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Example:
LASTNAME, Firstname [ project class; # points (A), # points (B), # points (C) ]
(Page #)
— Project title
1. First paper
Names of Authors, etc.

2. Second paper

O ISSP Joint Research Projects

ADACHI, Takahiro [ C class; 8000 (A), 1000 (B), 300 (C) ] (217)
— Heat Transfer Characteristics of Condensate Film Flow along Vertical Plates with Microscopic Grooves
1. Linear stability of flow in rectangular ducts in the vicinity of the critical aspect ratio
Takahiro ADACHI: European Journal of Mechanics B/Fluids 41 (2013) 163-168
2. Velocity and temperature profiles extending over the liquid and gas phases of two-phase flow
falling down vertical plates
Takahiro ADACHI: Applied Thermal Engineering 51 (2013) 827e832
3. Heat Transfer Enhancement of the Film Flow Falling along Vertical Fluted Plates
Shouta SATO and Takahiro ADACHI: Proceedings of 4th International Conference on Simulation
and Modeling Methodologies, Technologies and Applications(Vienna, Austria,2014)

AKAI, Hisazumi [ B class; 0 (A), 800 (B), 500 (C) ] (135)
— Electronic structure of rare earth magnets
1. Role of N in a permanent magnet material SmyFe 7N,
M. Ogura, A. Mashiyama, and H. Akai: submitted to J. Phys. Soc. Jpn. (2015).

ANDO, Yasunobu [ C class; 0 (A), 2500 (B), 1700 (C) | (104)
— Nano-capacitance analysis based on density functional theory with applied bias

AOKI, Hideo [ C class; 0 (A), 4000 (B), 0 (C) ] (163)
— Non-equilibrium phase transitions in superconductors and electron-phonon systems
1. Interaction quench in the Holstein model: Thermalization crossover from electron- to phonon-
dominated relaxation
Yuta Murakami, Philipp Werner, Naoto Tsuji and Hideo Aoki: Phys. Rev. B 91, 045128 (2015).
2. Supersolid phase accompanied by a quantum critical point in the intermediate coupling regime of
the Holstein model
Yuta Murakami, Philipp Werner, Naoto Tsuji and Hideo Aoki: Phys. Rev. Lett. 113, 266404
(2014).
3. Nonequilibrium dynamical mean-field theory and its applications
Hideo Aoki, Naoto Tsuji, Martin Eckstein, Marcus Kollar, Takashi Oka and Philipp Werner: Rev.
Mod. Phys. 86, 779 (2014).
4. Nonequilibrium dynamical cluster theory
Naoto Tsuji, Peter Barmettler, Hideo Aoki and Philipp Werner: Phys. Rev. B 90, 075117 (2014).
5. Light-induced collective pseudospin precession resonating with Higgs mode in a superconductor
Ryusuke Matsunaga, Naoto Tsuji, Hiroyuki Fujita, Arata Sugioka, Kazumasa Makise, Yoshinori
Uzawa, Hirotaka Terai, Zhen Wang, Hideo Aoki, and Ryo Shimano: Science 345, 1145 (2014).
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ARAIDAI, Masaaki | C class; 0 (A), 4000 (B), 900 (C) ] (137)
— First-Principles Modeling on Emerging Memory Devices

ARAKAWA, Naoya [ B class; 0 (A), 600 (B), 0 (C) ] (152)
— Microscopic theory for transport phenomena of multi-orbital strongly correlated electron systems

1. Orbital-cooperative spin fluctuation and orbital-dependent transport in Ru oxides
N. Arakawa: Phys. Rev. B 90 (2014) 245103.

2. Many-body effects on the resistivity of a multiorbital system beyond Landau’s Fermi-liquid theory
N. Arakawa: arXiv:1503.06937; accepted for publication in Modern Physics Letters B as an invited
brief review article.

3. Controlling spin Hall effect by using a band anticrossing and nonmagnetic impurity scattering
T. Mizoguchi and N. Arakawa: arXiv:1411.5432.

ARAKI, Takeaki [ B class; 1800 (A), 700 (B), 0 (C) ] (248)
— Conformations of polymer chains in nematic liquid crystals IT
1. Controlled motion of a Janus particle in periodically phase-separating binary fluids
T. Araki and S. Fukai: Soft Matter 11 (2015) 3470-3479.
2.  Nematic caps on a colloidal particle in a nematogenic liquid under electric field
T. Uchida, T. Araki and A. Onuki: Soft Matter 11 (2015) 2874

ARITA, Ryotaro [ C,D class; 0 (A), 18500 (B), 2300 (C) ] (23)
— Study of strongly-correlated multiorbital systems with continuous-time quantum Monte Carlo method
— Study of multi-orbital correlated electron systems by cluster dynamical mean field theory
— Nonempirical study of superconductivity in correlated fullerenes
1. Effect of Hund’s coupling on nonlocal correlations: a cluster DMFT study
Y. Nomura, S. Sakai and R. Arita: arXiv:1408.4402
2. Unified understanding of superconductivity and the Mott transition in alkali-doped fullerides from
first principles
Y. Nomura, S. Sakai, M. Capone and R. Arita: submitted

DEKURA, Haruhiko [ C class; 0 (A), 1000 (B), 0 (C) ] (140)
— First-principles calculations of iron solid solution effects on the lattice thermal conductivity of lower
mantle minerals

EGAMI, Yoshiyuki [ C class; 0 (A), 1500 (B), 3200 (C) ] (97)
— Development and application of first-principles simulator for dynamics of electron transport
1. First-principles calculation method for electron transport based on grid Lippmann-Schwinger
equation
Y. Egami, S. Iwase, S. Tsukamoto, T. Ono and K. Hirose: submitted to Phys. Rev. E.

FUCHIZAKI, Kazuhiro [ C class; 17000 (A), 2500 (B), 0 (C) ] (200)
— Slow Dynamical Processes in Nonequilibrium Metastable States
1. Melting Behavior of a Model Molecular Crystalline Gely
K. Fuchizaki and Y. Asano: J. Phys. Soc. Jpn. 84 (2015) in press.

FUJIMOTO, Yoshitaka [ C class; 20500 (A), 0 (B), 0 (C) ] (53)
— Atomic structures, structural stabilities, and electronic properties of impurity-doped carbon-based
materials
1. Hydrogen adsorption and anomalous electronic properties of nitrogen-doped graphene
Y. Fujimoto and S. Saito: Journal of Applied Physics 115, 153701 (2014).
2. Electronic structures of hexagonal boron-nitride monolayer: strain-induced effects
Y. Fujimoto, T. Koretsune, and S. Saito: Journal of the Ceramic Society of Japan 122, 346 (2014).
3. Adsorption of Molecules on Nitrogen-Doped Graphene: A First-Principles Study
Y. Fujimoto and S. Saito: JPS Conference Proceedings, 4, 012002 (2015).
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4. Pyridine-Type Defects in Graphene: Stability, Reactivity and Electronic Property
Y. Fujimoto: Advances in Materials Science Research Vol.18 (Nova Science Publishers, USA),
pp.91 (2015).
5. Electronic structures and stabilities of bilayer graphene doped with boron and nitrogen
Y. Fujimoto and S. Saito: Surface Science, in press.
6. Atomic geometries and electronic structures of hexagonal boron-nitride bilayers under strain
Y. Fujimoto and S. Saito: Submitted.

FUJIWARA, Susumu [ B class; 0 (A), 600 (B), 0 (C) ] (264)
— Molecular Simulation Study of Micellar Shape Change in Amphiphilic Solution
1. Molecular Dynamics Simulation of Micellar Shape Transition in Amphiphilic Solutions
S. Fujiwara, M. Hashimoto, Y. Tamura, H. Nakamura and R. Horiuchi: Plasma Fusion Res. 9
(2014) 3401067.
2. Molecular Dynamics Simulation of Phase Behavior in a Bolaamphiphilic Solution
S. Fujiwara, T. Miyata, M. Hashimoto, Y. Tamura, H. Nakamura and R. Horiuchi: Plasma Fusion
Res., in press.
3.  Melt memory of a spherulite nucleus formed through a seeding process in the crystal growth of
isotactic polystyrene
M. Hashimoto, J. Ohishi, S. Moriya and S. Fujiwara: Polymer J., in press.

FUKUI, Ken-Ichi [ E class; 0 (A), 5000 (B), 3500 (C) ] (80)

— Structural and Electronic Properties of Solid / Liquid Interfaces Using First-Principles and Classical
Molecular Dynamics

— First-Principles and Classical Molecular Dynamics Investigations of Electrolyte Solution / Electrode
Interfaces

FURUKAWA, Akira [ C class; 11500 (A), 6500 (B), 0 (C) ] (202)
— Huydrodynamic effects on the collective dynamics of soft matter systems
— Rheology of heterogeneous soft matter systems
1. Activity-induced clustering in model dumbbell swimmers: The role of hydrodynamic interactions
a) A. Furukawa, D. Marenduzzo, and M.E. Cates, Phys. Rev. E, 90, 022303 (2014).
2. Probing colloidal gels at multiple lengthscales: the role of hydrodynamics
C. P. Royall, J. Eggers, A. Furukawa, and H. Tanaka, accepted for publication in Phys. Rev.
Lett.

FUSEYA, Yuki [ B class; 3400 (A), 0 (B), 0 (C) ] (169)
— Enhancement mechanism of dynamical spin-fluctuation in iron-based superconductors
— FEffect of spin-orbit interactions in thermoelectric materials
1. Theoretical study of correlation between spin fluctuations and Tc in isovalent-doped 1111 iron-
based superconductors
Hayato Arai, Hidetomo Usui, Katsuhiro Suzuki, Yuki Fuseya, and Kazuhiko Kuroki: Phys. Rev.
B 91, 134511 (2015).

GOHDA, Yoshihiro [ C class; 0 (A), 4000 (B), 2100 (C) ] (94)
— Interface magnetic anisotropy of NdFeB magmets
1. Strain effects on the magnetic anisotropy of YoFe14B examined by first-principles calculations
Z. Torbatian, T. Ozaki, S. Tsuneyuki, and Y. Gohda: Appl. Phys. Lett. 104, 242403 (2014).

HAMADA, Ikutaro [ C class; 6500 (A), 500 (B), 0 (C) ] (87)
— Density functional theory study of stability and dynamics of metal nanoclusters on a silicon surface
1. Room-temperature-concerted switch made of a binary atom cluster
E. Inami, I. Hamada, K. Ueda, M. Abe, S. Morita, Y. Sugimoto: Nat. Commun. 6, 6231 (2015)

HAMAMOTO, Yuji [ E class; 0 (A), 2000 (B), 2700 (C) ] (98)
— First principles calculation of van der Waals interaction in Pt clusters on graphene
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HARADA, Kenji [ C class; 4000 (A), 4500 (B), 900 (C) ] (212)
— Numerical study of non-magnetic phase in quantum spin systems
1. Thermal phase transition of generalized Heisenberg models for SU(N) spins on square and honey-
comb lattices
T. Suzuki, K. Harada, H. Matsuo, S. Todo, and N. Kawashima: Physical Review B 91 (2015)
094414.

HASHIMOTO, Tamotsu [ C class; 0 (A), 1000 (B), 0 (C) ] (262)
— Molecular dynamics simulation of ferroelectrics using shell models
1. Dielectric properties of BaTiO3 by molecular dynamics simulations using a shell model
T. Hashimoto and H. Moriwake: Molecular Simulation, in press.

HATSUGALI, Yasuhiro | C class; 16000 (A), 5000 (B), 1000 (C) ] (199)
— Numerical studies of bulk-edge correspondence

1. Topological Order Parameters of the Spin-1/2 Dimerized Heisenberg Ladder in Magnetic Field
T. Kariyado and Y. Hatsugai, arXiv:1412.7901

2. Disentangled Topological Numbers by a Purification of Entangled Mixed States for Non-Interacting
Fermion Systems
T. Fukui and Y. Hatsugai, Journal of the Physical Society of Japan, 84, 043703 (2015).

3. Survival of sharp n=0 Landau levels in massive tilted Dirac fermions: Role of the generalized
chiral operator
Y. Hatsugai, T. Kawarabayashi and Hideo, Aoki, Phys. Rev. B91 085112 (2015).

4. Flat bands in the Weaire—Thorpe model and silicene
Y. Hatsugai, K. Shiraishi and Hideo, Aoki, New J. Phys. 17 025009 (2015).

5.  Entanglement Chern Number for an Extensive Partition of a Topological Ground State
T. Fukui and Y. Hatsugai, Journal of the Physical Society of Japan, 83, 113705 (2014).

6. Characterizing weak topological properties: Berry phase point of view
Y. Yoshimura, K.-I. Imura, T. Fukui and Y. Hatsugai, Phys. Rev. B90, 155443 (2014).

7. Fractionally Quantized Berry Phase, Adiabatic Continuation, and Edge States
T. Kariyado and Y. Hatsugai, Phys. Rev. B90, 085132 (2014).

8. Polarization as a topological quantum number in graphene
H. Aoki and Y. Hatsugai, Phys. Rev. B90, 045206 (2014).

HATTORI, Ken | B class; 1500 (A), 0 (B), 0 (C) ] (131)
— Model calculations in St surfaces with adsorbates
1. Surface structure and electronic states of epitaxial 3-FeSiz(100)/Si(001) thin films: Combined
quantitative LEED, ab initio DFT, and STM study
O. Romanyuk, K. Hattori, M. Someta, H. Daimon: Phys. Rev. B 90 (2014) 155305.

HIDA, Kazuo [ B class; 800 (A), 600 (B), 0 (C) ] (255)
— Numerical Study of One Dimensional Frustrated Quantum Spin Systems
1. Ground-State Phases of Anisotropic Mixed Diamond Chains with Spins 1 and 1/2 :
K. Hida: J. Phys. Soc. Jpn. 83 (2014) 114711

HIRAI, Kunitomo [ B class; 0 (A), 300 (B), 100 (C) | (143)

— Electronic State and Prozimity Effects around Interface in Layered Superlattices

HIROSE, Kenji [ C class; 2500 (A), 1000 (B), 700 (C) ] ()
— Multi-scale Electric and Thermal Transport Calculations

HOSHI, Takeo [ E class; 0 (A), 13500 (B), 2200 (C) ] (58)
— Parallelized ultra-large-scale electronic-structure theory based on first principle calculation and novel
numerical method

1. Novel linear algebraic theory and one-hundred-million-atom quantum material simulations on the
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K computer
T. Hoshi, T. Sogabe, T. Miyata, D. Lee, S.-L. Zhang, H. Imachi, Y. Kawai, Y. Akiyama, K.
Yamazaki, S. Yokoyama, PoS 202, 065, 13 (2014).

2. Convergence analysis of the parallel classical block Jacobi method for the symmetric eigenvalue
problem
Y. Yamamoto, L. Zhang and S. Kudo, JSIAM Letters, 6, 5760 (2014).

3. A new subtraction-free formula for lower bounds of the minimal singular value of an upper bidi-
agonal matrix
T. Yamashita, K. Kimura and Y. Yamamoto, Numerical Algorithms, to appear ( DOI: 10.1007/s11075-
014-9931-z )

4. Implementation details of an extended oqds algorithm for singular values
S. Araki, K. Kimura, Y. Yamamoto and Y. Nakamura, JSTAM Letters, 7, 9-12 (2015).

HOSHINO, Shintaro | C class; 0 (A), 3000 (B), 0 (C) ] (171)
— Monte Carlo Approach to Chiral Helimagnets
1. Superconductivity from emerging magnetic moments
Shintaro Hoshino and Philipp Werner: arXiv:1503.08164 (2015).
2. Anisotropic Magnetic Response in Kondo Lattice with Antiferromagnetic Order
Taku Kikuchi, Shintaro Hoshino and Yoshio Kuramoto: J. Phys. Soc. Jpn. 83, 114706 (2014).

HOTTA, Takashi [ C class; 12000 (A), 0 (B), 0 (C) ] (156)
— Study of Kondo effect in electron-phonon systems by numerical renormalization group method
1. Relation between electron mass enhancement and potential shape: Numerical analysis of two-site
anharmonic Holstein-Hubbard model
Tomoya Matsuura and Takashi Hotta: J. Phys.: Conf. Ser. 592 (2015) 012144/1-6.
2. Chaos in Jahn-Teller Rattling
Takashi Hotta and Akira Shudo: J. Phys. Soc. Jpn. 83 (2014) 083705/1-5.
3. Kondo Effect of a Jahn-Teller Ion Vibrating in a Cubic Anharmonic Potential
Takashi Hotta: J. Phys. Soc. Jpn. 83 (2014) 104706/1-7.
4. Effect of phonon-mediated attraction on the Kondo phenomenon emerging from a vibrating mag-
netic ion

Takahiro Fuse and Takashi Hotta: JPS Conf. Proc. 3 (2014) 016024 /1-6.

HUKUSHIMA, Koji [ C class; 4000 (A), 10500 (B), 2000 (C) ] (203)
— A possible replica symmetry breaking in finite-dimensional statistical-mechanics models
1. Minimum vertex cover problems on random hypergraphs: Replica symmetric solution and a leaf
removal algorithm
S.Takabe and K. Hukushima: Phys. Rev. E 89 (2014) 043801/1-4
2. Evidence of one-step replica symmetry breaking in a three-dimensional Potts glass model
T.Takahashi and K. Hukushima: Phys. Rev. E 91 (2015) 020102(R)/1-4

IGARASHI, Ryo [ C class; 0 (A), 500 (B), 1200 (C) ] ()
— Development of ALPS/MPS and its application to 2-dimensional quantum lattice system

IKUHARA, Yuichi [ C class; 0 (A), 2500 (B), 1700 (C) ] (105)
— Atomic Structure and Electronic Property of Oxide Interfaces
1. A dislocation core in titanium dioxide and its electornic structure
R. Sun, Z. Wang, N. Shibata, and Y. Ikuharaz: RSC Adv. 5 (2015) 18506.
2. Misfit accomondation mechanism at the heterointerface between diamond and cubic boron nitride
C. Chen, Z. Wang, T. Kato, N. Shibata, T. Taniguchi, and Y. Ikuhara: Nat. Commun. 6 (2015)
6327.
3. Atomic and electronic structure of the STNbO3/SrNbO3.4 interface
C. L. Chen, S. H. Lv, Z. Wang, K. Akagi, F. Lichtenberg, Y. Ikuhara, and J. G. Bednorz: Appl.
Phys. Lett. 105 (2014) 221602.
4. Full determinination of individual reconstructed atomic columns in intermixed heterojunctions
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Z. Wang, M. Saito, C. L. Chen, Y. Matsubara, K. Ueno, M. Kawasaki, and Y. Ikuhara: Nano
Lett. 14 (2014) 6584.

5. Polymorphism of dislocation core structures at the atomic scale
Z. Wang, M. Saito, K. P. McKenna, and Y. Ikuhara: Nat. Commun. 5 (2014) 3239.

6. Fluorine in Shark Teeth: Its direct atomic-resolution imaging and strengthening function
C. L. Chen, Z. Wang, M. Saito, T. Tohei, Y. Takano, and Y. Ikuhara: Angew. Chem. 126 (2014)
1569.

