal atoms under electric field at metal/insulator interfaces; First-
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principles study
Y. Asayama, M. Hiyama, T. Nakayama: Materials Science in Semiconductor Processing, in press
(2017) DOI:10.1016/j.mssp.2016.09.010.

NISHIDATE, Kazume [ C class; 3000 (B), 0 (C) ] (117)
— Molecular Dynamics Simulation of Organic Semiconductors
1. Tuning the work function of graphene with the adsorbed organic molecules: first-principles calcu-

lations
K. Nishidate, N. Yoshimoto, P. Chantngarm, H. Saito and M. Hasegawa: Mol. Phys. 114 (2016)
2993.

NOGUCHI, Hiroshi [ C class; 14000 (B), 5000 (C) ] (198, 199)
— Structure formation of biomembranes
1. Shape deformation of lipid membranes by banana-shaped protein rods: comparison with isotropic

inclusions and membrane rupture
H. Noguchi: Phys. Rev. E 93, 052404 (2016).

2. Construction of nuclear envelope shape by a high-genus vesicle with pore-size constraint
H. Noguchi: Biophys. J. 111, 824 (2016).

3. Nonuniqueness of local stress of three-body potentials in molecular simulations
K. M. Nakagawa and H. Noguchi: Phys. Rev. E 94, 053304 (2016).

4. Membrane structure formation induced by two types of banana-shaped proteins
H. Noguchi and J.-B. fournier: Soft Matter 13, 4099 (2017).

5. 分子シミュレーションにおける三体ポテンシャルを含んだ系の局所応力テンソルの非一意性
中川恒: 分子シミュレーション研究会会誌“アンサンブル”19, 69 (2017).

NOGUCHI, Yoshifumi [ E class; 18500 (B), 2100 (C) ] (42)
— Large scale first-principles GW+Bethe-Salpeter calculations
1. Reverse Stability of Oxyluciferin Isomers in Aqueous Solutions

Y. Noguchi, M. Hiyama, M. Shiga, O. Sugino, and H. Akiyama: J. Phys. Chem. B 120 (2016)
8776.

2. GWΓ+ Bethe-Salpeter equation approach for photoabsorption spectra:Importance of self-consistent
GWΓ calculations in small atomic systems
R. Kuwahara, Y. Noguchi, and K. Ohno: Phys. Rev. B 94 (2016) 121116(R).

3. Quantitative characterization of exciton from GW+Bethe-Salpeter calculation
D. Hirose, Y. Noguchi, and O. Sugino: J. Chem. Phys. 146 (2017) 044303.

4. The effect of dynamical fluctuations of hydration structures on the absorption spectra of oxylu-
ciferin anions in an aqueous solution
M. Hiyama, M. Shiga, N. Koga, O. Sugino, H. Akiyama, and Y. Noguchi: Phys. Chem. Chem.
Phys. 19 (2017) 10028.

5. Molecular Size Insensitivity of Optical Gap of [n]Cycloparaphenylenes (n = 3-16)
Y. Noguchi and O. Sugino: J. Chem. Phys. 146 (2017) 144304.

OBATA, Shuji [ C class; 2500 (B), 600 (C) ] (116)
— Magnetization Processes Based on Magnetic Dipole Moments

ODA, Tatsuki [ C,E class; 18000 (B), 4800 (C) ] (40)
— Analyses on atomic structure magnetism and electronic structure in spintronics materials and molec-
ular magnets
1. Nonvortical Rashba spin structure on a surface with C1h symmetry

E. Annese, T. Kuzumaki, B. M?ller, Y. Yamamoto, H. Nakano, H. Kato, A. Araki, M. Ohtaka, T.
Aoki, H. Ishikawa, T. Hayashida, J. R. Osiecki, K. Miyamoto, Y. Takeichi, A. Harasawa, K. Yaji,
T. Shirasawa, K. Nittoh, W. I. Yang, K. Miki, T, Oda, H. W. Yeom, and K. Sakamoto: Phys.
Rev. Lett. 117 (2016) 16803.

2. Tunneling electroresistance of MgZnO-based tunnel junctions
M. Belmoubarik, M. Al-Mahdawi, M. Obata, D. Yoshikawa, H. Sato, T. Nozaki, T. Oda, and M.
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Sahashi: Appl. Phys. Lett. 109 (2016) 173507.

OGUSHI, Fumiko [ B class; 500 (B), 0 (C) ] (279)
— Simulation study of membrane system coupled with inner reaction

OHGOE, Takahiro [ C class; 8000 (B), 1900 (C) ] (168)
— Ab-initio study on the role of the electron-phonon interactions in high-temperature curate supercon-
ductors
— Numerical study on the mechanism of enhanced superconductivity by phonons in cuprates
1. Competitions of Superconducting, Antiferromagnetic and Charge Orders with Intervention by

Phase Separation in 2D Holstein-Hubbard Model
T. Ohgoe and M. Imada: submitted to Phys. Rev. Lett.

OHMURA, Satoshi [ C class; 3500 (B), 0 (C) ] (110)
— Novel Structures of Liquid Metal under Ultrahigh Pressures: ab initio Molecular-Dynamics Simula-
tions
1. Femtosecond Charge and Molecular Dynamics of I-containing organic molecules Induced by In-

tense X-Ray Free-Electron Laser Pulses
K. Nagaya, K. Motomura, E. Kukk, Y. Takahashi, K. Yamazaki, S. Ohmura, H. Fukuzawa, S.
Wada, S. Mondal, T. Tachibana, Y. Ito, R. Koga, T. Sakai, K. Matsunami, K. Nakamura, M.
Kanno, A. Rudenko, C. Nicolas, X.-J. Liu1, C. Miron1, Y. Zhang, Y. Jiang, J. Chen, M. Anand,
D. E. Kim, K. Tono, M. Yabashi, M. Yao, H. Kono and K. Ueda: Faraday Discuss. 194 (2016)
537.

2. Ultrafast dynamics of a nucleobase analogue illuminated by a short intense x-ray free electron
laser pulse
K. Nagaya, K. Motomura, E. Kukk, H. Fukuzawa, S. Wada, T. Tachibana, Y. Ito, S. Mondal, T.
Sakai, K. Matsunami, R. Koga, S. Ohmura, Y. Takahashi, M. Kanno, A. Rudenko, C. Nicolas,
X.-J. Liu, Y. Zhang, J. Chen, A. Mailam, Y. H. Jiang, D.-E. Kim, K. Tono, M. Yabashi, H. Kono,
C. Miron, M. Yao, K. Ueda: Phys. Rev. X 6 (2016) 021035.

OHSAWA, Kazuhito [ C class; 1000 (B), 0 (C) ] (137)
— Study of interaction between radiation damage and interstitial atom

OHTO, Tatsuhiko [ C class; 4500 (B), 1600 (C) ] (83)
— Ab initio molecular dynamics simulation of graphene/water interfaces
1. π+–π+ stacking of imidazolium cations enhances molecular layering of room temperature ionic

liquid at their interfaces
Fujie Tang, Tatsuhiko Ohto, Taisuke Hasegawa, Mischa Bonn, and Yuki Nagata: Phys. Chem.
Chem. Phys. 19 (2017) 2850.

2. Trimethylamin-N-oxide: Hydration structure, surface activity, and biological function viewed by
vibrational spectroscopy
Tatsuhiko Ohto, Johannes Hunger, Ellen H. G. Backus, Wataru Mizukami, Mischa Bonn, and
Yuki Nagata: Phys. Chem. Chem. Phys. 19 (2017) 6909.

OHTSUKI, Tomi [ C class; 3500 (B), 1000 (C) ] (248)
— Numerical study of random Dirac/Weyl electron systems
1. Deep Learning the Quantum Phase Transitions in Random Electron Systems: Applications to

Three Dimensions
Tomi Ohtsuki, Tomoki Ohtsuki: J. Phys. Soc. Jpn. 86, 044708 (2017)

2. Integer quantum magnon Hall plateau-plateau transition in a spin-ice model
B. Xu, T. Ohtsuki, R. Shindou: Phys. Rev. B 94, 220403(R) (2016)

3. Comparative study of Weyl semimetal and topological/Chern insulators: Thin-film point of view
.Y. Yoshimura, W. Onishi, K. Kobayashi, T. Ohtsuki, K.-I. Imurai: Phys. Rev. B 94, 235414
(2016)

4. Deep Learning the Quantum Phase Transitions in Random Two-Dimensional Electron Systems
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Tomoki Ohtsuki, Tomi Ohtsuki: J. Phys. Soc. Jpn. 85, 123706 (2016)
5. Estimate of the Critical Exponent of the Anderson Transition in the Three and Four-Dimensional

Unitary Universality Classes
K. Slevin, T. Ohtsuki: J. Phys. Soc. Jpn. 85, 104712 (2016)

6. Lattice realization of the generalized chiral symmetry in two dimensions
T. Kawarabayashi, H. Aoki, Y. Hatsugai, Phys. Rev. B 94, 235307 (2016)

OKITSU, Kouhei [ C class; 5000 (B), 400 (C) ] (241)
— A preliminary study on phase determination for protein crystals with the n-beam method
— Study on numerical method to solve n-beam Takagi equation with spherical-wave X-ray incidence

OKUBO, Tatsuya [ C class; 2500 (B), 0 (C) ] (261)
— Computer-aided synthesis of zeolites
1. Energy Analysis of Aluminosilicate Zeolites with Comprehensive Ranges of Framework Topologies,

Chemical Compositions, and Aluminum Distributions
K. Muraoka, W. Chaikittisilp and T. Okubo: J. Am. Chem. Soc. 138 (2016) 6184.

2. Factors Governing the Formation of Hierarchically and Sequentially Intergrown MFI Zeolites by
Using Simple Diquaternary Ammonium Structure-Directing Agents
S. H. Keoh, W. Chaikittisilp, K. Muraoka, R. R. Mukti, A. Shimojima, P. Kumar, M. Tsapatsis
and T. Okubo: Chemistry of Materials, 2016, 28, 8997.

3. Two-Stage Crystallization of Meso- and Macroporous MFI and MEL Zeolites Using Tributylamine-
Derived Diquaternary Ammonium Cations as Organic Structure-Directing Agents
S. H. Keoh, W. Chaikittisilp, A. Endo, A. Shimojima, T. Okubo: Bull. Chem. Soc. Jpn. 2017,
90, 586.

4. Design and Synthesis of IFR-Type Zeolites with Controlled Locations of Framework Aluminum
with the Aid of Theoretical Calculation
K. Muraoka, W. Chaikittisilp, T. Okubo: The 2016 AIChE annual meeting, 2016.

5. The Energetics of Zeolites with Comprehensive Ranges of Framework Topologies and Different
Substituting Tetrahedral Atoms: Towards More Complete Energy Landscapes of Zeolites
W. Chaikittisilp, K. Muraoka, T. Okubo: The 2016 AIChE annual meeting, 2016.

6. 種々の骨格構造、化学組成、原子位置を有するゼオライトの計算機モデリングによるエネルギー景観
村岡恒輝, W. Chaikittisilp, 大久保達也: 化学工学会第 48回秋季大会, 2016.

7. 理論計算支援による有機構造規定剤のゼオライト骨格中 Al位置制御能の検討
村岡恒輝, W. Chaikittisilp, 大久保達也: 第 32回ゼオライト研究発表会, 2016.

