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fERHY . MR HIZIEARAREE LR OB T A RIKIRENEEREETH D Z L0300 TW
HETNELT, HFICEETHD, ZOMIEEZEL T, Frld, @R INEHEZFORTIRET, &
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ThbH, Fex OFRR LI REIREIXEHLV— T H AT &Sl 0E 2 FFo TR0 ENEOH
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L. =1 X T7FF)L (6], X7 - Ho~EFNL [T, 8] REOYIELIER LT-, ¥HZ., &L
Bk [8] Tix, X T7ETINLEBROMMEZRT Z ERMFIN TS, a-RuCl; 72 & OWEICRG %
T T2 b AL D BRI O TE 21T > 72, aRuCly 1%, B —/EIZRB W TR Bl
ENTEY, FFXTTAEURRREOHEM E LTHEE SR TWAIPETH S, Fxr DftHIZ, V787
BERRR AR & A X D2 2 BHE & OIS A B RIS BT 52 2 L 2R T 50 TH D, B35

40



SCER (9, 10] TiE, FEZEMERVIABBEOFREZEO T FIELRE L, 3kl EO@ERITHR TH
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ERICA—=F—DFREaX P TR VEEOEWERBAREL 72> T 5 [10], 5%, ATRG & BTRG Z 7
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SN . ERARM, BRI, Af BE. AMREE. (DT 5, BBRIERL. B R (B
[ DE = L BHY]
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TNVED TR EF-~OIS I T HHEER BEO—> & LT INVELZ V72 4 RIeH& £ QCD (Quantum
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Simulations on Chemical-
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of Materials (HFEFZE)

2019 (Hokkaido/Japan)
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Molecular Dynamics Momoji Kubo |International Tribology|R1.9 [E 4+
Simulations on Friction Conference Sendai 2019
and Wear Mechanism of (Sendai/Japan)
Polymer Brush (HEAZF)
Molecular Dynamics and Yusuke International Tribology|R1.9 [E 4+
Friction Experiment Study |Ootani Conference Sendai 2019
on Super-Low Friction (Sendai/Japan)
Mechanism of Silicon-
Based Ceramics in Water
Lubrication (MEA¥EFR)
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Large—Scale Molecular Momoji Kubo |Tohoku University and |R1.10 [[E4}

Dynamics Simulations on
Wear Processes ($B1%#
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Shanghai University
Jointed Symposium on

Materials Research

(Shanghai/China)
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Superlarge—Scale Momoji Kubo |[International R1.10 |[E4+
Molecular Dynamics Conference on Materials
Simulations on Stress Service Performance in
Corrosion Cracking (JA1¥ Nuclear Powerplant
AE) (Shanghai/China)
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Superlarge—Scale Momoji Kubo |The 5th EMN Meeting on |R1.11 [[E4}
Molecular Dynamics Computation and Theory
Simulations on Fracture (Port Louis/Mauritius)
and Degradation Process
of Materials (HFAfFafkiH)
Reactive Molecular Narumasa Materials Research R1.12 |E4
Dynamics Simulation of Mivazaki, Meeting 2019 (MRM2019)
Intergranular Stress Chang Liu, (Yokohama/Japan)
Corrosion Cracking Qian Chen,

Process of FeNiCr based
High Entropy Alloy (HEH
)