IMADA, Masatoshi [ E class; 0 (A), 16000 (B), 2300 (C) ] (147)
— Numerical studies on novel quantum phases induced by cooperative spin-orbit couplings and electron
correlations
1.  Quantum Spin Liquid in Spin 1/2 J1-J2 Heisenberg Model on Square Lattice: Many-Variable
Variational Monte Carlo Study Combined with Quantum-Number Projections
S. Morita, R. Kaneko and M. Imada: J. Phys. Soc. Jpn. 84 (2015) 024720.
2. Superconductivity and its mechanism in an ab initio model for electron-doped LaFeAsO
T. Misawa, M. Imada: J. Phys. Soc. Jpn. 5 (2014) 5738.
3.  Gapless Spin-Liquid Phase in an Extended Spin 1/2 Triangular Heisenberg Model
R. Kaneko, S. Morita and M. Imada: J. Phys. Soc. Jpn. 83 (2014) 093707.
4. First-Principles Study of the Honeycomb-Lattice Iridates Na2IrO3 in the Presence of Strong Spin-
Orbit Interaction and Electron Correlations
Y. Yamaji, Y. Nomura, M. Kurita, R. Arita and M. Imada: Phys. Rev. Lett. 113 (2014) 107201.
5. Origin of High-Tc Superconductivity in Doped Hubbard Models and Their Extensions: Roles of
Uniform Charge Fluctuations
T. Misawa and M. Imada: Phys. Rev. B 90 (2014) 115137.
6. Electron Correlation Effects on Topological Phases
M. Imada, Y. Yamaji and M. Kurita: J. Phys. Soc. Jpn. 83 (2014) 061017.
7. Universal departure from Johnson-Nyquist relation caused by limited resolution
Y. Yamada and M. Imada: Phys. Rev. B 89 (2014) 205421.
8. Metallic Interface Emerging at Magnetic Domain Wall of Antiferromagnetic Insulator: Fate of
Extinct Weyl Electrons
Y. Yamaji and M. Imada: 4 (2014) 021035.
9. Variational Monte Carlo Method for Electron-Phonon Coupled Systems
T. Ohgoe and M. Imada: Phys. Rev. B 89 (2014) 195139.

INAGAKI, Kouji [ C class; 16000 (A), 4500 (B), 3300 (C) ] (48)
— First-principles meta-dynamics analysis of Catalytic Referred Etching method (Reaction barrier in
etching of GaN, SiC and Si02)

INAOKA, Takeshi [ C class; 1500 (A), 500 (B), 600 (C) ] (246)
— Physical properties of low-dimensional electron systems created at solid surfaces and their control
1.  Origin of the band dispersion in a metal phthalocyanine crystal
S. Yanagisawa, K. Yamauchi, T. Inaoka, T. Oguchi, and I. Hamada: Phys. Rev. B 90 (2014)
245141 (6 pages).
2. Tensile-strain effect of inducing the indirect-to-direct band-gap transition and reducing the band-
gap energy of Ge
T. Inaoka, T. Furukawa, R. Toma, and S. Yanagisawa: submitted to J. Appl. Phys.

ISHIHARA, Sumio [ B class; 0 (A), 1400 (B), 0 (C) | (175)
— Study of Non-equilibrium States in Correlated Electron Systems with Multi-degrees of Freedom
— Dielectric and optical responses and dynamics in correlated electron systems
1. Transient Carrier Dynamics in a Mott Insulator with Antiferromagnetic Order
E. Iyoda, and S. Ishihara, Phys. Rev. B 89 (2014) 125126.
2. Electronic Ferroelectricity in Molecular Organic Crystals
S. Ishihara, J. Phys.: Cond. Matt. 26 (2014) 493201.
3. Photo-Induced Dynamics in Charge-Frustrated Systems
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H. Hashimoto, H. Matsueda, H. Seo and S. Ishihara, J. Phys. Soc. Jpn. 83 (2014) 123703.

4.  Optical freezing of charge motion in an organic conductor
Ishikawa, Y. Sagae, Y. Naitoh, Y. Kawakami, H. Itoh, K. Yamamoto, K. Yakushi, H. Kishida, T.
Sasaki, S. Ishihara, Y. Tanaka, K. Yonemitsu and S. Iwai, Nat. Comm. 5 (2014) 5528.

5. Resonating Valence-Bond State in an Orbitally Degenerate Quantum Magnet with Dynamical
Jahn-Teller Effect
J. Nasu and S. Ishihara, Phys. Rev. B 91 (2015) 045117.

6. Orbital Dynamics Coupled with Jahn-Teller Phonons in Strongly Correlated Electron Systems
J. Nasu, and S. Ishihara, JPS Conf. Proc. 3(2014) 016022.

ISHII, Fumiyuki [ C class; 0 (A), 2500 (B), 3800 (C) ] (92,93)
— First-Principles Calculation of Ozide Topological Insulators
— First-Principles Calculation of Transition Metal Ozides Interfaces
1. First-Principles Study of Topological Insulators A2B3(A=Bi and Sb, and B=0, S, Se and Te)
T. Kato, H. Kotaka, and F. Ishii: JPS Conf. Proc. 5, 011022 (2015).
2. Thermopower of Doped Quantum Anomalous Hall Insulators: The case of Dirac Hamiltonian
Y.P. Mizuta and F. Ishii: JPS Conf. Proc. 5, 011023 (2015).
3. First-Principles Study of Rashba Effect in the (LaAlO3)2/(SrTiO3)2
M. Nishida, F. Ishii, H. Kotaka, and M. Saito: Mol. Simul. DOI:10.1080/08927022.2014.987986.
4. Magnetism-Driven Electric Polarization of Multiferroic Quasi-One-Dimensional Ca3CoMnQO6: First-
Principles Study Using Density Functional Theory
M. Nishida, F. Ishii, and M. Saito: J. Phys. Soc. Jpn., 83, 124711 (2014).
5. First-principles study of surface states in topological insulators Bi2Te3 and Bi2Se3 :Film thickness
dependence
T. Kato, H. Kotaka, and F. Ishii: Mol. Simul. DOI:10.1080/08927022.2014.964476.
6. Spin-Orbit Interaction Effects in the Electronic Structure of B20-type CoSi: First-Principles Den-
sity Functional Study
F. Ishii, T. Onishi, and H. Kotaka: JPS Conf. Proc. 3, 016019(2014).
7. Contribution of Berry Curvature to Thermoelectric Effects
Y. P. Mizuta, and F. Ishii : JPS Conf. Proc. 3 017035(2014).
8. First-principles study of Exchange Interaction in Ising-type Multiferroic Ca3CoMnOG6
M. Nishida, F. Ishii, and M. Saito: JPS Conf. Proc. 3 , 014040 (2014).

ISOBE, Masaharu [ B class; 500 (A), 400 (B), 0 (C) ] (263)
— Nonequilibirum phase transition in the large scale dense hard sphere molecular dynamics simulation

ISODA, Makoto [ B class; 400 (A), 0 (B), 0 (C) ] (266)
— The phase transition under magnetic field of the quantum spin on the Cairo pentagon lattice
1. Magnetization Process of the S = 1/2 Heisenberg Antiferromagnet on the Cairo Pentagon Lattice
H. Nakano, M. Isoda, and T. Sakai, J. Phys..Soc. Jpn. 83 053702 (2014).
2. Frustration-Induced Magnetic Properties of the Spin-1/2 Heisenberg Antiferromagnet on the Cairo
Pentagon Lattice
M. Isoda, H. Nakano, and T. Sakai, J. Phys..Soc. Jpn. 83 084710 (2014).

KAGESHIMA, Hiroyuki [ C class; 7000 (A), 1500 (B), 0 (C) ] (81)
— Study on physical and structural properties of defects, surfaces, and interfaces for 2D semiconductors

KAKEHASHI, Yoshiro | C class; 0 (A), 1000 (B), 0 (C) ] (261)
— Numerical Study of Long-Range Magnetic Correlations Based on the Nonlocal Dynamical CPA
1. Momentum-dependent local ansatz approach to correlated electrons
Y. Kakehashi,S. Chandra, D. Rowlands, and M.A.R. Patoary : Modern Phys. Lett. B 28 (2014)
1430007 1-32.
2. Two-state Weiss model for the anomalous thermal expansion in EuNiyPy
Y. Kakehashi and S. Chandra: Physica B 447 (2014) 19-22.
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KASAI, Hideaki [ C class; 0 (A), 7000 (B), 4200 (C) ] (71)
— Analysis of hydrogen and oxygen reactions on solid surface/interface.

1.

10.

11.

12.

13.

14.

15.

16.

17.

18.

Surface magnetism in aPbO induced by Fe interstitials

E. Arguelles, S. Amino, S. Aspera, H. Nakanishi, H. Kasai: J. Phys. Soc. Jpn. 84 (2015)
45002/1-2.

Effect of oxygen vacancy on the adsorption of Oz on anatase TiO2(001): a DFT-based study
N.H. Linh, T.Q. Nguyen, W.A. Diflo, H. Kasai: Surf. Sci. 633 (2015) 38.

Oxygen reduction reaction on neighboring Fe-N4 and quaternary-N sites of pyrolized Fe/N/C
catalyst

A.G. Saputro, H. Kasai: Phys. Chem. Chem. Phys. 17 (2015) 3059-3071.

A Theoretical Study on the Adsorption of CO2 on CuO(110) Surface

J.L.V. Moreno, R.L. Arevalo, M.C.S. Escano, A.A.B. Padama, H. Kasai: J. Phys. Soc. Jpn. 84
(2015) 015003/1-2.

Mechanism of dopachrome tautomerization into 5,6-dihydroxyindole-2-carboxylic acid catalyzed
by Cu(II) based on quantum chemical calculations

R. Kishida, A.G. Saputro, H. Kasai: Biochim. Biophys. Acta 1850 (2015) 281-286.
First-Principles Study of Nitric Oxide Oxidation on Pt(111) versus Pt Overlayer on 3d Transition
Metals

R.L. Arevalo, M.C.S. Escano, H. Kasai: J. Vac. Sci. Technol. A 33 (2015) 021402(1)-02401(8).
Interstitial impurity-induced in o -PbO surface

E. Arguelles, S. Amino, S. Aspera, H. Nakanishi, H. Kasai: J. Phys.: Condens. Matter 27 (2015)
016002/1-7.

Towards Optimizing the Performance of Self-Regenerating Pt-Based Perovskite Catalysts

I. Jarrige, K. Ishii, D. Matsumura, Y. Nishihata, M. Yoshida, H. Kishi, M. Taniguchi, M. Uenishi,
H. Tanaka, H. Kasai, J. Mizuki: ACS Catal. 5 (2015) 112-118.

First principles study of N and H atoms adsorption and NH formation on Pd(111) and Pd3Ag(111)
surfaces

B. Chantaramolee, A.A.B. Padama, H. Kasai, Y.W. Budhi: J. Membr. Sci. 474 (2015) 57-63.
Oxidation of NO on Pt/M (M = Pt, Co, Fe, Mn): a first-principles density functional theory
study

R.L. Arevalo, K. Oka, H. Nakanishi, H. Kasai, H. Maekawa, K. Osumi, N. Shimazaki: Catal. Sci.
Technol. 5 (2015) 882-886.

The effects of alloying and segregation for the reactivity and diffusion of oxygen on CugAu(111)
K. Oka, Y. Tsuda, T. Makino, M. Okada, M. Hashinokuchi, A. Yoshigoe, Y. Teraokae, H. Kasai:
Phys. Chem. Chem. Phys. 16 (2015) 19702-19711.

A DFT+U Study of Strain-Dependent Ionic Migration in Sm-Doped Ceria

M. Alaydrus, M. Sakaue, S.M. Aspera, T.D.K. Wungu, N.H. Linh, T.L.P. Thuy, H. Kasai, T.
Ishihara, T. Mohri: Journal of the Physical Society of Japan, 83, 094707 (2014).
Electrocatalysis of borohydride oxidation: a review of density functional theory approach com-
bined with experimental validation

M.C.S. Escano, R.L. Arevalo, E. Gyenge, H. Kasai

Atomic oxygen adsorption on core-shell Ni@Pt and pure Pt Nanoparticles

F. Oemry, H. Nakanishi, H. Kasai, H. Maekawa, K. Osumi, K. Sato: Journal of the Vacuum
Society of Japan 57, 277-283 (2014).

First principles investigation of the initial stage of H-induced missing-row reconstruction of Pd(110)
surface

A.A.B. Padama and H. Kasai: The Journal of Chemical Physics 140, 144707 (2014).

Effect of pH on elementary steps of dopachrome conversion from first-principles calculation

R. Kishida, Y. Ushijima, A.G. Saputro, H. Kasai: Pigment Cell and Melanoma Research 27,
734-743 (2014).

Surface as a Foundation to Realizing Designer Materials

H. Kasai, W.A. Dino, K. Kojima, Y. Kawahito: e-Journal of Surface Science and Nanotechnology,
12, 203-216 (2014).

First-principles calculation on oxygen ion migration in alkaline-earth doped LayGeOs

T.P.T. Linh, M. Sakaue, S.M. Aspera, M. Alaydrus, T.D.K. Wungu, N.H. Linh, H. Kasai, T.
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Mohri, T. Ishihara: J. Phys.: Condens. Matter 26 (2014) 255503.

Odd-frequency pairing in topological superconductivity in a one-dimensional magnetic chain

H. Ebisu, K. Yada, H. Kasai, Y. Tanaka: Phys. Rev. B 91 (2015) 54518.

Majorana edge states and topological properties in 1D /2D Rashba semiconductor proximity cou-
pled to iron-based superconductor

H. Ebisu, K. Yada, H. Kasai, Y. Tanaka: Supercond. Sci. Technol 28 (2015) 14001.

A molecular dynamics investigation of water migration in a lipid bilayer for microalgae drying
R. Manrique, A. Ubando, A. Villagracia, J. Corpuz, A.A. Padama, M. David, N. Arboleda Jr.,
A. Culaba, H. Kasai: Phil. Sci. Letts. 7 (2014) 138-145.

Incident angle dependence of Hy adsorption on a defective Pt(111) surface: first principles calcu-
lation

M.T. Natividad, N.B. Arboleda Jr., H. Kasai: Phil. Sci. Letts. 7 (2014) 81-87.

KAWAKAMI, Norio [ C class; 0 (A), 8000 (B), 0 (C) | (158,159)

— Theoretical Analysis of Quantum Properties at Heterostructures and Superlattices of Strongly Corre-
lated Systems

— Theoretical Studies of Correlation Effects on Quantum Phase Formation in Inhomogeneous Systems

1.

Destruction of long-range order by quenching the hopping range in one dimension

Masaki Tezuka, Antonio M. Garcia-Garcia, and Miguel A. Cazalilla: Phys. Rev. A 90 (2014)
053618.

Topological Properties of Ultracold Bosons in One-Dimensional Quasiperiodic Optical Lattice
Fuyuki Matsuda, Masaki Tezuka, and Norio Kawakami: J. Phys. Soc. Jpn. 83 (2014) 083707.
Spin density waves in the Hubbard model: A DMFT approach

Robert Peters and Norio Kawakami: Phys. Rev. B 89 (2014) 155134.

Local origin of the pseudogap in the attractive Hubbard model

Robert Peters and Johannes Bauer: arXiv:1503.03075.

Characterization of a topological Mott insulator in one dimension

Tsuneya Yoshida, Robert Peters, Satoshi Fujimoto, and Norio Kawakami: Phys. Rev. Lett. 112
(2014) 196404.

Topological properties of correlated insulators in one dimension

Tsuneya Yoshida, Robert Peters, Satoshi Fujimoto, and Norio Kawakami: JPS Conference Pro-
ceedings 3, (2014) 016010.

Partial Kondo screening in a geometrically frustrated heavy electron system

Kazuto Noda, Tsuneya Yoshida, Robert Peters, and Norio Kawakami: JPS Conference Proceed-
ings 3, (2014) 014019.

Superfluid-Insulator Transition Caused by Binary Disorder

Masaru Sakaida, Kazuto Noda, and Norio Kawakami: JPS Conference Proceedings 3, (2014)
016002.

Disorder-induced charge-density-wave superfluid transition in SU(N) Fermi systems

Masaru Sakaida and Norio Kawakami: Phys. Rev. A 90 (2014) 013632.

KAWAMURA, Hikaru | B,C class; 35900 (A), 8100 (B), 0 (C) ] (184,186)
— Nowel order in frustrated magnets
— Numerical simulations on statistical models of earthquakes

1.

Nucleation process in the Burridge-Knopoff model of earthquakes

Y. Ueda, S. Morimoto, S. Kakui, T. Yamamoto and H. Kawamura: Europhys. Lett. 106, (2014)
69001.

Quantum spin-liquid behavior in the spin-1/2 random-bond Heisenberg antiferromagnet on the
triangualr lattice

H. Kawamura, K. Watanabe and H. Kawamura: J. Phys. Soc. Jpn. 83, (2014) 103704.
Low-temperature magnetic properties of the Kondo lattice model in one dimension

S. Minami and H. Kawamura: J. Phys. Soc. Jpn. 84, (2015) 044702.

KAWASHIMA, Naoki [ E class; 0 (A), 36000 (B), 5000 (C) ] (187)
— Parallelization of Tensor Network Methods

295



Activity Report 2014 / Supercomputer Center, Institute for Solid State Physics, The University of Tokyo

1. Thermal phase transitions to valence-bond-solid phase in the two dimensional; generalized SU(N)
Heisenberg models
Takafumi Suzuki, Kenji Harada, Haruhiko Matsuo, Synge Todo and Naoki Kawashima: J. Phys.:
Conf. Ser. 592, 012114 (2015).

2. Thermal phase transition of generalized Heisenberg models for SU(N) spins on square and honey-
comb lattices
Takafumi Suzuki, Kenji Harada, Haruhiko Matsuo, Synge Todo and Naoki Kawashima: Phys.
Rev. B 91, 094414 (2015).

3. Parallelized Quantum Monte Carlo Algorithm with Nonlocal Worm Updates
Akiko Masaki-Kato, Takafumi Suzuki, Kenji Harada, Synge Todo, and Naoki Kawashima: Phys-
ical Review Letters 112, 140603 (5 pages) (2014).

4. Phase Transitions with Discrete Symmetry Breaking in Antiferromagnetic Heisenberg Models on
a Triangular Lattice
Ryo Tamura, Shu Tanaka, and Naoki Kawashima: JPS Conf. Proc. — Proceedings of the 12th
Asia Pacific Physics Conference (APPC12), 012125 (2014)

KITAO, Akio [ C class; 0 (A), 5500 (B), 2500 (C) ] (223)
— Efficient sampling simulation of the soft modes significantly contribute to protein properties
1. TRPV4 channel activity is modulated by direct interaction of the ankyrin domain to PI(4,5)P2.
N. Takahashi, S. Hamada-Nakahara, Y. Itoh, K. Takemura, A. Shimada, Y. Ueda, M. Kitamata,
R. Matsuoka, K. Hanawa-Suetsugu, Y. Senju, M. X. Mori, S. Kiyonaka, D. Kohda, A. Kitao, Y.
Mori and S. Suetsugu: Nature Comm. 5 (2014) 4994.
2. Conformational transition pathway and free energy analyses of proteins by parallel cascade selec-
tion molecular dynamics (PaCS-MD).
R. Harada, Y. Nishihara, N. Wakai, and A. Kitao: AIP Conference Proceedings, 1618 (2014) 86.
3. Ligand-Induced Protein Responses and Mechanical Signal Propagation Described by Linear Re-
sponse Theories.
L.-W. Yang, A. Kitao, B.-C. Huang, N. Go: J. Chem. Phys., 139 (2013) 035103.

KIZAKI, Hidetoshi [ C class; 0 (A), 1500 (B), 0 (C) ] (133)
— First-principles Molecular Dynamics Simulations on a Water Dissociation in Water-bi-layer on
Stepped Pt(322)

KOBAYASHI, Katsuyoshi [ B class; 1500 (A), 200 (B), 0 (C) ] (130)
— Search for electronic properties of new nanoscale interfaces
1. Electronic states of SnTe and PbTe (001) monolayers with supports
K. Kobayashi: to be published in Surf. Sci.

