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26. Two-component density functional study of positron-monovacancy interaction in  

metals ····························································································· 706 
1st SIP-IMASM International Symposium 2015 
AIST Tsukuba campus, Japan (2015.9.29-2015.10.1) (Poster) 
Shoji Ishibashi 

 
27. COMPUTATIONAL MATERIALS DESIGN ON HIGH-PERFORMANCE GAS 

SEPARATION MATERIALS ································································· 709 
International Conference on Functional Materials for Frontier Energy Issues in 
Novosibirsk 2015 
Novosibirsk, Russia (2015.10.1-5) No.8 (Invited) 
Mizuseki H., Choi K. 

 
28. FIRST-PRINCIPLES MODELLING OF FORMATION AND EFFECT OF NdOx 

PHASE IN GRAINOUNDARY OF Nd-Fe-B ··············································· 710 
International Conference on Functional Materials for Frontier Energy Issues in 
Novosibirsk 2015 
Novosibirsk, Russia (2015.10.1-5) No.9 (Invited) 
Chen Y., Saengdeejing A., Matsuura M. and Sugimoto S. 

 
29. NANOPOROS MATERIALS FOR ENERGY STORAGE: THEORETICAL  

ASPECTS ························································································ 711 
International Conference on Functional Materials for Frontier Energy Issues in 
Novosibirsk 2015 
Novosibirsk, Russia (2015.10.1-5) No.16 (Invited) 
Rodion Belosludov 
 



30. THEORETICAL STUDY ON TASK SPECIFIC IONIC LIQUID FOR METAL 
EXTRACTION FROM GARBAGE CAUSED BY TSUNAMI  ························ 712 

International Conference on Functional Materials for Frontier Energy Issues in 
Novosibirsk 2015 
Novosibirsk, Russia (2015.10.1-5) No.17 (Invited) 
Kawazoe Y. 

 
31. Investigation on Pair Stability of Imidazolium Cations with PGM Chloroanions in 

solvents ··························································································· 713 
The Second Project Report Meeting of the HPCI System Including K computer in 
the fiscal year 2015 
The National Museum of Emerging Science and Innovation, Tokyo, Japan 
(2015.10.26) (Poster) 
Surya V. J. Yuvaraj, Rodion V. Belosludov, Vladimir R. Belosludov,  
Oleg S. Subbotin, Ravil Zhdanov, Kiyoshi Kanie, Kenji Funaki,  
Atsushi Muramatsu, Takashi Nakamura, and Yoshiyuki Kawazoe 
 

32. Investigation on Pair Stability of Imidazolium Cations with PGM Chloroanions in 
solvents ··························································································· 714 

Critical Metal Symposium in Sendai 
Tohoku University, Sendai, Japan (2015.10.28-30) (Poster) 
Surya V. J. Yuvaraj, Rodion V. Belosludov, Vladimir R. Belosludov,  
Oleg S. Subbotin, Ravil Zhdanov, Kiyoshi Kanie, Kenji Funaki,  
Atsushi Muramatsu, Takashi Nakamura, and Yoshiyuki Kawazoe 

 
33. Theoretical selection of ionic liquids for L-L extraction of Nd and Dy ··················· 715 

Critical Metal Symposium in Sendai 
Tohoku University, Sendai, Japan (2015.10.28-30) (Poster) 
Mariusz Grabda, Sylwia Oleszek, Mrutyunjay Panigrahi, Dmytro Kozak,  
Franck Eckert, Etsuro Shibata, Takashi Nakamura 

 



34. Detection of noncovalent bonding with dispersion-corrected first-principles  
calculations of Terahertz spectra ······························································ 716 

The 10th Asian Consortium on Computational Materials Science — Virtual 
Organization (ACCMS-VO10) 
Tohoku University, Sendai, Japan (2015.11.1-3) No.Invited-1 (Invited) 
Masae Takahashi 