Momoji Kubo
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Large—-Scale Molecular Momoji Kubo |[EMN Fall Hong Kong R1.12 |[E4
Dynamics Simulations on Meeting (Chengdu/China)
Friction and Wear
Processes of Diamond-like
Carbon Materials (¥AfFafE
i)
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Mechanical Properties of |Yuji Higuchi [The Second R1.12 |E4+
Semicrystalline Polymers International
at the Molecular Level by Conference of Polymeric
Coarse—Grained Molecular and Organic Materials
Dynamics Simulation (3% in Yamagata University
HTE) (Yamagata/Japan)
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Graphitization Dynamics J. Zhang, Y. |J. Comput. Chem., Jpn., |[R1.7 E W
of DLC under Water Wang, Q. 18(2), 103-104 (2019).
Lubrication Revealed by Chen, Y. Su,
Molecular Dynamics J. Xu, Y.
Simulation Ootani, N.
Ozawa, K.
Adachi, and
M. Kubo
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Development of Coarse— S. Uehara, J. Comput. Chem., Jpn., |[R1.7 EWN
Grained Molecular Z. Liu, N. 18(2), 105-107 (2019).
Dynamics Friction Miyazaki, Y.
Simulator and Its Ootani, N.
Application to Ozawa, and
Bottlebrush Polymer M. Kubo
Cesium Desorption S. Yoshio, J. Appl. Phys., 126(7), |R1.8 ESP4N
Mechanism in Cs0. 33W03 by (K. Adachi, 073101 (2019)
First-Principles and M. Kubo
Molecular Dynamics
Calculations
Stress Transmitters at Y. Higuchi [Macromolecules, 52(16), |R1.8 [E 4%
the Molecular Level in 6201-6212 (2019).
the Deformation and
Fracture Processes of the
Lamellar Structure of
Polyethylene via Coarse—
Grained Molecular
Dynamics Simulations
Prediction of Macroscopic |J. Xu, Y. Journal of Physical R1.9 [E 4%
Properties of Diamond- Wang, V. Chemistry C, 123(40),
like Carbon from Atomic— |[Cen, B. 24609-24614 (2019)
Scale Structure Xing, X.
Zheng, Y.
Ootani, and
M. Kubo
Coupling Finite Element T. Furopean Physical R1.9 E 4+
Method with Large Scale Murashima, Journal B, 92(7),
Atomic/Molecular S. Urata, S. |211/1-8 (2019).
Massively Parallel Li

Simulator (LAMMPS) for
Hierarchical Multiscale

Simulations
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Triboemission of Y. Wang, N. |Sci. Adv., 5(11), R1.11 [[E4+
Hydrocarbon Molecules Yamada, J. eaax9301 (2019).
from Diamond-1like Carbon (Xu, J.
Friction Interface Zhang, Q.
Induces Atomic—Scale Wear |Chen, Y.
Ootani, Y.
Higuchi, N.
Ozawa, M. -I.
De Barros
Bouchet, J.
M. Martin,
S. Mori, K.
Adachi, and
M. Kubo
Proposal of a New Y. Wang, J. |Carbon, 154(-), 7-12 R1.12 |E4
Formation Mechanism for Xu, Y. (2019).
Hydrogenated Diamond—like |Ootani, N.
Carbon Transfer Films: Ozawa, K.
Hydrogen—-Emission—Induced |Adachi, and
Transfer M. Kubo
R/ vRr—bvra A\ FEREG AA LR ER M= (RL 12 |EAN
=N DYIal—iay 76, 37(4), 87-93 (2019)
BRI K D s ER D
YINVFART— L 2 b—
varv
Multiscale Modeling of S. Li, S. TACM Expressions, R2.1 E 4+
Plasticity in Amorphous & |Urata, T. 46 (10), 10-13 (2020)
Polymeric Materials Murashima
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Self-Formed Double Y. Ootani, Journal of Physical R2.3 ESE2N
Tribolayers Play J. Xu, N. Chemistry C, 124(15),
Collaborative Roles in Takahashi, 8295-8303 (2020).
Achieving SuperLow K. Akagami,
Friction in an Aqueous S. Sakaki,
Environment Y. Wang, N.
Ozawa, T.
Hatano, K.
Adachi, M.
Kubo
A Molecular Dynamics Y. Su, J. J. Comput. Chem., Jpn., |R2.4 EHN
Study on Alumina/Carbon Zhang, Q. 18(5), 259-262 (2020).
Nanotube Composite: How Chen, Y.
Does Annealing Affect Wang, N.
Mechanical Properties? Miyazaki, VY.
Ootani, N.
Ozawa, and
M. Kubo
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HE LR ERER, RRERL | BRLEGHT H»FERL |EN
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Dl
Accelerated creep and W% 8759, |European Geoscience H31.4 |[E4+
inverse Omori law: Union General Assembly
interplay of randomness (Wien/Austria)
and instability (ARAZ—
FEFR)
HEFHE O « BRI 84%5L | Japan Geoscience Union |R1.5 E5I%)
EEEANS ST DRAINWAEE T URIIE S Meeting 2019 CHFIEA v
(AR 1) T/ TH)
B ORLZEICEBIT DY |2 EI85L | Japan Geoscience Union |R1.5 EN
AN R (AR TE) Meeting 2019 (FEIRA »
/T
MR & MR O ERE | 28NN | B3R A b T BAEFRY|RL.8 |EN
ZE TR 2 b B LR A TEER ok
(HEAFESR) B ) MR~ 7 U 7
V) BRRAY R Y
L GRAC KR4 @ AR
ZERT /)
Can network theory FH A 72 vt International Joint R1.9 ESE)Y