KOBAYASHI, Michikazu [ B class; 700 (A), 500 (B), 0 (C) ] (257)
— Universality class of thermally equilibrium states for cold atoms with internal degrees of freedom
1. Non-relativistic Nambu-Goldstone modes associated with spontaneously broken space-time and
internal symmetries
M. Kobayashi and M Nitta: Phys. Rev. Lett. 113 (2014) 120403.
2. Non-relativistic Nambu-Goldstone modes propagating along a skyrmion line
M. Kobayashi and M Nitta: Phys. Rev. D 90 (2014) 025010.
3.  Color Magnetism in Non-Abelian Vortex Matter
M. Kobayashi, Eiki Nakano, and M Nitta: JHEP 06 (2014) 130.

KOBAYASHI, Nobuhiko [ C,E class; 2000 (A), 8000 (B), 1600 (C) ] (69)
— First-principles study of quantum transport in nanostructures
1. Atomistic Calculations of Heat Transport in a Silicon Crystal
N. Kobayashi, K. Yamamoto, H. Ishii, K. Hirose: e-J. Surf. Sci. Nanotechnol. 12 (2014) 154-156.
2. Large-scale conductivity-tensor calculations for Hall effects in time-dependent wave-packet diffu-
sion method
H. Ishii, H.Tamura, M.Tsukada, N. Kobayashi, K. Hirose: Phys. Rev. B 90 (2014) 155458 (1-5).
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First-Principles Study of TiN/MgO Interfaces

K. Kobayashi, N. Kobayashi, K. Hirose: e-J. Surf. Sci. Nanotechnol. 12 (2014) 230-237.
Electronic Band Structure of Various TiN/MgO Superlattices,

K. Kobayashi, H. Takaki, N. Kobayashi, and K. Hirose: JPS Conf. Proc. 5 (2015) 011013.
Efficient Ab-Initio Electron Transport Calculations for Heterostructures by the Nonequilibrium
Green’ s Function Method

H.Takaki, N.Kobayashi, K.Hirose: J. Nanomaterials, 2014 (2014) 172169 (1-5).

Correlation between thermal fluctuation effects and phase coherence factor in carrier transport of
single-crystal organic semiconductors

T. Fukami, H. Ishii, N. Kobayashi, T. Uemura, K. Sakai, Y. Okada, J. Takeya, and K. Hirose:
Appl. Phys. Lett. 106 (2015) 143302 (1-4).

KOGA, Akihisa [ C,D class; 4000 (A), 11500 (B), 2600 (C) ] (149,150)

— Stability of the superfluid state with internal degree of freedom

— Stability of the superfluid state in three-component Fermions with asymmetric repulsive interaction
— Inter site electron correlations in two-dimensional Hubbard Penrose Lattice

1.

Superconductivity in the two-band Hubbard model

A. Koga and P. Werner, Phys. Rev. B 91,085108 (2015).

Local Electron Correlations in a Two-dimensional Hubbard Model on the Penrose Lattice

N. Takemori, A. Koga, J. Phys. Soc. Jpn. 84, 023701 1-5 (2015).

DMFT study of the local correlation effects in quasi-periodic system

N. Takemori and A. Koga, J. Phys.: Conf. Ser. 592, 012038 (2015).

Valence Fluctuations and Electric Reconstruction in the Extended Anderson Model on the Two-
Dimensional Penrose Lattice

S. Takemura, N. Takemori, and A. Koga, Phys. Rev. B 91, 165114 (2015).

KUNISADA, Yuji [ C class; 0 (A), 4000 (B), 0 (C) ] (107)

— First principles based analysis of electronic structures and reactions on surfaces/interfaces

1.

Stability of 111p4/00027,0 polar interface formed by internal oxidation of Pd-Zn alloy
Norihito Sakaguchi, Kei Watanabe, Yuji Kunisada: Microscopy 63 (2014) 463.
Two-Dimensional Quantum Dynamics of Oy Dissociative Adsorption on Ag(111)

Yuji Kunisada, Norihito Sakaguchi: RSC Adv. 4 (2014) 63508.

KUROKI, Kazuhiko [ C,D class; 34000 (A), 2500 (B), 0 (C) ] (145)

— Study on the pressure effect of iron-based and cuprate superconductors

— Study on multiple origins for stripe-type antiferromagnetic spin fluctuations in iron-based supercon-
ductors

— Study of superconducting mechanisms in carrier doped band insulators

1.

Orbital mixture effect on the Fermi surface-Tc correlation in the cuprate superconductors — bilayer
vs single layer

H. Sakakibara, K. Suzuki, H. Usui, S. Miyao, I. Maruyama, K. Kusakabe, R. Arita, H. Aoki, K.
Kuroki, Phys. Rev. B 89, 224505 (2014).

Model of the Electronic Structure of Electron-Doped Iron-Based Superconductors: Evidence for
Enhanced Spin Fluctuations by Diagonal Electron Hopping

K. Suzuki, H.Usui, S. limura, Y. Sato, S. Matsuishi, H. Hosono, K. Kuroki, Phys. Rev. Lett.
113, 027002 (1-5) (2014).

Theoretical Study of the Chemical Pressure Effect on Tc in the Cuprate Superconductors

H. Sakakibara, K. Suzuki, H. Usui, K. Kuroki, R. Arita, H. Aoki, Physics Procedia 58, 34-37
(2014).

Theoretical Analysis on the Band Structure Variance of the Electron Doped 1111 Iron-based
Superconductors

K. Suzuki, H. Usui, S. limura, Y. Sato, S. Matsuishi, H. Hosono, K. Kuroki, Physics Procedia 58,
38-41 (2014).

KUSAKABE, Koichi [ C class; 0 (A), 2000 (B), 0 (C) ] (251)
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— Theoretical design of graphene quantum devices
1. Role of edge geometry and chemistry in the electronic properties of graphene nanostructures
Shintaro Fujii, Maxim Ziatdinov, Misako Ohtsuka, Koichi Kusakabe, Manabu Kiguchi, and Toshi-
aki Enoki: Faraday Discuss., 2014, 173, 10-1-27

KUWABARA, Akihide | C class; 0 (A), 4500 (B), 0 (C) ] (100,101)
— First principles calculations of point defects nearby grain boundaries of alpha Al203
— First principles calculations of ionic conductivity in solid electrolytes

MASAKI-KATO, Akiko [ C class; 2500 (A), 2000 (B), 1700 (C) ] (228)
— Quantum Monte Carlo study of the edge state of hardcore bosons on a Kagome lattice

MATSUKAWA, Hiroshi [ C class; 7000 (A), 500 (B), 0 (C) ] ()
— Physics of Friction

MATSUSHITA, Katsuyoshi [ C class; 0 (A), 3000 (B), 0 (C) ] (241)
— Reconstruction of protein folding energy landscape based on a Multicanonical sampling method
— Detection of frustration of intra-protein interaction based on energy landscape calculation
1. Design of Domain Wall Spin Torquemeter
Katsuyoshi Matsushita and Munetaka Sasaki: J. Phys. Soc. Jpn. 84 (2015) 043801.

MATSUURA, Hiroyasu | C class; 12000 (A), 3000 (B), 1900 (C) ] (151)
— Theoretical Study of Novel Electronic States in Strongly Correlated Electron Systems

1. Orbital-cooperative spin fluctuation and orbital-dependent transport in Ru oxides
N. Arakawa: Phys. Rev. B 90 (2014) 245103.

2. Many-body effects on the resistivity of a multiorbital system beyond Landau’s Fermi-liquid theory
N. Arakawa: arXiv:1503.06937; accepted for publication in Modern Physics Letters B as an invited
brief review article.

3. Controlling spin Hall effect by using a band anticrossing and nonmagnetic impurity scattering
T. Mizoguchi and N. Arakawa: arXiv:1411.5432.

4. Meissner Effect of Dirac Electrons in Superconducting State due to Inter-band Effect
T. Mizoguchi and M. Ogata: arXiv:1502.05769.

5. Controlling spin Hall effect by using a band anticrossing and nonmagnetic impurity scattering
S. C. Furuya, H. Matsuura, and M. Ogata: arXiv:1503.02499.

MINOGUCHI, Tomoki [ C class; 0 (A), 2500 (B), 0 (C) ] (249)
— The ground state properties of Boltzmann liquid and its crystallization

MISAWA, Takahiro [ C class; 0 (A), 3000 (B), 1900 (C) ] (162)
— Ab initio calculations for Mn analog of iron-based superconductors LaMnAsO and LaMnPO
1. Origin of high-Tc superconductivity in doped Hubbard models and their extensions: Roles of
uniform charge fluctuations
T. Misawa and M. Imada: Phys. Rev. B 90 (2014) 1115137 .
2. Superconductivity and its mechanism in an ab initio model for electron-doped LaFeAsO
T. Misawa and M. Imada: Nat. Commun. 5 (2014) 5738.

MIURA, Yoshio [ B class; 0 (A), 1300 (B), 0 (C) ] (136)
— A first-principles study on noncollinear magnetic structures in magnetic films
— A first-principles study on exhange stiffness constants in magnetic films

MIYAKE, Takashi [ C class; 0 (A), 2000 (B), 0 (C) ] (126)
— First-principles approach to magnetic properties and spin-orbit interaction
1. Ab-initio study of the downfolded self-energy for correlated systems: momentum dependence and

effects of dynamical screening
R. Sakuma, C. Martins, T. Miyake and F. Aryasetiawan, Phys. Rev. B 89, 235119 (2014).
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Asymmetric band widening by screened exchange competing with local correlations in SrVOgs: new
surprises on an old compound from combined GW and dynamical mean field theory GW+DMFT
J.M. Tomezak, M. Casula, T. Miyake and S. Biermann, Phys. Rev. B 90, 165138 (2014).
First-Principles Study of Structural and Magnetic Properties of R(Fe,Ti)12 and R(Fe,Ti)1oN
(R=Nd, Sm, Y)

Yosuke Harashima, Kiyoyuki Terakura, Hiori Kino, Shoji Ishibashi and Takashi Miyake, JPS Conf.
Proc. 5, 011021 (2015).

Dirac Point in Trigonal tellurium and selenium

Motoaki Hirayama, Ryo Okugawa, Shoji Ishibashi, Shuichi Murakami and T. Miyake, JPS Conf.
Proc. 5, 011024 (2015).

MIYASHITA, Seiji [ C class; 7000 (A), 4000 (B), 2100 (C) ] (205)
— Explore in new aspects of phase transitions

1.

10.

11.

12.

Condition for emergence of the Floquet-Gibbs state in periodically driven open systems

T. Shirai, T. Mori, S. Miyashita: Phys. Rev. E, 91 (2015) 030101(R).

Floquet resonant states and validity of the Floquet-Magnus expansion in the periodically driven
Friedrichs models

T. Mori: Phys. Rev. A 91 (2015), 020101(R).

Anisotropy of the molecular magnet V-15 spin Hamiltonian detected by high-field electron spin
resonance

M. Marthens, J. Tol. van, NS Dalal, S. Bertaina,B. Barbara, B. Tsukerblat, A. Muller, S. Garai,
S. Miyashita, I. Chiorescu: Phys. Rev. B 89(2014) 195439.

Possible Singlet-trriplet Transition of ESR in the Kagome-Lattice Antiferromagnet

T. Sakai, K. Hijii, S. Okubo, H. Ohta, H. Nakano, and S. Miyashita: Applied Magnetic Resonance,
03 (2015) [DOI 10.1007/s00723-015-0652-9).

Electron Transport Dynamics in Redox-Molecule-Terminated Branched Oligomer Wires on Au
(111)

R. Sakamoto, S. Katagiri, H. Maeda, Y. Nishimori, S. Miyashita, H. Nishihara: J. Am. Chem.
Soc. 137 (2015), 734.

Natural correlation between a system and a thermal reservoir

T. Mori: Phys. Rev. A 89 (2014) 040101(R).

Role of open boundary conditions on th hysteretic behaviour of one-dimensional spin crossover
nanoparticles

D. Chiruta, J. Linares, S. Miyashita, K. Boukheddaden: J. App. Phys. 115 (2014) 194309.
Shape effects on the cluster spreading process of spin-crossover compounds analyzed within an
elastic model with Eden and Kawasaki dynamics

C. Enachescu, M. Nishino, S. Miyashita, K. Boukheddaden, F. Varret, PA. Rikvold: Phys. Rev.
B 91 (2015) 104102.

Realization of the thermal equilibrium in inhomogeneous magnetic systems by the Landau-Lifshitz-
Gilbert equation with stochastic noise, and its dynamical aspects

M. Nishino and S. Miyashita: Phys. Rev. B 91 (2015), 134411.

Doping control of realization of an extended Nagaoka ferromagnetic state from the Mott state
H. Onishi, S. Miyashita: Phys. Rev. B. 90 (2014) 224426.

Two limiting regimes of interacting Bessel processes

S. Andraus, M. Katori, S. Miyashita: J. Phys. A: Math. Theor. 47 (2014) 235201.

Existence of shape-dependent thermodynamic limit in spin systems with short- and long-range
interactions

T. Mori: J. Phys. A: Math. Theor. 48 (2015) 145001.

MIYATA, Naoyuki [ C class; 0 (A), 0 (B), 800 (C) ] ()
— Study on Effects of Momentum-dependent Perturbation on the Scaling Theory of the Quantum Hall
Systems

MOMIDA, Hiroyoshi [ C class; 3000 (A), 2500 (B), 1400 (C) ] (90)
— First-principles study on charge-discharge reaction mechanism in cathode materials of secondary
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batteries

1.

Ab Initio Study of Electronic, Magnetic, and Spectroscopic Properties in A- and B-Site-Ordered
Perovskite CaCugFeySboO19

H. Fujii, M. Toyoda, H. Momida, M. Mizumaki, S. Kimura, and T. Oguchi: Phys. Rev. B 90
(2014) 014430.

First-Principles Study on Structural and Electronic Properties of a-S and Na-S Crystals

H. Momida, T. Yamashita, and T. Oguchi: J. Phys. Soc. Jpn. 83 (2014) 124713.
First-Principles Investigation on a Phase Transition in Na,CgOg¢ as an Organic Cathode Material
for Na-Ion Batteries: Role of Inter-Molecule Bonding of CgOg

T. Yamashita, H. Momida, and T. Oguchi: submitted.

MORIKAWA, Yoshitada [ E class; 0 (A), 25500 (B), 4800 (C) | (43)
— First-principles simulations of atomic geometries, electronic properties, and chemical reactions at
interfaces

1.

Search for a Self-Regenerating Perovskite Catalyst with Ab Initio Thermodynamics IT: Cu-Doped
Layered Perovskites with KoNiF, Structure

S. Yanagisawa, A. Takeda, K. Inagaki, I. Hamada, and Y. Morikawa: Catal. Lett. 144 (2014)
736.

Theoretical investigation of the band structure of picene single crystals within the GW approxi-
mation

S. Yanagisawa, Y. Morikawa, and A. Schindlmayr: Jpn. J. Appl. Phys., 53 (2014) 05FY02.
Cooperative Hy Activation at Ag Cluster/#-Al2O3(110) Dual Perimeter Sites: A Density Func-
tional Theory Study

P. Hirunsit, K.-i. Shimizu, R. Fukuda, S. Namuangruk, Y. Morikawa, and M. Ehara: J. Phys.
Chem. C, 118 (2014) 7996.

Dissociative adsorption of CO5 on flat, stepped, and kinked Cu surfaces

F. Muttagien, Y. Hamamoto, K. Inagaki, and Y. Morikawa: J. Chem. Phys. 141 (2014) 034702.
Electronic structure of the 4 x 4 silicene monolayer on semi-infinite Ag(111)

H. Ishida, Y. Hamamoto, Y. Morikawa, E. Minamitani, R. Arafune, and N. Takagi: New Journal
of Physics, 17 (2015) 015013.

MORITA, Satoshi [ B class; 0 (A), 700 (B), 500 (C) ] (260)
— Topological quantum-number projection in variational Monte Carlo method

1.

Gapless Spin-Liquid Phase in an Extended Spin 1/2 Triangular Heisenberg Model

R. Kaneko, S. Morita, and M. Imada: J. Phys. Soc. Jpn. 83, 093707 (2014).

Quantum Spin Liquid in Spin 1/2 J;—Jo Heisenberg Model on Square Lattice: Many-Variable
Variational Monte Carlo Study Combined with Quantum-Number Projections

S. Morita, R. Kaneko, and M. Imada: J. Phys. Soc. Jpn. 84, 024720 (2015).

MOTOME, Yukitoshi [ D class; 0 (A), 15000 (B), 0 (C) ] (204)
— Finite-temperature phase transitions and their characterization in 8D quantum spin liquids
— Numerical study of quantum spin liquid states in a 3D Kitaev model

1.

Low-energy Majorana states in spin liquid transitions in a three-dimensional Kitaev model

Joji Nasu, Masafumi Udagawa, and Yukitoshi Motome: Physical Review Letters 113, 197205
(2014)

Finite-temperature phase transition to a quantum spin liquid in a three-dimensional Kitaev model
on a hyperhoneycomb lattice

J. Nasu, T. Kaji, K. Matsuura, M. Udagawa, and Y. Motome: Physical Review B 89, 115125
(2014)

Low-energy Majorana states in spin liquid transitions in a three-dimensional Kitaev model

Joji Nasu, Masafumi Udagawa, and Yukitoshi Motome: Journal of Physics: Conference Series 592
(2015) 012115

MOTOYAMA, Yuichi [ B class; 0 (A), 500 (B), 0 (C) ] (180)
— Numerical simulation of *He adsorbed on substrates
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MURASHIMA, Takahiro [ E class; 0 (A), 19500 (B), 2500 (C) ] (197)
— Multiscale Simulation of Polymer Melts with Element Deformation

NADA, Hiroki [ C class; 0 (A), 3500 (B), 0 (C) ] (240)
— Molecular Dynamics Simulation Study of Mechanism of Ice Nucleation Promotion by Calcium Ozalate
Monohydrate
1. Difference in the Conformation and Dynamics of Aspartic Acid on the Flat Regions, Step Edges,
and Kinks of a Calcite Surface: A Molecular Dynamics Study
H. Nada: J. Phys. Chem. C, 118 (2014) 14335.
2. Importance of Water in the Control of Calcite Crystal Growth by Organic Molecules
H. Nada: Polym. J., 47 (2015) 84.

NAGAI, Yuki [ B class; 1600 (A), 600 (B), 400 (C) ] (244)
— Bound states in unconventional superconductors
1. Impurity Effect on the Local Density of States around a Vortex in Noncentrosymmetric Super-
conductors
Y. Higashi, Y. Nagai and N. Hayashi: JPS Conf. Proc. 3 (2014) 015003.
2. Vortex Core Structure in Multilayered Rashba Superconductors
Y. Higashi, Y. Nagai, T. Yoshida and Y. Yanase: J. Phys.: Conf. Ser. 568 (2014) 022018.
3. Excitation spectra and wave functions of quasiparticle bound states in bilayer Rashba supercon-
ductors
Y. Higashi, Y. Nagai, T. Yoshida, M. Kato and Y. Yanase: Physica C in press.
4. Robust zero-energy bound states around a pair-density-wave vortex core in locally noncentrosym-
metric superconductors
Y. Higashi, Y. Nagai, T. Yoshida, Y. Masaki and Y. Yanase: submitted to Phys. Rev. B.

NAKAMURA, Kazuma [ C,D class; 0 (A), 7500 (B), 0 (C) ] (82)
— Ab initio GW analysis for low-energy plasmaron states of transition-metal oxides
— Ab initio GW calculations for SrVO3 and SrRuO3
— Ab initio GW analysis for low-energy plasmaron states
1. GW calculation of plasmon excitations in the quasi-one-dimensional organic compound
(TMTSF)2PFg
Kazuma Nakamura, Shiro Sakai, Ryotaro Arita, and Kazuhiko Kuroki: Physical Review B 88
(2013) 125128.
2. Effect of Electron-Phonon Interactions on Orbital Fluctuations in Iron-Based Superconductors
Yusuke Nomura, Kazuma Nakamura, and Ryotaro Arita: Phys. Rev. Lett. 112 (2014) 027002.