OKUBO, Tsuyoshi [ C class; 11000 (B), 4300 (C) ] (20)
— Novel orders in frustrated magnets
1. Ground state properties of Na2IrO3 determined from ab initio Hamiltonian and its extensions

containing Kitaev and extended Heisenberg interactions
T. Okubo, K. Shinjo, Y. Yamaji, N. Kawashima, S. Sota, T. Tohyama, and M. Imada: arXiv:1611.03614.

OKUMURA, Hisashi [ C class; 6000 (B), 0 (C) ] (237)
— Dynamical ordering of amyloid fibrils by molecular dynamics simulations
1. Structural and fluctuational difference between two ends of Aβ amyloid fibril: MD simulation

predicts only one end has open conformations
H. Okumura and S. G. Itoh: Sci. Rep. 6 (2016) 38422.

2. Oligomer formation of amyloid-β (29-42) from its monomers using the Hamiltonian replica-
permutation molecular dynamics simulation
S. G. Itoh and H. Okumura: J. Phys. Chem. B 120 (2016) 6555.

ONISHI, Hiroaki [ C class; 2000 (B), 0 (C) ] (264)
— Magnetic excitation and spin transport in frustrated quantum spin chain
1. Variational Wavefunction for the Periodic Anderson Model with Onsite Correlation Factors

K. Kubo and H. Onishi, J. Phys. Soc. Jpn. 86, 013701 (2017).
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ONO, Tomoya [ C class; 14500 (B), 4900 (C) ] (43)
— Development of first-principles electronic-structure and transport calculation method based on real-
space finite-difference approach
1. First-Principles Study on Electron Conduction at 4H-SiC(0001)/SiO2 Interface

T. Ono, C. J. Kirkham, and S. Iwase: ECS Trans. 75 (2016) 121.
2. Importance of SiC Stacking to Interlayer States at the SiC/SiO2 Interface

C. J. Kirkham and T. Ono: Mater. Sci. Forum 858 (2016) 457.
3. First-principles study on oxidation of Ge and its interface electronic structures

T. Ono, S. Saito, and S. Iwase: Jpn. J. Appl. Phys. 55 (2016) 08PA01.
4. Intrinsic origin of electron scattering at the 4H-SiC(0001)/SiO2 interface

S. Iwase, C. J. Kirkham, and T. Ono: Phys. Rev. B 95 (2017) 041302.
5. First-principles calculation method and its applications for two-dimensional materials

Y. Egami, S. Tsukamoto, and T. Ono: Quant. Matt. 6 (2017) 4.

ORITA, Nozomi [ C class; 1000 (B), 0 (C) ] (135)
— Ab initio calculations of impurity states in the silicon cluster superlattice

OSHIKAWA, Masaki [ C class; 3000 (B), 0 (C) ] (258)
— Computational study of topological properties and realization of quantum spin liquids in metal-organic
frameworks
1. Flux quench in a system of interacting spinless fermions in one dimension

Yuya O. Nakagawa, Grégoire Misguich, and Masaki Oshikawa: Phys. Rev. B 93 (2016) 174310.

OSHIYAMA, Atsushi [ E class; 45500 (B), 4900 (C) ] ()
— Atomic Structures and Electronic Properties of Hard- and Soft-Nano Materials
1. Multistep Atomic Reaction Enhanced by an Atomic Force Microscope Probe on Si (111) and

Ge(111) Surfaces
B. Enkhtaivan and A. Oshiyama: Phys. Rev. B 94 (2016) 085416.

2. Atomic Force Microscope manipulation of Ag atom on the Si(111) surface
B. Enkhtaivan and A. Oshiyama: Phys. Rev. B 95 (2017) 035309.

3. Band-unfolding approach to moiré-induced band-gap opening and Fermi-level-velocity reduction
in twisted bilayer graphene
H. Nishi, Y-i. Matsushita, A. Oshiyama: Phys. Rev. B 95 (2017) 085420.

4. First-Principles Calculations that Clarify Energetics and Reactions of Oxygen Adsorption and
Carbon Desorption on 4H-SiC (112̄0) Surface
H. Li, Y.-i. Matsushita, M. Boero and A. Oshiyama: J. Phys. Chem. C 121 (2017) 3920.

5. Microscopic Mechanisms of Initial Formation Process of Graphene on SiC(0001) Surfaces: Selec-
tive Si Desorption from Step Edges
F. Imoto, J.-I. Iwata, M. Boero, A. Oshiyama: J. Phys. Chem. C 121 (2017) 5041.

6. Comprehensive study on band-gap variations in sp3-bonded semiconductors: roles of electronic
states floating in internal space
Y.-i. Matsushita and A. Oshiyama: J. Phys. Soc. Jpn 86 (2017) 054702.

OTSUKI, Junya [ B class; 800 (B), 0 (C) ] (192)
— Electronic structure calculations of strongly correlated Ce compounds using the dynamical mean-field
theory

OZEKI, Yukiyasu [ C class; 7500 (B), 0 (C) ] (226)
— Improvement of nonequilibrium relaxation analysis by the use of kernel method
— Improvement of nonequilibrium relaxation analysis by the use of kernel method II
1. Improved dynamical scaling analysis using the kernel method for nonequilibrium relaxation

Y. Echinaka and Y. Ozeki: Phys. Rev E 94 (2016) 043312
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RAEBIGER, Hannes [ B class; 700 (B), 0 (C) ] (144)
— Theory of self-organized nano-interfaces for electronic devices
1. Positron Binding Properties of Glycine and Its Aqueous Complexes

M. Nummela H. Raebiger D. Yoshida M. Tachikawa, J. Phys. Chem. A 120, 4037 (2016).
2. Critical metal-insulator transition due to nuclear quantum effects in Mn-doped GaAs

S. Bae H. Raebiger, Phys. Rev. B 94, 241115(R) (2016).
3. Defect-Induced Vibration Modes of Ar+-Irradiated MoS2

Soungmin Bae, Natsuki Sugiyama, Takatoshi Matsuo, Hannes Raebiger, Ken-ichi Shudo, and
Koichi Ohno, Phys. Rev. Applied 7, 024001 (2017).

SAITO, Mineo [ C class; 11500 (B), 0 (C) ] (54)
— First Principles Calculations of Muon and Positron in Solids
1. Spin-Polarized First-Principles Calculation of Momentum Densities of Fe

I. Sugita and M. Saito: J. Phys. Conf. Ser. 791 (2017) 012037
2. Strain-controlled spin splitting in the conduction band of monolayer WS2

M.A.U. Absor, H. Kotaka, F. Ishii, and M. Saito: Phys. Rev. B 94 (2016) 115131

SAKAI, Toru [ C class; 7500 (B), 3600 (C) ] (207, 209)
— Novel Field Induced Transitions in Low-Dimensional Quantum Spin Systems
— Numerical Diagonalization Study on the Quantum Spin Liquid in Frustrated Systems
1. Ground-state phase diagram of an anisotropic S=1/2 ladder with alternating rung interactions

T. Tonegawa, K. Okamoto, T. Hikihara and T. Sakai: J. Phys.: Conf. Ser. 683 (2016) 012039.
2. Effect of monomer-monomer interactions on the phase diagrams of the S=1/2 distorted diamond

type quantum spin chain
K. Okamoto, T. Tonegawa and T. Sakai: J. Phys.: Conf. Ser. 683 (2016) 012038.

3. Ground State Phase Diagram of the Bond-Alternating S=2 Quantum Spin Chain with the XXZ
and On-Site Anisotropies -Symmetry Protected Topological Phase versus Trivial Phase-
K. Okamoto, T. Tonegawa and T. Sakai: J. Phys. Soc. Jpn. 85 (2016) 063704.

4. Dzyaloshinsky-Moriya Interaction and the Ground State in S=3/2 Perfect Kagome Lattice Anti-
ferromagnet KCr3(OH)6(SO4)2 (Cr-Jarosite) Studied by X-Band and High-Frequency ESR
S. Okubo, R. Nakata, S. Idehara, N. Takahashi, T. Sakurai, W. Zhang, H. Ohta, T. Shimokawa,
T. Sakai, K. Okuta, S. Hara, and H. Sato: J. Phys. Soc. Jpn. 86 (2017) 024703.

5. Gapless Quantum Spin Liquid of the Kagome-Lattice Antiferromagnet
T. Sakai and H. Nakano: POLYHEDRON 126 (2017) 42.

6. Exact ground states of frustrated quantum spin systems consisting of spin-dimer units
T. Hikihara, T. Tonegawa, K. Okamoto and T. Sakai: J. Phys. Soc. Jpn. 86 (2017) 054709.

7. Frustrated S=1/2 Two-Leg Ladder with Different Leg Interactions
T. Tonegawa, K. Okamoto, T. Hikihara and T. Sakai: J. Phys.: Conf. Ser. 828 (2017) 012003.

8. Ferrimagnetism in the Spin-1/2 Heisenberg Antiferromagnet on a Distorted Triangular Lattice
H. Nakano and T. Sakai: to appear in J. Phys. Soc. Jpn.

9. Quantum Spin Liquid in the Kagome-Lattice Antiferromagnet and Related Systems
T. Sakai and H. Nakano: to appear in J. Phys.: Conf. Ser.

SAKAKIBARA, Hirofumi [ B class; 600 (B), 400 (C) ] (133)
— A study about the methods for the derivation of effective model in strongly correlated electron system
based on the first-principles calculation
1. Model-Mapped RPA for Determining the Effective Coulomb Interaction

H. Sakakibara, S.W. Jang, H. Kino, M.J. Han, K. Kuroki, T. Kotani : J. Phys. Soc. Jpn. 86
(2017) 044714.

2. Direct theoretical evidence for weaker correlations in electron-doped and Hg-based hole-doped
cuprates
S.W. Jang, H. Sakakibara, H. Kino, T. Kotani, K. Kuroki, M.J. Han : Sci. Rep. 6 (2016) 33397

SAKASHITA, Tatsuya [ B class; 800 (B), 0 (C) ] ()
— Study on Heisenberg-Kitaev model by exact diagonalization package Rokko
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SATO, Tetsuya [ C class; 4500 (B), 0 (C) ] (99)
— Study of spontaneous distortion and ferromagnetism in Pd(100) ultrathin films by first-principles
calculation
1. Spontaneous Distortion and Ferromagnetism Induced by Quantum-well States in Pd(100) Ultra-

thin Films
Shunsuke Sakuragi, Hiroo Tajiri, Hiroyuki Kageshima, and Tetsuya Sato: submitted to Phys.
Rev. Lett.

SATO, Yukio [ B class; 600 (B), 0 (C) ] ()
— Computational Catalyst Design for Energy Applications through ab initio Mechanistic Investigation
1. Manipulation of Optoelectronic Properties and Band Structure Engineering of Ultrathin Te Nanowires

by Chemical Adsorption
A. Roy, K. R. Amin, S. Tripathi, S. Biswas, A. K. Singh, A. Bid, and N. Ravishankar, ACS
Applied Materials and Interfaces, (published online: doi: 10.1021/acsami.6b12064)

SHIBA, Hayato [ C,D class; 7000 (B), 0 (C) ] (231)
—Debye-law for the density of states and dimensionality dependence of fluctuation at ultra-low-frequencies
in amorphous systems
— Study of heterogeneous dynamics inducing defect structure formation and deformation glassy materials

1. Unveiling Dimensionality Dependence of Glassy Dynamics: 2D Infinite Fluctuation Eclipses In-
herent Structural Relaxation
H. Shiba, Y. Yamada, T. Kawasaki, and K. Kim: Phys. Rev. Lett. 117 (2016) 245701.