quantify seismicity? :
From tremors to fast

earthquakes (HBEFEFR)

Workshop on Slow
Earthquakes 2019
(Sendai/Japan)
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Role of rheological PP International Joint R1.9 [E 4+
heterogeneity on depth- Workshop on Slow
dependent modes of slow Earthquakes 2019
earthquakes (HFEFFR) (Sendai/Japan)
Effects of 3-D fault grd il American Geophysical R1. 12 |[E4
geometry on rupture Union Fall meeting 2019
dynamics: Simulation of (San Francisco/USA)
the 2019 Ridgecrest, CA,
earthquakes
Complexity of earthquake |JZZHF7%4L |FRACMEET2019 R2.2  |[E4
time series as probed by (Amaravati/India)
visibility graph (755
i)
. PEEE - MERSEIC BT D scelk
i L7cimse GERER) | BEERA ([ BERLIESGH FEEL |EA
(258 - MEEHA) TRE | - Sk
Dl
Sensitivity of Acoustic K. Chanard, |Geophysical Research R1.7 E 4+
Emission Triggering to A. Nicolas, |Letters, 46(13), 7414—
Small Pore Pressure T. Hatano, 7423 (2019).
Cycling Perturbations F. Petrelis,
During Brittle Creep S. Latour,
S.
Vinciguerra
Universal Relaxation A. Tkeda, T. |Physical Review R1.9 EWN
Dynamics of Sphere Kawasaki, L. |Letters, 124(5),
Packings below Jamming Berthier, K. |58001/1-5 (2019).
Saitoh, and
T. Hatano
Stress Relaxation above K. Saitoh, Physical Review R2.3 ESP2N
and below the Jamming T. Hatano, Letters, 124(11),
Transition A. Tkeda, 118001/1-5 (2020).
and B. P.
Tighe
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Creep failure in a Subhadeep Physical Review R2.3 [E 4%
threshold activated Roy, Research, 2(2), 023104

dynamics: Role of Takahiro (2020).

temperature during a sub— [Hatano

critical loading

Dynamic rupture Hisakawa, Earth, Planets and R2.3 [E 4}
simulation of 2018, T., R. Ando, |Space, 72(-), 36

Hokkaido Eastern Iburi T. E. Yano, |(2020).

earthquake: Role of non-—

planar geometry

M. Matsubara
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Compressed exponential Akio Ishii, [Materials Research R1.12 |[E4
relaxation originated Tomoak1i Meeting 2019 (MRS Fall
negative strain rate Niiyama, Meeting 2019)
dependency of metallic Takahiro (Boston/USA)

glass flow stress (WA % |Hatano,

—FEK) Tomotsugu
Shimokawa,
Shigenobu
Ogata
MERZOIESSHIERDOE | AFHIRE H AR A2 R i (R2. 1 |[EW
TV T (FBFRFER) [BPEERL S & HUER S DR
HHHEELT) (BRXK
5/4)10)

