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< List of Poster Presentations (107 presentations) >

- Poster Session on Tuesday, November 10, 2015 -

Thi-Nga Do (National Cheng Kung University)
Rich Magneto-absorption Spectra in AAB-stacked Trilayer Graphene

Hsin-Tsung Chen (Chung Yuan Christian University)
Computational Study of Ethylene Epoxidation Catalyzed by a Gold Nanoparticle

Chan-Woo Lee (Korea Institute of Energy Research (KIER))
Reaction Mechanism of Self-Regenerative Catalyst: A Case Study of Pd-BaCeO,

Motoyuki Shiga (Japan Atomic Energy Agency)
QM/MM Molecular Dynamics of Diffusive Open Boundary Systems

Dorj Odkhuu (Incheon National University)
Magnetization reversal of giant perpendicular magnetic anisotropy at the magnetic-phase
transition in FeRh films on MgO

Fa-Chieh Chu (National Central University)
Spin Torque Effect in BeO-based Magnetic Tunnel Junction

Chia-Jung Lin (National Central University)
Anchoring Effect on Spin Transport Properties of Single-Molecule Magentic Junctions

Yongping Du (Nanjing University)
Dirac and Weyl Semimetal in XYBi (X=Ba, Eu; Y=Cu, Ag and Au)

Hyun-Jung Kim (Korea Institute for Advanced Study)
Magnetic ordering and topological phase transition in 2D organometallic thin film:

Pb,[C;H;]; lattice

Yung-Ting Lee (Korea Advanced Institute of Science and Technolog)
Methanol dissociative adsorption onto Si(001) surface unveiled by ab-initio molecular
dynamics and wavelet transform analysis

Byungju Lee (Seoul National University)
Theoretical evidence for low charging polarizations of superoxide discharge products in M-

0O, (M=Li, Na) batteries

Dongbin Shin (Ulsan National Institute of Science and Technology)

Ab initio study of polaron dynamics in metal oxides
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Huimei Liu (Nanjing University)

Metallic ferroelectricity induced by anisotropic unscreened Coulomb interaction in LiOsO;

Po-Hsin Shih (National Cheng Kung University)

Electric field dependence of excitation spectra in doped germanene

Tatsuya Shishidou (Hiroshima University)
First-principles study of the chiral magnet Cr(NbS,),

Jun Haruyama (National Institute for Materials Science (NIMS))
Oxide Cathode/Sulfide Electrolyte Interfaces in All-Solid-State Li-lon Batteries: A First-
Principles Investigation

Christian P. Crisostomo (National Sun Yat-Sen University)
Predicted Growth of Two-Dimensional Topological Insulators Consisting of Hydrogenated
II-V Thin Films on Si(111) Substrate

Yusheng S. Hou (Fudan University)
Unveiling the Origin of the Basal-plane Antiferromagnetism in the J.z=1/2 Mott Insulator

Ba,IrO,: A Density Functional and Model Hamiltonian Study

Chia-Hsiu Hsu (National Sun Yat-Sen University)
Quantum Spin Hall States in Stanene/Ge(111)

Emi Minamitani (The University of Tokyo)
Momentum-resolved Eliashberg function in the inelastic electron tunneling spectrum on
clean Cu(110) surface

Sheng-Chieh Huang (National Central University)

Spin crossover and hyperfine interactions of iron in ferromagnesite (Mg,Fe)CO,

Woo Hyun Han (Korea Advanced Institute of Science and Technology)
Eletronic structure of non-stoichiometric amorphous In-Ga-Zn-O semiconductors

Sunghyun Kim (Korea Advanced Institute of Science and Technology)

Computational design of direct band gap Si superlattices

Geun-Myeong Kim (Korea Advanced Institute of Science and Technology)
The effect of Si impurities on the Schottky barrier height at TiN/tetragonal-HfO, interface
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Wan-Sheng Su (National Center for High-Performance Computing)

A first-principles study of electronic and optical properties of novel carbon allotropes

Jeongwoon Hwang (Seoul National University)

