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Kei Inoue, Atsushi Suzuki, Tsuyoshi Akiyama and Takeo Oku

Department of Materials Science, The University of Shiga Prefecture, Shiga, Japan



PS-10

PS-11

PS-12

PS-13

PS-14

PS-15

PS-16

PS-17

PS-18

PS-19
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Spill over kinetics of H, molecule on Al (111) surface
Qi Peng, Hiroshi Mizuseki, and Yoshiyuki Kawazoe

Institute for Materials Research, Tohoku University, Sendai, Japan

Evaluation of Ce:LLF as scintillator by using SRFEL

Tomoharu Nakazato, Yusuke Furukawa, Marilou Cadatal-Raduban, Minh Pham, Toshihiro Tatsumi,
Ayumi Saiki, Yasunobu Arikawa, Nobuhiko Sarukura, Hiroaki Nishimura, Hiroshi Azechi, Kunioki Mima,
Tsuguo Fukuda, Masahito Hosaka, Masahiro Katoh, and Nobuhiro Kosugi

Institute of Laser Engineering, Osaka University, Suita, Osaka, Japan

Equilibration of long chain polymer melts by MD/Continuum hybrid method
Y. Senda, J. Blomqvist and R. M Nieminen
Department of Applied Science, Yamaguchi University, Yamaguchi-Ube, Japan

Elastic and Inelastic Current through Benzene: A Self-consistently Study
Y.Y. Liang, H. Chen, H. Mizuseki, Y. Kawazoe

Institute for Materials Research, Tohoku University, Sendai, Japan



PS-20  CO and H,S Adsorption on Clean and Alkali-promoted Fe (100) Surface: A Density Functional Theory Study
Muhammad Haris Mahyuddin, Rodion V. Belosludov, Hiroshi Mizuseki, Yoshiyuki Kawazoe

Institute for Materials Research, Tohoku University, Sendai, Japan

PS-21  Fast-response ZnO scintillator for evaluation of timing between X-ray free-electron laser and conventional laser
Kohei Yamanoi, Kohei Sakai, Marilou Cadatal-Raduban, Tomoharu Nakazato, Toshihiko Shimizu,
Nobuhiko Sarukura, Masataka Kano, Akira Wakamiya, Dirk Ehrentraut, Tsuguo Fukuda, Mitsuru Nagasono,
Tadashi Togashi, Shinichi Matsubara, Kensuke Tono, Atsushi Higashiya, Makina Yabashi, Hiroaki Kimura,
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PS-25  Theoretical investigation of non-stoichiometry and related point defects in Langatate piezoelectric crystal
Chan-Yeup Chung, Ritsuko Yaokawa, Hiroshi Mizuseki and Yoshiyuki Kawazoe

Institute for Materials Research, Tohoku University, Sendai, Japan

PS-26  Single Molecule Conductance of Perfluorinated Bipyridyl Ethynes: Mechanism of Molecule-Electrode Binding
L.J. Kang, Y. Y. Liang, H. Mizuseki, and Y. Kawazoe

Institute for Materials Research, Tohoku University, Sendai, Japan

PS-27  Atomistic Simulation of The Early Stage of Si (001) Dry Oxidation
Mauludi Ariesto Pamungkas, Minwoong Joe, Byung-Hyun Kim, Gyubong Kim, Kwang-Ryeol Lee

Computational Science Center, Korea Institute of Science and Technology, Seoul, Korea

PS-28  Optimization of direct drive inertial confinement fusion for the National Ignition Facility
Mizuki Tsuboi, Nobuhiko Sarukura, Masakatsu Murakami

Institute of Laser Engineering, Osaka University, Osaka, Japan



PS-29

PS-30

PS-31

PS-32

PS-33

PS-34

PS-35

PS-36

PS-37

PS-38

Molecular dynamics simulations of imprint behaviors in ferroelectric thin-film capacitors
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Yuto Toriumi and Kaoru Ohno

Department of Physics, Yokohama National University, Yokohama Japan

The Jahn-Teller Effect and Peculiar Magnetic Interactions in AIN:Cr
Takeshi Fujita and Hannes Raebiger
Department of Physics, Yokohama National University, Yokohama Japan

Second-order and GW corrections to Hartree-Fock approximation for atoms: All-electron mixed basis approach
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The relationship of physical and model charges for transition metal atoms in the different coordination
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Electronic states of metallic peanut-shaped fullerene polymers
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Theoretical Study on Grain Boundaries in Multicrystalline Silicon
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Hideho Odaka, Masahiko Ichihashi
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Incorporation of surface correction and anharmonic correction to vacancy formation energy for nickel and
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Sintering Processes of Ni/YSZ Nanoparticle in Solid Oxide Fuel Cell: A Study by Molecular Dynamics Simulation
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Development of Aluminum Hydrogen Storage Material
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Development of Raman intensity calculation code in first-principles all-electron LCAO program, DMol®
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Role of hydrogen on early stage stress corrosion cracking initiation process: A computational chemistry approach
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Reactant promoted oxygen dissociation on gold clusters
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Adsorption of Au and Au, on h-BN Surface
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