Al 1-14



MEE SAOT Y3 A (AT, AR TR BEAGRE R2.2 |EWN
B = A LOEINZ T T~ [ UABE, 2% | (7) - H2FR R R S
DRk - fEfn & =0 B9, T GEEMERY —7 &
b~ (KA & —3%F) B, BAK|a v ~ T8 TR
1 A~ EET — X OffifE
~)  (BKER= v
a AR —/V/ )

Z Dt D FhE
1. ZE%
B2 SHERY | REEE(FR4%) ZEL |EN
7~ B3
ES[ES
Dl
A ARSI PR E (B FHI T A AH R 7 R2.3  |EH
9t)

A7 1-15



RAE 2 1

ZREEDEE AR 7 a7 47 — WR~OHE G 2O -85 -
F A — VA 8 U TR ROPRK)

2
¥

BB ENLREIE NBIURE
FREICBT LA - AAX—FK

1.

Yivay

e

AN
e

¥&

*® F H

(7 HEA BEEL XA T 1)

BIER1

~

FERLUIAR GERBER. | BRERA | BELLEELHT £ L |EA
HE « RAZ—FRDH]) (FRHEAL) T | - Ah
D]
T MR B O LTS & gRfb | A i H ASERG B = 55 301 FAF |R1L. 5 |[EAN
Bt DB AT T2 SR - G N—T [ 2R b
Ralb—vay Ak Bigg - WiETEZ Izl
i) i D E B & )RR T
~O M) (EEEN IV
DR/ 2R)
M OBMREOTEE & BPEEL | TR, 8 | Z83EIAN A b Tht) #iZFRY|R1L.8 | [EW
ZUITETHBIEL LRt | IIABE, BT |8 TERER2 ok
FEAOPEE OISR (HEH%E RRAE . A | FRfR~7 V7
) F. WEEAE V) BRARY YR YD
A I CRAER @@ AR
JEAT/A)
Deformation mechanism and |Tomotsugu ISAM4-2019 The fourth |RI1.8 [E 4%
mechanical properties of |Shimokawa, International Symposium
a binary system through Tomoaki on Atomistic and
atomic simulations (H¥H [Niiyama Multiscale Modeling of

FHR)

Mechanics and
Multiphysics (Erlangen—

Nirnberg/Germany)
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Atomis simulation of Tomotsugu Joint symposium of R1.8 [E 4+
mechanical properties of |Shimokawa, kanazawa university and
nanostructured materials |Tomoaki Six Russian Universites

-Mechanical properties Niiyama on Advanced Sci. &

vs. Statistical Tech. (Kanazawa/Japan)
properties— (HFEZEF)
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Atomic Simulation of Tomotsugu Harmonic 2019 4th R1.10 |E4+
Deformation and Strength |Shimokawa, International Symposium
of Bimodal Structure Tatsuya on Hetero Structure and
Metals (FBFFEER) Hasegawa Advanced Materials

(Shiga/Japan)

Deformation Mechanism and |Tomotsugu Materials Research R1.12 |E4
Mechanical Properties of |Shimokawa, Meeting 2019 (MRM2019)
Mixed Amorphous— Tomoaki (Yokohama/ Japan)
Crystalline System Niiyama
through Atomic
Simulations (IEEIEZF)
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Structural relaxation Tomoaki Physical Review E, R1.10 |[E4+
affecting the shear- Niiyama, 100(4), 043002/1-10
transformation avalanches [Masato (2019).
in metallic glasses Wakeda,
Tomotsugu
Shimokawa,
Shigenobu
Ogata
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Searching for the Kitaev |&TFEEL. K|WMHWFET A N2 4E (H31.4  |[EAN
spin liquid by the tensor |Af&Zk. H.— |F|H « CCOMSEIRIMFZES
network approach (ZARA%Z |Y. Lee, [UHh| TE-EWERFOHRE
—JEF) PEEL RS | BR)  CROECR S IEAITSE
Ji BT/ T58)
Kitaev spin liquids in a |Hyun-Yong Exotic Magnetic Phases |H31.4 |[E4+
compact tensor network Lee in Quantum Many—body
representation (HFEF Systems (Daejeon/Korea)
*)
Tensor Network States for |Naoki International R1.5 [E 4%
Lattice Systems (HFZEIE Kawashima Conference on Frontiers