SHIGETA, Yasuteru [ C class; 14000 (B), 4900 (C) ] (45, 319)
— First-principles analyses on protein folding processes using an automatic detection of effective reaction
coordinates
— First-principles analyses on structural changes of proteins

SHIMAMURA, Kohei [ C class; 2000 (B), 1600 (C) ] (105)
— Generation Mechanism of Organic/Biological Molecules on Early Earth: Ab Initio Molecular Dy-
namics Simulation
1. Meteorite Impact-Induced Rapid NH3 Production on Early Earth: Ab Initio Molecular Dynamics

Simulation
K. Shimamura, F. Shimojo, A. Nakano, and S. Tanaka: Sci. Rep. 6 (2016) 38953.

2. Meteorite impacts on ancient oceans opened up multiple NH3 production pathways
K. Shimamura, F. Shimojo, A. Nakano, and S. Tanaka: Phys. Chem. Chem. Phys., in press.

SHIMOJO, Fuyuki [ C class; 4000 (B), 1600 (C) ] (87)
— First-Principles Molecular-Dynamics Study of Structural and Electronic Properties of Covalent Liq-
uids and Glass under Pressure
1. The nature of free-carrier transport in organometal halide perovskites

T. Hakamata, K. Shimamura, F. Shimojo, R. K. Kalia, A. Nakano, and P. Vashishta: Sci. Rep.
6, 19599 (2016).

2. Doping effect on photoabsorption and charge-separation dynamics in light- harvesting organic
molecule
S. Ohmura, K. Tsuruta, F. Shimojo, and A. Nakano: AIP Adv. 6, 015305 (2016).

3. Crystalline anisotropy of shock-induced phenomena: omni-directional multiscale shock technique
K. Shimamura, M. Misawa, S. Ohmura, F. Shimojo, R. K. Kalia, A. Nakano, and P. Vashishta:
Appl. Phys. Lett. 108, 071901 (2016).

4. Dissociation Dynamics of Ethylene Molecules on a Ni Cluster Using Ab Initio Molecular Dynamics
Simulations
K. Shimamura, Y. Shibuta, S. Ohmura, Rizal Arifin, and F. Shimojo: J. Phys.: Condens. Matter
28, 145001 (2016).
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5. Rotation mechanism of methylammonium molecules in organometal halide perovskite in cubic
phase: an ab initio molecular dynamics study
K. Shimamura, T. Hakamata, F. Shimojo, R. K. Kalia, A. Nakano, and P. Vashishta: J. Chem.
Phys. 145, 224503 (2016).

SHIMOKAWA, Tokuro [ C class; 8500 (B), 4000 (C) ] (203)
— The effect of bond-randomness on the quantum magnetisms in low dimension
1. Finite-temperature crossover phenomenon in the S=1/2 antiferromagnetic Heisenberg model on

the kagome lattice
T. Shimokawa and H. Kawamura: J. Phys. Soc. Jpn. 85 (2016) 113702.

SHINAOKA, Hiroshi [ C class; 3000 (B), 0 (C) ] (182)
— First-principles study on strong electron correlations in 5d transition metal oxides
1. Continuous-time hybridization expansion quantum impurity solver for multi-orbital systems with

complex hybridizations
H. Shinaoka, E. Gull, P. Werner: Computer Physics Communications 215, 128-136 (2017).

2. A spin-freezing perspective on cuprates
P. Werner, S. Hoshino, H. Shinaoka: Phys. Rev. B 94, 245134 (2016).

3. Compression of imaginary-time data using intermediate representation of analytical continuation
H. Shinaoka, J. Otsuki, M. Ohzeki, K. Yoshimi: submitted to Phys. Rev. Lett.

SHINOHARA, Yasushi [ C class; 6000 (B), 0 (C) ] (86)
— First-principles calculation for spin-charge dynamics induced by ultrashort laser pulse
— First-principles simulation for THz generation based on optical rectification
1. High Harmonic Ellipsometry of Solids

Keisuke Kaneshima, Yasushi Shinohara, Kengo Takeuchi, Nobuhisa Ishii, Kotaro Imasaka, Tomo-
hiro Kaji , Satoshi Ashihara , Kenichi L. Ishikawa, and Jiro Itatani: submitted

SHIOMI, Junichiro [ B,C class; 6100 (B), 2500 (C) ] (218, 220)
— Control of phonon and electron transport properties using mechanical strain
— Screening for Thermal Functional Materials using Materials Infomatics
1. Harmonic phonon theory for calculating thermal conductivity spectrum from first-principles dis-

persion relations
Takuma Shiga, Daisuke Aketo, Lei Feng, and Junichiro Shiomi: Appl. Phys. Lett. 108, 201903
(2016).

2. Designing nanostructures for interfacial phonon transport via Bayesian optimization
Shenghong Ju, Takuma Shiga, Lei Feng, Zhufeng Hou, Koji Tsuda, and Junichiro Shiomi: Phys.
Rev. X, in press.

3. Effects of defects on thermoelectric properties of carbon nanotubes
Masato Ohnishi, Takuma Shiga, and Junichiro Shiomi: Phys. Rev. B 95, 155405 (2017).

SHIRAISHI, Kenji [ C class; 4500 (B), 1700 (C) ] ()
— First Principles Studies toward Guiding Principles of Future New-Types of Memories

SHISHIDOU, Tatsuya [ C class; 5500 (B), 0 (C) ] ()
— First-principles study of magnetic materials

SUGIYAMA, Takanori [ B class; 600 (B), 0 (C) ] (275)
— Evaluation of quantum error correction codes’ performance against realistic error models

SUWA, Hidemaro [ C class; 9000 (B), 0 (C) ] (216, 217)
— Magnetization Plateaus Induced by Quantum Phonons
— Monte Carlo Spectral Analysis of Quantum Spin Systems with Emergent Excitation
1. Level spectroscopy in a two-dimensional quantum magnet: linearly dispersing spinons at the

deconfined quantum-critical point
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H. Suwa, A. Sen, and A. W. Sandvik: Phys. Rev. B 94 (2016) 144416

SUZUKI, Takafumi [ E class; 12000 (B), 1800 (C) ] (200)
— Thermal properties and dynamical properties of the Kitaev-Heisenberg model on a honeycomb lattice
1. Clues and criteria for designing a Kitaev spin liquid revealed by thermal and spin excitations of

the honeycomb iridate Na2IrO3
Youhei Yamaji, Takafumi Suzuki, Takuto Yamada, Sei-ichiro Suga, Naoki Kawashima, and Masatoshi
Imada: Phys. Rev. B 93 (2016) 174425.

SUZUKI, Yuji [ C class; 2000 (B), 1100 (C) ] (114)
— Orientation of Liquid Crystal Molecules in 3D Electrical Field

TACHIKAWA, Masanori [ C class; 1500 (B), 0 (C) ] (124)
— Theoretical analysis of H/D isotope effect in hydrogen-bonded organic conductor
1. Theoretical study of H/D isotope effect on phase transition of hydrogen-bonded organic conductor

κ-H3(Cat-EDT-TTF)2
K. Yamamoto, Y. Kanematsu, U. Nagashima, A. Ueda, H. Mori, and M. Tachikawa: Phys. Chem.
Chem. Phys. (Communication) 18 (2016) 29673.

2. Multicomponent DFT study of geometrical H/D isotope effect on hydrogen-bonded organic con-
ductor, κ-H3(Cat EDT-ST)2
K. Yamamoto, Y. Kanematsu, U. Nagashima, A. Ueda, H. Mori, and M. Tachikawa: Chem. Phys.
Lett. in press (2017).

TADANO, Terumasa [ C class; 6000 (B), 0 (C) ] (84)
— First-principles calculation of anharmonic effects of phonons and related properties in solids
1. First-Principles Lattice Dynamics Method for Strongly Anharmonic Crystals

T. Tadano and S. Tsuneyuki: submitted to J. Phys. Soc. Jpn.

TAKAE, Kyohei [ B class; 900 (B), 0 (C) ] (272)
— Competition between ferroelectric and antiferroelectric order in anisotropic molecular systems
1. Ferroelectric glass of spheroidal dipoles with impurities: Polar nanoregions, response to applied

electric field, and ergodicity breakdown
K. Takae and A. Onuki: J. Phys.: Condens. Matter 29 (2017) 165401.

TAKAGI, Noriaki [ B class; 1000 (B), 0 (C) ] (129, 131)
— Adsorbed states of magnetic molecules at solid surfaces
— Geometric and electronic structures at edge of 2-dimensional honeycomb sheets
1. Determination of the Geometric Structure of“Multilayer Silicene”Grown on Ag(111) by Dy-

namical Low Energy Electron Diffraction and Scanning Tunneling Microscopy
K. Kawahara, T. Shirasawa, C.-L. Lin, R. Nagao, N. Tsukahara, T. Takahashi, R. Arafune, M.
Kawai, N. Takagi: Surf. Sci. 651 (2016) 70.

2. Model Hamiltonian approach to magnetic anisotropy of iron phthalocyanine on solid surface
E. Minamitani, N. Takagi, S. Watanabe: Phys. Rev. B 94 (2016) 205402.

3. Comment on“ Rashba Spin-Orbit Coupling in Image Potential States”
R. Arafune, T. Nakazawa, N. Takagi, M. Kawai, and H. Ishida: Phys. Rev. Lett. 117 (2016)
239701.

4. Surface structure of novel semimetal WTe2
K. Kawahara, Z. Ni, R. Arafune, T. Shirasawa, C.-L. Lin, E. Minamitani, S. Watanabe, M. Kawai
and N. Takagi: Appl. Phys. Express 10 (2017) 045702.

TAKETSUGU, Tetsuya [ C class; 4500 (B), 1800 (C) ] (78)
— Ab initio study for designer catalysis based on abundant elements
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TAMURA, Ryo [ C class; 7500 (B), 2700 (C) ] (210)
— Magnetocaloric effect in random magnets
— Search for applicable external fields of scaling law in magnetic refrigeration
1. Topological and Dynamical Properties of a Generalized Cluster Model in One Dimension

T. Ohta, S. Tanaka, I. Danshita, and K. Totsuka: Phys. Rev. B 93 (2016) 165423.
2. Applicability of Scaling Behavior and Power Laws in the Analysis of the Magnetocaloric Effect in

Second-Order Phase Transition Materials
C. Romero-Muñiz, R. Tamura, S. Tanaka, and V. Franco: Phys. Rev. B 94 (2016) 134401.

3. Machine Learning for Atomic Forces in a Crystalline Solid: Transferability to Various Tempera-
tures
T. Suzuki, R. Tamura, and T. Miyazaki: Int. J. Quantum Chem. 117 (2017) 33.

4. Method for Estimating Spin-Spin Interactions from Magnetization Curves
R. Tamura and K. Hukushima: Phys. Rev. B 95 (2017) 064407.

TANAKA, Shu [ C class; 5000 (B), 2700 (C) ] (223)
— Phase Transitions in Generalized Ising Models
— Theoretical study on quantum annealing machine
1. Topological and Dynamical Properties of a Generalized Cluster Model in One Dimension

T. Ohta, S. Tanaka, I. Danshita, and K. Totsuka: Phys. Rev. B 93 (2016) 165423.
2. Applicability of Scaling Behavior and Power Laws in the Analysis of the Magnetocaloric Effect in

Second-Order Phase Transition Materials
C. Romero-Muñiz, R. Tamura, S. Tanaka, and V. Franco: Phys. Rev. B 94 (2016) 134401.