 
35. THEORETICAL STUDY OF FUNCTIONAL NANOPOROUS MATERIALS ········ 717 

The 10th Asian Consortium on Computational Materials Science — Virtual 
Organization (ACCMS-VO10) 
Tohoku University, Sendai, Japan (2015.11.1-3) No.Invited-18 (Invited) 
Rodion Belosludov and Y. Kawazoe 

 
36. Analysis of free energy calculation of the alloy system: Fe-Si as an example ··········· 718 

The 10th Asian Consortium on Computational Materials Science — Virtual 
Organization (ACCMS-VO10) 
Tohoku University, Sendai, Japan (2015.11.1-3) No.Invited-21 (Invited) 
Ying Chen, Arkapol Saengdeejing and Tetsuo Mohri 
 

37. TOMBO Ver.2 Tutorial ·········································································· 719 
The 10th Asian Consortium on Computational Materials Science — Virtual 
Organization (ACCMS-VO10) 
Tohoku University, Sendai, Japan (2015.11.1-3) No.Invited-22 (Invited) 
Kaoru Ohno 

 
38. The first-principles mapping onto the phase field crystal model ·························· 736 

The 10th Asian Consortium on Computational Materials Science — Virtual 
Organization (ACCMS-VO10) 
Tohoku University, Sendai, Japan (2015.11.1-3) No.Oral-4 (Oral) 
Swastibrata Bhattacharyya, Kaoru Ohno, and Ryoji Sahara 

 
39. Elastic properties of Fe-C and Fe-N martensites ············································· 737 

The 10th Asian Consortium on Computational Materials Science — Virtual 
Organization (ACCMS-VO10) 
Tohoku University, Sendai, Japan (2015.11.1-3) No.Oral-13 (Oral) 
Maaouia Souissi, Hiroshi Numakura 



40. Momentum-dependent band spin splitting in MnO2 crystals: A first-principles 
investigation ····················································································· 738 

The 10th Asian Consortium on Computational Materials Science — Virtual 
Organization (ACCMS-VO10) 
Tohoku University, Sendai, Japan (2015.11.1-3) No.Oral-20 (Oral) 
Yusuke Noda, Kaoru Ohno, and Shinichiro Nakamura 

 
41. Adsorption of Water Molecule on Beta-Form Belite Surface: Analysis Based on  

Ab-Initio Study ·················································································· 739 
The 10th Asian Consortium on Computational Materials Science — Virtual 
Organization (ACCMS-VO10) 
Tohoku University, Sendai, Japan (2015.11.1-3) No.Oral-22 (Oral) 
Ryoji Sakurada, Masami Uzawa, Yoshifumi Hosokawa, 
Yoshiyuki Kawazoe, Aaditya Manjanath, and Abhishek Kumar Singh 

 
42. Case Study 2 with TOMBO: Self-Consistent Linearized GWī + Bethe-Salpeter  

Equation Approach for Small Atomic Systems ·············································· 740 
The 10th Asian Consortium on Computational Materials Science — Virtual 
Organization (ACCMS-VO10) 
Tohoku University, Sendai, Japan (2015.11.1-3) No.Oral-26 (Oral) 
Riichi Kuwahara, Yoshifumi Noguchi, and Kaoru Ohno 

 
43. To increase usability of TOMBO: Introduction of Pipeline Pilot and TOMBO  

Interface ·························································································· 741 
The 10th Asian Consortium on Computational Materials Science — Virtual 
Organization (ACCMS-VO10) 
Tohoku University, Sendai, Japan (2015.11.1-3) No.Oral-27 (Oral) 
Riichi Kuwahara and Kaoru Ohno 

 
44. Phase Stability of the Binary Systems Present in the Nd-Fe-B-Dy-Cu-O  

Multicomponent System ······································································· 742 
The 10th Asian Consortium on Computational Materials Science — Virtual 
Organization (ACCMS-VO10) 
Tohoku University, Sendai, Japan (2015.11.1-3) No.PS-9 (Poster) 
Arkapol Saengdeejing, Ying Chen, Masashi Matsuura, Satoshi Sugimoto 

 