NAKAMURA, Kohji [ C class; 10000 (A), 0 (B), 0 (C) ] (73)
— First principles calculations on electronic structures and magnetism in transition-metal films and
organic metal complezes
1. Electric-field-induced modification of the magnon energy, exchange interaction, and Curie tem-
perature of transition-metal thin films
M. Oba, K. Nakamura, T. Akiyama, T. Ito, M. Weinert, A. J. Freeman: Phys. Rev. Let. 114,
(2015) 107202.
2. Giant perpendicular magnetocrystalline anisotropy of 3d transition-metal thin films on MgO
K. Nakamura, Y. Ikeura, T. Akiyama, T. Ito: J. Appl. Phys. 117, (2015) 17C31.
3. Electronic configurations and magnetic anisotropy in organometallic metallocenes
K. Nawa, Y. Kitaoka, K. Nakamura, T. Akiyama, T. Ito: J. Appl. Phys. 117, (2015) 17E131.

NAKANO, Hiroki [ E class; 0 (A), 5000 (B), 1700 (C) ] (226)
— Numerical study on low-energy states of quantum spin systems
1. The Magnetization Process of the S = 1/2 Heisenberg Antiferromagnet on the Cairo Pentagon
Lattice
H. Nakano, M. Isoda, and T. Sakai: J. Phys. Soc. Jpn. 83 (2014) 053702.
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2. Frustration-induced Magnetic Properties of the Spin-1/2 Heisenberg Antiferromagnet on the Cairo
Pentagon Lattice
M. Isoda, H. Nakano, and T. Sakai: J. Phys. Soc. Jpn. 83 (2014) 084710.

3. Spin-Flop Phenomenon of Two-Dimensional Frustrated Antiferromagnets without Anisotropy in
Spin Space
H. Nakano, Y. Hasegawa, and T. Sakai: J. Phys. Soc. Jpn. 83 (2014) 084709.

4. Anomalous Behavior of the Magnetization Process of the S = 1/2 Kagome-Lattice Heisenberg
Antiferromagnet at One-Third Height of the Saturation
H. Nakano and T. Sakai: J. Phys. Soc. Jpn. 83 (2014) 104710.

5. Anomalous Quantum Magnetization Behaviors of the Kagome and Triangular Lattice Antiferro-
magnets
H. Nakano and T. Sakai: JPS Conf. Proc. 3 (2014) 014003.

6. Exotic Quantum Phase Transition of the Spin Nanotube
T. Sakai, H. Nakano, and K. Okunishi: J. Low. Phys. 568 (2014) 042024.

7. Novel Field Induced Quantum Phase Transition of the Kagome Lattice Antiferromagnet
T. Sakai and H. Nakano: J. Low. Phys. 568 (2014) 042025.

8. Instability of a ferrimagnetic state of a frustrated S=1/2 Heisenberg antiferromagnet in two di-
mensions

H. Nakano and T. Sakai: Jpn. J. App. Phys. 54 (2015) 00305.

NAKAYAMA, Takashi [ C class; 14500 (A), 0 (B), 0 (C) ] (61)
— Adsorption and clustering of metal atoms on organic molecular semiconductors
1. First-principles study of doping properties in ZnSnAs2
M. Ishikawa, T. Nakayama: phys. stat. sol. (c) (2015) in press.
2. Theory of metal-atom diffusion in organic systems
Y. Tomita, T. Nakayama: Springer Series in Materials Science 209 (2015) 303.

NISHIDATE, Kazume [ C class; 8000 (A), 1000 (B), 300 (C) ] (78)
— Ab-initio study of organic semiconductor thin film growth
1. Work function of Pentacene on graphene
K. Nishidate et. al.: submitted to J. Phys. Condens. Matter

NOGAWA, Tomoaki [ B class; 0 (A), 1200 (B), 0 (C) | (259)
— Search of close packing states of multicomponent hard-sphere systems by the parallelized Wang-Landau
sampling

NOGUCHI, Hiroshi [ C class; 0 (A), 9000 (B), 2200 (C) | (207,208)
— Protein self-assembly on biomembranes
— Shape transformation of lipid membranes induced by protein adsorption and chemical reaction
1. Shape transformations of toroidal vesicles
H. Noguchi, A. Sakashita, and M. Imai: aSoft Matter, 11 (2015) 193.
2. Two- or three-step assembly of banana-shaped proteins coupled with shape transformation of lipid
membranes
H. Noguchi: EPL 108 (2014) 48001.
3. Morphological changes of amphiphilic molecular assemblies induced by chemical reaction
K. M. Nakagawa and H. Noguchi: Soft Matter 11 (2015) 1403.

NOGUCHI, Yoshifumi [ C class; 0 (A), 2500 (B), 1800 (C) ] (15)
— All-electron first-principles GW+ Bethe-Salpeter method: development and application
1. First-principles investigation on Rydberg and resonance excitations: A case study of the firefly
luciferin anion
Y. Noguchi, M. Hiyama, H. Akiyama, and N. Koga, J. Chem. Phys. 141, 044309 (2014).
2. Symmetry breaking and excitonic effects on optical properties of defective nanographenes
Y. Noguchi and O. Sugino, J. Chem. Phys. 142, 064313 (2015).
3. First-Principles Investigation of Strong Excitonic Effects in Oxygen 1s X-ray Absorption Spectra
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Y. Noguchi, M. Hiyama, H. Akiyama, Y. Harada, and N. Koga, J. Chem. Theor. Compt. 11,
1668 (2015).

OBATA, Shuji [ C class; 8000 (A), 0 (B), 600 (C) ] (79)
— Magnetization and electronic structure calculations of Fe compounds
1. Computer Simulations on Barkhausen Effects and Magnetizations in Fe Nano-Structure Systems
Shuji Obata: Materials Transactions, 55 (2014) 1591/1-8

ODA, Tatsuki [ D,E class; 0 (A), 17000 (B), 3100 (C) ] (49,50,51)
— Analyses on atomic structure, magnetism, and electronic structure in spintronics materials and molec-
ular magnets
— Analyses on atomic structure, magnetism, and electronic structure in spintronics materials
— Ezxploratory study on electric field effect of the magnetic anisotropy in the spintronics material with
the oxide layer
1. An ab initio approach to free-energy reconstruction using logarithmic mean force dynamics
M. Nakamura, M. Obata, T. Morishita, T. Oda: J. Chem. Phys., 140 (2014) 184110.
2. Phase with pressure-induced shuttlewise deformation in dense solid atomic hydrogen
T. Ishikawa, H. Nagara, T. Oda, N. Suzuki, and K. Shimizu: Phys. Rev. B,90 (2014) 104102.
3. Symmetry-induced peculiar Rashba effect on thallium adsorbed Si(111) surfaces
K. Sakamoto, T. Oda, A. Kimura, Y. Takeichi, J. Fujii, R. I. G. Uhrberg, M. Donath, H. W.
Yeom: Journal of Electron Spectroscopy and Related Phenomena, in press.
4. Possible origin of non-linear magnetic anisotropy variation in electric field effect in a double
interface system
D. Yoshikawa, M. Obata, Y. Taguchi, S. Haraguchi, and T. Oda: Appl. Phys. Express, 7 (2014)
113005.
5.  Review on distorted face-centered cubic phase in yttrium via genetic algorithm
T. Ishikawa, T. Oda, N. Suzuki, and K. Shimizu: High Pressure Research (regular article), DOI:
10.1080/08957959.2014.983501.
6. Improving the Description of Nonmagnetic and Magnetic Molecular Crystals via the van der Waals
Density Functional
M. Obata, M. Nakamura, I. Hamada, and T. Oda: J. Phys. Soc. Jpn., 84 (2015) 024715.
7. Molecular Interactions for Modeling of Oxygen System Using van der Waals Density Functional
Approach
M. Obata, I. Hamada, and T. Oda, : JPS Conf. Proc.,5 (2015) 011011.
8. First-principles study on structural and electronic properties in Fe/MgO double interface
D. Yoshikawa, M. Obata, and T. Oda: JPS Conf. Proc., 5 (2015) 011012.

OGUCHI, Tamio [ C class; 1500 (A), 4000 (B), 1700 (C) ] (85)
— First-Principles Calculation of Transition-Metal Compounds
1. Ab-initio Prediction of Magnetoelectricity in Infinite-Layer CaFeOs and MgFeOo
K. Yamauchi, T. Oguchi, and S. Picozzi: J. Phys. Soc. Jpn. 83 (2014) 094712.
2. First-Principles Study on Structural and Electronic Properties of alpha-S and Na-S Crystals
H. Momida, T. Yamashita, and T. Oguchi: J. Phys. Soc. Jpn. 83 (2014) 124713.
3. Origin of the band dispersion in a metal phthalocyanine crystal
S. Yanagisawa, K. Yamauchi, T. Inaoka, T. Oguchi, and I. Hamada: Phys. Rev. B 90 (2014)
245141.
4. Ab Initio Study on Pressure-Induced Phase Transition in LaCuzFe O15
K. Isoyama, M. Toyoda, K. Yamauchi, and T. Oguchi: J. Phys. Soc. Jpn. 84 (2015) 034709.
5. Ab initio study of electronic, magnetic, and spectroscopic properties in A- and B-site-ordered
perovskite CaCuzFesSboO19
H. Fujii, M. Toyoda, H. Momida, M. Mizumaki, S. Kimura, and T. Oguchi: Phys. Rev. B 90
(2014) 014430.
6. Ferromagnetic Half Metallicity in Doped Chalcopyrite Semiconductors Cu(Aly_,A,)Ses (A=3d
Transition-Metal Atoms)
M. Shahjahan, M. Toyoda, and T. Oguchi: J. Phys. Soc. Jpn. 83 (2014) 094702.
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7. Quasi-One-Dimensional Nature of the Rashba States of Au Wires on Si(557) Surface
T. Oguchi: J. Electron Spectrosc. Relat. Phenom. (2014). doi:10.1016/j.elspec.2014.09.004

8. Symmetry-breaking 60(Eefcirc-spin order in the A-site-ordered perovskite LaMngV4O15
T. Saito, M. Toyoda, C. Ritter, S. Zhang, T. Oguchi, J. P. Attfield, and Y. Shimakawa: Phys.
Rev. B 90 (2014) 214405.

9. One-dimensional edge states with giant spin splitting in a bismuth thin film
A. Takayama, T. Sato, S. Souma, T. Oguchi, and T. Takahashi: Phys. Rev. Lett. 114 (2015)
066402.

10. Topological proximity effect in a topological insulator hybrid
T. Shoman, A. Takayama, T. Sato, S. Souma, T. Takahashi, T. Oguchi, K. Segawa, and Y. Ando:
Nature Commun. 6 (2015) 6547.

11. Signature of high T, around 25K in higher quality heavily boron-doped diamond
H. Okazaki, T. Wakita, T. Muro, T. Nakamura, Y. Muraoka, T. Yokoya, S. Kurihara, H. Kawarada,
T. Oguchi, and Y. Takano: Appl. Phys. Lett. 106 (2015) 052691.

OHGOE, Takahiro | C class; 0 (A), 2000 (B), 0 (C) ] (174)
— Multi-variable variational Monte Carlo study of the Holstein-Hubbard model

OHMURA, Satoshi [ C class; 0 (A), 3000 (B), 0 (C) ] (115,116)
— Ab initio molecular dynamics study of molecular dissociation by irradiation of X-FEL
— Ultrahigh-pressure structures of liquid oxygen and nitrogen
1. Structural Properties of FesO3 at High Temperatures
M. Misawa, S. Ohmura, and F. Shimojo: Journal of the Physical Society of Japan 83 (2014)
105002/1-2.
2. Reaction of ethylene molecules with a nickel cluster: ab initio molecular dynamics study
K. Shimamural, R. Arifin, T. Oguri, Y. Shibuta, S. Ohmura, F. Shimojo and S. Yamaguchi:
Transactions of the Materials Research Society of Japan
3. Non-equilibrium dynamics in disordered materials: ab initio molecular dynamics simulations
S. Ohmura, K. Nagaya, F. Shimojo and M. Yao: AIP conference proceeding
4. Charge transfer and nuclear dynamics following deep inner-shell multiphoton ionization of CH3I
molecules by intense x-ray free-electron laser pulses
K. Motomura, E. Kukk, H. Fukuzawa, S. Wada, K. Nagaya, S. Ohmura, S. Mondal T. Tachibana,
Y. Ito, R. Koga, T. Sakai, K. Matsunami, A. Rudenko, C. Nicolas, X.-J. Liu, C. Miron, Y. Zhang,
Y. H. Jiang, J. Chen, M. Anand, D. Kim, K. Tono, M. Yabashi, M. Yao, and K. Ueda: Physical
Review Leltter

OHNO, Takahisa [ B,C class; 0 (A), 6700 (B), 0 (C) ] ()

— Computational Analysis on Ionic Conduction Properties of All Solid-State Lithium Secondary Battery
Materials

— ab initio analysis on solid/solid interfaces for all-solid-state batteries

— Theoretical design of the high ionic conductor

OHSAWA, Kazuhito [ C class; 0 (A), 2000 (B), 0 (C) | (125)
— Study of interaction between radiation damage and interstitial atom

OHTO, Tatsuhiko [ B,C class; 0 (A), 6200 (B), 3700 (C) ] (76,77)
— First-principles molecular dynamics simulation of the water/surfactant interfaces
— Ab initio study of thermoelectric properties of molecules between magnetic electrodes
1. Single molecular resistive switch obtained via sliding multiple anchoring points and varying effec-
tive wire length
Manabu Kiguchi, Tatsuhiko Ohto, Shintaro Fujii, Kazunori Sugiyasu, Shiegeto Nakajima, Masayuki
Takeuchi and Hisao Nakamura: JACS 136 (2014) 7327.
2. Thermopower of benzenedithiol and C60 molecular junctions with Ni and Au electrodes
See Kei Lee, Tatsuhiko Ohto, Ryo Yamada and Hirokazu Tada: Nano Lett. 14 (2014) 5276.

304



Activity Report 2014 / Supercomputer Center, Institute for Solid State Physics, The University of Tokyo

OHTSUKI, Tomi | C class; 2000 (A), 5000 (B), 500 (C) ] (225)
— Phase diagram and critical properties of disordered topological insulators
1. Engineering Dirac electrons emergent on the surface of a topological insulator
Y. Yoshimura, K. Kobayashi, T. Ohtsuki, K.-I. Imura: Science and Technology of Advanced
Materials 16 (2015), 014403
2. Modification and Control of Topological Insulator Surface States Using Surface Disorder
V. Sacksteder, T. Ohtsuki, K. Kobayashi: arXiv:1410.7621
3. Dimensional crossover of transport characteristics in topological insulator nanofilms
K. Kobayashi, K.-I. Imura, Y. Yoshimura, T. Ohtsuki: arXiv:1409.1707
4. Dimensional Dependence of Critical Exponent of the Anderson Transition in the Orthogonal
Universality Class
Yoshiki Ueoka, and Keith Slevin: J. Phys. Soc. Jpn. 83 (2014) 084711
5.  Critical exponent of metal-insulator transition in doped semiconductors: the relevance of the
Coulomb interaction
Y. Harashima, K. Slevin: Phys. Rev. B 89 (2014), 205108
6. Survival of sharp n=0 Landau levels in massive tilted Dirac fermions: Role of the generalized
chiral operator
Yasuhiro Hatsugai, Tohru Kawarabayashi, and Hideo Aoki: Phys. Rev. B 91 (2015), 085112

OKA, Takashi [ C class; 6000 (A), 3000 (B), 0 (C) | (219)
— Theoretical study of non-equilibrium phase transitions in strongly correlated superconductors

OKADA, Susumu | C class; 13500 (A), 0 (B), 0 (C) ] (64)
— Design of nanoscale carbon materials

1. Energetics and electronic structures of polymerized cyclobutadiene
Mina Maruyama, Kyoko Nakada, and Susumu Okada: Japanese Journal of Applied Physics, Vol.
53, 035103 (2014)

2. Electrostatic modulation of electron-states in MoSs: First-principles Calculations
Nguyen Thanh Cuong, Minoru Otani, and Susumu Okada: Journal of Physics: Condensed Matter
Vol. 26, 135001 (2014)

3. Flexible metallic nanowires with self-adaptive Ohmic contact to semiconducting transition-metal
dichalcogenide monolayers
Junhao Lin, Ovidiu Cretu, Wu Zhou, Kazu Suenaga, Dhiraj Prasai, Kirill I. Bolotin, Nguyen
Thanh Cuong, Minoru Otani, Susumu Okada, Andrew R. Lupini, Juan-Carlos Idrobo, Dave
Caudel, Arnold Burger, Nirmal J. Ghimire, Jiagiang Yan, David G. Mandrus, Stephen J. Penny-
cook, Sokrates T. Pantelides: Nature Nanotechnology Vol. 9, 436 — 442 (2014)

4. Two-dimensional sp? Carbon Networks of Fused Pentagons
Mina Maruyama and Susumu Okada: Japanese Journal of Applied Physics Vol. 53, 06JD02 (2014)

5. Structural Dependence of Electronic Properties of Graphene Nanoribbons on an Electric Field
Ayaka Yamanaka and Susumu Okada: Japanese Journal of Applied Physics Vol. 53, 06JD05
(2014)

6. Energetics and Electronic Structures of Cgo Included in [n]Cyclacene Molecules: Dynamical and
Electronic Properties of Cgg
Shota Kigure and Susumu Okada: Japanese Journal of Applied Physics Vol. 53, 06JD06 (2014)

7. An anomalous dipole-dipole arrangement of water molecules encapsulated into Cgg dimer
Kazuya Nomura and Susumu Okada: Chemical Physics Letters Vol. 608, pp. 351-354 (2014)

8. Spin-state tuning of decamethyl Cgy by an external electric field
Kohei Narita and Susumu Okada: Chemical Physics Letters Vol. 614, pp. 10-14 (2014)

9. Coulomb Interaction Effects on Optical Properties of Monolayer Transition Metal Dichalcogenides
Satoru Konabe and Susumu Okada: Physical Review B Vol. 90, 155304 (2014)

10. Electronic structures of carbon nanotubes with monovacancy under an electric field
U Ishiyama, Nguyen Thanh Cuong, and Susumu Okada: Japanese Journal of Applied Physics
Vol. 53, 115102 (2014)

11. Electronic and Geometric Structures of Carbon Nanotubes Encapsulating Polycyclic Aromatic
Hydrocarbon Molecules
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Shota Kigure, Yoko lizumi, Toshiya Okazaki, and Susumu Okada: Journal of the Physical Society
of Japan Vol. 83, 124709 (2014)

12. Electron injection into nearly free electron states of graphene nanoribbons under a lateral electric
field
Ayaka Yamanaka and Susumu Okada: Applied Physics Express Vol. 7, 125103 (2014)

13. Nanoporous Carbon Tubes from Fullerene Crystals as the m-Electron Carbon Source
Lok Kumar Shrestha, Rekha Goswami Shrestha, Yusuke Yamauchi, Jonathan P. Hill, Toshiyuki
Nishimura, Kun’ichi Miyazawa, Katsunori Wakabayashi, Takazumi Kawai, Susumu Okada, and
Katsuhiko Ariga: Angewandte Chemie International Edition, Vol. 53, pp. 951 - 955 (2014).