)

of Correlated Electron
Sciences (FCES19)
(Tokyo/Japan)
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Spin Nematic Liquid of Toru Sakai International R1. [E 4+
Low—Dimensional Quantum Conference on Frontiers
Antiferromagnets ([18EZ%E of Correlated Electron
) Sciences (FCES19)
(Tokyo/Japan)
Tensor network approach R. Kaneko, International R1. [E 4+
to the Kitaev spin liquid |T. Okubo, Conference on Frontiers
(IRAHZ—383F) H.-Y. Lee, of Correlated Electron
Y. Yamaji, Sciences (FCES19)
and N. (Tokyo/Japan)
Kawashima
Gapless Kitaev Spin Hyun—Yong Physics Seminar R1. E 4+
Liquid to Loop and String |Lee (Dae jeon/Korea)
Gases through Tensor
Networks (HEA¥EF)
Numerical Diagonalization |Toru Sakai FRONTIERS OF R1. [E 4%
Study on Frustrated STATISTICAL
Quantum Spin Systems (37 PHYSICS (FSP2019)
(S5 20 (Tokyo/Japan)
Calculation of higher— Satoshi FRONTIERS OF R1. E 4+
order moments by higher— |Morita STATISTICAL
order tensor PHYSICS (FSP2019)
renormalization group (A (Tokyo/Japan)
AL —5EER)
Tensor network study of R. Kaneko, FRONTIERS OF R1. ESP2N
the Kitaev spin liquid T. Okubo, STATISTICAL
(RARHZ—3FK) H.-Y. Lee, |PHYSICS(FSP2019)
Y. Yamaji, (Tokyo/Japan)
and N.
Kawashima
R TTMER D 2 '~ | RIFR J-Physics Humihf7i=  |RI. E
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Introduction (FEE¥EF) Naoki Computational R1. [E 4+
Kawashima Approaches to Quantum
Many—body Problems
(CAQMP2019)
(Chiba/Japan)
Gapless Kitaev Spin Hyun-Yong Computational R1. [E 4%
Liquid to Loop and String |Lee Approaches to Quantum
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Excitation Spectra by Suzuki, and |[Society of Japan,
Confinement in an S=1 Sei-ichiro [88(5), 053702/1-3
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First principles Gewinner FeTEIS M ESEZE |R2.3 |EHY
calculations of Senderanto FhGEES (R RN
superconducting Sinaga, BFx L NA/HI)
transition temperature of |Keishu
ThCr,Sis—type structure Utimula,
(OUEHRF) Kousuke
Nakano, Kenta
Hongo, Ryo
Maezono
KFEZ T AL — A R | MiHEF] HAWE 2 7504 |R2.3 |EW
— b OF RSB WRE (20204F)  (4ddy
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FEFR)
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LEORITOMER T : SAti, Sandro |RAKZ (20204F)  (H4ddy
TurboRVBIZF5 1 % 42# F-DFT |Sorella VNS TRy
FHE (DEERR)
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First principles Gewinner HAM B2 B75[E4E  |R2.3 |EN
calculations of Senderanto WRZ (2020%) (&
superconducting Sinaga, ERF/ 4 E)
transition temperature of |Keishu
ThCr,Si,—type structure Utimula,
(HEE¥EF) Kousuke