3. Machine Learning for Atomic Forces in a Crystalline Solid: Transferability to Various Tempera-
tures
T. Suzuki, R. Tamura, and T. Miyazaki: Int. J. Quantum Chem. 117 (2017) 33.

4. Method for Estimating Spin-Spin Interactions from Magnetization Curves
R. Tamura and K. Hukushima: Phys. Rev. B 95 (2017) 064407.

TANUMA, Yasunari [ B class; 700 (B), 500 (C) ] (269)
— Study of numerical methods for quantum phenomena of anisotoropic superconductors

TATENO, Masaru [ C class; 3500 (B), 0 (C) ] (108)
— Hybrid ab initio QM/MM calculations of biological systems
1. Novel strategy for discrimination of transcription factor binding motifs employing mathematical

neural network
A. Sugimoto, J. Kang, T. Sumi, and M. Tateno: J. Phys. Soc. Jpn. in press

2. Effects of a positive feedback loop upon the stability of bi-connected elementary biochemical
reaction cycles
J. Kang and M. Tateno: J. Phys. Soc. Jpn. in press

3. Electronic Structure Rearrangements in Hybrid Ribozyme/Protein Catalysis
J. Kang, H. Kino, M. J. Field, and M. Tateno: J. Phys. Soc. Jpn. 86 (2017) 044801.

4. Simulated Annealing-Extended Sampling for Multicomponent Decomposition of Spectral Data of
DNA Complexed with Peptide
J. Kang, K. Yamasaki, K. Sano, K. Tsutsui, K. M. Tsutsui, and M. Tateno: J. Phys. Soc. Jpn.86
(2017) 014802.

5. Complex structure of cytochrome c-cytochrome c oxidase reveals a novel protein-protein interac-
tion mode
S. Shimada, K. Shinzawa‐Itoh, J. Baba, S. Aoe, A. Shimada, E. Yamashita, J. Kang, M. Tateno,
S. Yoshikawa, and T. Tsukihara: EMBO J. , 36 (2017) 291.

TATETSU, Yasutomi [ C class; 3000 (B), 1200 (C) ] (102)
— Identification of sub phase structures in Nd-Fe-B magnets by first-principles calculations
1. First-Principles Study of the Role of Cu in Improving the Coercivity of Nd-Fe-B Permanent

Magnets
Y. Tatetsu, S. Tsuneyuki, and Y. Gohda: Phys. Rev. Appl. 6, 064029 (2016).
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TATEYAMA, Yoshitaka [ C class; 13000 (B), 2000 (C) ] (47)
— DFT sampling studies on interfacial reactions in catalysts and batteries
1. Superconcentrated electrolytes for a high-voltage lithium-ion battery

Jianhui Wang, Yuki Yamada, Keitaro Sodeyama, Ching Hua Chiang, Yoshitaka Tateyama, Atsuo
Yamada: Nat. Commun. 7, 12032 (2016).

2. Catalytic Proton Dynamics at the Water/Solid Interface of Ceria Supported Pt Clusters
Matteo Farnesi Camellone, Fabio Negreiros Ribeiro, Lucie Szabova, Yoshitaka Tateyama, Stefano
Fabris: J. Am Chem. Soc. 138, 11560 (2016).

3. Hydrate-melt electrolytes for high-energy-density aqueous batteries
Yuki Yamada, Kenji, Usui, Keitaro Sodeyama, Seongjae Ko, Yoshitaka Tateyama, Atsuo Yamada:
Nat. Energy 1, 16129 (2016).

4. The Solvation Structure of Lithium Ions in an Ether Based Electrolyte Solution from First-
Principles Molecular Dynamics
Martin Callsen, Keitaro Sodeyama, Zdnek Futera, Yoshitaka Tateyama, Ikutaro Hamada: J. Phys.
Chem. B, 121, 180 (2017).

5. Cation Mixing Properties toward Co Diffusion at the LiCoO2 Cathode/ Sulfide Electrolyte Inter-
face in a Solid-State Battery
Jun Haruyama, Keitaro Sodeyama, Yoshitaka Tateyama: ACS Appl. Mater. Interfaces, 9, 286
(2017).

6. Enhanced Li-Ion Accessibility in MXene Titanium Carbide by Steric Chloride Termination
Satoshi Kajiyama, Lucie Szabova, Hiroki Iinuma, Akira Sugahara, Kazuma Gotoh, Keitaro Sodeyama,
Yoshitaka Tateyama, Masashi Okubo, Atsuo Yamada: Adv. Energy Mater. 7, 1601873 (2017).

TERAO, Takamichi [ B class; 1000 (B), 700 (C) ] (265)
— Large-scale simulations of semiconductor nanocrystals
1. Hopping electron model with geometrical frustration: Kinetic Monte Carlo simulations

T. Terao: Eur. Phys. J. B 89 (2016) 209.
2. Wave propagation in acoustic metamaterial double-barrier structures

T. Terao: Phys. Status Solidi A 213 (2016) 2773.

TODO, Synge [ C class; 5500 (B), 0 (C) ] (239)
— Stochastic Optimization Approach to Phase Transitions and Structure Search
1. Upper and lower critical decay exponents of Ising ferromagnet with long-range interaction

T. Horita, H. Suwa, and S. Todo, Phys. Rev. E 95, 012143 (2017).
2. Updated Core Libraries of the ALPS Project

A. Gaenko, A. E. Antipov, G. Carcassi, T. Chen, X. Chen, Q. Dong, L. Gamper, J. Gukelberger,
R. Igarashi, S. Iskakov, M. Könz, J. P. F. LeBlanc, R. Levy, P. N. Ma, J. E. Paki, H. Shinaoka,
S. Todo, M. Troyer, and E. Gull: Comp. Phys. Comm. 213, 235 (2017).

3. Quantum Lattice Model Solver HPhi
M. Kawamuraa, K. Yoshimi, T. Misawa, Y. Yamaji, S. Todo, and N. Kawashima: Comput. Phys.
Commun. in press.

TOHYAMA, Takami [ C class; 5500 (B), 2000 (C) ] (224)
— Dynamical DMRG study of spin dynamics in frustrated quantum spin systems
1. Phenomenological Magnetic Model in Tsai-Type Approximants

T. Sugimoto, T. Tohyama, T. Hiroto, and R. Tamura: J. Phys. Soc. Jpn. 85, (2016) 053701.
2. Density-matrix renormalization group study of Kitaev-Heisenberg model on the triangular lattice

K. Shinjo, S. Sota, S. Yunoki, K. Totsuka, and T. Tohyama: J. Phys. Soc. Jpn. 85, (2016)
114710.

3. Static and Dynamic Magnetic Properties of Spin-1/2 Inequilateral Diamond-Chain Compounds
A3Cu3AlO2(SO4)4 (A=K, Rb, and Cs)
K. Morita, M. Fujihala, H. Koorikawa, T. Sugimoto, S. Sota, S. Mitsuda, and T. Tohyama: Phys.
Rev. B, in press.

4. Observation of a dispersive charge mode in hole-doped cuprates using resonant inelastic x-ray
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scattering at the oxygen K edge
K. Ishii, T. Tohyama, S. Asano, K. Sato, M. Fujita, S. Wakimoto, K. Tustsui, S. Sota, J. Miyawaki,
H. Niwa, Y. Harada, J. Pelliciari, Y. Huang, T. Schmitt, Y. Yamamoto, and J. Mizuki: submitted
to Phys. Rev. Lett.

TOKIWA, Hiroaki [ C class; 4500 (B), 2500 (C) ] (71)
— Development & Application of Rational Drug Design Method using First-Principles Calculations &
Bioinfomatics
1. Comparative Binding Analysis of Dipeptidyl Peptidase IV (DPP-4) with Antidiabetic Drugs - An

Ab Initio Fragment Molecular Orbital Study -
Nongluk Sriwilaijaroen, Magesh Sadagopan, Akihiro Imamura, Hiromune Ando, Hideharu Ishida,
Miho Sakai, Erika Ishitsubo, Takanori Hori, Setsuko Moriya, Takeshi Ishikawa, Kazuo Kuwata,
Takato Odagiri, Masato Tashiro, Hiroaki Hiramatsu, Kenji Tsukamoto, Taeko Miyagi, Hiroaki
Tokiwa, Makoto Kiso, and Yasuo Suzuki: J.Med.Chem.59(10),4563-4577 (2016).

2. Comparative Binding Analysis of Dipeptidyl Peptidase IV (DPP-4) with Antidiabetic Drugs - An
Ab Initio Fragment Molecular Orbital Study -
Sundaram Arulmozhiraja, Naoya Matsuo, Erika Ishitsubo, Seiji Okazaki, Hitoshi Shimano, and
Hiroaki Tokiwa: PLoS One (DOI: 10.1371/journal.pone.0166275) (2016).

3. 高精度第一原理計算による新規抗インフルエンザ薬の合理的設計開発
常盤広明: 別冊 BioClinica Vol.6(2), p148-154 (2017).

4. In silico analysis of interaction pattern switching in ligand - receptor binding in Golgiα-mannosidase
II induced by inhibitors protonation state
Vladimir Sladek,Juraj Kona,and Hiroaki Tokiwa: Phys.Chem.Chem.Phys. (DOI:10.1039/C7CP01200D)
(2017).

TOMITA, Yusuke [ C class; 4500 (B), 0 (C) ] (247)
— Numerical study of dynamics in Ising spin models with long-range interactions
1. Relaxational processes in the one-dimensional Ising model with long-range interactions

Y. Tomita: Phys. Rev. E 94, 062142 (2016)

TONEGAWA, Takashi [ B,C class; 3700 (B), 0 (C) ] (253)
— Numerical Study of the One-Dimensional Quantum Spin Systems with Spatial Structures
1. Ground-State Phase Diagram of the Bond-Alternating S = 2 Quantum Spin Chain with the XXZ

and On-Site Anisotropies —Symmetry Protected Topological Phase versus Trivial Phase—
K. Okamoto, T. Tonegawa, and T. Sakai: J. Phys. Soc. Jpn. 85 (2016) 063704

2. Frustrated S = 1/2 Two-Leg Ladder with Different Leg Interactions
T. Tonegawa, K. Okamoto, T. Hikihara, and T. Sakai: to be published in J. Phys.: Conf. Series;
arXiv:1608.02064

3. Exact Ground States of Frustrated Quantum Spin Systems Consisting of Spin-Dimer Units
T. Hikihara, T. Tonegawa, K. Okamoto, and T. Sakai: to be published in J. Phys. Soc. Jpn.;
arXiv:1612.07515

TOYODA, Masayuki [ B class; 600 (B), 0 (C) ] (149)
— Band-gap engineering by forming isotope superlattice and polytypic superlattice

TSUNEYUKI, Shinji [ C class; 7500 (B), 2500 (C) ] (14)
— Development and Application of First-Principles Methods for Spatiotemporally Large-Scale Simulation
of Materials
1. Possible ”Magneli” phases and self-alloying in superconducting sulfur hydride

R. Akashi, W. Sano, R. Arita, S. Tsuneyuki: Phys. Rev. Lett. 117, 075503 (2016).
2. Perovskite-type oxyhydride with a two-dimensional electron system: First-principles prediction of

KTiO2H
N. Sato and S. Tsuneyuki: Appl. Phys. Lett. 109, 172903 (2016).