OKAMOTO, Yuko [ E class; 0 (A), 16500 (B), 0 (C) | (31)
— Study on complex systems by generalized-ensemble algorithms
1. Predictions of tertiary stuctures of a-helical membrane proteins by replica-exchange method with
consideration of helix deformations
R. Urano, H. Kokubo, and Y. Okamoto: J. Phys. Soc. Jpn., in press.
2. Deterministic replica-exchange method without pseudo random numbers for simulations of com-
plex systems
R. Urano and Y. Okamoto: submitted for publication; arXiv:1412.6959.
3. Designed-walk replica-exchange method for simulations of complex systems
R. Urano and Y. Okamoto: submitted for publication; arXiv:1501.00772.

OKITSU, Kouhei [ C class; 1000 (A), 3000 (B), 400 (C) ] (237)

— Study on X-ray n-beam dynamical and kinematical diffraction theories and numerical methods to
solve them

— Study on X-ray n-beam diffraction and phase problem in protein crystal structure analysis

OKUBO, Tsuyoshi | C,S class; 5500 (A), 31000 (B), 4000 (C) ] (188,190)
— Nowel phases in frustrated magnets
— Topological phase transition in the frustrated magnets
1. Field-induced incommensurate phase in the strong-rung spin ladder with ferromagnetic legs
H. Yamaguchi, H. Miyagai, M. Yoshida, M. Takigawa, K. Iwase, T. Ono, N. Kase, K. Araki, S.
Kittaka, T. Sakakibara, T. Shimokawa, T. Okubo, K. Okunishi, A. Matsuo, and Y. Hosokoshi:
Phys. Rev. B 89 (2014) 220402(R)
2. A Scaling Relation for Dangerously Irrelevant Symmetry-Breaking Fields
T. Okubo, K. Oshikawa, H. Watanabe, and N. Kawashima: Phys. Rev. B., in press
3. SU(N) Heisenberg model with multi-column representations
T. Okubo, K. Harada, J. Lou, and N. Kawashima: Submitted to Phys. Rev. B

ONISHI, Hiroaki [ C class; 0 (A), 2000 (B), 0 (C) ] (252)
— Excitation dynamics of frustrated quantum spin chain
1. Doping control of realization of an extended Nagaoka ferromagnetic state from the Mott state
H. Onishi and S. Miyashita, Phys. Rev. B 90, 224426 (2014).
2. Effects of magnetic anisotropy on spin dynamics of ferromagnetic frustrated chain
H. Onishi, J. Phys.: Conf. Ser. 592, 012109 (2015).

ONO, Tomoya [ C class; 1000 (A), 7500 (B), 4300 (C) ] (66)
— Development of first-principles electronic-structure and transport calculation method based on real-
space finite-difference approach
1. Electronic Structures and Magnetic Anisotropy Energies of Graphene with Adsorbed Transition-
Metal Adatoms
H. D. Nguyen and T. Ono: J. Phys. Soc. Jpn. 83 (2014) 094716.
2. Electron-transport properties of ethyne-bridged diphenyl zinc-porphyrin molecules
H. D. Nguyen and T. Ono: Jpn. J. Appl. Phys. 54 (2015) 055201.
3. First-principles study on the effect of SiO4 layers during oxidation of 4H-SiC
T. Ono and S. Saito: Appl. Phys. Lett. 106 (2015) 081601.

306



Activity Report 2014 / Supercomputer Center, Institute for Solid State Physics, The University of Tokyo

OSHIKAWA, Masaki [ B class; 0 (A), 800 (B), 0 (C) ] (177)
— Numerical study of flur quench in one-dimensional quantum systems

OSHIYAMA, Atsushi [ E class; 0 (A), 31000 (B), 4700 (C) ] (40)
— Atomic Structures and Electronic Properties of Hard- and Soft-Nanomaterials

1. Performance evaluation of ultra-largescale first-principles electronic structure calculation code on
the K computer
Y. Hasegawa, J.-I. Iwata, M. Tsuji, D. Takahashi, A. Oshiyama, K. Minami, T. Boku, H. Inoue,
Y. Kitazawa, I. Miyoshi, M. Yokokawa: International Journal of High Performance Computing
Applications 28 (2014) 335-355

2. Surface energy of Si(110)- and 3C-SiC(111)-terminated surfaces
E. K. K. Abavare, L.-I. Iwata, A. Yaya and A. Oshiyama: Phys. Status Solidi B 251 (2014) 1408
- 1415

3. Electron Confinement due to Stacking Control of Atomic Layers in SiC Polytypes: Role of Floaing
States and Spontaneous Polarization
Y .-I. Matsushita S. Furuya, and A. Oshiyama: J. Phys. Soc. Jpn. 83 (2014) 094713

4.  Atomic corrugation and electron localization due to Moiré patterns in twisted bilayer graphenes
K. Uchida, S. Furuya, J.-I. Iwata and A. Oshiyama: Phys. Rev. B 90 (2014) 155451

5. Large-Scale Real-Space Density-Functional Calculations: Moiré-Induced Electron Localization in
Graphene
A. Oshiyama, J.-I. Iwata, K. Uchida and Y. Matsushita: J. Appl. Phys 117 (2015) 112811

6. Energetics, Electron States, and Magnetization in Nearly Zigzag-Edged Graphene Nano-Ribbons
S. Suda and A. Oshiyama: J. Phys. Soc. Jpn. 84 (2015) 024704

OTANI, Minoru [ E class; 0 (A), 13000 (B), 2200 (C) ] (60)
— Simulation of Electrochemical reaction using constant electrode potential method

OTOMO, Junichiro [ B,C class; 0 (A), 3200 (B), 0 (C) ] (111,113)

— FEwaluation of ion conductivity at interfaces in proton conducting composite electrolyte

— Numerical simulation of metal oxides redox reaction on various supports

— Fwvaluation of ion conductivity of interfaces in composite-type proton conducting electrolyte

OTSUKI, Junya [ B class; 0 (A), 700 (B), 0 (C) ] (179)
— Inwvestigation of unconventional superconductivities by extension of the dynamical mean-field theory
1. Superconductivity, antiferromagnetism, and phase separation in the two-dimensional Hubbard

model: A dual-fermion approach
J. Otsuki, H. Hafermann, A. I. Lichtenstein: Phys. Rev. B 90 (2014) 235132.

OZEKI, Yukiyasu [ C class; 0 (A), 6000 (B), 0 (C) ] (231)
— Improvement of dynamical scaling by the use of kernel method and its applications to nonequilibrium
relazation analyses

RAEBIGER, Hannes | C class; 0 (A), 2500 (B), 0 (C) ] ()
— Theory of self-organized nano-interfaces for electronic devices

SAITO, Mineo | C class; 0 (A), 4500 (B), 0 (C) ] (102)
— Simulation of electronic properties in materials for spintronics
1. Spin polarized positron lifetimes in ferromagnetic metals: First-principles study
J. Lin, T. Yamasaki, and M. Saito: Jpn. J. Appl. Phys. 53 , 05302 (2014).
2. Band gap design of thiophene polymers based on density functional theory
Patricia Lubis and Mineo Saito: Jpn. J. Appl. Phys. 53, 071602 (2014).
3. Tunable Rashba effect on strained ZnO: First-principles density-functional study
Moh Adhib Ulil Absor, Hiroki Kotaka, Fumiyuki Ishii, and Mineo Saito: Appl. Phys. Express 7,
053002 (2014).
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4. Density Functional Theory Calculations of Formation Energies and Vacancy Concentrations of
the Silicon Vacancy
Sholihun, M. Saito, T. Ohno, and T. Yamasaki: Jpn. J. Appl. Phys. 54, 041301 (2014)

SAKALI, Toru [ C class; 25000 (A), 5500 (B), 3800 (C) ] (191)
— Ring Fxzchange Induced New Quantum Phases in Quantum Spin Systems
— Numerical Study on Novel Phases of the Spin Nanotubes
1. Quantum Spin-Liquid Behavior in the Spin-1/2 Random Heisenberg Antiferromagnet on the Tri-
angular Lattice
K. Watanabe, H. Kawamura, H. Nakano and T. Sakai: J. Phys. Soc. Jpn. 83 (2014) 034714.
2. Exotic Quantum Phenomena in the Spin Nanotubes
T. Sakai, K. Okamoto: JPS Conf. Proc. 1 (2014) 012025.
3. Exotic Magnetism of the Quantum Spin Nanotube
T. Sakai, K. Okamoto: JPS Conf. Proc. 2 (2014) 010208.
4. Edge Modes in the Intermediate-D and Large-D Phases of the S = 2 Quantum Spin Chain with
XXZ and On-Site Anisotropies
K. Okamoto, T. Tonegawa, T. Sakai, M. Kaburagi: JPS Conf. Proc. 3 (2014) 014002.
5.  Magnetization Process of the S=1/2 Heisenberg Antiferromagnet on the Cairo Pentagon Lattice
H. Nakano, M. Isoda, T. Sakai: J. Phys. Soc. Jpn. 83 (2014) 053702.
6. Anomalous Quantum Magnetization Behaviors of the Kagome and Triangular Lattice Antiferro-
magnets
H. Nakano, T. Sakai: JPS Conf. Proc. 3 (2014) 014003.
7. Exotic Quantum Phase Transition of the Spin Nanotube
T. Sakai, H. Nakano, K. Okunishi: J. Phys.: Conf. Ser. 568 (2014) 042024.
8. Novel Field Induced Quantum Phase Transition of the Kagome Lattice Antiferromagnet
T. Sakai, H. Nakano: J. Phys.: Conf. Ser. 568 (2014) 042025.
9. Spin-Flop Phenomenon of Two-Dimensional Frustrated Antiferromagnets without Anisotropy in
Spin Space
H. Nakano, T. Sakai, Y. Hasegawa: J. Phys. Soc. Jpn. 83 (2014) 084709.
10. Frustration-Induced Magnetic Properties of the Spin-1/2 Heisenberg Antiferromagnet on the Cairo
Pentagon Lattice
M. Isoda, H. Nakano, T. Sakai: J. Phys. Soc. Jpn. 83 (2014) 084710.
11. Anomalous Behavior of the Magnetization Process of the S=1/2 Kagome-Lattice Heisenberg An-
tiferromagnet at One-Third Height of the Saturation
H. Nakano, T. Sakai: J. Phys. Soc. Jpn. 83 (2014) 104710.
12. Instability of a ferromagnetic state of a frustrated S=1/2 Heisenberg antiferromagnet in two
dimensions
H. Nakano, T. Sakai: Jpn. J. Appl. Phys. 54 (2015) 030305.
13. Possible Singlet-Triplet Transition of ESR in the Kagome-Lattice Antiferromagnet
T. Sakai, K. Hijii, S. Okubo, H. Ohta, H. Nakano, S. Miyashita: Applied Magnetic Resonance, in
press.
14. Magnetization Process of the Spin-S Kagome-Lattice Heisenberg Antiferromagnet
H. Nakano, T. Sakai: J. Phys. Soc. Jpn., in press.
15. Spin nanotubes with the ring exchange interactions
T. Sakai, T. Kasahara, K. Hijii, H. Ohta, H. Nakano: submitted to Synthetic Metals

SAKAKIBARA, Hirofumi [ B class; 2000 (A), 800 (B), 500 (C) ] (109)
— Theoretical material design of transition metal oxide hetero structure based on the orbital distillation

effect

SAKASHITA, Tatsuya [ B class; 0 (A), 900 (B), 0 (C) ] ()
— Parallelization and High Precision Computation of Exact Diagonalization Package for Spin Systems

SATO, Toshihiro [ C class; 0 (A), 4000 (B), 0 (C) ] (165,167)
— Electric transport near the antiferromagnetic transition in a square-lattice Hubbard model
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— Insulating state of multi-orbital electronic system with strong spin-orbit coupling
1. Spin-orbit-induced exotic insulators in a three-orbital Hubbard model with (t2,)° electrons
Toshihiro Sato, Tomonori Shirakawa, and Seiji Yunoki: Phys. Rev. B 91 (2015) 125122.

SATO, Yukio [ B class; 0 (A), 700 (B), 0 (C) ] (142)
— First-principles calculation of atomic arrangement and electronic structure in ceramic grain bound-
aries
1. Grain Boundary Plane Effect on Pr Segregation Site in ZnO S13 [0001] Symmetric Tilt Grain
Boundaries
J.-Y. Roh, Y. Sato, and Y. Ikuhara, Journal of the American Ceramic Society, in press.
2. Role of grain boundaries in ZnO
Y. Sato and Y. Ikuhara, Oxide-based Materials and Devices V, ed. by Teherani, Look, and Rogers,
Proceeding of SPIE, 8987 89871B-1-7, (2014).
3. Grain Boundary Structure Transformation and Reconstruction in Oxide Ceramics
Y. Ikuhara, Y. Sato, and N. Shibata, AMTC Letters, 4, 4-5 (2014).
4. Structural Multiplicity in Pr-doped ZnO [0001] 27.8° and 30.0° Tilt Grain Boundaries
J.-Y. Roh, Y. Sato, and Y. Ikuhara, AMTC Letters, 4, 26-27 (2014).
5. Atomic Structure and Energetics of Oxygen Vacancy in CeO2 Grain Boundaries
B. Feng, H. Hojo, Y. Sato, H.Ohta, N. Shibata, and Y. Ikuhara, AMTC Letters, 4, 98-99 (2014).

SHIBA, Hayato | B,E class; 1000 (A), 19400 (B), 2100 (C) ] (195,196)

— Quest for static and dynamical heterogeneities in structural glass by huge-scale molecular simulation

— Dynamics of higher-order structure formation in surfactant membranes

— Absorbing states and viscoelasticity in low-Re non-Browninan particle dispersions

1. Rheological evaluation of colloidal dispersions using smoothed profile method - formulation and

applications
J. J. Molina, K. Otomura, H. Shiba, H. Kobayashi, M. Sano, and R. Yamamoto: submitted to J.
Fluid Mech.

SHIGETA, Yasuteru [ C class; 24500 (A), 6000 (B), 0 (C) ] (42)
— Theoretical studies on heat resistance of Nyl-C
— Theoretical analyses on hydrolysis mechanism of Nyl C
1. Simple, Yet Powerful Methodologies for Conformational Sampling of Proteins
H. Harada, Y. Takano, T. Baba, Y. Shigeta: Phys. Chem. Chem. Phys. (invited feature article)
17, 6155-6173 (2015).
2.  Hydration Effects on Enzyme-Substrate Complex of Nylon Oligomer Hydrolase: Inter-Fragment
Interaction Energy Study by the Fragment Molecular Orbital Method
H. Ando, Y. Shigeta, T. Baba, C. Watanabe, Y. Okiyama, Y. Mochizuki, M. Nakano: Mol. Phys.
113, 319-326 (2015).
3. Unraveling the degradation of artificial amide bonds in nylon oligomer hydrolase: from induced-fit
to acylation processes
T. Baba, M. Boero, K. Kamiya, H. Ando, S. Negoro, M. Nakano, Y. Shigeta: Phys. Chem. Chem.
Phys. 17, 4492-4504(2015).
4. On the induced-fit mechanism of substrate-enzyme binding structures of Nylon-oligomerhydrolase
T. Baba, R. Harada, M. Nakano, Y. Shigeta: J. Comp. Chem. 35, 1240-47 (2014).
5. A Nylon-oligomer Hydrolase Promoting Cleavage Reactions in Unnatural Amide Compounds
K. Kamiya, T. Baba, M. Boero, T. Matsui, S. Negoro, Y. Shigeta: J. Phys. Chem. Lett. 5,
1210-1216 (2014).

SHIMIZU, Akira [ C class; 0 (A), 3000 (B), 1800 (C) ] ()
— Thermal pure quantum state calculus of Fermion systems

SHIMOJO, Fuyuki [ C class; 0 (A), 8000 (B), 4500 (C) ] (68)

— First-Principles Molecular-Dynamics Study of Structural and FElectronic Properties of Covalent Lig-
uids under Pressure
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Structural properties of FesOg at high temperatures

M. Misawa, S. Ohmura, and F. Shimojo: J. Phys. Soc. Jpn. 83 (2014) 105002.

Oxygen 2p partial density of states in a typical oxide glass BoOj3

S. Hosokawa, H. Sato, K. Mimura, Y. Tezuka, D. Fukunaga, K. Shimamura, and F. Shimojo: J.
Phys. Soc. Jpn. 83 (2014) 114601.

A divide-conquer-recombine algorithmic paradigm for large spatiotemporal quantum molecular
dynamics simulations

F. Shimojo, S. Hattori, R. K. Kaila, M. Kunaseth, W. Mou, A. Nakano, K. Nomura, S. Ohmura,
P. Rajak, K. Shimamura, and P. Vashishta: J. Chem. Phys. 140 (2014) 18A529.
Hydrogen-on-Demand Using Metallic Alloy Nanoparticles in Water

K. Shimamura, F. Shimojo, R. K. Kalia, A. Nakano, K. Nomura, and P. Vashishta: Nano Lett.
14 (2014) 4090.

SHIMOKAWA, Tokuro | B class; 3100 (A), 1100 (B), 600 (C) | (234)
— Numerical study of the novel magnetic phenomenon on the honeycomb magnetism

SHIOMI, Junichiro [ C class; 0 (A), 3000 (B), 0 (C) | (242)
— Characterization of thermal transport at nanostructure interface

1.

Scaling laws of cumulative thermal conductivity for short and long phonon mean free paths
Daisuke Aketo, Takuma Shiga, Junichiro Shiomi: Applied Physics Letters 105, 131901 (2014).
Probing and tuning inelastic phonon conductance across finite-thickness interface

Takuru Murakami, Takuma Hori, Takuma Shiga, and Junichiro Shiomi: Applied Physics Express
7, 121801 (2014).

Effective phonon mean free path in polycrystalline nanostructures

Takuma Hori, Junichiro Shiomi, Chris Dames: Applied Physics Letters 106, 171901 (2015).
Controllability of thermal conductance across sintered silicon interface by local nanostructures
Masanori Sakata, Takuma Hori, Takafumi Oyake, Jeremie Maire, Masahiro Nomura, Junichiro
Shiomi: Nano energy, Rapid communication, 13, 601 (2015).

Impeded thermal transport in Si multiscale hierarchical architectures with phononic crystal nanos-
tructures

M. Nomura, Y. Kage, J. Nakagawa, T. Hori, J. Maire, J. Shiomi, D. Moser, O. Paul: Physical
Review B (in press), arXiv:1502.02789

Anomalous reduction of thermal conductivity in coherent nanocrystal architecture for silicon ther-
moelectric material

Yoshiaki Nakamura, Masayuki Isogawa, Tomohiro Ueda, Shuto Yamasaka, Hideki Matsui, Jun
Kikkawa, Satoaki Ikeuchi, Takafumi Oyake, Takuma Hori, Junichiro Shiomi, Akira Sakai: Nano
Energy, Rapid communication

SHIRAISHI, Kenji [ C class; 13500 (A), 4000 (B), 2100 (C) ] ()
— First Principles Design of Future SiC-Based Power Devices

SHIRO, Masanori [ B class; 1300 (A), 0 (B), 0 (C) ] (256)
— High precision computation of Feigenbaum constant, 2nd.

SHOJI, Mitsuo [ C class; 0 (A), 2500 (B), 0 (C) ] (123)
— Theoretical elucidation on the full reaction mechanism of threonine synthase

1.

An Efficient Initial Guess Formation of Broken-Symmetry Solutions by using Localized Natural
Orbitals

M.Shoji, Y.Yoshioka, K.Yamaguchi: Chem. Phys. Lett. 608 (2014) 50-54.

Light absorption and excitation energy transfer calculations in primitive photosynthetic bacteria
Y.Komatsu, M.Kayanuma, M.Shoji, K.Yabana, K.Shiraishi, M.Umemura: Molecular Physics,
accepted 2014.

Light absorption efficiencies of photosynthetic pigments: the dependence on spectral types of
central stars

Y.Komatsu, M.Umemura, M.Shoji, M.Kayanuma, K.Yabana, K.Shiraishi: International Journal
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of Astrobiology, accepted 2014.