Phonon softening and failure of graphene under tensile strain

Yasutomi Tatetsu (The University of Tokyo)
First-principles study of Cu-doped Nd-Fe-B magnets

Dai Kubota (University of Tokyo)

Extension of cluster dynamical mean field theory by real-space renormalization

Satoshi Hagiwara (Tokyo University of Science)

Spin-polarized Positron Lifetime in d” ferromagnetism: Full Self-consistent Two-
comnonent densitv functional theorv

Tomoki Yamashita (Kyoto University)
Crystal Structure Predictions of Na,C(O: First-principles Calculations with Evolutionary
Algorithm

Hung-Chung Hsueh (Tamkang University)
Effects of External Screening on Optical Properties of Atomically Thin Hexagonal BN

Yiing-Rei Chen (National Taiwan Normal University)
Electron transport through polyene junctions in between carbon nanotubes: An ab initio
realization

Chang-Youn Moon (Korea Research Institute of Standards and Science)
Metal-Insulator Transition in NiS,-,Se, alloy : DFT+DMFT study

Jaehyun Bae (Seoul National University)
Computational Study of Hydrogen Storage in Quasi-2 dimensional Potential Well : K-
intercalated Graphite Oxide

Kazuki Uchida (Tokyo University of Science)
First-Principles Calculations of Field Evaporation Dynamics in High Electrostatic and
Laser Fields

Wanxiang Feng (Beijing Institute of Technology)
Large magneto-optical Kerr effect in noncollinear antiferromagnets Mn3X (X = Rh, Ir, or
Pt)
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Takao Tsumuraya (National Institute for Materials Science)
Structural and electronic properties of charge ordered state in molecular conductors with
hydrogen bonds

Yuji Kurauchi (University of Tokyo)
First-principle calculation on the doping site and its relation to the metallic conductivity in

H-doped SrFeO, system

Shunsuke A. Sato (University of Tsukuba)
TDDFT simulation for nonlinear interactions of extremely intense laser pulses with
dielectrics

Sol Kim (Pohang University of Science and Technolog)
Work function Changes in Alkali-metal Adsorbed monolayer WTe,

Ji Il Choi (Korea Advanced Institute of Science and Technology)
Recovery of Dirac Point by Self Assembling Molecular Structures on Graphene

Young-Sun Song (Pohang University of Science and Technology)
Study on Atomic Layer Rearrangement in GeTe-Sb2Te3 Superlattice via Interatomic
Potential Model

Hyeonsang Ryee (KAIST)
Revisit to the electronic structure of Sr,RuO, and SrRuOj: Quasiparticle self-consistent

GW calculations

Shohei Takeda (Mie university)
Spin-Polarized Carrier Tuning in Transition Metal Dichalcogenides by Electric and
Magnetic Fields

Rokyeon Kim (Seoul National University)

Topological Phases in Perovskite Oxide Heterostructures

Shota Miyauchi (Tokyo University of Science)
Electronic Excitation of Silicene Nanoribbons under Laser Pulse by Time-Dependent
Density Functional Theory

Kazuaki Kobayashi (National Institute for Materials Science (NIMS))

Electronic Band Structure of TiN/MgO nanostructures

Yoshihiro Ueda, Hironari Miyauchi (Tokyo Univercity of Science)
Secondary Electron Emission and Transimittance of Multilayer Graphene upon Electron
Impact with TDDFT
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Lucie Szabova (National Institute for Materials Science (NIMS))

DFT+U and molecular dynamics study of H,O interaction with metal/ceria materials

Myung-Soo Lim (POSTECH)
First-principles Study of Thickness dependent Thermoelectric Properties of bismuth and
antimony chalcogenide thin-film structures

Shoji Ishibashi (AIST)
Analysis of Ferroelectricity by Maximally-Localized Wannier Orbitals

Yoshiyuki Yamamoto (The University of Tokyo)
Ab initio Quantum Monte Carlo Study of Hydrogen Impurity in Silica

Pho V. Bui (Osaka University)
First-Principles Analysis of Pt-assisted Water Etching of SiC In Catalyst-Referred Etching