45. Dynamic packing simulation for spherical metal particles ································· 743 
The 10th Asian Consortium on Computational Materials Science — Virtual 
Organization (ACCMS-VO10) 
Tohoku University, Sendai, Japan (2015.11.1-3) No.PS-15 (Poster) 
Keiko Kikuchi, Naoyuki Nomura, Akira Kawasaki 

 
46. Hydrogen adsorption reactions of carbon mono-oxide producing methanol ············· 744 

The 10th Asian Consortium on Computational Materials Science — Virtual 
Organization (ACCMS-VO10) 
Tohoku University, Sendai, Japan (2015.11.1-3) No.PS-19 (Poster) 
Pham Thi Nu, Kazuaki Kuwahata, Shota Ono, and Kaoru Ohno 

 
47. Application of extended quasiparticle equation to isolated atoms ························· 745 

The 10th Asian Consortium on Computational Materials Science — Virtual 
Organization (ACCMS-VO10) 
Tohoku University, Sendai, Japan (2015.11.1-3) No.PS-20 (Poster) 
Tomoharu Isobe, Shota Ono, and Kaoru Ohno 

 
48. Implementation of hyperfine tensor in TOMBO Ver.2 ······································ 746 

The 10th Asian Consortium on Computational Materials Science — Virtual 
Organization (ACCMS-VO10) 
Tohoku University, Sendai, Japan (2015.11.1-3) No.PS-21 (Poster) 
Shota Kanno, Shota Ono, and Kaoru Ohno 

 
49. Ab initio calculation of CO + H reaction on H2O cluster ··································· 747 

The 10th Asian Consortium on Computational Materials Science — Virtual 
Organization (ACCMS-VO10) 
Tohoku University, Sendai, Japan (2015.11.1-3) No.PS-22 (Poster) 
Kazuaki Kuwahata, Shota Ono, and Kaoru Ohno 



50. Properties of Imidazolium and Phosphonium Ionic liquids – A DFT Study ·············· 748 
The 10th Asian Consortium on Computational Materials Science — Virtual 
Organization (ACCMS-VO10) 
Tohoku University, Sendai, Japan (2015.11.1-3) (Poster) 
Surya V. J. Yuvaraj, Ravil Zhdanov, Rodion V. Belosludov, 
Vladimir R. Belosludov, Oleg S. Subbotin, Kiyoshi Kanie, Kenji Funaki, 
Atsushi Muramatsu, Takashi Nakamura, and Yoshiyuki Kawazoe 

 
51. Electric-field-induced Modification of Magnetism in Metal Ferromagnets ·············· 749 

18th Asian Workshop on First-Principles Electronic Structure Calculations  
The University of Tokyo, Kashiwa, Japan (2015.11.9-11) No.Invited talk:6 
(Invited) 
Kohji Nakamura 
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18th Asian Workshop on First-Principles Electronic Structure Calculations  
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2015 MRS Fall Meeting & Exhibit 
Boston, Massachusetts, USA. (2015.11.29-2015.12.4) (Oral) 
R. V. Belosludov, O. S. Subbotin, R. K. Zhdanov, V. R. Belosludov 
and Y. Kawazoe 

 
54. Impurities on Solidification Process of Monolayer Colloids by Advection  

Accumulation Method ·········································································· 752 
2015 MRS Fall Meeting & Exhibit 
Boston, Massachusetts, USA. (2015.11.29-2015.12.4) No.WW8 (Poster) 
Yayoi Terada 
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Energy, Materials and Nanotechnology, Hong Kong Meeting 
The Eaton Hotel, Hong Kong, China (2015.12.9-12) No.A12 (Invited) 
Masae Takahashi 
 

56. Computational SFG analysis of organic liquid surfaces ···································· 754 
The International Chemical Congress of Pacific Basin Societies 2015  
(Pacifichem 2015) 
Honolulu, Hawaii, USA. (2015.12.15-20) No.1734 (Invited) 
Akihiro Morita, Lin Wang, and Tatsuya Ishiyama 
 

