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Keywords

Outline of Annual Research
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Materials Design through Computics: Complex Correlation and Non-equilibrium Dynamics Al v

25104714

Grant-in-Aid for Scientific Research on Innovative Areas (Research in a proposed research area)
Single-year Grants

Science and Engineering

Kanazawa University

BH Bz DRKE, SMRFER, HHIT (20432122)

2013-04-01 - 2015-03-31

¥2,600,000 (Direct Cost: ¥2,000,000. Indirect Cost: ¥600,000)
Fiscal Year 2014: ¥1,300,000 (Direct Cost: ¥1,000,000. Indirect Cost: ¥300,000)
Fiscal Year 2013: ¥1,300,000 (Direct Cost: ¥1,000,000. Indirect Cost: ¥300,000)
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[CLBEEEHY KL K BFTEOZDORETERENBEEECEDE. XESMEREFAZERULE-—REETREFTEEZS LRk, RERED
RESHESENSRIEE 2. 31/ MRBEEFETAZENSY . EREREEALA—F—THITENPESHNTAD . Fe. ATBIEFRICD
WTE PIBEIEERED. 531/ URBOBMIREFEICDWTHEAN, REBHE LSS 1) UREBOBEZASMNC Uz, ATBEFORRBRCDOVTE,
Molecular Simulation, published online DOI:10.1080/08927022.2014.987986 & L C. @XEXREZH A >lz. RENEBDEHCDWVWTHU B LITH
RICDWTIE, BRERTTHS.

EREBBLMATBIZET(C LD MROSHILREREDERFT DS, MROSHILAZRTHESND. MROSHILERE (VULY) OBRRESTR
Sz, 5. AR MROSH)LIEFIRBI2Te3, Bi2Se3NRERBD A E ABIEDMN. &z, Z2AZERDFTHEICKSDBI2Te3, Bi2Se3AH/ (S A—FDE
1EIC LD MROZH)AREBZEASHMNC Uiz, CNSDIAFEARIE. Molecular Simulation, published online DOI:10.1080/08927022.2014.964476, 125

TMZIPS Conf. Proc. 5, 011022 (2015)(CHHXFERZH D12,

Research Progress Status 26FEENRIRERETH DIz, AL,

Strategy for Future Research 26FENRRFETHDIH. AL
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2014 Annual Research Report

2013 Annual Research Report

Research Products (s resuts)

All 2015 2014 2013 Other

All  Journal Article  Presentation = Remarks
[Journal Article] First-Principles Study of Topological Insulators A2B3(A=Bi and Sb, and B=0, S, Se and Te) 2015 v
[Journal Article] Thermopower of Doped Quantum Anomalous Hall Insulators: The case of Dirac Hamiltonian 2015 v
[Journal Article] First-principles study of Exchange Interaction in Ising-type Multiferroic Ca3CoMn06 2014 v
[Journal Article] Contribution of Berry Curvature to Thermoelectric Effects 2014 v
[Journal Article] Spin-Orbit Interaction Effects in the Electronic Structure of B20-type CoSi: First-Principles Density Functional Study 2014 v
[Journal Article] First-principles study of surface states in topological insulators Bi2Te3 and Bi2Se3 2014 v
[Journal Article] Magnetism-Driven Electric Polarization of Multiferroic Quasi-One-Dimensional Ca3CoMn0O6: First-Principles Study Using Density Functional Theory 2014 v
[Journal Article] First-Principles Study of Rashba Effect in the (LaAlO3)2/(SrTi03)2 2014 v
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[Journal Article] Tunable Rashba effect on strained ZnO: First-principles density-functional study

[Journal Article] First-principles study of carrier-induced ferromagnetism in bilayer and multilayer zigzag graphene nanoribbons

[Presentation] /(-f OO 77 BUrBEY) (CH5 1 DREBHMRDE—RIBIHE

[Presentation] Spin texture of the persistent spin helix on the wurtzite ZnO (10-10) surface: first-principles study

[Presentation] GaNF/KZRAFMDE TSt E

[Presentation] Thermopower of Doped Quantum Anomalous Hall Insulators: Towards First-Principles Evaluation

[Presentation] First-principles study of Rashba effect in artificial superlattice (LaAlIO3)n/(SrTiO3)n

[Presentation] Surface states of Bi (001) multi-layer nano film: spin distribution in the real space and momentum space

[Presentation] First-principles study of strain-induced topological phase transitions in bismuth chalcogenides

[Presentation] Spin-orbit coupling on wurtzite ZnO (1010) surface: first-principles density functional study

[Presentation] Ferroelectric tuning of spin-orbit field in ATiO3(A=Sr,Ba, and Pb)

[Presentation] B&{L¥IHERICHIT DS 1) IR E KA R E > HEEHAREDIERERE

[Presentation] Rashba effect on clean and hydrogenated ZnO (10-10) non-polar surface: First-principles study

[Presentation] MROZHILREICH T DEEHEDE —FIEE

[Presentation] $#—/RIEFHE(C L BA2B3EULEY) MROS 1) UIBIRADIRSR

[Presentation] A Ti#B4&F(LaAlO3)n/(ATiO3)n (A=Sr, Pb, Ba)ICH T BBLRDRE BT REDERIKFHEDE —FIBHE

[Presentation] &£BEIR £S5 T 1 > DBEFIREETE

[Presentation] /(- O2O7RIrE Y & RAEHMEVIDSE —FIRSTE | RBERAGE. Hits RO —

[Presentation] Spin-Orbit Effects in Ferroelectric Oxides: Towards Oxide Spintronics

[Presentation] Thermopower at the Interfaces, -An Anomalous Contribution from First-Principles-

[Presentation] First-principles study of topological insulator A2B3 (A=Bi, Sb, B=0,S, Se, Te)

[Presentation] First-Principles study on pyrochlore iridates and rhodates: metal-insulator transition, magnetism, and topology

[Presentation] BB &BEMEMDZ E > I

[Presentation] Tunable Rashba spin rotation of strained ZnO: First-principles density functional study

[Presentation] LaMO3/SrTiO3(M=AI,Mn)DEE—FIRETE : EANL & ERIRTTFE

[Presentation] BEE&EELYIRME - RECHITDHHEREMESS 1) BROE—RIEFHE

[Presentation] 55— IR H (IC L EBEMEL LY MROS 1) LIEHIEDIRSR

[Presentation] NiEWR £S5 T 1 > OB FIREESTE

[Presentation] BS{L¥IRE (CEH (T 2 REMNRDE —FIREE

[Presentation] Spin-Orbit Interaction Effects in the Electronic Structure of B20-type CoSi: First-Principles Density Functional Study

[Presentation] Contribution of Berry Curvature to Thermoelectric Effects

[Presentation] First-principles study of Exchange Interaction in Ising-type Multiferroic Ca3CoMnO6

[Presentation] SeebeckZR(CHVTHLIEREMNE 5T REBDE S

[Presentation] Spin texture in strained ZnO: A first principle study

[Presentation] ZRIREXIFREDMNIZRICHIT DDA ILRIAHEDIE > HH

[Presentation] BaTiO3DiESIEERISBIZ (CHIT DA E > DRDOE—RIEE

[Presentation] NU—BENEF ST IHENR | ZRTEFROBE
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[Presentation] ATi#B4&F(LaMnO3)m/(SrTiO3)nDE—RIEHE 2013 v

[Presentation] First-Principles Calculation of Surface State in Topological Insulators Bi2Te3 and Related Materials: Film Thickness Dependence 2013 v
[Presentation] First-Principles Study of Artificial Superlattice (LaMnO3)n/(SrTiO3)m 2013 v
[Presentation] First-Principles Study of Organic Molecular Antiferroelectric Squaric Acid 2013 v
[Presentation] First-principles electronic structure calculations of the wurtzite ZnO slab 2013 v
[Presentation] Ab initio study of electric polarization and spin textures in ATiO3 (A=Pb, Ba) with structural phase transition 20 13 v
[Presentation] RE > SUBAE/ERNREBHEICEZ S THR 2013 v
[Presentation] RO HILEEYA Bi2Te3 & BEMEORERECH I 3H—FUEHE 2013 v
[Presentation] AT#B#&F(LaMnO3)n/(SrTiO3)mDsE—FRIETE 2013 v
[Presentation] B &MEHLY TS ZRashbashROE—FIRHE 2013 v
[Presentation] BBEMEMLMFREICH I B > HROE—FIRIHE 2013 v
[Remarks] iAZEARIRE RHAE 25104714 v
[Remarks] &RAFETEIME - MIEBHRARE AHIIL—T v
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