Yushi Ikeura (Mie University)
Magnetocrystalline Anisotropy in Rare-earth metal monolayers

Yasumitsu Suzuki (Tokyo University of Science)
Towards Mixed Quantum-Classical Dynamics Methods for Strong-Field Processes: The
Exact Factorization Approach

Dongsun Yoo (Seoul National University)
Molecular Orientation in Vapor-Deposited Organic Light-Emitting Diodes

Kyuhyun Lee (Seoul National University)

Finding magnetic ordering in antiferromagnetic oxides using genetic algorithm

Takahiro Ito (Mie University)
Spin Hall conductivity in Pt-based superlattice structures

Joohee Lee (Seoul National University)
Numerical Simulations of Junctions of Water Splitting Photocathode and 2D Catalysts

Kento Yamamoto (Mie University)
Role of interface structures in magnetocrystalline anisotropy of Co/Pt(111) thin films
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Tzu-Cheng Wang (National Taiwan University)
Magnetic states on zigzag edge of hydrogenated and halogenated group-IV nanoribbons

Gijae Kang (Seoul National University)
Influence of Wavefunction Updates in Self-consistent G Calculations on Titanates

Naoto Umezawa (National Institute for Materials Science)
Computational Design of Mixed Valence Tin Oxides Sn,O, for Novel Photofunctional
Materials

Bi-Ru Wu (Chang Gung University)
Magnetism and Electronic structure of Graphane vacancies Dots: A first-principles
calculation

Kunihiko Yamauchi (Osaka University)
Spin Texture in Ferroelectric Oxides from First-Principles Calculations

Cheng-You Liu (National Taiwan University)
Nonlinear Optical Properties of III-VI Semiconductor MX (M = Ga, In; X = S, Se)
Monolayers from First-Principles Calculations

Guang-Yu Guo (National Taiwan University)
On the Nature of n—electron Excitations in Graphene

Yu-Hui Huang (National Chung Cheng University)
Shape effects in plasmon resonance of sodium clusters : A time dependent density
functional theory study

Ming-Wen Chang (Fu-Jen Catholic University)
The Water-Promoted CO Oxidation on Ag (111 ) Surface: the Role of HO,

Terumasa Tadano (The University of Tokyo)
Self-consistent phonon calculations of anharmonic phonon properties in cubic perovskite

StTiO,

Sang-Hoon Lee (Pohang University of Science and Technology)
First-principles study on electronic properties of two-dimensional puckered group-V
nanostructure

Jicheol Son (Pukyong National University)
Semiconducting Impurity Doping with External Charge Carrier in Black Phosphorene
Layer
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Joohwi Lee (Kyoto University)
Band-gap prediction of AX binary compounds by combination of density functional theory
and machine learning techniques

Jae-Hoon Sim (Korea Advanced Institute of Science and Technology)
First-principles study of Rh doped Sr,IrO,

Hannu-Pekka Komsa (Aalto University)

Electrostatic Energy Corrections for Charged Defects in Low Dimensions

Tomotaka Moriya (The University of Tokyo)
First-Principles Study of Electric Field Effects in Organic Semiconductor Crystal

Ayako Nakata (National Institute for Materials Science (NIMS))
Efficient optimization of local orbitals and eigenstate calculations in linear-scaling DFT
program CONQUEST

Matthias Rupp (Fritz Haber Institute of the Max Planck Society)
Machine Learning for Quantum Mechanical Properties of Atoms in Molecules

Hochul Song (Seoul National University)

First Principles Study on Nature of Oxygen Vacancy in Semiconducting Oxides

Chunping Hu (Kyoto University)
First-Principles Simulation of Molecular Adsorption Structures and Diffusion Processes at
Constant-Potential Electrode Surface

Yuta Tanaka (The University of Tokyo)

First-principles calculations of nonthermal structural phase transition of GeTe

Wenwen Li (The University of Tokyo)
Study of Cu Diffusion in Amorphous Ta,0s Using a Neural Network Potential