4. Involvement of Propionate Side Chains of the Heme in Circular Dichroism of Myoglobin: Experi-
mental and Theoretical Analyses
M.Nagai, C.Kobayashi, Y. Nagai, K.Imai, N.Mizusawa, H.Sakurai, S.Neya, M.Kayanuma, M.Shoji,
S.Nagatomo: J. Phys. Chem. B 119 (2015) 1275-1287.

5. On the guiding principles for lucid understanding of the damage-free S1 structure of the CaMn405
cluster in the oxygen evolving complex of photosystem II
M.Shoji, H.Isobe, S.Yamanaka, M.Suga, F.Akita, J.-R.Shen, K.Yamaguchi: Chem. Phys. Lett.
627 (2015) 44-52.

6. Theoretical studies of the damage-free S1 structure of the CaMn4O5 cluster in oxygen-evolving
complex of photosystem II
M.Shoji, H.Isobe, S.Yamanaka, M.Suga, F.Akita, J.-R.Shen, K.Yamaguchi: Chem. Phys. Lett.
623 (2015) 1-7.

7. A QM/MM Study of the Initial Steps of Catalytic Mechanism of Nitrile Hydratase
M.Kayanuma, K.Hanaoka, M.Shoji, Y. Shigeta: Chem. Phys. Lett. 623 (2015) 8-13.

SHUDO, Ken-Ichi [ C class; 1000 (A), 500 (B), 0 (C) ] (132)
— Bonding states of organic molecules adsorbed at defects on metal surface

SUGINO, Osamu [ C class; 0 (A), 2500 (B), 900 (C) ] (108)
— Oxzide electrocatalysts
1. Exceptionally long-ranged lattice relaxation in oxygen-deficient TasOs
Y. Yang, O. Sugino and Y. Kawazoe, Solid State Communications 195 (2014) 16.

SUWA, Hidemaro [ C class; 0 (A), 1500 (B), 0 (C) ] (254)
— Efficient Monte Carlo Spectral Analysis and Application to Quantum Spin Systems
1. Generalized Moment Method for Gap Estimation and Quantum Monte Carlo Level Spectroscopy
Hidemaro Suwa and Synge Todo: submitted to Phys. Rev. Lett.

SUZUKI, Takafumi [ C class; 1500 (A), 4500 (B), 2200 (C) | (220,222)
— Succsessive phase transition and magnetic orders in rare-earth metals
1. Thermal phase transition of generalized Heisenberg models for SU(N) spins on square and honey-
comb lattices
T. Suzuki, K. Harada, H. Matsuo, S. Todo, and N. Kawashima, Phys. Rev. B 91, 094414 (2015).
2. Thermal phase transition to valence-bond-solid phase in the two-dimensional generalized SU(N)
Heisenberg models
T. Suzuki, K. Harada, H. Matsuo, S. Todo, and N. Kawashima, J. Phys.: Conf. Ser. 592, 012114
(2015).

TACHIKAWA, Masanori | C class; 13500 (A), 0 (B), 0 (C) ] (63)
— Theoretical analysis of deuterated effect on hydrogen-bonded molecular materials

TAKAGI, Noriaki [ B class; 0 (A), 2500 (B), 0 (C) ] (118,120)
— FEaxploring low-dimensional honeycomb sheets
1. Electronic structure of the 4x4 silicene monolayer on semi-infinite Ag(111)
H. Ishida, Y. Hamamoto, Y. Morikawa, E. Minamitani, R. Arafune, N. Takagi: New J. Phys. 17
(2015) 015013.
2. Silicene on Ag(111): geometric and electronic structures of a new honeycomb material of Si
N. Takagi, C.-L. Lin, K. Kawahara, E. Minamitani, N. Tsukahara, M. Kawai, and R. Arafune:
Prog. Surf. Sci. 90 (2015 ) 1.
3. Electronic decupling by h-BN layer between silicene and Cu(111): A DFT based analysis
M. Kanno, R. Arafune, C. -L. Lin, E. Minamitani, M. Kawai, N. Takagi: New J. Phys. 16 (2014)
105019.
4. Controlling orbital-selective Kondo effects in a single molecule through coordination chemistry
N. Tsukahara, E. Minamitani, Y. Kim, M. Kawai, N. Takagi: J. Chem. Phys. 141 (2014) 054702.
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TAMARIBUCHI, Tsuguhiro [ B class; 1800 (A), 700 (B), 500 (C) ] ()
— Dewvelopment of fast algorythms for sparse Pfaffians and their applications to Ising systems

TAMURA, Ryo [ C class; 0 (A), 5500 (B), 3800 (C) ] (213,215)
— Quest for exotic functional properties under magnetic field in frustrated systems
— Study on Relation between Anisotropic Magnetic Structure and Magnetocaloric Effect

1.

Entanglement Properties of a Quantum Lattice-Gas Model on Square and Triangular Ladders

S. Tanaka, R. Tamura, and H. Katsura: ”Physics, Mathematics, And All That Quantum Jazz”
(World Scientific) (2014) 71.

A Method to Change Phase Transition Nature — Toward Annealing Method —

R. Tamura and S. Tanaka: ”Physics, Mathematics, And All That Quantum Jazz” (World Scien-
tific) (2014) 135.

Magnetic ordered structure dependence of magnetic refrigeration efficiency

R. Tamura, S. Tanaka, T. Ohno, and H. Kitazawa: Journal of Applied Physics 116 (2014) 053908.
Sample dependence of giant magnetocaloric effect in a cluster-glass system HosPdo

S. Toyoizumi, H. Kitazawa, Y. Kawamura, H. Mamiya, N. Terada, R. Tamura, A. Dénni, K.
Morita, and A. Tamaki: Journal of Applied Physics, 117 (2015) 17D101.

Structural phase transition between y-Ti3O5 and -TizOs5 by breaking of one-dimensionally con-
ducting pathway

K. Tanaka, T. Nasu, Y. Miyamoto, N. Ozaki, S. Tanaka, T. Nagata, F. Hakoe, M. Yoshikiyo, K.
Nakagawa, Y. Umeta, K. Imoto, H. Tokoro, A. Namai, and S.-I. Ohkoshi: Crystal Growth and
Design, 15 (2015) 653.

Phase diagram and sweep dynamics of a one-dimensional generalized cluster model

T. Ohta, S. Tanaka, I. Danshita, and K. Totsuka: arXiv:1503.03204 (2015) [to appear in Journal
of the Physical Society of Japan).

TANAKA, Shu [ C class; 0 (A), 5500 (B), 3900 (C) ] (209,211)
— Study on Quantum Information Science Based on Statistical Physics
— Study on Phase Transition in Frustrated Spin Systems

1.

Entanglement Properties of a Quantum Lattice-Gas Model on Square and Triangular Ladders

S. Tanaka, R. Tamura, and H. Katsura: ”Physics, Mathematics, And All That Quantum Jazz”
(World Scientific) (2014) 71.

A Method to Change Phase Transition Nature — Toward Annealing Method —

R. Tamura and S. Tanaka: ”Physics, Mathematics, And All That Quantum Jazz” (World Scien-
tific) (2014) 135.

Magnetic ordered structure dependence of magnetic refrigeration efficiency

R. Tamura, S. Tanaka, T. Ohno, and H. Kitazawa: Journal of Applied Physics 116 (2014) 053908.
Sample dependence of giant magnetocaloric effect in a cluster-glass system HosPds

S. Toyoizumi, H. Kitazawa, Y. Kawamura, H. Mamiya, N. Terada, R. Tamura, A. Dénni, K.
Morita, and A. Tamaki: Journal of Applied Physics, 117 (2015) 17D101.

Structural phase transition between y-TizO5 and -TizOs5 by breaking of one-dimensionally con-
ducting pathway

K. Tanaka, T. Nasu, Y. Miyamoto, N. Ozaki, S. Tanaka, T. Nagata, F. Hakoe, M. Yoshikiyo, K.
Nakagawa, Y. Umeta, K. Imoto, H. Tokoro, A. Namai, and S.-I. Ohkoshi: Crystal Growth and
Design, 15 (2015) 653.

Phase diagram and sweep dynamics of a one-dimensional generalized cluster model

T. Ohta, S. Tanaka, I. Danshita, and K. Totsuka: arXiv:1503.03204 (2015) [to appear in Journal
of the Physical Society of Japan).

TANIGAKI, Kenichi [ B class; 0 (A), 500 (B), 0 (C) ] ()
— First principles analysis for suppression of grain boundary embrittlement of aluminum alloys by liquid

metals

TATENO, Masaru [ C class; 0 (A), 7000 (B), 0 (C) ] (88)
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— Hybrid ab initio QM/MM calculations of biological macromolecules

TATEYAMA, Yoshitaka [ E class; 0 (A), 23500 (B), 1000 (C) | (47)
— DFT free energy analysis of redox reaction mechanism at interfaces in batteries and catalysts

1.

Space-Charge Layer Effect at Interface between Oxide cathode and Sulfide Electrolyte in All-
Solid-State Lithium-Ion Battery

Jun Haruyama, Keitaro Sodeyama, Liyuan Han, Kazunori Takada, Yoshitaka Tateyama: Chem.
Mater. 26, 4248-4255 (2014).

Sacrificial anion reduction mechanism for electrochemical stability improvement in highly concen-
trated Li-salt electrolyte

Keitaro Sodeyama, Yuki Yamada, Koharu Aikawa, Atsuo Yamada, Yoshitaka Tateyama: J. Phys.
Chem. C 118, 14091-14097 (2014).

Acetonitrile Solution Effect on Ru N749 Dye Adsorption and Excitation at TiO2 Anatase Interface
Yoshitaka Tateyama, Masato Sumita, Yusuke Ootani, Koharu Aikawa, Ryota Jono, Liyuan Han,
Keitaro Sodeyama: J. Phys. Chem. C 118, 16863-16871 (2014).

A double-QM /MM method for investigating donor-acceptor electron-transfer reactions in solution
Zdenek Futera, Keitaro Sodeyama, Jaroslav V. Burda, Yoshitaka Tateyama: Phys. Chem. Chem.
Phys. 16, 19530-19539 (2014).

Termination Dependence of Tetragonal CH3NH3PbI3 Surfaces for Perovskite Solar cells

Jun Haruyama, Keitaro Sodeyama, Liyuan Han, Yoshitaka Tateyama: J. Phys. Chem. Lett. 5,
2903-2909 (2014).

First Principles Calculation Study on Surfaces and Water Interfaces of Boron-Doped Diamond
Zdenek Futera, Takeshi Watanabe, Yasuaki Einaga, Yoshitaka Tateyama: J. Phys. Chem. C,
118, 22040-22052 (2014).

Possibility of NCS Group Anchor for Ru Dye Adsorption to Anatase TiO2 (101) Surface: A
Density Functional Theory Investigation

Yusuke Ootani, Keitaro Sodeyama, Liyuan Han, Yoshitaka. Tateyama: J. Phys. Chem. C, 119,
234-241 (2015).

Water Adsorption and Dissociation at Metal-Supported Ceria Thin Films: Thickness and Interface-
Proximity Effects Studied with DFT+U Calculations

Lucie Szabova, Yoshitaka Tateyama, Vladimir. Matolin, Stefano Fabris: J. Phys. Chem. C 119,
2537-2544 (2015).

TERAO, Takamichi [ B class; 2700 (A), 1000 (B), 800 (C) ] (236)
— Dynamical properties of Coulomb glass

1.

2.

Vibrational properties of acoustic metamaterial multilayers
T. Terao and Y. Ohnishi: J. Appl. Phys. 117 (2015) 134305.
Numerical study of photonic metamaterial composites

T. Terao: NEMO2014 conference proceedings, in press.

TODO, Synge [ C class; 0 (A), 4000 (B), 2200 (C) ] (230)

— Study of quantum correlations and topological order in quantum spin systems

1.

Parallelized Quantum Monte Carlo Algorithm with Nonlocal Worm Updates

A. Masaki, T. Suzuki, K. Harada, S. Todo, and N. Kawashima, Phys. Rev. Lett. 112, 140603
(2014).

Thermal Phase Transition of Generalized Heisenberg Models for SU(N) Spins on Square and
Honeycomb Lattices

T. Suzuki, K. Harada, H. Matsuo, S. Todo, N. Kawashima, Phys. Rev. B 91, 094414 (2015).
Numerical Analysis of Quantum Phase Transitions with Dynamic Control of Anisotropy

S. Yasuda, S. Todo, JPS Conf. Proc. 1, 012127 (2014).

Path-Integral Monte Carlo for the Gauge-Fixed Berry Connection and the Local Zy Berry Phase
Y. Motoyama, S. Todo, JPS Conf. Proc. 1, 012130 (2014).

MateriApps — a Portal Site of Materials Science Simulation

Y. Konishi, R. Igarashi, S. Kasamatsu, T. Kato, N. Kawashima, T. Kawatsu, H. Kouta, M. Noda,
S. Sasaki, Y. Terada, S. Todo, S. Tsuchida, K. Yoshimi, K. Yoshizawa, JPS Conf. Proc. 5, 011007
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(2015).

TOHYAMA, Takami [ C class; 0 (A), 4000 (B), 2200 (C) ] (229)
— DMRG study of a frustrated two-leg spin ladder
1. Magnetic Raman scattering study of spin frustrated systems, x-(BEDT-TTF),X
Y. Nakamura, N. Yoneyama, T. Sasaki, T. Tohyama, A. Nakamura, and H. Kishida: J. Phys.
Soc. Jpn. 83, (2014) 074708.
2. Lifshitz Transition Induced by Magnetic Field in Frustrated Two-Leg Spin-Ladder Systems
T. Sugimoto, M. Mori, T. Tohyama, and S. Maekawa: JPS Conference Proceedings, in press.
3. Magnetization Plateaux by Reconstructed Quasi-spinons in a Frustrated Two-Leg Spin Ladder
under a Magnetic Field
T. Sugimoto, M. Mori, T. Tohyama, and S. Maekawa: submitted to Phys. Rev. Lett.

TONEGAWA, Takashi [ C class; 29500 (A), 0 (B), 0 (C) ] (193)
— Numerical Study of the One-Dimensional Quantum Spin Systems with Spatial Structures
1. Edge Modes in the Intermediate-D and Large-D Phases of the S = 2 Quantum Spin Chain with
X X7 and On-Site Anisotropies
K. Okamoto, T. Tonegawa, T. Sakai, and M. Kaburagi: JPS Conf. Proc. 3 (2014) 014022.

TOYODA, Masayuki | C class; 0 (A), 2500 (B), 0 (C) ] (122)
— First-principles study on magnetism and atomic structures of transition-metal oxides
1. Ab initio study on pressure-induced phase transition in LaCu3Fe4O12
K. Isoyama, M. Toyoda, K. Yamauchi, and T. Oguchi: J. Phys. Soc. Jpn., 84, 034709 (2015)
2. Symmetry-breaking 60 ° -spin order in the A-site-ordered perovskite LaMn3V4012
T. Saito, M. Toyoda, C. Ritter, S. Zhang, T. Oguchi, J. P. Attfield, and Yuichi Shimakawa: Phys.
Rev. B 90, 214405 (2014)
3. Ab initio study of electronic, magnetic, and spectroscopic properties in A- and B-site-ordered
perovskite CaCu3Fe2Sb2012
H. Fujii, M. Toyoda, H. Momida, M. Mizumaki, S. Kimura, and T. Oguchi: Phys. Rev. B 90,
014430 (2014)

TOYOURA, Kazuaki [ C class; 0 (A), 2000 (B), 0 (C) ] (128)
— Structures and Catalytic Properties of Supported Metal Nanoclusters

TSUNEYUKI, Shinji [ E class; 0 (A), 16000 (B), 2300 (C) | ()
— Development and Application of New Methods for First-Principles Simulation of Material Structure
and FElectronic Properties

UCHIDA, Takashi [ B,C class; 0 (A), 900 (B), 0 (C) ] (141)

— Temperature dependence of magnetic and electronic structure for Mn-based ordered alloys with CusAu-
type crystal structure

— Theory of magnetic and electronic structure for Mn-based ordered alloys with CugzAu-type crystal
structure

UDA, Yutaka [ B class; 0 (A), 1000 (B), 0 (C) ] (138)
— Wear mechanism of diamond tool

UDAGAWA, Masafumi [ C class; 8500 (A), 4000 (B), 0 (C) ] (155)
— Study of multipolar ordering composed of magnetic and orbital degrees of freedom in pyrochlore lattice
systems
1. Vaporization of Kitaev spin liquids
Joji Nasu, Masafumi Udagawa, Yukitoshi Motome: Phys. Rev. Lett. 113, 197205
2. Entanglement Spectrum in Cluster Dynamical Mean-Field Theory
Masafumi Udagawa, Yukitoshi Motome: J. Stat. Mech. (2015) P01016
3. Correlations and entanglement in flat band models with variable Chern numbers
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Masafumi Udagawa, Emil J. Bergholtz: J. Stat. Mech. (2014) P10012
4. Topology and Interactions in a Frustrated Slab: Tuning from Weyl Semimetals to C ; 1 Fractional
Chern Insulators
E.J. Bergholtz, Zhao Liu, M. Trescher, R. Moessner, M. Udagawa: Phys. Rev. Lett. 114, 016806
(2015)
5. Spin-orbit Coupling and Multiple Phases in Spin-triplet Superconductor SroRuOy,
Youichi Yanase, Shuhei Takamatsu, Masafumi Udagawa: J. Phys. Soc. Jpn. 83, 061019 (2014)
6. Effect of magnetoelastic coupling on spin-glass behavior in Heisenberg pyrochlore antiferromagnets
with bond disorder
Hiroshi Shinaoka, Yusuke Tomita, and Yukitoshi Motome: Physical Review B 90, 165119 (2014)
7. Spin-orbit coupling in octamers in the spinel sulfide Culr2S4: Competition between spin-singlet
and quadrupolar states and its relevance to remnant paramagnetism
Joji Nasu and Yukitoshi Motome: Physical Review B 90, 045102 (2014)
8. Exotic magnetic phases in an Ising-spin Kondo lattice model on a kagome lattice
Hiroaki Ishizuka and Yukitoshi Motome: Physical Review B 91, 085110 (2015)
9. Toroidal order in metals without local inversion symmetry
S. Hayami, H. Kusunose and Y. Motome: Phys. Rev. B 90, 024432 (2014)
10. Multiple-@ instability by (d-2)-dimensional connections of Fermi surfaces
S. Hayami and Y. Motome: Phys. Rev. B 90, 060402 (2014)
11. Spontaneous parity breaking in spin-orbital coupled systems
S. Hayami, H. Kusunose and Y. Motome: Phys. Rev. B 90, 081115 (2014)
12. Topological semimetal-to-insulator phase transition between noncollinear and noncoplanar multiple-
@ states on a square-to-triangular lattice
S. Hayami and Y. Motome: Phys. Rev. B 91, 075104 (2014)
13. Toroidal order in a partially disordered state on a layered triangular lattice: implication to UNiyB
S. Hayami, H. Kusunose and Y. Motome: J. Phys.: Conf. Ser. 592, 012101 (2015)

UEDA, Akiko [ C class; 0 (A), 2000 (B), 1900 (C) ] (239)
— Impurity Scattering in Junctionless transistor

WATANABE, Hiroshi | C class; 0 (A), 3500 (B), 2000 (C) | (232)
— Scaling Analysis for Ostwald-like ripening of bubbles
1. Ostwald ripening in multiple-bubble nuclei
H. Watanabe, M. Suzuki, H. Inaoka, and N. Ito: J. Chem. Phys. 141 (2014), 234703

WATANABE, Hiroshi [ B class; 0 (A), 300 (B), 0 (C) ] (181)
— Theoretical study for exciton condensation, CDW, and superconductivity induced by interband inter-
action
1. A variational Monte Carlo study of exciton condensation
H. Watanabe, K. Seki, and S. Yunoki: J. Phys.: Conf. Ser. 592 (2015) 012097.
2. Charge-density wave induced by combined electron-electron and electron-phonon interactions in
1T-TiSey: A variational Monte Carlo study
H. Watanabe, K. Seki, and S. Yunoki: submitted to Phys. Rev. B.

WATANABE, Kazuyuki [ C class; 8000 (A), 7000 (B), 800 (C) ] (56)
— Ab Initio Study of Excited FElectronic States and Nonadiabatic Processes of Nanostructures under
External Fields
1. Nanoplasmon Dynamics and Field Enhancement of Graphene Flakes by First-principles Simula-
tions
N. Yamamoto, C. Hu, S. Hagiwara, and K. Watanabe, Appl. Phys. Express 8, 045103 (2015).
2. Energetics and Dynamics of Laser-Assisted Field Emission from Silicene Nanoribbons: Time-
Dependent First-Principles Study
T. Higuchi, C. Hu, and K. Watanabe, e-J. Surf. Sci. Nanotech. 13, 115 (2015).
3.  Time-Dependent Density Functional Theory Simulation of Electron Wave-Packet Scattering with
Nanoflakes
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K. Tsubonoya, C. Hu, and K. Watanabe, Phys. Rev. B90, 035416 (2014).

Positron states at a lithium-adsorbed Al(100) surface: Two-component density functional theory
simulation

S. Hagiwara, C. Hu, and K. Watanabe, Phys. Rev. B91, 115409 (2015).

WATANABE, Satoshi [ C class; 0 (A), 6500 (B), 3500 (C) ] (74)
— Theoretical Analyses on Electronic and Ionic Transport Properties of Nanostructures

1.

10.

11.

Oxygen vacancy effects on an amorphous-TaO,-based resistance switch: a first principles study
B. Xiao and S. Watanabe: Nanoscale 6 (2014) 10169.

Alternating current response of carbon nanotubes with randomly distributed impurities

D. Hirai, T. Yamamoto and S. Watanabe: Appl. Phys. Lett. 105 (2014) 173106.

Anomalous satellite inductive peaks in alternating current response of defective carbon nanotubes
D. Hirai, T. Yamamoto and S. Watanabe: J. Appl. Phys. 115 (2014) 174312.

Spin-polarized Currents through a Quantum Dot: Non-Equilibrium Green’s Function Simulations
under Hartree Approximation

K. Sasaoka, T. Yamamoto and S. Watanabe: Jpn. J. Appl. Phys. 53 (2014) 115203.
Controlling orbital-selective Kondo effects in a single molecule through coordination chemistry
N. Tsukahara, E. Minamitani, Y. Kim, M. Kawai and N. Takagi: J. Chem. Phys. 141 (2014)
054702.

Nonequilibrium Phonon Green’s Function Simulation and Its Application to Carbon Nanotubes
T. Yamamoto, K. Sasaoka and S. Watanabe: in G. Zhang (Eds.),“Nanoscale Energy Transport
and Harvesting: A Computational Study” (Pan Stanford Publishing, 2014), Chapter 2.

Interface Structure in Cu/TagO5/Pt Resistance Switch: A First-Principles Study

B. Xiao and S. Watanabe: ACS Appl. Mater. Interfaces 7 (2015) 519.

Materials Search of Perovskite Cathode in SOFC by Statistical Analysis

J. Hwang, Y. Ando and S. Watanabe: ECS Trans., accepted.

First-principles calculation of the charged capacitor under open-circuit condition using the orbital-
separation approach

S. Kasamatsu, S. Watanabe and S. Han: submitted to Phys. Rev. B.

Spatially Extended Underscreened Kondo State from Collective Molecular Spin

E. Minamitani, Y. Fu, Q.-K. Que, Y. Kim and S. Watanabe: submitted to Phys. Rev. Lett.
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YABANA, Kazuhiro | E class; 0 (A), 16000 (B), 0 (C) ] (55)
— First-principles calculation of interactions between extreme pulse light and matter

1.

Attosecond band-gap dynamics in silicon

M. Schultze, K. Ramasesha, C.D. Pemmaraju, S.A. Sato, D. Whitmore, A. Gandman, J.S. Prell,
L.J. Borja, D. Prendergast, K. Yabana, D.M. Neumark, S.R. Leone: Science 346 (2014) 1348.
Dielectric response of laser-excited silicon at finite electron temperature

S.A. Sato, Y. Shinohara, T. Otobe, K. Yabana: Phys. Rev. B90 (2014) 174303.

Ab Initio Simulation of Electrical Currents Induced by Ultrafast Laser Excitation of Dielectric
Materials

G. Wachter, C. Lemell, J. Burgdoerfer, S.A. Sato, X.-M. Tong, K. Yabana: Phys. Rev. Lett. 113
(2014) 087401.

Efficient basis expansion for describing linear and nonlinear electron dynamics in crystalline solids
S.A. Sato, K. Yabana: Phys. Rev. B89 (2014) 224305.

Numerical pump-probe experiments of laser-excited silicon in nonequilibrium phase

S.A. Sato, K. Yabana, Y. Shinohara, T. Otobe, G.F. Bertsch: Phys. Rev. B89 (2014) 064304.

YAMAUJI, Youhei [ C class; 0 (A), 4000 (B), 2400 (C) ] (161)
— Numerical studies on localization and fractionalization of many-body electrons with strong spin-orbit
couplings

1.

First-Principles Study of the Honeycomb-Lattice Iridates Na2IrO3 in the Presence of Strong Spin-
Orbit Interaction and Electron Correlations
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Y. Yamaji, Y. Nomura, M. Kurita, R. Arita, and M. Imada: Phys. Rev. Lett. 113 (2014) 107201
Variational Monte Carlo Method in the Presence of Spin-Orbit Interaction and Its Application to
the Kitaev and Kitaev-Heisenberg Model

M.Kurita,Y.Yamaji,S.Morita,andM. Imada: arXiv:1411.5198

Condensed-Matter Ab initio Approach for Strongly Correlated Electrons: Application to A Quan-
tum Spin Liquid Candidate

Y. Yamaji: to appear in AIP Conference Proceedings.

YAMASHITA, Koichi [ C class; 0 (A), 3500 (B), 2000 (C) ] (95)
— Large scale ab initio calculations on the fundamental processes of energy convergence devices and on
their optimization for high conversion efficiency

1.

10.

11.

12.

13.

The proton conduction mechanism in a material consisting of packed acids

T. Ogawa, T. Aonuma, T. Tamaki, H. Ohashi, H. Ushiyama, K. Yamashita, and T. Yamaguchi:
Chem. Sci. 5 (2014) 4878.

Multi-wall effects on the thermal transport properties of nanotube structures

T. Hata, H. Kawai, R. Jono and K. Yamashita: Nanotechnology 25 (2014) 245703.
Electron-electron and electron-phonon correlation effects on the finite-temperature electronic and
optical properties of zinc-blende GaN

H. Kawai, K. Yamashita, E. Cannuccia, and A. Marini: Phys. Rev. B 89 (2014) 085202.

Cation Role in Structural and Electronic Properties of 3D Organic—Inorganic Halide Perovskites:
A DFT Analysis

G. Giorgi, J. Fujisawa, H. Segawa, and K. Yamashita: J. Phys. Chem. C 118 (2014) 12176.
Organic-Inorganic Hybrid Lead Iodide Perovskite Featuring Zero Dipole Moment Guanidinium
Cations: A Theoretical Analysis

G. Giorgi, J. Fujisawa, H. Segawa, and K. Yamashita: J. Phys. Chem. C 119 (2014) 4694.
Reparametrization Approach of DFT Functionals Based on the Equilibrium Temperature of Spin-
Crossover Compounds

A. Slimani, X. Yu, A. Muraoka, K. Boukheddaden, and K. Yamashita: J. Phys. Chem. A 118
(2014) 9005.

Theoretical studies on the mechanism of oxygen reduction reaction on clean and O-substituted
TagN5(100) surfaces

E. Watanabe, H. Ushiyama and K. Yamashita: Catal. Sci. Technol. 5 (2015) 2769.
Comparative Study of Sodium and Lithium Intercalation and Diffusion Mechanism in Black Phos-
phorus from First-principles Simulation

X. Yu, H. Ushiyama, K. Yamashita: Chem. Lett. 43 (2014) 1940.

Electronic Schrodinger equation with nonclassical nuclei

Y. Suzuki, A. Abedi, N. T. Maitra, K. Yamashita and E.K.U. Gross: Physical Review A 89 (2014)
040501 (R).

A Density Functional Tight Binding Study of Acetic Acid Adsorption on Crystalline and Amor-
phous Surfaces of Titania

S. Manzhos, G. Giorgi, K. Yamashita: Molecules 20 (2015) 3371.

Semiclassical quantization of nonadiabatic systems with hopping periodic orbits

M. Fujii and K. Yamashita: J. Chem. Phys. 142 (2015) 074104.

Alternative, lead-free, hybrid organic-inorganic perovskites for solar applications: a DFT analysis
G. Giorgi, K. Yamashita: Chem. Lett., Advance Publications, (2015) 150143.

The Mechanism of Slow Hot-Hole Cooling in Lead-Iodide Perovskite: First-Principles Calculation
on Carrier Lifetime from Electron-Phonon Interaction

H. Kawai, G. Giorgi, A. Marini, and K. Yamashita: Nano Lett., in press, (2015)

YAMAUCHI, Jun [ B class; 1700 (A), 700 (B), 500 (C) ] (117)
— First-principles study on the defects in semiconductors

YAMAUCHI, Kunihiko [ C class; 0 (A), 5000 (B), 2300 (C) ] (84)
— Ab-initio study of magnetism, ferroelectricity, and topological properties in transition-metal oxides

1.

Impact of Ferroelectric Distortion on Thermopower in BaTiOg
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H. Saijo, K. Yamauchi, K.Shirai, and T. Oguchi: J. Phys. Soc. Jpn. 84 (2015) 054701.
Ab-initio Prediction of Magnetoelectricity in Infinite-Layer CaFeOo and MgFeOo

K. Yamauchi, T. Oguchi, and S. Picozzi: J. Phys. Soc. Jpn. 83 (2014) 094712.

Origin of the band dispersion in a metal phthalocyanine crystal

S. Yanagisawa, K. Yamauchi, T. Inaoka, T. Oguchi, and I. Hamada: Phys. Rev. B 90 (2014)
245141.

Giant spin-driven ferroelectric polarization in TbMnO3 under high pressure

T. Aoyama, K. Yamauchi, A. Iyama, S. Picozzi, K. Shimizu, and T. Kimura: Nat. Commun. 5
(2014) 4927.

YANAGI, Yuki [ C,D class; 0 (A), 16660 (B), 0 (C) | (154)

— Mott Transition in the Hubbard Model on the CaV409 Lattice

— Antiferromagnetism in 1/5-Depleted Square Lattice Hubbard Model

— Quantum Phase Transition in the Hubbard Model on the CaV40O9 Lattice

1.

2.

Quantum Phase Transition in the 1/5 Depleted Square Lattice Hubbard Model
Y. Yanagi and K. Ueda: JPS Conf. Proc. 3 (2014) 013005.

Continuous Mott transition in a two-dimensional Hubbard model

Y. Yanagi and K. Ueda: Phys. Rev. B 90 (2014) 085113.

YANAGISAWA, Susumu [ B,C class; 17800 (A), 7300 (B), 0 (C) ] (45)
— Theoretical investigation on electronic structures of organic molecular aggregates and solids
— Theoretical investigation of spin polarization induced at the organic-metal interfaces

1.

Scanning tunneling microscopy/spectroscopy of picene thin films formed on Ag(111)

Y. Yoshida, H.-H. Yang, H.-S. Huang, S.-Y. Guan, S. Yanagisawa, T. Yokosuka, M.-T. Lin, W.-B.
Su, C.-S. Chang, G. Hoffmann, and Y. Hasegawa: J. Chem. Phys. 141 (2014) 114701.
Theoretical investigation of the band structure of picene single crystals within the GW approxi-
mation

S. Yanagisawa, Y. Morikawa, and A. Schindlmayr: Jpn. J. Appl. Phys. 53 (2014) 05FY02.
Origin of the band dispersion in a metal phthalocyanine crystal

S. Yanagisawa, K. Yamauchi, T. Inaoka, T. Oguchi, and I. Hamada: Phys. Rev. B 90 (2014)
245141.

YANAGISAWA, Takashi [ B class; 800 (A), 1000 (B), 800 (C) ] (172)
— Quantum Monte Carlo simulations and electronic state calculations in correlated electron systems
— Quantum Monte Carlo simulations and first principles calculations in correlated electron systems

1.

10.

Mott transition in cuprate superconductors - Role of ¢/, in the three-band d-p model -
T. Yanagisawa, M. Miyazaki and K. Yamaji: JPS Conference Proc. 3 (2014) 015046.a
Electronic structure of LaTSbs (T=Cu, Ag,Au)

I. Hase and T. Yanagisawa: Physics Procedia 58 (2014) 42.

Material-parameter dependence of superconductivity in high-temperature cuprates

T. Yanagisawa, M. Miyazaki and K. Yamaji: Physics Procedia 58 (2014) 26.

Stripes and superconductivity in the two-dimensional Hubbard model

M. Miyazaki, K. Yamaji and T. Yanagisawa: Physics Procedia 58 (2014) 30.
Electron correlation in high temperature superconductors

T. Yanagisawa, M. Miyazaki and K. Yamaji: J. Appl. Math. Phys. 2 (2014) 72.
Mott transition in cuprate high temperature superconductors

T. Yanagisawa and M. Miyazaki: Eurouphysics Letters 107 (2014) 27004a
Fluctuation-induced Nambu-Goldstone boson in a Higgs-Josephson model

T. Yanagisawa and Y. Tanaka: New Journal of Physics 16 (2014) 123014
Multi-phase physics in multi-condensate superconductivity

T. Yanagisawa: J. Super. Novel Magnetism 28 (2014) 1285.

Inhomogeneous Electronic Distribution in High-T,. Cuprates

S. Koikegami, M. Kato and T. Yanagisawa: J. Phys. Soc. Jpn. 84 (2014) 054704.
High Temperature Superconductivity from Strong Correlation

T. Yanagisawa: Physics Procedia (2015) in press.
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12.
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The Absence of CDW order in PbSb, and its unexpected softness

I. Hase, K. Yasutomi, T. Yanagisawa, K. Odagiri and T. Nishio: Physics Procedia (2015) in press.
Dirac fermions and Kondo effect

T. Yanagisawa: JPS Conference Proc. (2015) in press.

YASUDA, Chitoshi [ C class; 500 (A), 1000 (B), 0 (C) ] (253)
— Phonon Effects and Frustration in Quantum Spin Systems

1.

Quantum Phase Transition Induced by Geometrical Changes in Spin-Phonon Interaction
C. Yasuda and S. Akiyama: J. Phys. Soc. Jpn., 84 (2015) 014705.

YASUDA, Shugo [ C,D class; 0 (A), 4000 (B), 1000 (C) ] (233)
— Multiscale Simulation for non-isothermal flows of complex fluids
— Multiscale simulation of thermohydrodynamic lubrication of polymeric liquid

1.

Synchronized molecular-dynamics simulation via macroscopic heat and momentum transfer: an
application to polymer lubrication

S. Yasuda and R. Yamamoto: Phys. Rev. X 4 (2014) 041011

Multiscale simulation for thermo-hydrodynamic lubrication of a polymeric liquid between parallel
plates

S. Yasuda and R. Yamamoto: Mol. Sim. (2014) Proceedings of the 3rd international conference
on molecular simulation

Synchronized Molecular Dynamic %12 & % &7 FE1E O fEdT

LHEE, ILAR— 74 v 7L 17 (2015) 30

Synchronized molecular-dynacmis simulation for the thermal lubrication of a polymeric liquid
between parallel plates

S. Yasuda and R. Yamamot: Comput. Fluids (submitted)

YASUOKA, Kenji [ C class; 0 (A), 4500 (B), 0 (C) ] (103)

— First principles study on lattice thermal conductivity reduction in multinary chalcopyrite semicon-
ductors

— Phase stability and defect properties of stannite Cu2FeSnS/

1.

Four Ti®+ defects below oxygen vacancy on TiO2(110): a clear interpretation of STM

T. Shibuya, K. Yasuoka, S. Mirbt and B. Sanyal: to be submittied

Suppressing thermal conductivity in multi-component semicondoctors through cation mutation
T. Shibuya, J. M. Skelton, K. Yasuoka, A. Togo, I. Tanaka and A. Walsh: to be submitted
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O CMSI Projects

DOI, Shotaro [ R class; 0 (A), 0 (B), 4000 (C) ] (281)
— First-principles Electronic Structure Calculation of Permanent Magnets using the Screened KKR
Green’s Function Method

IMADA, Masatoshi [ R class; 0 (A), 0 (B), 10000 (C) ] ()

— New machanisms and controllability of real strongly correlated electron materials

1.

Quantum Spin Liquid in Spin 1/2 J1-J2 Heisenberg Model on Square Lattice: Many-Variable
Variational Monte Carlo Study Combined with Quantum-Number Projections

S. Morita, R. Kaneko and M. Imada: J. Phys. Soc. Jpn. 84 (2015) 024720.

Superconductivity and its mechanism in an ab initio model for electron-doped LaFeAsO

T. Misawa, M. Imada: J. Phys. Soc. Jpn. 5 (2014) 5738.

Gapless Spin-Liquid Phase in an Extended Spin 1/2 Triangular Heisenberg Model

R. Kaneko, S. Morita and M. Imada: J. Phys. Soc. Jpn. 83 (2014) 093707.

First-Principles Study of the Honeycomb-Lattice Iridates Na2IrO3 in the Presence of Strong Spin-
Orbit Interaction and Electron Correlations

Y. Yamaji, Y. Nomura, M. Kurita, R. Arita and M. Imada: Phys. Rev. Lett. 113 (2014) 107201.
Origin of High-Tc Superconductivity in Doped Hubbard Models and Their Extensions: Roles of
Uniform Charge Fluctuations

T. Misawa and M. Imada: Phys. Rev. B 90 (2014) 115137.

Electron Correlation Effects on Topological Phases

M. Imada, Y. Yamaji and M. Kurita: J. Phys. Soc. Jpn. 83 (2014) 061017.

Universal departure from Johnson-Nyquist relation caused by limited resolution

Y. Yamada and M. Imada: Phys. Rev. B 89 (2014) 205421.

Metallic Interface Emerging at Magnetic Domain Wall of Antiferromagnetic Insulator: Fate of
Extinct Weyl Electrons

Y. Yamaji and M. Imada: 4 (2014) 021035.

Variational Monte Carlo Method for Electron-Phonon Coupled Systems

T. Ohgoe and M. Imada: Phys. Rev. B 89 (2014) 195139.

KAWASHIMA, Naoki [ R class; 0 (A), 0 (B), 10000 (C) | (270)
— Monte Carlo Study of Novel Quantum Phases and Critical Phenemena

1.

Thermal phase transitions to valence-bond-solid phase in the two dimensional; generalized SU(N)
Heisenberg models

Takafumi Suzuki, Kenji Harada, Haruhiko Matsuo, Synge Todo and Naoki Kawashima: J. Phys.:
Conf. Ser. 592, 012114 (2015).

Thermal phase transition of generalized Heisenberg models for SU(N) spins on square and honey-
comb lattices

Takafumi Suzuki, Kenji Harada, Haruhiko Matsuo, Synge Todo and Naoki Kawashima: Phys.
Rev. B 91, 094414 (2015).

Parallelized Quantum Monte Carlo Algorithm with Nonlocal Worm Updates

Akiko Masaki-Kato, Takafumi Suzuki, Kenji Harada, Synge Todo, and Naoki Kawashima: Phys-
ical Review Letters 112, 140603 (5 pages) (2014).

Phase Transitions with Discrete Symmetry Breaking in Antiferromagnetic Heisenberg Models on
a Triangular Lattice

Ryo Tamura, Shu Tanaka, and Naoki Kawashima: JPS Conf. Proc. — Proceedings of the 12th
Asia Pacific Physics Conference (APPC12), 012125 (2014)

NAKANO, Hiroki [ R class; 0 (A), 0 (B), 4000 (C) ] (279)
— Computational-Science Study of Frustrated Magnets

1.

The Magnetization Process of the S = 1/2 Heisenberg Antiferromagnet on the Cairo Pentagon
Lattice
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H. Nakano, M. Isoda, and T. Sakai: J. Phys. Soc. Jpn. 83 (2014) 053702.

2. Frustration-induced Magnetic Properties of the Spin-1/2 Heisenberg Antiferromagnet on the Cairo
Pentagon Lattice
M. Isoda, H. Nakano, and T. Sakai: J. Phys. Soc. Jpn. 83 (2014) 084710.

3. Spin-Flop Phenomenon of Two-Dimensional Frustrated Antiferromagnets without Anisotropy in
Spin Space
H. Nakano, Y. Hasegawa, and T. Sakai: J. Phys. Soc. Jpn. 83 (2014) 084709.

4. Anomalous Behavior of the Magnetization Process of the S = 1/2 Kagome-Lattice Heisenberg
Antiferromagnet at One-Third Height of the Saturation
H. Nakano and T. Sakai: J. Phys. Soc. Jpn. 83 (2014) 104710.

5. Anomalous Quantum Magnetization Behaviors of the Kagome and Triangular Lattice Antiferro-
magnets
H. Nakano and T. Sakai: JPS Conf. Proc. 3 (2014) 014003.

6. Exotic Quantum Phase Transition of the Spin Nanotube
T. Sakai, H. Nakano, and K. Okunishi: J. Low. Phys. 568 (2014) 042024.

7. Novel Field Induced Quantum Phase Transition of the Kagome Lattice Antiferromagnet
T. Sakai and H. Nakano: J. Low. Phys. 568 (2014) 042025.

8. Instability of a ferrimagnetic state of a frustrated S=1/2 Heisenberg antiferromagnet in two di-
mensions
H. Nakano and T. Sakai: Jpn. J. App. Phys. 54 (2015) 00305.

NOBUSADA, Katsuyuki [ R class; 0 (A), 0 (B), 10000 (C) ] (283)
— Photo-induced electron dynamics in nanostructures and development of quantum devices with optical
and electronic functionality

OGATA, Shuji [ R class; 0 (A), 0 (B), 10000 (C) ] (271)
— Multi-scale simulation of nano-structured devices from electronic structures to mechanical properties
1. Fluctuating Local Recrystallization of Quasi-Liquid Layer of Sub-Micrometer-Scale Ice: A Molec-
ular Dynamics Study
Y. Kajima, S. Ogata, R. Kobayashi, M. Hiyama, T. Tamura: J. Phys. Soc. Jpn. 83 (2014)
083601.

OKAZAKI, Susumu [ R class; 0 (A), 0 (B), 10000 (C) ] (275)
— Large scale molecular dynamics calculation study of viruses

OKUBO, Tsuyoshi [ R class; 0 (A), 0 (B), 4000 (C) ] (282)
— Ordering of topological excitations of the frustrated magnets
1. Field-induced incommensurate phase in the strong-rung spin ladder with ferromagnetic legs
H. Yamaguchi, H. Miyagai, M. Yoshida, M. Takigawa, K. Iwase, T. Ono, N. Kase, K. Araki, S.
Kittaka, T. Sakakibara, T. Shimokawa, T. Okubo, K. Okunishi, A. Matsuo, and Y. Hosokoshi:
Phys. Rev. B 89 (2014) 220402(R)
2. A Scaling Relation for Dangerously Irrelevant Symmetry-Breaking Fields
T. Okubo, K. Oshikawa, H. Watanabe, and N. Kawashima: Phys. Rev. B., in press
3. SU(N) Heisenberg model with multi-column representations
T. Okubo, K. Harada, J. Lou, and N. Kawashima: Submitted to Phys. Rev. B

OSHIYAMA, Atsushi [ R class; 0 (A), 0 (B), 10000 (C) | ()
— Density Functional Study on Prediction of Electronic Properties of Nanostructures

SAITO, Mineo [ R class; 0 (A), 0 (B), 10000 (C) ] (273)
— Materials design for spintronics/multiferroics applications
1. An ab initio approach to free-energy reconstruction using logarithmic mean force dynamics
M. Nakamura, M. Obata, T. Morishita, T. Oda: J. Chem. Phys., 140 (2014) 184110.
2. Phase with pressure-induced shuttlewise deformation in dense solid atomic hydrogen
T. Ishikawa, H. Nagara, T. Oda, N. Suzuki, and K. Shimizu: Phys. Rev. B,90 (2014) 104102.
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3. Symmetry-induced peculiar Rashba effect on thallium adsorbed Si(111) surfaces
K. Sakamoto, T. Oda, A. Kimura, Y. Takeichi, J. Fujii, R. I. G. Uhrberg, M. Donath, H. W.
Yeom: Journal of Electron Spectroscopy and Related Phenomena, in press.

4. Possible origin of non-linear magnetic anisotropy variation in electric field effect in a double
interface system
D. Yoshikawa, M. Obata, Y. Taguchi, S. Haraguchi, and T. Oda: Appl. Phys. Express, 7 (2014)
113005.

5. Review on distorted face-centered cubic phase in yttrium via genetic algorithm
T. Ishikawa, T. Oda, N. Suzuki, and K. Shimizu: High Pressure Research (regular article), DOI:
10.1080/08957959.2014.983501.

6. Improving the Description of Nonmagnetic and Magnetic Molecular Crystals via the van der Waals
Density Functional
M. Obata, M. Nakamura, I. Hamada, and T. Oda: J. Phys. Soc. Jpn., 84 (2015) 024715.

7.  Molecular Interactions for Modeling of Oxygen System Using van der Waals Density Functional
Approach
M. Obata, I. Hamada, and T. Oda, : JPS Conf. Proc.,5 (2015) 011011.

8. First-principles study on structural and electronic properties in Fe/MgO double interface
D. Yoshikawa, M. Obata, and T. Oda: JPS Conf. Proc., 5 (2015) 011012.

9. First-Principles Study of Topological Insulators A2B3(A=Bi and Sb, and B=0, S, Se and Te)
T. Kato, H. Kotaka, and F. Ishii: JPS Conf. Proc. 5, 011022 (2015).

10. Thermopower of Doped Quantum Anomalous Hall Insulators: The case of Dirac Hamiltonian
Y.P. Mizuta and F. Ishii: JPS Conf. Proc. 5, 011023 (2015).

11. First-Principles Study of Rashba Effect in the (LaAlO3)2/(SrTi03)2
M. Nishida, F. Ishii, H. Kotaka, and M. Saito: Mol. Simul. DOI:10.1080/08927022.2014.987986.

12. Magnetism-Driven Electric Polarization of Multiferroic Quasi-One-Dimensional Ca3CoMnOG6: First-
Principles Study Using Density Functional Theory
M. Nishida, F. Ishii, and M. Saito: J. Phys. Soc. Jpn., 83, 124711 (2014).

13. First-principles study of surface states in topological insulators Bi2Te3 and Bi2Se3 :Film thickness
dependence
T. Kato, H. Kotaka, and F. Ishii: Mol. Simul. DOI:10.1080/08927022.2014.964476.

14. Spin-Orbit Interaction Effects in the Electronic Structure of B20-type CoSi: First-Principles Den-
sity Functional Study
F. Ishii, T. Onishi, and H. Kotaka: JPS Conf. Proc. 3, 016019(2014).

15. Contribution of Berry Curvature to Thermoelectric Effects
Y. P. Mizuta, and F. Ishii : JPS Conf. Proc. 3 017035(2014).

16. First-principles study of Exchange Interaction in Ising-type Multiferroic Ca3CoMnO6
M. Nishida, F. Ishii, and M. Saito: JPS Conf. Proc. 3 , 014040 (2014).

17. Spin polarized positron lifetimes in ferromagnetic metals: First-principles study
J. Lin, T. Yamasaki, and M. Saito: Jpn. J. Appl. Phys. 53 , 05302 (2014).

18. Band gap design of thiophene polymers based on density functional theory
Patricia Lubis and Mineo Saito: Jpn. J. Appl. Phys. 53 , 071602 (2014).

19. Tunable Rashba effect on strained ZnO: First-principles density-functional study
Moh Adhib Ulil Absor, Hiroki Kotaka, Fumiyuki Ishii, and Mineo Saito: Appl. Phys. Express 7,
053002 (2014).

20. Density Functional Theory Calculations of Formation Energies and Vacancy Concentrations of
the Silicon Vacancy
Sholihun, M. Saito, T. Ohno, and T. Yamasaki: Jpn. J. Appl. Phys. 54, 041301 (2014)

SHIBA, Hayato [ R class; 0 (A), 0 (B), 4000 (C) | (278)
— Structure Formation of Surfactant Membranes under Shear Flow

SUGINO, Osamu [ R class; 0 (A), 0 (B), 5000 (C) ] ()
— Basic processes in the electrode catalysis

TACHIKAWA, Masanori [ R class; 0 (A), 0 (B), 5000 (C) ] (285)
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— Dewvelopment of multicomponent quantum chemistry based on stochastic method for material design

TAKATSUKA, Kazuo [ R class; 0 (A), 0 (B), 5000 (C) ] (268)
— Nonadiabatic electron dynamics and many-body nuclear dynamics in molecules

TOHYAMA, Takami [ R class; 0 (A), 0 (B), 10000 (C) ] (269)
— Double-Pulse Deexcitations in a One-Dimensional Strongly Correlated System
1. Density-Matrix Renormalization Group Study of Extended Kitaev-Heisenberg Model
K. Shinjo, S. Sota, and T. Tohyama: Phys. Rev. B 91, (2015) 054401.
2. Density-matrix renormalization group study of third harmonic generation in one-dimensional Mott
insulator coupled with phonon
S. Sota, T. Tohyama, and S. Yunoki: J. Phys. Soc. Jpn. 84, (2015) 054403.
3. Magnetization Plateaux by Reconstructed Quasi-spinons in a Frustrated Two-Leg Spin Ladder
under a Magnetic Field
T. Sugimoto, M. Mori, T. Tohyama, and S. Maekawa: submitted to Phys. Rev. Lett.

TSUNEYUKI, Shinji [ R class; 0 (A), 0 (B), 10000 (C) ] ()
— Development of first-principles simulation software for exploration of new materials

YAMASHITA, Koichi [ R class; 0 (A), 0 (B), 10000 (C) | (276)
— Large scale calculations on the fundamental processes of solar cells and their optimization in conver-
sion efficiency and long lifetime
1. Cation Role in Structural and Electronic Properties of 3D Organic-Inorganic Halide Perovskites:
A DFT Analysis
G. Giorgi, J. Fujisawa, H. Segawa, and K. Yamashita: J. Phys. Chem. C 118 (2014) 12176.
2. Organic-Inorganic Hybrid Lead lodide Perovskite Featuring Zero Dipole Moment Guanidinium
Cations: A Theoretical Analysis
G. Giorgi, J. Fujisawa, H. Segawa, and K. Yamashita: J. Phys. Chem. C 119 (2014) 4694.
3. Semiclassical quantization of nonadiabatic systems with hopping periodic orbits
M. Fujii and K. Yamashita: J. Chem. Phys. 142 (2015) 074104.
4. Alternative, lead-free, hybrid organic-inorganic perovskites for solar applications: a DFT analysis
G. Giorgi, K. Yamashita: Chem. Lett., Advance Publications, (2015) 150143.
5. A Density Functional Tight Binding Study of Acetic Acid Adsorption on Crystalline and Amor-
phous Surfaces of Titania
S. Manzhos, G. Giorgi, K. Yamashita: Molecules 20 (2015) 3371.
6. The Mechanism of Slow Hot-Hole Cooling in Lead-Iodide Perovskite: First-Principles Calculation
on Carrier Lifetime from Electron-Phonon Interaction
H. Kawai, G. Giorgi, A. Marini, and K. Yamashita: Nano Lett., in press, (2015)

YOSHIDA, Norio [ R class; 0 (A), 0 (B), 10000 (C) ] (277)
— Theoretical analysis of hydrolysis of pyrophosphate by 3D-RISM-SCF
1. Theoretical Studies of Structures and Vibrational Sum Frequency Generation Spectra at Aqueous
Interfaces
T. Ishiyama, T. Imamura, and A. Morita: Chem. Rev. 114 (2014) 8447-8470
2.  Computation of the Free Energy due to Electron Density Fluctuation of a Solute in Solution: A
QM /MM Method with Perturbation Approach Combined with a Theory of Solutions
D. Suzuoka, H. Takahashi, and A. Morita: J. Chem. Phys. 140 (2014) 134111 (12 pages)
3. Theory and Efficient Computation of Differential Vibrational Spectra
S. Sakaguchi, T. Ishiyama, and A. Morita: J. Chem. Phys. 140 (2014) 144109 (13 pages)
4. A Direct Evidence of Vibrationally Delocalized Response at Ice Surface
T. Ishiyama and A. Morita: J. Chem. Phys. 141 (2014) 18C503 (4 pages)
5.  Erratum: ‘Theory and Efficient Computation of Differential Vibrational Spectra’ [J. Chem. Phys.,
140, 144109 (2014)]
S. Sakaguchi, T. Ishiyama, and A. Morita: J. Chem. Phys. 141 (2014) 149901
6. Molecular Dynamics Analysis of NaOH Aqueous Solution Surface and the Sum Frequency Gen-
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eration Spectra: Is Surface OH- Detected by SFG Spectroscopy?

T. Imamura, T. Ishiyama, and A. Morita: J. Phys. Chem. C 118 (2014) 29017-29027

Why is Benzene Soluble in Water? Role of OH/ Interaction in Solvation

H. Takahashi, D. Suzuoka, and A. Morita: J. Chem. Theory Comput. 11 (2015) 1181-1194
Molecular Dynamics Study of Two-Dimensional Sum Frequency Generation Spectra at Vapor/Water
Interface

T. Ishiyama, A. Morita, and T. Tahara: J. Chem. Phys. 142 (2015) 212407 (13 pages)
Theoretical analysis of salt effect on intramolecular proton transfer reaction of glycine in NaCl
aqueous solution

Y. Kasai, N. Yoshida, and H. Nakano: J. Mol. Liq. 200 (2014) 32-37

Distinct configurations of cations and water in the selectivity filter of the KcsA potassium channel
probe by 3D-RISM theory

S. Phongphanphanee, N. Yoshida, S. Oiki and F. Hirata: J. Mol. Liq. 200 (2014) 52-58
Efficient implementation of the three-dimensional reference interaction site model method in the
fragment molecular orbital method

N. Yoshida: J. Chem. Phys. 140 (2014) 214118 (13 pages)
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O Doctor theses

1. FUJI, Yohei
Symmetries and quantum phases in one-dimensional spin systems
University of Tokyo, 2015-03

2. HIGASHI, Yoichi
Theoretical study for identifying unconventional superconductivity through vortex core bound
states
Osaka Prefecture University, 2015-03

3. KITAOKA, Yukie
Investigation on Multiplets in Metal-Complexes from Constraint Density Functional Theory
Mie University, 2014-09

4. KURITA, Moyuru
Numerical Studies on Quantum Phases Emergent from Interplay of Spin-Orbit Interactions and
Strong Electron Correlations
University of Tokyo, 2015-03

5. NISHIDA, Miho
Theoretical studies on spin structures and physical properties of transition metal oxides
Kanazawa University, 2015-03

6. NOMURA, Yusuke
Ab initio studies on superconductivity in alkali-doped fullerides
University of Tokyo, 2015-03

7. YAMAMOTO, Kentaro
Coupled proton-electron transfer in excited states of X-MnOHs: A nonadiabatic electron wavepacket
study
University of Tokyo, 2015-03
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O Master Theses

10.

11.

12.

AKIYAMA, Sumito

Electronic Properties of Redox Active Molecules Attached on Metal Electrodes Using First-
Principles Calculations

Osaka University, 2015-03

ARAI, Hayato

Theoretical studies on the superconducting mechanism of iron-pnictide and the thermoelectricity
of black phosphorus by the first-principles calculation and multiband effective model

University of Electro-Communications, 2015-03

FUTAMI, Futoshi
Static and dynamical properties of magnetic order in small world networks
University of Tokyo, 2015-03

HIYAMA, Masaaki
Diffusion and ionization of metal atoms around metal /SiO2 interfaces: first-principles study
Chiba University, 2015-03

IDO, Kota
Time-Dependent Variational Monte Carlo Method for Quantum Dynamics
University of Tokyo, 2015-03

ISHIHARA, Takashi

Development and tuning of ?CALNOS” for nonlinear spectroscopy calculation and its application
to gas-liquid interface of water/methanol mixture

Tohoku University, 2015-03

KASAI, Yukako
Theoretical Prediction of pKa Value of Amino Acids using 3D-RISM-SCF Method
Kyushu University, 2015-03

KAWASHIRI, Yuuki
Theoretical study on DC response of single molecular device using first-principles calculations
University of Tokyo, 2015-03

KIDANI, Naotaka

Analysis of etching mechanism in CARE method by means of first-principles calculations -Atom
removal mechanisim at step edge of alpha-quartz-

Osaka University, 2015-03

KUBOTA, Dai
Extension of Cluster Dynamical Mean Field Theory by Real Space Renormalization
University of Tokyo, 2015-03

LI, Han

Development of Real-Space Car-Parrinello Molecular Dynamics and its Application to SiC Oxi-
dation

University of Tokyo, 2015-03

MIKI, Yuji

Free energy analyses for ATP hydrolysis using massively parallel QM/MM simulations
Tohoku University, 2015-03
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NAKAGAWA, Koh, M.
Morphological changes of amphiphilic molecular assemblies induced by chemical reaction
University of Tokyo, 2015-03

NAKAGAWA, Yuya
Flux quench in the S=1/2 XXZ chain
University of Tokyo, 2015-03

NAKAMURA, Syunya

First-principles calculations of surface structures and electronic states on perovskite-type man-
ganite

University of Tokyo, 2015-03

NISHIKAWA, Yoshihiko
Statistical-mechanical study of glass transition in lattice gas models
University of Tokyo, 2015-03

OKUMA, Koji

Theoretical study on the cohesive properties of organic solids with the van der Waals density
functional

University of the Ryukyus, 2015-03

SATO, Shouta
Heat Transfer Enhancement of the Film Flow Falling along Vertical Fluted Plates
Akita University, 2015-03

SHINEI, Chikara

Atomic structures and electronic states of Intrinsic defects clusters in silicon carbide studied by
density functional theory

University of Tokyo, 2015-03

SHINOZAKI, Misako
Monte Carlo Simulations for Chiral Helimagnets
University of Tokyo, 2015-03

TAKAHASHI, Takashi
Monte-Carlo study of a three dimensional Potts glass model
University of Tokyo, 2015-03

TSUKUDA, Shingo
Impurity state and electronic conductivity of organic semiconductors: first-principles study
Chiba University, 2015-03

UEHARA, Amane
Theoretical Study of Charge-Spin-Orbital Fluctuations of Mixed Valence Spinels
University of Tokyo, 2015-03

YANAGISAWA, Koichi

Tensor network study of two-dimensional frustrated quantum spin model
University of Tokyo, 2015-03
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