3. Correlated Band Structure of a Transition Metal Oxide ZnO Obtained from a Many-Body Wave
Function Theory
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M. Ochi, R. Arita, and S. Tsuneyuki: Phys. Rev. Lett. 118, 026402 (2017).
4. Efficient method for calculating spatially extended electronic states of large systems with a divide-

and-conquer approach
S. Yamada, F. Shimojo, R. Akashi, and S. Tsuneyuki: Phys. Rev. B 95, 045106 (2017).

5. Anisotropic superconducting gaps in YNi2B2C: A first-principles investigation
M. Kawamura, R. Akashi, and S. Tsuneyuki: Phys. Rev. B 95, 054506 (2017).

6. Numerical investigation of triexciton stabilization in diamond with multiple valleys and bands
H. Katow, J. Usukura, R. Akashi, K. Varga, and S. Tsuneyuki: Phys. Rev. B 95, 125205 (2017).

TSURUTA, Kenji [ B class; 500 (B), 0 (C) ] (153)
— Ab-initio Analysis on Structures and Charge States of Amorphous Iron Oxide for Secondary Battery

UCHIDA, Kazuyuki [ C class; 1000 (B), 1700 (C) ] (120)
— First-Principles Study of Moire Patterns in Atomic Layers II

UCHIDA, Takashi [ B class; 200 (B), 500 (C) ] (143)
— First-principles molecular spin dynamics theory of the complex magnetic structures in Mn-Pt alloys
— Theory of the magnetic structure of Mn-Pt alloys with CuAu-I type crystal structure

UDA, Yutaka [ B class; 600 (B), 0 (C) ] (147)
— Wear mechanism of diamond tool

WATANABE, Hiroshi [ C class; 6000 (B), 0 (C) ] (236)
— Large-scale molecular dynamics simulations on liquid containing impurity
1. Direct Observation of Kinetic Equation in Bubble Coarsening

Hiroshi Watanabe, Hajime Inaoka, and Nobuyasu Ito: J. Chem. Phys. 145, 124707 (2016).
2. Failure of deterministic and stochastic thermostats to control temperature of molecular systems

Hiroshi Watanabe: submitted to J. Phys. Soc. Jpn.

WATANABE, Hiroshi [ B class; 400 (B), 0 (C) ] (194)
— Intradimer charge degrees of freedom magnetism and superconductivity in kappa-type molecular con-
ductor
1. Phase Competition and Superconductivity in κ-(BEDT-TTF)2X: Importance of Intermolecular

Coulomb Interactions
H. Watanabe, H. Seo, and S. Yunoki: J. Phys. Soc. Jpn. 86 (2017) 033703.

WATANABE, Kazuyuki [ C class; 10500 (B), 0 (C) ] (57)
— First-Principles Study of Excited Electron Dynamics of Nanostructures and Positron States at Sur-
faces
1. First-principles study of the dielectric functions of carbon nanotubes with adsorbed water

D. Iwasaki, Y. Suzuki, and K. Watanabe, Appl. Phys. Express 10, 045101 (2017).
2. Electron transmission through bilayer graphene: A time-dependent first-principles study

H. Miyauchi, Y. Ueda, Y. Suzuki, and K. Watanabe, Phys. Rev.B 95, 125425 (2017).
3. Mechanism of Electron Excitation and Emission from a Nanoribbon under Pulsed Laser Irradia-

tion: Time-Dependent First-Principles Study
S. Miyauchi and K. Watanabe, J. Phys. Soc. Jpn. 86, 035003 (2017).

4. Positron States at Li- and O-adsorbed Fe(001) Ferromagnetic Surfaces Studied by Two-Component
Density Functional Theory
S. Hagiwara and K. Watanabe, J. Phys. Soc. Jpn. 85, 114703 (2016).

5. Bohmian mechanics in the exact factorization of electron-nuclear wave functions
Y. Suzuki and K. Watanabe, Phys. Rev. A 94, 032517 (2016).

6. Quantum dynamics of charge state in silicon field evaporation
E.P. Silaeva, K. Uchida, and K. Watanabe, AIP Advances 6 085202 (2016).

7. Quantum dynamics of secondary electron emission from nanographene
Y. Ueda, Y. Suzuki, and K. Watanabe, Phys. Rev. B 94, 035403 (2016).
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8. Electrostatic-field-enhanced photoexfoliation of bilayer benzene: A first-principles study
K. Uchida, E.P. Silaeva, and K. Watanabe, Appl. Phys. Express 9, 065101 (2016).

WATANABE, Satoshi [ C class; 12500 (B), 1700 (C) ] (52)
— Theoretical Analyses on Ionic Transport Properties Electrical Properties and Interfacial Electronic
States of Nanostructures
1. Electric field response in bilayer graphene: Ab initio investigation

Y. Mori, E. Minamitani, Y. Ando, S. Kasamatsu, and S. Watanabe: Applied Physics Express 9
(2016) 115104.

2. Surface phonon excitation on clean metal surfaces in scanning tunneling microscopy
E. Minamitani, R. Arafune, N. Tsukahara, Y. Ohda, S. Watanabe, M. Kawai, H. Ueba, and N.
Takagi: Phys. Rev. B 93 (2016) 085411.

3. Model Hamiltonian approach to the magnetic anisotropy of iron phthalocyanine at solid surfaces
E. Minamitani, N. Takagi, and S. Watanabe: Phys. Rev. B 94 (2016) 205402.

4. Surface structure of novel semimetal WTe2
K. Kawahara, Z. Ni, R. Arafune, T. Shirasawa, C.-L. Lin, E. Minamitani, S. Watanabe, M. Kawai,
and N. Takagi: Appl. Phys. Express 10 (2017) 045702.

5. Controlled Modification of Superconductivity in Epitaxial Atomic Layer–Organic Molecule Het-
erostructures
S. Yoshizawa, E. Minamitani, S. Vijayaraghavan, P. Mishra, Y. Takagi, T. Yokoyama, H. Oba, J.
Nitta, K. Sakamoto, S. Watanabe, T. Nakayama, and T. Uchihashi: Nano Lett. 17 (2017) 2287.

6. スパースモデリングによるナノデバイスシミュレーション解析
安藤康伸, 藤掛 壮, W. Li and 渡邉 聡: 電子情報通信学会誌 99 (2016) 461.

7. Germanene and stanene on two-dimensional substrates: Dirac cone and Z2 invariant
Z. Ni, E. Minamitani, Y. Ando, and S. Watanabe: submitted to Phys. Rev. B.

8. Cu diffusion in amorphous Ta2O5 studied with a simplified neural network potential
W. Li, Y. Ando, and S. Watanabe: submitted to J. Chem. Phys.

YAMADA, Atsuo [ C class; 4500 (B), 0 (C) ] (98)
— Theoretical study on electrode materials for sodium ion batteries
1. Sodium Iron(II) Pyrosilicate Na2Fe2Si2O7: A Potential Cathode Material in the Na2O-FeO-SiO2

System
A. Panigrahi,S. Nishimura,T. Shimada, E. Watanabe, W. Zhao, G. Oyama,and A. Yamada: sub-
mitted to Chemistry of Materials

YAMADA, Atsushi [ C class; 4000 (B), 0 (C) ] (179)
— Superconductivity and magnetic properties in the strongly correlated electron systems
1. A study of the magnetic properties in the Hubbard model on the honeycomb lattice by variational

cluster approximation
Atsushi Yamada: Int. J. Mod. Phys. B30 (2016) 1650158.

YAMAGUCHI, Shu [ C class; 6500 (B), 0 (C) ] (76)
— Research about Protonic Activity on the hydrated surface of acid-base oxide catalysts
1. Effect of CO2 Adsorption on Proton Migration on Hydrated ZrO2 Surface: an Ab Initio Molecular

Dynamic Study
R. Sato, Y. Shibuta, F. Shimojo, S. Yamaguchi: submitted to Phys. Chem. Chem. Phys.

YAMAJI, Youhei [ C class; 6000 (B), 2100 (C) ] (171)
— Numerical Studies on Excitation Spectra of Strongly Correlated Topological Materials
1. Finite-Temperature Variational Monte Carlo Method for Strongly Correlated Electron Systems

K. Takai, K. Ido, T. Misawa, Y. Yamaji, and M. Imada: J. Phys. Soc. Jpn. 85 (2016) 034601.
2. Modulated helical metals at magnetic domain walls of pyrochlore iridium oxides

Y. Yamaji and M. Imada: Phys. Rev. B 93 (2016) 195146.
3. Clues and criteria for designing a Kitaev spin liquid revealed by thermal and spin excitations of

the honeycomb iridate Na2IrO3
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Y. Yamaji, T. Suzuki, T. Yamada, S. Suga, N. Kawashima, and M. Imada: Phys. Rev. B 93
(2016) 174425.

4. Finite-Temperature Signatures of Spin Liquids in Frustrated Hubbard Model
T. Misawa and Y. Yamaji: arXiv:1608.09006, submitted.

5. Ground state properties of Na2IrO3 determined from ab initio Hamiltonian and its extensions
containing Kitaev and extended Heisenberg interactions
T. Okubo, K. Shinjo, Y. Yamaji, N. Kawashima, S. Sota, T. Tohyama, and M. Imada: arXiv:1611.03614.

6. Realizing quantum spin liquid phases in spin-orbit driven correlated materials
A. Catuneanu, Y. Yamaji, G. Wachtel, H.-Y. Kee, and Y. B. Kim: arXiv:1701.07837, submitted.

7. Quantum Lattice Model Solver HPhi
M. Kawamuraa, K. Yoshimi, T. Misawa, Y. Yamaji, S. Todo, and N. Kawashima: Comput. Phys.
Commun. in press.

YAMASHITA, Koichi [ C class; 5500 (B), 0 (C) ] (88)
— Large scale ab initio calculations on the fundamental processes of solar energy convergence devices
and on designing principles for new materials
1. Theoretical investigation of [Ru(tpy)2]2+2]2+, [Ru(tpy)(bpy)(H2O)]2+2+ and [Ru(tpy)(bpy)(Cl)]++

complexes in acetone revisited: Inclusion of strong spin?orbit couplings to quantum chemistry cal-
culations
K. Mishima, T. Kinoshita, M. Hayashi, R. Jono, H. Segawa, K. Yamashita: J. Theor. Comput.
Chem. 15 (2016) 1650001.

2. Photon-absorbing charge-bridging states in organic bulk heterojunctions consisting of diketopy-
rrolopyrrole derivatives and PCBM
M. Fujii, W. Shin, T. Yasuda, K. Yamashita: Phys. Chem. Chem. Phys. 18 (2016) 9514.

3. Dipole Analyses for Short-Circuit Current in Organic Photovoltaic Devices of Diketopyrrolopyrrole-
Based Donor and PCBM
S. Koda, M. Fujii, S. Hatamiya, K. Yamashita: Theor. Chem. Acc. 135 (2016) 115.

4. Does organic/organic interface mimic band bending by deforming structure?
R. Jono, E. Watanabe, M. Fujii, K. Yamashita: J. Photochem. Photobiol. A: Chem. 330 (2016)
181.

5. The Effects of the Organic-Inorganic Interactions on the Thermal Transport Properties of CH3NH3PbI3
T. Hata, G. Giorgi, K. Yamashita: Nano Lett. 16 (2016) 2749.

6. Thermal effect on the morphology and performance of organic photovoltaics
E. Kawashima, M. Fujii, K. Yamashita: Phys. Chem. Chem. Phys. 18 (2016) 26456.

7. Anion Ordering in CaTaO2N: Structural Impact on the Photocatalytic Activity. Insights from
First-Principles
A. Kubo, G. Giorgi, K. Yamashita: Chem. Mater. 29 (2017) 539.