Nakano, Kenta
Hongo, Ryo
Maezono
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A new ab initio modeling |Tom HAWE 2 H75E4F |R2.3  [EW
scheme for the ion self— |Ichibha, Genki |k K= (20204F) (&4
diffusion coefficient Prayogo, BRF/ 4 )R)
applied to the e—Cu3Sn Kenta Hongo,
phase of the Cu-Sn alloy |Ryo Maezono
(RER¥ER)
%—Ef@%q@%y?mm U SEAE, BT | AARMERS S BBTSMIGE |R2.3 | [EI
EOFRITOMER 11 : i, Sandro |RRZ (20204F) (A4
TurboRVBIZ$31F % 2FE7-DMC |Sorella BRF/ 50 R)
RHE (HEE%ER)
FREE - MEEEICRT 2SR
Yl L7-imse GERMER) | BERERA FEF LT 5T F£ L | EN
(R0 - MEEHA) |2 - 4
Dl
gha: A Python package T. Qin, Q. Zhang, |Computer Physics H31.4 |E4+
for quasiharmonic free |R. M. Communications,
energy calculation for |Wentzcovitch, and [237(-), 199-207
multi—configuration K. Umemoto (2019).
systems
Synthesis, optical Yuki Iwasa, Hiraku|Journal of Materials |H31.4 [|[E4}
properties, and band Ogino, Dongjoon Science: Materials
structures of a series |[Song, Verdad C. in Electronics,
of layered mixed—anion |Agulto, Kohei 30(18), 16827-16832
compounds Yamanoi, Toshihiko| (2019).
Shimizu, Jumpei
Ueda, Kenta Hongo,
Ryo Maezono,
Setsuhisa Tanabe &
Nobuhiko Sarukura
Topological analysis on |P K Hung, N V Materials Research R1.5 ESESS
structure and dynamics |Hong, G T T Trang |Express, 6(8),
of Si0, liquid with the |and Toshiaki 085201 (2019)
help of Si—particle and |Iitaka
O-particle statistics
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Synthesis of Takuya Yasunaga, J. Sold State Chem., |R1.5 ESPSN
Bai1-+xSryYSis05N and Makoto Kobayashi, |276(-), 266-271
Discussion based on Kenta Hongo, (2019).
Structure Analysis and |Kotaro Fujii,
DFT Calculation Shunsuke Yamamoto,
Ryo Maezono,
Masatomo Yashima,
Masaya Mitsuishi,
Hideki Kato,
Masato Kakihana
All-Electron Quantum Kousuke Nakano, J. Chem. Theory R1.5 [E 4}
Monte Carlo with Jastrow|Ryo Maezono, Comput., 15(7),
Single Determinant Sandro Sorella 4044-4055 (2019).
Ansatz: Application to
the Sodium Dimer
Crystal structure K. Asami, M. J. Mater. Chem. C, R1.5 [|[E4}
analysis and evidence of |Shiraiwa, J. Ueda, |7(5), 1330-1336
mixed anion coordination|K. Fujii, K. (2019).
at the Ce* site in Hongo, R. Maezono,
YAl (AL, Si)5 (0, N) 12 M. Brik, M.
oxynitride garnet Yashima, S. Tanabe
phosphor
First—principles Le The Anh, Scientific Reports, |R1.6 |[E4}
calculations of the Masahiro Wada, 9(-), 8731/1-12
epsilon phase of solid |Hiroshi Fukui, (2019).
oxygen Tsutomu Kawatsu
and Toshiaki
Titaka
First—principles Jun Tsuchiya, and |Geophysical Research |R1.6 ESE3S