Kanako Yoshizawa (Research Organization for Information Science and Technology)

Excess electron states accompanying impurity hydrogen in rutile TiO,

Yongju Lee (Kyung Hee University)
First-Principle Study on Interplay between Structural and Electronic Properties of

Acetylsalicylic Acid adsorbed on Carbon and Carbon Nitride(C;N,) Nanotubes
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Zhihua Yang (Xinjiang Technical Institute of Physics & Chemistry of CAS)
The influence of lone-pairs cation on nonlinear optical response and band gap in lead
borate

Bingbing Zhang (Xinjiang Technical Institute of Physics & Chemistry of CAS)
p—(p,m*) interaction mechanism revealing and simulated pressure-induced blue-shift of
phase-matching region in several borate as nonlinear optical crystals

Zeyuan Ni (The University of Tokyo)
Theoretical study of the surface interaction between germanene and MX (M=Ga, In; X=S,
Se, Te): towards germanene with Dirac-cone

Cheol-Woon Kim (Kyung Hee University)

The Origin of Negative Thermal Expansion in sp-sp’ Hybridized Carbon Systems : Rigid
Unit Modes

Fuminari Sakatani (Kanazawa University)
First-Principles Study of the Spin-Orbit Coupling Parameters and Layer Polarization in the
III-V Semiconductor Heterostructures

Fumiyuki Ishii (Kanazawa University)

Large Anomalous Thermoelectricity on Skyrmions

Daichi Hirose (The University of Tokyo)
All-electron GW+Bethe-Salpeter calculations on porphyrins

Hosin Song (Kyung Hee University)
Curvature-induced stability in graphitic carbon nitride structures: first principle study

Yoshiyuki Egami (Hokkaido University)
First-Principles Study on Electron-Transport Properties of Graphene with Substitutional
Line Defect

Han Seul Kim (KAIST)
Critical effects of localized atomic basis sets on the first-principles quantum conductance
calculations: Cases of carbon-based nano gaps

Keitaro Sodeyama (Kyoto University / National Institute for Materials Science (NIMS))
DFT-MD study of highly concentrated Li-salt electrolyte for electrochemically stable and
fast-charging Li-ion batteries

Jaekyun Hwang (The University of Tokyo)
Estimation of Conductivities and Oxygen Exchange Rate of Perovskite Oxides for SOFC
Cathode Materials
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Yuya Yamanouchi (Japan Advanced Institute of Science and Technology)

Model potential of iron based on neural network

Kuniyuki Miwa (SISL, RIKEN)
Investigation of Optical Properties of Interface Plasmons for Quantitative Analysis of
Scanning Tunneling Microscope-induced Light Emission

Hongmei Liu (Linyi University)
Changing 2D Nickel bis(dithiolene) Complex from Semiconductor to Metal or Half-metal
by Surface Adsorption

Yu-ichiro Matsushita (The University of Tokyo)
Low dimensional electron states in SiC interfaces based on ab initio calculations: Roles of
peculiar electron state floating in internal space

Naoya Yamaguchi (Kanazawa University)
First-Principles Study of Layer Polarization in Transition Metal Oxide Thin-films and
Interfaces using One-dimensional Wannier Functions

Maximilian Amsler (Northwestern University)

Novel energy materials through structural search

Mitsuaki Kawamura (The University of Tokyo)
Optimized tetrahedron method: An efficient Brillouin-zone integration in DFPT
calculations

Yoshitaka Tateyama (National Institute for Materials Science (NIMS))
A novel Double-QM/MM method for donor-acceptor electron transfer depending on the
inter-site distance

Jianbo Lin (National Institute for Materials Science)
Linear-scaling DFT study on the structural and electronic properties of Ge/Si core-shell
nanowires

Gui-Bin Liu (Beijing Institute of Technology)
Intervalley Coupling by Quantum Dot Confinement Potentials in Transition Metal
Dichalcogenide Monolaye

Dongheon Lee (Seoul National University)

Existence of Small Bipolaron near Substitutional Hydrogen in TiO,