8. Charge Carrier Trapping at Surface Defects of Perovskite Solar Cell Absorbers: A First-Principles
Study
H. Uratani, K. Yamashita: J. Phys. Chem. Lett. 8 (2017) 742.

9. Synthesis of Quinoidal Fused Oligosiloles by Rhodium-Catalyzed Stitching Reaction and Theo-
retical Investigation of Their Properties
R. Shintani, N. Misawa, T. Tsuda, R. Iino, M. Fujii, K. Yamashita, K. Nozaki: J. Am. Chem.
Soc. 139) (2017) 3861.

YAMASHITA, Tomoki [ C class; 3000 (B), 1800 (C) ] (97)
— Search for magnet and spintronics materials based on materials informatics

YAMAUCHI, Jun [ B class; 800 (B), 500 (C) ] (127)
— First-principles study on the defects in semiconductors
1. X-ray photoelectron spectroscopy analysis of boron defects in silicon crystal: a first-principles

study
J. Yamauchi, Y. Yoshimoto, and Y. Suwa: J. Appl. Phys., 119 (2016) 175704.
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YAMAUCHI, Kunihiko [ C class; 6500 (B), 2200 (C) ] (64)
— Search and design for topological materials based on evolutionary algorithm
1. Topological phase transition coupled with spin-valley physics in ferroelectric oxide heterostructures

Kunihiko Yamauchi, Paolo Barone, and Silvia Picozzi: Phys. Rev. B 95, 035146 (2017).
2. Superexchange interaction in the A-site ordered perovskite YMn3Al4O12

K. Nakayama, M. Kuno, K. Yamauchi, S. Souma, K. Sugawara, T. Oguchi, T. Sato, and T.
Takahashi: Phys. Rev. B 95, 125204 (2017).

3. Magnetodielectric detection of magnetic quadrupole order in Ba(TiO)Cu4(PO4)4 with Cu4O12
square cupolas
K. Kimura, P. Babkevich, M. Sera, M. Toyoda, K. Yamauchi, G.S. Tucker, J. Martius, T. Fennell,
P. Manuel, D.D. Khalyavin, R.D. Johnson, T. Nakano, Y. Nozue, H.M. Ronnow, and T. Kimura:
Nat. Commun. 7, 13039 (2016).

YANAGISAWA, Susumu [ C class; 5000 (B), 1800 (C) ] (73)
— Theoretical investigation on electronic structure of organic semiconductor solids
1. First-Principles Molecular Dynamics Analysis of Ligand-Free Suzuki-Miyaura Cross Coupling in

Water Solvent: Oxidative Addition Step
T. Hirakawa, Y. Uramoto, D. Mimura, A. Takeda, S. Yanagisawa, T. Ikeda, K. Inagaki and Y.
Morikawa: J. Phys. Chem. B 121 (2017) 164

2. Determination of geometric and electronic structures of organic crystals from first principles: Role
of the molecular configuration on the electronic structure
S. Yanagisawa and I. Hamada: J. Appl. Phys. 121 (2017) 045501

YANAGISAWA, Takashi [ B class; 1300 (B), 800 (C) ] (187)
— Quantum Monte Carlo and first principles study of strongly correlated electron systems
1. Crossover from weakly to strongly correlated regions in the two-dimensional Hubbard model

T. Yanagisawa: J. Phys. Soc. Jpn. 85 (2016) 114707.a
2. One way to design a valence-skip compound

I. Hase, T. Yanagisawa and K. Kawashima: Nanoscale Research Letters 12 (2017) 127.
3. Isotope shift of the ferromagnetic transition temperature in itinerant ferromagnets

T. Yanagisawa, I. Hase and K. Odagiri: Physics Letters A381 (2017) 737.a
4. Chiral sine-Gordon model

T. Yanagisawa: EPL 113 (2016) 41001.
5. Nambu-Goldstone-Leggett and Higgs modes in multi-condensate superconductors

T. Yanagisawa: J. Superconductivity and Novel MAgnetism 29 (2016) 3099.
6. Electronic structure of InTe, SnAs and PbSb: Valence-skip compound or not?

I. Hase, K. Yasutomi, T. Yanagisawa and K. Odagiri: Physica C527 (2016) 85.
7. Electronic Structure of SnF3: An Example of Valence Skipper which Forms Charge-Density Wave

I. Hase, T. Yanagisawa and K. Kawashima: Physica C530 (2016) 11.
8. Duality in Spin Fluctuations in Correlated Electron Systems

T. Yanagisawa and I. Hase: Physica C530 (2016) 1.
9. Magnetism, Fluctuations and mechanism of high-temperature superconductivity

T. Yanagisawa, I. Hase, M. Miyazaki and K. Yamaji: J. Phys. Conf. Series (2017) in press.a
10. Evolution of the CDW gap in valence skipper RbTlX3 (X = F, Cl, Br): A first-principles study

I. Hase and T. Yanagisawa: J. Phys. Conf. Series (2017) in press.

YASUDA, Chitoshi [ C class; 3500 (B), 0 (C) ] (255)
— Randomness Effects on Quantum Spin Systems Coupled to Lattice Degrees of Freedom

YASUOKA, Kenji [ C class; 7500 (B), 0 (C) ] (65)
— The role of Ti interstitial in adsorption of O2 on reduced rutile TiO2 (110) surface
— The role of excess electrons in adsorption of O2 on rutile TiO2 (110) surface
1. Stability of Excess Electrons Introduced by Ti Interstitial in Rutile TiO2(110) Surface

K. Morita, T. Shibuya, and K. Yasuoka: J. Phys. Chem. C 121 (2017) 1602-1607.
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YOSHIDA, Tsuneya [ C class; 11000 (B), 0 (C) ] (166)
— Correlation effects on surface states of topological phases
— Study of topological phases in strongly correlated systems
1. Restoration of topological properties at finite temperatures in a heavy-fermion system

Tsuneya Yoshida, and Robert Peters, and Norio Kawakami: Phys. Rev. B. 93 (2016) 045138
2. Coexistence of light and heavy surface states in a topological multiband Kondo insulator

R. Peters, T. Yoshida, H. Sakakibara, and N. Kawakami: Phys. Rev. B 93, 235159 (2016)
3. Reduction of Z classification of a two-dimensional weak topological insulator

T. Yoshida and N. Kawakami: Phys. Rev. B 95, 045127 (2017)
4. Fate of Majorana modes in CeCoIn5/YbCoIn5 superlattices

T. Yoshida, A. Daido, Y. Yanase, and N. Kawakami: Phys. Rev. Lett. 118, 147001 (2017)
5. Topological edge Mott insulating state in two dimensions at finite temperatures

T. Yoshida and N. Kawakami: Phys. Rev. B 94, 085149 (2016)

YOSHIDOME, Takashi [ C class; 4500 (B), 1700 (C) ] (235)
— A construction of the Markov state model of protein folding using the manifold theory

YOSHIZAWA, Kanako [ C class; 2500 (B), 1800 (C) ] (100)
— Structural analysis of titanium dioxide by first-principles calculation
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2 SCCMS Projects

AKAI, Hisazumi [ 1000 (B), 1000 (C) ] (140)
— First-principles calculation on f-electron systems
1. Schottky junction studied using Korringa–Kohn–Rostoker Nonequilibrium Green’s function method

M. Ogura and H. Akai: J. Phys. Soc. Jpn. 85 (2016) 104715.
2. Relevance of 4f-3d exchange to finite-temperature magnetism of rare-earth permanent magnets:

an ab-initio-based spin model approach for NdFe12N
M. Matsumoto, H. Akai, Y. Harashima, S. Doi and T. Miyake: J. Appl. Phys. 119 (2016) 213901.

3. Electrical resistivity of substitutionally disordered hcp Fe–Si and Fe–Ni alloys: Chemically-induced
resistivity saturation in the Earth’s core
H. Gomi, K. Hirose, H. Akai, and Y. Fei: Earth Planet. Sci. Lett. 451 (2016) 51.

4. Monte Carlo analysis for finite-temperature magnetism of Nd2Fe14B permanent magnet
Yuta Toga, Munehisa Matsumoto, Seiji Miyashita, Hisazumi Akai, Shotaro Doi, Takashi Miyake,
and Akimasa Sakuma: Phys. Rev. B 94 (2016) 174433.

5. Atomistic-model study of temperature-dependent domain walls in the neodymium permanent
magnet Nd2Fe14B
Masamichi Nishino, Yuta Toga, Seiji Miyashita, Hisazumi Akai, Akimasa Sakuma, and Satoshi
Hirosawa: Phys. Rev. B 95 (2017) 094429.

FUJITA, Takatoshi [ 1000 (B), 0 (C) ] (303)
— Excited-state calculations for molecular aggregates based on Greenfs function method
1. Coherent Dynamics of Mixed Frenkel and Charge-Transfer Excitons in Dinaphtho[2,3-b:2′3′-f ]thieno[3,2-

b]-thiophene Thin Films: The Importance of Hole Delocalization
T. Fujita, J. Huh, S K. Saikin, and A. Aspuru-Guzik: J. Phys. Chem. Lett. 7 (2016) 546.

2. Emulation of complex open quantum systems using superconducting qubits
S. Mostame, J. Huh, C. Kreisbeck, A. J. Kerman, T. Fujita, A. E. Eisfeld, A. Aspuru-Guzik:
Quantum Inf. Proc. 16 (2017) 44.

FUKUSHIMA, Tetsuya [ 5000 (B), 2500 (C) ] (304)
— Design of spintronics materials by order-N screened KKR Green function method
1. Supercomputer System at ISSP

2. Local energies and energy fluctuations - applied to the high entropy alloy CrFeCoNi
T. Fukushima, H. Katayama-Yoshida, K. Sato, M. Ogura, R. Zeller, and P. H. Dederichs: sub-
mitted to J. Phys. Soc. Jpn.

3. Structure of the high-entropy alloy AlxCrFeCoNi: fcc versus bcc
M. Ogura, T. Fukushima, R. Zeller, and P. H. Dederichs: submitted to J. Alloy Compd.

IMADA, Masatoshi [ 25000 (B), 10000 (C) ] (287)
— Interfacial high-Tc superconductivity and nonequilibrium superconductivity
— Superconducting correlations of nonequilibrium states
1. Finite-Temperature Variational Monte Carlo Method for Strongly Correlated Electron Systems

Kensaku Takai, Kota Ido, Takahiro Misawa, Youhei Yamaji, and Masatoshi Imada: J. Phys. Soc.
Jpn.85 (2016) 034601.

2. Real-space renormalized dynamical mean field theory
Dai Kubota, Shiro Sakai, and Masatoshi Imada: Phys. Rev. B 93 (2016) 205119.

3. Modulated Helical Metals at Magnetic Domain Walls of Pyrochlore Iridium Oxides
Youhei Yamaji, Masatoshi Imada: Phys. Rev. B93 (2016) 195146.

4. Clues and criteria for designing a Kitaev spin liquid revealed by thermal and spin excitations of
the honeycomb iridate Na2IrO3
Youhei Yamaji, Takafumi Suzuki, Takuto Yamada, Sei-ichiro Suga, Naoki Kawashima, and Masatoshi
Imada: Phys. Rev. B 93 (2016) 174425.
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5. Self-Optimized Superconductivity Attainable by Interlayer Phase Separation at Cuprate Interfaces
Takahiro Misawa, Yusuke Nomura, Silke Biermann, and Masatoshi Imada: Sci. Adv. 2 (2016)
e1600664 .