57. Clathrate hydrates as materials for hydrogen storage applications: theoretical  
aspects ···························································································· 755 

The International Chemical Congress of Pacific Basin Societies 2015  
(Pacifichem 2015) 
Honolulu, Hawaii, USA. (2015.12.15-20) (Oral) 
Rodion Belosludov 

 
58. Nanoscopic analysis of oxygen vacancy in nuclear oxide fuel ····························· 756 

The International Chemical Congress of Pacific Basin Societies 2015  
(Pacifichem 2015) 
Honolulu, Hawaii, USA. (2015.12.15-20) (Oral) 
K. Konashi, T. Yato, M. Kato, M. Watanabe, T. Yaita, H. Shiwaku 

 
59. Multiscale implementation of 3D-RISM to the electronic structure theory being 

applicable for solvated biomolecules ························································· 757 
The International Chemical Congress of Pacific Basin Societies 2015  
(Pacifichem 2015) 
Honolulu, Hawaii, USA. (2015.12.15-20) (Oral) 
Norio Yoshida 
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2016 Joint MMM & Intermag Conference 
San Diego, USA. (2016.1.11-15) No.HI-15 (Oral) 
Kenji Nawa, Yushi Ikeura, Kohji Nakamura, Toru Akiyama, Tomonori Ito, 
Tamio Oguchi, Michael Weinert 

 
2. Theoretical study of biological processes employing statistical mechanics of  

molecular liquids ················································································ 759 
Pure and Applied Chemistry International Conference 2016 
BITEC, Bangkok, Thai (2016.2.9-11) (Invited) 
Norio Yoshida 

 
3. First-principles modelling of grain boundary phase in Nd-Fe-B permanent magnet ···· 760 
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MUSIC City Center, Nashville, Tennessee, USA. (2016.2.14-18) (Oral) 
Ying Chen, Arkapol Saengdeejing, Masashi Matsuura, and Satoshi Sugimoto 

 
4. GROUND STATE MAPS OF BINARY METAL HYDROGEN SYSTEMS ············ 761 

10th International Symposium on Hydrogen & Energy 
Zao, Japan (2016.2.21-26) (Oral) 
J.-C. Crivello, N. Bourgeois, T. Mohri, J.-M. Joubert 

 
5. Microstructural evolution in MoSi2-based dual phase ultrahigh temperature structural 

material by phase-field method ································································ 762 
2016 Japan-Russia Joint Seminar "Advanced Materials Synthesis Process and 
Nanostructure" in conjunction with 2015 Annual Meeting of Excellent Graduate 
Schools for "Materials Integration Center" and "Materials Science Center" 
Akiu, Sendai, Japan (2016.3.18-19) (Oral) 
Toshihiro Yamazaki, Yuichiro Koizumi, Akihiko Chiba, Koretaka Yuge, 
Kyosuke Kishida, Haruyuki Inui 

 



6. Understanding the mechanism of hydrogen-accelerated oxidation in nickel- based alloys: 
A combined DFT and tight-binding QCMD study ·········································· 763 

International Symposium on Material Service Performance in Nuclear Power 
Plants-2016 
Shanghai University, Shanghai, China (2016.3.23) (Invited) 
Nishith Kumar Das and Tetsuo Shoji 
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ྜྷ田⣖⏕ 

 

2. Local Energy and Local Stress by QMAS: Application to Materials Interfaces ········· 766 
The 3rd OpenMX/QMAS Workshop 2015 
ISSP, the University of Tokyo, Tokyo, Japan(2015.5.11-13) (Invited) 
Masanori Kohyama, Somesh Kr. Bhattacharya, Hao Wang,Vikas Sharma,  
Shingo Tanaka, and Yoshinori Shiihara 
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ISSP, the University of Tokyo, Tokyo, Japan (2015.5.11-13) (Poster) 
Vikas Sharma, Shingo Tanaka, Yoshinori Shiihara and Masanori Kohyama 
 