determination of the
dissociation phase
boundary of phase H
MgSi04H,

Koichiro Umemoto

Letters, 46(13),
7333-7336 (2019).
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First-Principles Study |Tomohiro Yoshida, |Journal of Physical |RI1.6 ESPSN
of Structural Transition|Kenta Hongo, Ryo [Chemistry C,
in LiNiO; and High Maezono 123(23), 14126-14131
Throughput Screening for (2019).
Long Life Battery
Density functional study|Wahyu Aji Eko Journal of Physics: [R1.6 |[E4
of methyl butanoate Prabowo, Subagjo, |Condensed Matter,
adsorption and its C-0 |Nugraha, Mohammad |31(36), 365001
bonds cleavage on MoS;— |Kemal Agusta, (2019).
based catalyst with Adhitya Gandaryus
various loads of Ni Saputro, Supriadi
promoters Rustad, Ryo
Maezono, Wilson
Agerico Difo,
Hermawan Kresno
Dipojono
Ab initio search of Keishu Utimula, Chem. Mater., R1.6 |[ES;
polymer crystals with Tom Ichibha, Ryo |31(13), 4649-4656
high thermal Maezono, Kenta (2019).
conductivity Hongo
Hydrogen-Storing Salt Takahiro Matsuoka, | Journal of Physical |R1.9 |[E4

NaCl (H;) Synthesized at
High Pressure and High

Temperature

Shu Muraoka,
Takahiro Ishikawa,
Ken Niwa, Kenji
Ohta, Naohisa
Hirao, Saori
Kawaguchi, Yasuo
Ohishi, Katsuya
Shimizu, and

Shigeo Sasaki

Chemistry C,
123(41), 25074-25080
(2019).
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Solid solution and M. Nishi, J. Journal of R1.9 [E 4}
compression behavior of |Tsuchiya, Y. Geophysical Research
hydroxides in the lower |Kuwayama, T. —Solid Earth,
mantle Arimoto, Y. Tange, [124(10), 10231-10239
Y. Higo, T. (2019).
Hatakeyama, T.
Irifune
Pressure—induced Nguyen Van Hong, Materials Chemistry [R1.10 |[E4}
structural change of Nguyen Thi and Physics, 236(-),
Ca0-A1,05-S102 melt: ThanhHa, Pham Khac|121839 (2019).
Insight from molecular |Hung, Toshiaki
dynamics simulation Iitaka
Optical response of the |Zhi Li, Toshiaki |Physical Review B, R1.10 |[E4¢
chiral topological Titaka, Haibo 100(15), 155201/1-6
semimetal RhSi Zeng, and Haibin | (2019).
Su
Electronic structure of |Hiroshi Fukui, Le |[National Academy of |R1.10 |[E4}
dense solid oxygen from |The Anh, Masahiro |Sciences, 116(43),
insulator to metal Wada, Nozomu 21385-21391 (2019)
investigated with X-ray |Hiraoka, Toshiaki
Raman scattering Iitaka, Naohisa
Hirao, Yuichi
Akahama, and
Tetsuo Irifune
Relationship between F. Noritake, T. Journal of Non-— R1.10 |[E4}
Soret Coefficient and Kishi, T. Yano Crystalline Solids
Potential Energy 525(-), 119672
Distribution in Silicate (2019).
Liquids: a Molecular
Dynamics Study
Method for the Hideyuki The Journal of R1.10 |[E4}

Calculation of the
Hamakerconstants of
Organic Materials by the
Lifshitz Macroscopic

Approach With DFT

Takagishi, Takashi
Masuda, Tatsuya
Shimoda, Ryo
Maezono, Kenta

Hongo

Physical Chemistry
A, 123(40), 8726~
8733 (2019).
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Inconsistencies in ab Ken Sinkou Qin, Chemical Physics, R1.10 |[E4:
initio evaluations of Tom Ichibha, Kenta|529(-), 110554

non-additive Hongo, and Ryo (2019).

contributions of DNA Maezono

stacking energies

Materials informatics Takahiro Ishikawa, |Physical Review B, R1.11 |[E4:
based on evolutionary Takashi Miyake, 100(7), 174506/1-10

algorithms: Application |and Katsuya (2019).

to search for Shimizu

superconducting hydrogen

compounds

Ab initio exploration of |Koichiro Umemoto |Physical Review R1.12 |[E4¢
post—PPV transitions in |and Renata M. Materials, 3(12),

low—pressure analogs of |Wentzcovitch 123601/1-9 (2019).