6. Nonequilibrium Pump-Probe Photoexcitation as a Tool for Analyzing Unoccupied Equilibrium
States of Correlated Electrons
Youhei Yamaji,and Masatoshi Imada: J. Phys. Soc. Jpn. 85 (2016) 094707.

7. Hidden-fermion representation of self-energy in pseudogap and superconducting states of the two-
dimensional Hubbard model
Shiro Sakai, Marcello Civelli, and Masatoshi Imada: Phys. Rev. B.94 (2016) 115130.

8. Stabilization of topological insulator emerging from electron correlations on honeycomb lattice
and its possible relevance in twisted bilayer graphene
Moyuru Kurita, Youhei Yamaji, and Masatoshi Imada : Phys. Rev. B. 94 (2016) 125131.

KAWASHIMA, Naoki [ 5000 (B), 2500 (C) ] (298)
— Search for novel quantum phases and transitions by tensor network methods and quantum Monte
Carlo methods
1. Ground state properties of Na2IrO3 determined from ab initio Hamiltonian and its extensions

containing Kitaev and extended Heisenberg interactions
Tsuyoshi Okubo, Kazuya Shinjo, Youhei Yamaji, Naoki Kawashima, Shigetoshi Sota, Takami
Tohyama, and Masatoshi Imada: arXiv:1611.03614.

2. Quantum Lattice Model Solver HPhi
Mitsuaki Kawamura, Kazuyoshi Yoshimi, Takahiro Misawa, Youhei Yamaji, Synge Todo, and
Naoki Kawashima: Comput. Phys. Commun., in press.

3. Clues and criteria for designing a Kitaev spin liquid revealed by thermal and spin excitations of
the honeycomb iridate Na2IrO3
Youhei Yamaji, Takafumi Suzuki, Takuto Yamada, Sei-ichiro Suga, Naoki Kawashima, and Masatoshi
Imada: Phys. Rev. B 93, 174425 (2016).

KOHYAMA, Masanori [ 25000 (B), 12500 (C) ] (289, 290)
— First-principles phase field mapping
1. Relationship between cap structure and energy gap in capped carbon nanotubes

S. Ono, K. Tanikawa, R. Kuwahara, and K. Ohno: J. Chem. Phys. 145, 024702 (2016).
2. Ab initio molecular dynamics simulation study of successive hydrogenation reactions of carbon

monoxide producing methanol
T. N. Pham, S. Ono, and K. Ohno: J. Chem. Phys. 144, 144309 (2016).

3. Momentum-dependent band spin splitting in semiconducting MnO2: a density functional calcu-
lation
Y. Noda, K. Ohno, and S. Nakamura: Phys. Chem. Chem. Phys. 18, 13294 (2016).

4. Growth of Graphene Nanocoil in a SiC Container: A Molecular Dynamics Study
S. Battacharyya, S. Otake, S. Ono, R. Kuwahara, and K. Ohno: Advances in Materials Physics
and Chemistry 6, 113 (2016).

5. A self-consistent GW approach to the van der Waals potential for a helium dimer
T. Shoji, R. Kuwahara, S. Ono, and K. Ohno: Phys. Chem. Chem. Phys. 18, 24477 (2016).

6. GWγ+Bethe-Salpeter equation approach for photoabsorption spectra: Importance of self-consistent
GWγ calculations in small atomic systems
R. Kuwahara, Y. Noguchi, and K. Ohno: Phys. Rev. B 94, 121116(R) (2016).

7. A simple derivation of the exact quasiparticle theory and its extension to arbitrary initial excited
eigenstates
K. Ohno, S. Ono, and T. Isobe: J. Chem. Phys. 146, 084108 (2017).

MISAWA, Takahiro [ 10000 (B), 5000 (C) ] (295)
— Many-variable variational Monte Carlo study for interfaces of high-Tc superconductors
— Many-variable variational Monte Carlo study for degenerate two-orbital Hubbard model with inverted
Hund coupling
1. Self-optimized superconductivity attainable by interlayer phase separation at cuprate interfaces
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T. Misawa, Y. Nomura, S. Biermann, and M. Imada, Sci. Adv. 2, e1600664 (2016)

MIYAKE, Takashi [ 5400 (B), 0 (C) ] (311)
— First-principles study of magnetic materials
1. First-principles study on stability and magnetism of NdFe11M and NdFe11MN for M = Ti, V,

Cr, Mn, Fe, Co, Ni, Cu, Zn
Yosuke Harashima, Kiyoyuki Terakura, Hiori Kino, Shoji Ishibashi, and Takashi Miyake: J. Appl.
Phys. 120 (2016) 203904.

NAKAI, Hiromi [ 0 (B), 5000 (C) ] (309)
— Quantum molecular dynamics simulation on electrolyte solution for sodium-ion battery

NOBUSADA, Katsuyuki [ 15000 (B), 7500 (C) ] (285)
— Nano-optical response theory and computational design of photo-electronic functional devices
1. An atomic-level insight into the basic mechanism responsible for the enhancement of the catalytic

oxidation of carbon monoxide on a Cu/CeO2 surface
K. Koizumi, K. Nobusada and M. Boero: Phys. Chem. Chem. Phys. 19, 3498 (2017).

2. Simple but efficient method for inhibiting sintering and aggregation of catalytic Pt nanoclusters
on metal-oxide supports
K. Koizumi, K. Nobusada and M. Boero: Chem. Eur. J. 23, 1531 (2017).

3. The absence of a gap state and enhancement of the Mars-van Krevelen reaction on oxygen defective
Cu/CeO2 surfaces
K. Koizumi, K. Nobusada and M. Boero: Phys. Chem. Chem. Phys. 18, 20708 (2016).

OBA, Fumiyasu [ 10000 (B), 0 (C) ] (307)
— Exploration of novel semiconductors by first-principles screening

OGATA, Shuji [ 5000 (B), 2500 (C) ] (299)
— Simulation of organic-inorganic interfaces
1. Enhanced Si-O Bond Breaking in Silica Glass by Water Dimer: A Hybrid Quantum-Classical

Simulation Study
T. Kouno, S. Ogata, T. Shimada, T. Tamura, and R. Kobayashi: J. Phys. Soc. Jpn. 85 (2016)
054601.

2. Moisture-Induced Reduction of Adhesion Strength between Surface Oxidized Al and Epoxy Resin:
Dynamics Simulation with Electronic Structure Calculation
S. Ogata and Y. Takahashi: J. Phys. Chem. C 120 (2016) 13630.

OGUCHI, Tamio [ 10000 (B), 5000 (C) ] (306)
— Materials exploration for sodium secondary batteries

OKAZAKI, Kei-ichi [ 1500 (B), 0 (C) ] (302)
— Multiscale simulations of bio-membrane shape-changing dynamics

OKAZAKI, Susumu [ 5000 (B), 2500 (C) ] (301)
— Conversion and storage of energy - Fuel cells and secondary batteries: Research and development of
fundamental technologies of battery simulators
1. Evaluation of atomic pressure in the multiple time-step integration algorithm

Y. Andoh, N. Yoshii, A. Yamada, S. Okazaki: J. Comput. Chem. 38 , 704 (2017)
2. Structural ordering of lipid bilayers induced by surfactant molecules with small hydrophilic head

group
Y. Andoh, S. N. S. Mohamed, S. Kite, S. Okazaki: Mol. Siml., in press

3. Transferable coarse-grained model for perfluorosulfonic acid polymer membranes
A. Kuo, S. Okazaki, W. Shinoda: Soft Matter, submitted.

4. Molecular dynamics study of the morphology of hydrated perfluorosulfonic acid polymer mem-
branes
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A. Kuo, W. Shinoda, S. Okazaki: J. Phys. Chem. C, 120, 25832 (2017)

OSHIYAMA, Atsushi [ 25000 (B), 12500 (C) ] (283)
— First-principles electronic-structure calculations and device-process simulations
1. Multistep Atomic Reaction Enhanced by an Atomic Force Microscope Probe on Si (111) and

Ge(111) Surfaces
B. Enkhtaivan and A. Oshiyama: Phys. Rev. B 94 (2016) 085416.

2. Atomic Force Microscope manipulation of Ag atom on the Si(111) surface
B. Enkhtaivan and A. Oshiyama: Phys. Rev. B 95 (2017) 035309.

3. Band-unfolding approach to moiré-induced band-gap opening and Fermi-level-velocity reduction
in twisted bilayer graphene
H. Nishi, Y-i. Matsushita, A. Oshiyama: Phys. Rev. B 95 (2017) 085420.

4. First-Principles Calculations that Clarify Energetics and Reactions of Oxygen Adsorption and
Carbon Desorption on 4H-SiC (112̄0) Surface
H. Li, Y.-i. Matsushita, M. Boero and A. Oshiyama: J. Phys. Chem. C 121 (2017) 3920.

5. Microscopic Mechanisms of Initial Formation Process of Graphene on SiC(0001) Surfaces: Selec-
tive Si Desorption from Step Edges
F. Imoto, J.-I. Iwata, M. Boero, A. Oshiyama: J. Phys. Chem. C 121 (2017) 5041.

6. Comprehensive study on band-gap variations in sp3-bonded semiconductors: roles of electronic
states floating in internal space
Y.-i. Matsushita and A. Oshiyama: J. Phys. Soc. Jpn 86 (2017) 054702.

SAITO, Susumu [ 5000 (B), 2500 (C) ] (149)
— Materials design using B, C, and N for next-generation device

SHIBA, Hayato [ 10000 (B), 5000 (C) ] (292)
— Simulation of liquid materials properties using hybrid classical modeling
— Mesoscale dynamics study of rheology and friction in composite electrolyte solutions

SHIGETA, Yasuteru [ 5000 (B), 2500 (C) ] (296)
— First-principles analyses on crystal growth mechanism of GaN

SUGINO, Osamu [ 15000 (B), 2500 (C) ] (291)
— Energy conversion and storage – electric energy

TAKETSUGU, Tetsuya [ 10000 (B), 5000 (C) ] (78)
— Catalytic activity of abundant-metal clusters supported by an oxide substrate

TOHYAMA, Takami [ 0 (B), 2500 (C) ] (224)
— Cooperation research with big experimental Facilities
1. Phenomenological Magnetic Model in Tsai-Type Approximants

T. Sugimoto, T. Tohyama, T. Hiroto, and R. Tamura: J. Phys. Soc. Jpn. 85, (2016) 053701.
2. Density-matrix renormalization group study of Kitaev-Heisenberg model on the triangular lattice

K. Shinjo, S. Sota, S. Yunoki, K. Totsuka, and T. Tohyama: J. Phys. Soc. Jpn. 85, (2016)
114710.

3. Static and Dynamic Magnetic Properties of Spin-1/2 Inequilateral Diamond-Chain Compounds
A3Cu3AlO2(SO4)4 (A=K, Rb, and Cs)
K. Morita, M. Fujihala, H. Koorikawa, T. Sugimoto, S. Sota, S. Mitsuda, and T. Tohyama: Phys.
Rev. B, in press.

4. Observation of a dispersive charge mode in hole-doped cuprates using resonant inelastic x-ray
scattering at the oxygen K edge
K. Ishii, T. Tohyama, S. Asano, K. Sato, M. Fujita, S. Wakimoto, K. Tustsui, S. Sota, J. Miyawaki,
H. Niwa, Y. Harada, J. Pelliciari, Y. Huang, T. Schmitt, Y. Yamamoto, and J. Mizuki: submitted
to Phys. Rev. Lett.
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YABANA, Kazuhiro [ 5000 (B), 2500 (C) ] (297)
— Dynamics in nano-interface excited by high-intensity pulsed light

YAMADA, Atsuo [ 5000 (B), 0 (C) ] (98)
— Analysis of elementary cathode reactions towards high-voltage sodium ion batteries
1. Sodium Iron(II) Pyrosilicate Na2Fe2Si2O7: A Potential Cathode Material in the Na2O-FeO-SiO2

System
A. Panigrahi,S. Nishimura,T. Shimada, E. Watanabe, W. Zhao, G. Oyama,and A. Yamada: sub-
mitted to Chemistry of Materials

YAMASHITA, Koichi [ 5000 (B), 2500 (C) ] (300)
— Large scale calculations on the fundamental processes of organic and perovskite solar cells and their
optimization in conversion efficiency
1. Theoretical investigation of [Ru(tpy)2]2+2]2+, [Ru(tpy)(bpy)(H2O)]2+2+ and [Ru(tpy)(bpy)(Cl)]++

complexes in acetone revisited: Inclusion of strong spin?orbit couplings to quantum chemistry cal-
culations
K. Mishima, T. Kinoshita, M. Hayashi, R. Jono, H. Segawa, K. Yamashita: J. Theor. Comput.
Chem. 15 (2016) 1650001.

2. Photon-absorbing charge-bridging states in organic bulk heterojunctions consisting of diketopy-
rrolopyrrole derivatives and PCBM
M. Fujii, W. Shin, T. Yasuda, K. Yamashita: Phys. Chem. Chem. Phys. 18 (2016) 9514.

3. Dipole Analyses for Short-Circuit Current in Organic Photovoltaic Devices of Diketopyrrolopyrrole-
Based Donor and PCBM
S. Koda, M. Fujii, S. Hatamiya, K. Yamashita: Theor. Chem. Acc. 135 (2016) 115.

4. Does organic/organic interface mimic band bending by deforming structure?
R. Jono, E. Watanabe, M. Fujii, K. Yamashita: J. Photochem. Photobiol. A: Chem. 330 (2016)
181.

5. The Effects of the Organic-Inorganic Interactions on the Thermal Transport Properties of CH3NH3PbI3
T. Hata, G. Giorgi, K. Yamashita: Nano Lett. 16 (2016) 2749.

6. Thermal effect on the morphology and performance of organic photovoltaics
E. Kawashima, M. Fujii, K. Yamashita: Phys. Chem. Chem. Phys. 18 (2016) 26456.

7. Anion Ordering in CaTaO2N: Structural Impact on the Photocatalytic Activity. Insights from
First-Principles
A. Kubo, G. Giorgi, K. Yamashita: Chem. Mater. 29 (2017) 539.

8. Charge Carrier Trapping at Surface Defects of Perovskite Solar Cell Absorbers: A First-Principles
Study
H. Uratani, K. Yamashita: J. Phys. Chem. Lett. 8 (2017) 742.

9. Synthesis of Quinoidal Fused Oligosiloles by Rhodium-Catalyzed Stitching Reaction and Theo-
retical Investigation of Their Properties
R. Shintani, N. Misawa, T. Tsuda, R. Iino, M. Fujii, K. Yamashita, K. Nozaki: J. Am. Chem.
Soc. 139 (2017) 3861.

YOSHIMI, Kazuyoshi [ 10000 (B), 2500 (C) ] (293)
— Promotion of joint researches through Project for advancement of software usability in materials
science in 2015
— Analysis of spin relaxation phenomena in quantum dots
1. Quantum Lattice Model Solver HPhi

Mitsuaki Kawamura, Kazuyoshi Yoshimi, Takahiro Misawa, Youhei Yamaji, Synge Todo, and
Naoki Kawashima: Comput. Phys. Commun., in press.
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2 Doctor theses

1. ALAYDRUS, Musa
Theoretical investigation of ionic conduction in rare-earth oxide materials
Osaka University, 2016-03

2. BUI, Van Pho
Study on the Mechanism of Plutinum-Assisted Hydrofluoric Acid/Water Etching of SiC
Osaka University, 2016-08

3. ENKHTAIVAN, Batnyam
First-Principles Study on Microscopic Mechanism of Atom Manipulation by Atomic Force Micro-
scope
the University of Tokyo, 2017-03

4. HAGIWARA, Satoshi
Positron States in Solids and At Surfaces Studied by Two-component Density Functional Theory
Tokyo University of Science, 2017-03

5. HIROSE, Daichi
Development and application of the GW+Bethe-Salpeter method for the study of excitonic states
in molecules
the University of Tokyo, 2017-03

6. IMACHI, Hiroto
Numerical Methods for Large-scale Quantum Material Simulations
Tottori University, 2017-03

7. ISOHASHI, Ai
Development of Catalyst-Assisted Etching in Pure Water
Osaka University, 2017-01

8. MORIYAMA, Takumi
Study on switching mechanism of resistive random access memories using polycrystalline metal
oxide films
Tottori University, 2017-03

9. OBATA, Masao
Development and application of spin dependent van der Waals density functional method
Kanazawa University, 2016-09

10. OZAWA, Ryo
Topological spin textures emergent from spin-charge coupling
the University of Tokyo, 2017-03

11. SAKAGAMI, Takahiro
Structure of liquid ZI4 (Z=Sn, Ge) under ambient pressure
Ehime University, 2016-03

12. SAKURAGI, Shunsuke
Ferromagnetism Induced by Quantum-Well States in Pd(100) Ultrathin Films
Keio University, 2017-03

13. SATO, Nobuya
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Theoretical predictions of perovskite-type oxyhydrides based on first-principles calculations
the University of Tokyo, 2016-03

14. SHUKRI, Ganes
Theoretical Study on the Effect of Oxygen Vacancy on Ethylene and Acetylene Interaction with
Anatase TiO2 (001) Surface
Osaka University, 2016-09

15. SUNNARDIANTO, Gagus Ketut
An Effective Way of Storing and Releasing Hydrogen via Graphene Vacancy for Hydrogen Storage
Applications
Osaka University, 2017-03

16. SUZUKI, Takafumi
Nonequilibrium current fluctuation in interacting mesoscopic systems
the University of Tokyo, 2017-03

17. UEKI, Hikaru
Microscopic Theory of the Flux-Flow Hall Effect in Type-II@Superconductors
Hokkaido University, 2017-06

18. YAMADA, Shunsuke
First-principles calculations of spatially extended electronic states for nanostructures with a divide-
and-conquer method
the University of Tokyo, 2016-03
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2 Master Theses

1. ADACHI, Daiki
Combined optimization method using X-ray diffraction data and ab initio calculation
the University of Tokyo, 2017-03

2. ASAYAMA, Yoshihiro
Ionization and penetration of metal atoms at metal/insulator interfaces in electric field and effects
of metal alloying
Chiba University, 2016-03

3. FUNATO, Yosuke
First-principles study on the electronic structures in Tl/Ag(111) surface and solid oxygen
Kanazawa University, 2017-03

4. GOTO, Yuki
Shape optimization in high Reynolds number problems using adjoint turbulence models
the University of Tokyo, 2017-03

5. HAMAGUCHI, Motoyuki
First-principles analysis of the electronic structure of olivine type LiFePO4 and rock-salt type
Li2MTiO4 (M=V, Mn, Fe, Co, Ni)
Osaka University, 2017-03

6. HASEGAWA, Miki
Dissociative adsorption of water molecule at kink site of GaN(0001)
Osaka University, 2017-03

7. HASHIMOTO, Toshio
Numerical Simulation using CLSVOF method of Nucleate Boiling in Forced Convection of FC-72
Saga University, 2017-03

8. IMAI, Masaya
Local Structuring and Molecular Dynamics at Electric Double Layer of Aqueous Electrolytes
Faced to Graphite Electrode Analyzed by MD Calculation
Osaka University, 2016-03

9. KAWABATA, Kohei
Adsorption and charging of metal atoms in organic molecular solids
Chiba University, 2016-03

10. MAEDA,Takahiro
First-principles calculations of electronic structures of single-crystal organic semiconductors
University of Tsukuba, 2017-03

11. MARUYAMA, Shohei
Loop Optimization for Tensor Network Renormalization and Its Application to Various Lattices
the University of Tokyo, 2017-03-23

12. MISHCHENKO, Petr
Thermodynamic properties of the Kitaev model on a hyperoctagon lattice: Large-scale Monte
Carlo study
the University of Tokyo, 2017-03
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13. MORI, Yutaro
the University of Tokyo, 2017-03

14. MORIKAWA, Yusuke
Sodium-ion Intercalation Mechanism into Hard Carbon
the University of Tokyo, 2017-03

15. MORIYA, Tomotaka
the University of Tokyo, 2017-03

16. NAGANO, Yoshihiro
Numerical study on the critical properties of the antiferromagnetic classical Heisenberg model on
the stacked-triangular lattice
Osaka University, 2017-03

17. NAGASAWA, Akito
First-principles study on stability of boron clusters in BaSi2
Chiba University, 2016-03

18. NAKAUCHI, Shiryu
Analysis of ordered states in iridium oxides on a honeycomb lattice
Tokyo Institute of Technology, 2017-03

19. NISHI, Hirofumi
Theoretical Study on Twisted Bilayaer Grpahene Using the Band Unfolding Method
the University of Tokyo, 2017-03

20. OBA, Yusuke
First-principles study of phonon anharmonicity and negative thermal expansion in ScF3

the University of Tokyo, 2016-03

21. OKADA, Katsuya
Theoretical Study on Crystal Growth of MoS2 Cluster
Shimane University, 2017-3

22. OKAMOTO, Kazuma
A two-phase simulation trial for determining phase boundaries
Ehime University, 2016-03

23. SAKATANI, Fuminori
First-principles study of spin-orbit splitting in III-V compound semiconductor
Kanazawa University, 2017-03

24. SHIMAGAKI, Kai
Performance analysis of parameter inference using unsteady relaxation and application to inverse
Ising problem
the University of Tokyo, 2017-03

25. SHINZAKI, Ryu
Theoretical study for heavy fermion systems on quasiperiodicity
Tokyo Institute of Technology, 2017-03

26. TODA, Marika
Control of band gaps in electronic systems of two-dimensional layered materials
Ochanomizu University, 2017-03
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27. TONARI, Ken
Development of Cluster-expansion method inducing sparsity based on semi-analytical cross vali-
dation method
Tokyo Institute of Technology, 2017-03

28. TSUTSUMI, Kentaro
First-principles calculation of superconducting transition temperatures including the effect of spin
fluctuations
the University of Tokyo, 2016-03

29. UEMATSU, Kazuki
Quantum spin liquid behavior of the random J1-J2 Heisenberg model on the honeycomb lattice
Osaka University, 2017-03

30. URASAKI, Syu
Stabilities and Electronic Structures of Vacancies in 2D Materials: h-BN and MoS2
Shimane University, 2017-03

31. WATANABE, Saki
Calculation of photoelectron excitation in monolayer transition-metal chalcogenides
Ochanomizu University, 2017-03

32. YAMADA, Masahiko G.
Designing various quantum spin liquids in metal-organic frameworks
the University of Tokyo, 2017-03

33. YAMAMOTO, Kaichi
Yokohama City University, 2017-03

34. YAMAMOTO, Maho
Numerical simulations on the inhomogeneous one-dimensional spring-block model mimicking the
subduction zone
Osaka University, 2017-03
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