4. セࣛミࢡࢵス᰾⇞料にࡅ࠾るḞ㝗構造の第一原理モデࣜン768 ····················· ࢢ 
学第ࣀࢼ 13 ᅇ大 

東北大学 ∦ᖹ࣍ࡽࡃࡉール(2015.5.11-13) No.O-42 (Oral) 
㝞㏄ 

 
5. First principles study on pair stability between imidazolium cations and PGM 

chloroanions ····················································································· 769 
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東北大学 ∦ᖹ࣍ࡽࡃࡉール(2015.5.11-13) No.P3-07 (Poster) 
Surya V. J. Yuvaraj, Rodion V. Belosludov, Vladimir R. Belosludov,  
Oleg S. Subbotin, Ravil Zhdanov, Kiyoshi Kanie, Kenji Funaki, 
Atsushi Muramatsu, Takashi Nakamura, Hiroshi Mizuseki, 
and Yoshiyuki Kawazoe 

 



�. GW+Bethe-Salpeter ᪉⛬ᘧによる XANES スࢺࢡ࣌ルの第一原理計算 ··········· 770 
学第ࣀࢼ 13 ᅇ大 

東北大学 ∦ᖹ࣍ࡽࡃࡉール(2015.5.11-13) No.P3-09 (Poster) 
㟷ᮌ⩼、小野㡴太、大野࠾る 

 

�. 電子ΰ合ᇶᗏ法࣒ࣛࢢࣟࣉ TOMBO による水⣲㈓ⶶ材料開発 ·················· 771 
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東北大学 ∦ᖹ࣍ࡽࡃࡉール(2015.5.11-13) No.P3-10(Poster) 
佐原亮二、水関博志、Marcel Sluiter、大野࠾る、ᕝῧⰋᖾ 
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学第ࣀࢼ 13 ᅇ大 

東北大学 ∦ᖹ࣍ࡽࡃࡉール(2015.5.11-13) No.P3-27(Poster) 
㇂ᕝᖾᬕ、小野㡴太、᱓原理一、大野࠾る 
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ᖹᡂ 27 ᖺ⢊体⢊ᮎ෬金༠Ꮨ大 

᪩✄田大学 国㝿㆟ሙ(2015.5.26-28) No.3-19A (Oral) 
ⓒ℩ᶞ、加⸨ඃ、⳥ụᆂ子、野村┤அ、ᕝᓮ亮 
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15. 㕲中の B, C, N のᣲ動�ྲྀࡁࡴ⤌ࡾㄢ㢟 ················································ 848 
᪥ᮏ㕲㗰༠ 材料の⤌⧊と≉性㒊シンࠕ࣒࢘ࢪ࣏㕲㗰中の㍍ඖ⣲�ᇶ♏�

⤌⧊ᙧᡂ�力学≉性ࠖ 

東京理科大学 ⴱ㣭ࣕ࢟ンࣃス(2016.3.24) (Symposium) 
ᏹ 



Ⅴ. 新聞記事 

㸺���� ᖺ㸼 
に࣒ࣟࢡ �� �水⣲⤖合 ᡂຌ 東北大 ㉸電ᑟ材のྍ⬟性ࡶ 

᪥ห工ᴗ᪂⪺㸦��������㸧�
 

に࣒ࣟࢡ �� � ࢢの研究࡞ඞ᭹ 東北大ࣉࢵギࣕ・ࢻࣛࢻࣁ 合⤖ࢆの水⣲ࡘ

ルーࡀࣉ᪂࡞ࡓ水⣲化合物合ᡂ 

科学᪂⪺㸦���������㸧 

�



Ⅵ. その他 

 
�� ᮏ所ሗ関ಀጤဨ࣓ンࣂー・学ෆሗ関㐃ጤဨ�āāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāā�����
 
�� 東北大学金属材料研究所構ෆᅗ�āāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāāā�����
�
�� スーࣃーࢥンࣆューターシス࣒ࢸ関㐃 レࢺ࢘ᅗ�āāāāāāāāāāāāāāāāāāāāāāāāāāāāāā�����
�
�


