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1. Kentaro Hayashi, Kotoe Tezuka, Nobuki Ozawa, Tomomi Shimazaki, Koshi Adachi, and Momoji Kubo,

54 Tribochemical Reaction Dynamics Simulation of Hydrogen on a Diamond-Like Carbon Surface Based on
Tight-Binding Quantum Chemical Molecular Dynamics, J. Phys. Chem. C, 115 (2011) 22981-22986.
ISSN 1932-7447, http://pubs.acs.org/doi/abs/10.1021/jp207065n

2. Seitaro Ito, Tomomi Shimazaki, Momoji Kubo, Hideomi Koinuma, and Masatomo Sumiya, The Reason Why
+c ZnO Surface is Less Stable than —¢ ZnO Surface: First—Principles Calculation, J. Chem. Phys., 135
(2011) 241103.
ISSN 0021-9606, http://jcp.aip.org/resource/1/jcpsab/v135/i24/p241103_s1?bypassSSO=1

3. Tomomi Shimazaki and Momoji Kubo, Efficient Density Functional Theory Calculations with Weak
Hydrogen Quantum Effect: Electron Density Analysis, Chem. Phys. Lett., 525-526 (2012) 134-139.
ISSN 0009-2614, http://www.sciencedirect.com/science/articIe/pii/30009261411015703
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1. Kentaro Hayashi, Seiichiro Sato, Shandan Bai, Yuji Higuchi, Nobuki Ozawa, Tomomi Shimazaki, Koshi
Adachi, Jean—Michel Martin, and Momoji Kubo, Fate of Methanol Molecule Sandwiched between
Hydrogen—Terminated Diamond—-Like Carbon Films by Tribochemical Reactions: Tight-Binding Quantum
Chemical Molecular Dynamics Study, Faraday Discuss., in press.
ISSN 0301-7249

2. Shandan Bai, Tasuku Onodera, Ryo Nagumo, Ryuji Miura, Ai Suzuki, Hideyuki Tsuboi, Nozomu
Hatakeyama, Hiromitsu Takaba, Momoji Kubo, and Akira Miyamoto, Friction Reduction Mechanism of
Hydrogen— and Fluorine—Terminated Diamond-Like Carbon Films Investigated by Molecular Dynamics and
Quantum Chemical Calculation, J. Phys. Chem. G, in press.
ISSN 1932-7447
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1. Momoji Kubo, “Multi-Physics Simulation by Quantum Chemical Molecular Dynamics®, International

ite64 Conference on Computational & Experimental Engineering and Sciences (Invited Talk), April 18-21, 2011,
Nanjing, China.
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7. Momoji Kubo, Kentaro Hayashi, Kotoe Tezuka, Nobuki Ozawa, Tomomi Shimazaki, Koshi Adach, “Quantum
Chemical Molecular Dynamics Simulation on Tribochemical Reaction Dynamics of Diamond-like Carbon”,
ECOTRIB 2011 — 3rd European Conference on Tribology, June 7-9, 2011, Vienna, Austria.
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Momoji Kubo, “Tight-Binding Quantum Chemical Molecular Dynamics Simulations for the Design of
Mechanical System and Materials“, 14 ACC — Cambodia Satellite Meeting (Invited Talk), September 3-5,
2011, Siem Reap, Cambodia.

Momoji Kubo, “Tight-Binding Quantum Chemical Molecular Dynamics Simulations for the Design of
Chemical Reactions in Mechanical Engineering”, 14th Asian Chemical Congress 2011 (Invited Talk),
September 5-8, 2011, Bangkok, Thailand.

Tomomi Shimazaki, Momoji Kubo, “Gaussian and Fourier Transform (GFT) Method and Fast ab-initio
Calculation with Hydrogen Quantum Effect”, 14th Asian Chemical Congress 2011 (Invited Talk),
September 5-8, 2011, Bangkok, Thailand.
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Takuya Kuwahara, Yuji Higuchi, Nobuki Ozawa, Tomomi Shimazaki, Momoji Kubo, “Quantum Chemical

Molecular Dynamics on Si Thin—Film Crystal Growth for Solar Cells”, 2012 International Conference on
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Solid State Devices and Materials (SSDM 2011), September 28-30, 2011, Aichi Industry & Labor Center
(WINC AICHI), Nagoya, Japan.

Kentaro Hayashi, Koji Kato, Nobuki Ozawa, Tomomi Shimazaki, Maria Isabel de Barros Bouchet, Koshi
Adachi, Jean—-Michel Martin, Momoji Kubo, “Tight-Binding Quantum Chemical Molecular Dynamics Study
for Tribo—Chemical Reaction Dynamics of DLC”, Tribochemistry Hagi 2011, October 26-28, 2011, Hotel
Hagi—-Komachi, Hagi, Japan. (FfZE & A ELI-2E)

Koji Kato, Kentaro Hayashi, Nobuki Ozawa, Tomomi Shimazaki, Koshi Adachi, Momoji Kubo, “Theoretical
Study on Super—-Low Friction Mechanism of Carbon Nitride Coatings by Tight—Binding Quantum Chemical
Molecular Dynamics Method”, Tribochemistry Hagi 2011, October 26-28, 2011, Hotel Hagi—~Komachi, Hagi,
Japan. (IR ELTELI-RE)

Muneyuki Ishikawa, Nobuki Ozawa, Tomomi Shimazaki, Momoji Kubo, “A Study of Chemical Mechanical
Polishing Process of Glass Surface Using CeO, Particle via Computational Simulations”, Tribochemistry
Hagi 2011, October 26-28, 2011, Hotel Hagi-Komachi, Hagi, Japan. (BfZZ & A E L1-&&)

Kentaro Hayashi, Koji Kato, Nobuki Ozawa, Tomomi Shimazaki, Maria Isabel de Barros Bouchet, Koshi
Adachi, Jean—Michel Martin, Momoji Kubo, “Low-Friction Mechanism and Tribo—Chemical Reaction
Dynamics of DLC by Tight-Binding Quantum Chemical Molecular Dynamics Simulation”, International
Tribology Conference, Hiroshima 2011, October 30—November 3, 2011, International Conference Center
Hiroshima, Hiroshima, Japan. (B & A E LI-&&)

Koji Kato, Kentaro Hayashi, Nobuki Ozawa, Tomomi Shimazaki, Koshi Adachi, Momoji Kubo, “Analysis of
Super-Low Friction Mechanism of Carbon Nitride Coatings Based on Quantum Chemical Molecular
Dynamics Method”, International Tribology Conference, Hiroshima 2011, October 30-November 3, 2011,
International Conference Center Hiroshima, Hiroshima, Japan. (I &N ELI-2)

Muneyuki Ishikawa, Nobuki Ozawa, Tomomi Shimazaki, Momoji Kubo, “Analysis of Chemical Mechanical
Polishing Mechanism of Glass Surface Using CeO, via Molecular Dynamics and ab-initio Calculation”,
International Tribology Conference, Hiroshima 2011, October 30-November 3, 2011, International
Conference Center Hiroshima, Hiroshima, Japan. (i R&EMN T EL-&)

Momoji Kubo, “Atomistic Mechanism of Chemical Mechanical Polishing Process Clarified by
Computational Simulations”, 2011 International Conference on Planarization/CMP Technology (Invited
Talk), November 9-11, 2011, Seoul, Korea.

Momoji Kubo, “Quantum Chemical Molecular Dynamics Simulation on Tribochemical Reaction Dynamics
for Super-Low Friction System”, 2011 Materials Research Society Fall Meeting (Invited Talk),
November 28—-December 2, 2011, Boston, USA.

Ryota Sakanoi, Jingxiang Xu, Yuji Higuchi, Nobuki Ozawa, Tomomi Shimazaki, Momoji Kubo, “Molecular
Dynamics and First—Principles Approach to Fracture Properties of Solid Oxide Fuel Cell (SOFC)”,
International Symposium on Advanced Nanodevices and Nanotechnology, December 4-9, 2011, Kaanapali,
Maui, Hawaii, USA.

Takuya Kuwahara, Yuji Higuchi, Nobuki Ozawa, Tomomi Shimazaki, Momoji Kubo, “Quantum Chemical
Molecular Dynamics Study on Si Thin—Film Growth for Solar Cells during Plasma Enhanced Chemical
Vapor Deposition”, International Symposium on Advanced Nanodevices and Nanotechnology, December
4-9, 2011, Kaanapali, Maui, Hawaii, USA.

Hiroshi Ito, Yuji Higuchi, Nobuki Ozawa, Tomomi Shimazaki, Momoji Kubo, “Quantum Chemical Molecular
Dynamics Simulation of Highly Selective CF, Radical Etching of SiO,”, International Symposium on
Advanced Nanodevices and Nanotechnology, December 4-9, 2011, Kaanapali, Maui, Hawaii, USA.
Kentaro Hayashi, Koji Kato, Yuji Higuchi, Nobuki Ozawa, Tomomi Shimazaki, Koshi Adachi, Jean—Michel
Martin, Momoji Kubo, “Tribo—Chemical Reaction Dynamics of DLC in Alcoholic Environment by
Tight-Binding Quantum Chemical Molecular Dynamics Simulation”, International Symposium on Advanced
Nanodevices and Nanotechnology, December 4-9, 2011, Kaanapali, Maui, Hawaii, USA.

Yuji Higuchi, Nobuki Ozawa, Momoji Kubo, “The Effects of Chemical Aging on the Crazing of Amorphous
Polymers Studied by First—Principles and Coarse—Grained Molecular Dynamics Simulations”,
International Symposium on Surface Science —Towards Nano—, Bio—, and Green Innovation, December
11-15, 2011, Tower Hall Funabori, Tokyo, Japan.

Jingxiang Xu, Ryota Sakanoi, Yuji Higuchi, Nobuki Ozawa, Tomomi Shimazaki, Momoji Kubo, “A Theoretical
Study on the Sintering Behavior of Nickel-Ceramics in Solid Oxide Fuel Cells”, International Symposium

on Surface Science —Towards Nano—, Bio—, and Green Innovation, December 11-15, 2011, Tower Hall
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Funabori, Tokyo, Japan.

Momoji Kubo, “Quantum Chemical Molecular Dynamics Simulations on Chemical Reaction Dynamics in
Mechanical System”, Pure and Applied Chemistry International Conference 2012 (Invited Talk), January
11-13, 2012, Chiang Mai, Thailand.

Momoji Kubo, “Tight-Binding Quantum Chemical Molecular Dynamics Simulation on Tribochemical
Reaction Dynamics of Diamond-Like Carbon”, The 6th General Meeting of Asian Consortium on
Computational Materials Science — Virtual Organization (Invited Talk), February 10-12, 2012, Sendai,
Japan.

Ryota Sakanoi, Jingxiang Xu, Yuji Higuchi, Nobuki Ozawa, Tomomi Shimazaki, Momoji Kubo, “Molecular
Dynamics and First—Principles Calculations on Fracture Properties of Gadolinium—Doped Ceria
Electrolytes for Solid Oxide Fuel Cell Applications”, The Sixth General Meeting of ACCMS-VO (Asian
Consortium on Computational Materials Science — Virtual Organization), February 10-12, 2012, Sendai
and Matsushima, Japan.

Takuya Kuwahara, Hiroshi Ito, Yuji Higuchi, Nobuki Ozawa, Tomomi Shimazaki, Momoji Kubo, “Quantum
Chemical Molecular Dynamics Study on Surface Reactions of SiH, Radicals during Silicon Chemical Vapor
Deposition for Solar Cells”, The Sixth General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science — Virtual Organization), February 10-12, 2012, Sendai and Matsushima,
Japan.

Hiroshi Ito, Takuya Kuwahara, Yuji Higuchi, Nobuki Ozawa, Tomomi Shimazaki, Seiji Samukawa, Momoji
Kubo, “Quantum Chemical Molecular Dynamics Simulation on CF, Radicals Etching Processes of
Silicon—Dioxide”, The Sixth General Meeting of ACCMS-VO (Asian Consortium on Computational
Materials Science — Virtual Organization), February 10-12, 2012, Sendai and Matsushima, Japan.

Yuji Higuchi, Nobuki Ozawa, Momoji Kubo, “The Chemical Aging Process of Polyethylene Studied by
First—Principles and Coarse—Grained Molecular Dynamics Simulations”, The Sixth General Meeting of
ACCMS-VO (Asian Consortium on Computational Materials Science — Virtual Organization), February
10-12, 2012, Sendai and Matsushima, Japan.

Jingxiang Xu, Ryota Sakanoi, Yuji Higuchi, Nobuki Ozawa, Tomomi Shimazaki, Momoji Kubo, “Nickel
Nanoparticles Sintering Processes on YSZ and ScSZ Surface via Molecular Dynamics Simulation”, The
Sixth General Meeting of ACCMS-VO (Asian Consortium on Computational Materials Science — Virtual
Organization), February 10-12, 2012, Sendai and Matsushima, Japan.

Ryota Sakanoi, Jingxiang Xu, Yuji Higuchi, Nobuki Ozawa, Tomomi Shimazaki, Momoji Kubo, “Molecular
Dynamics Simulation and First—Principles Calculation on Fracture Properties of Gadolinia Doped Ceria
(GDC) Electrolytes for Solid Oxide Fuel Cell (SOFC)”, International Workshop on Energy and Reliability
2012, February 22-26, 2012, Chosun University and Chonbuk National University, Korea.

Takuya Kuwahara, Hiroshi Ito, Yuji Higuchi, Nobuki Ozawa, Tomomi Shimazaki, Momoji Kubo, “Silicon
Thin—Film Growth Simulation for Solar Cells Using Tight—-Binding Quantum Chemical Molecular Dynamics
Method”, International Workshop on Energy and Reliability 2012, February 22-26, 2012, Chosun University
and Chonbuk National University, Korea.

Hiroshi Ito, Takuya Kuwahara, Yuji Higuchi, Nobuki Ozawa, Tomomi Shimazaki, Seiji Samukawa, Momoji
Kubo, “Quantum Chemical Molecular Dynamics Approach to Silicon-Dioxide Etching Processes by CF,
Radicals”, International Workshop on Energy and Reliability 2012, February 22-26, 2012, Chosun
University and Chonbuk National University, Korea.

Yuji Higuchi, Nobuki Ozawa, Laurent Chazeau, Jean—Yves Cavaillé, Tetsuo Shoji, Momoji Kubo,
“First—Principles Molecular Dynamics Simulation on Chemical Aging Process of Polymers under Gamma
Irradiation for Nuclear Power Plant”, International Workshop on Energy and Reliability 2012, February
22-26, 2012, Chosun University and Chonbuk National University, Korea.

Momaoji Kubo, Jean—Michel Martin, “Coupling Experimental Modeling and Computer Simulation — Friction
of DLC under Hydrogen and Alcohol Atmospheres”, Annual Workshop of ELyT Laboratory, March 12-14,
2012, Hyeres, France.

Yuji Higuchi, Momoji Kubo, Laurent Chazeau, Tetsuo Shoji, Jean—Yves Cavaillé, “Aging and Damage of
Polymers for Coating and Insulation under Irradiations”, Annual Workshop of ELyT Laboratory, March
12-14, 2012, Hyeres, France.

Yuji Higuchi, Lucile Joly-Pottuz, Momoji Kubo, “Interactions between Grains — Better Understanding the
Sintering Process and the Grain Evolution”, Annual Workshop of ELyT Laboratory, March 12-14, 2012,
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