MgSi03

Ti interstitial flows Tom Ichibha, Physical Review R1.12 |[ES;
giving rutile TiOs Anouar Benali, Materials, 3(12),

reoxidation process Kenta Hongo, Ryo 125801 (2019).

enhancement in (001) Maezono

surface

DFT + U study of H,0 Faozan Ahmad, Journal of Physics: |R2.1 [E 4}
adsorption and Mohammad Kemal Condensed Matter,

dissociation on Agusta, Ryo 32(45001), 11

stoichiometric and Maezono, Hermawan | (2020).

nonstoichiometric Kresno Dipojono

Cu0(111) surfaces

Chemical compositions of |Koichiro Umemoto |Earth Planetary R2. 2 ESE3S

the outer core examined
by first principles

calculations

and Kei Hirose

Science Letters,
531(-), 116009/1-8
(2020).
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3D structured Laser Raju Botta, Pitak |Sensors and R2.2 ESESS
engraves decorated with |Eiamchai, Mati Actuators B:
gold nanoparticle SERS |Horprathum, Chemical, 304(-),
chips for herbicide Saksorn 127327 (2020)
detection in Limwichean,
environments Chanunthorn
Chananonnawathorn,
Viyapol
Patthanasettakul,
Ryo Maezono,
Apichai Jomphoak,
Noppadon Nuntawong
Light Absorption Masashi Nakamura, |Chem Asian J., R2.2 |[ES+
Properties and Kenji Ogmhula, 15(4), 540-545
Electronic Band Keishu Utimula, (2020).
Structures of Lead - Miharu Eguchi,
Vanadium Oxyhalide Kengo Oka, Kenta
Apatites Pbs(V04)3X Hongo, Ryo
(X=F, Cl, Br, I) Maezono, Kazuhiko
Maeda
Two—Dimensional Takayoshi Oshima, |Angew. Chem., R2.3 [E 4+

Perovskite Oxynitride
K;LaTa,0sN as a Water
Tolerant Photocatalyst

for Hy Evolution under

visible light

Tom Ichibha, Kenji
Ogmhula, Keisuke
Hibino, Shunsuke
Yamashita, Kotaro
Fuji, Yugo Miseki,
Kenta Hongo,
Daling Lu, Ryo
Maezono, Kazuhiro
Sayama, Masatomo
Yashima, Koji
Kimoto, Hideki
Kato, Masato
Kakihana, Hiroshi
Kageyama, Kazuhiko

Maeda

59 (24), 9736-9743
(2020).
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Stability of fcc phase
FeH to 137 GPa

Chie Kato,
Koichiro Umemoto,
Kenji Ohta, Shoh
Tagawa, and Kei

Hirose

American
Mineralogist,
105(6), 917-921
(2020).
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Phase transition of 4- Shinichiro |[The 37th International |RL.6 E 4+
dimensional Ising model Akiyama, Symposium on Lattice
with higher—order tensor |Yoshinobu Field Theory
renormalization group (H |Kuramashi, (LATTICE2019)
HHER) Takumi (Wuhan/China)
Yamashita,
and Yusuke
Yoshimura
Tensor network study of Ryo Sakai, The 37th International |[R1.6 [E 4}
two dimensional complex Daisuke Symposium on Lattice
¢4 theory at finite Kadoh, Field Theory
density (FEHFEZR) Yoshinobu | (LATTICE2019)
Kuramashi, (Wuhan/China)
Yoshifumi
Nakamura,
Shinji
Takeda, and
Yusuke
Yoshimura
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Tensor network study of Ryo Sakai, The 17th International |R1.6 E 4+
two dimensional complex Daisuke Conference on QCD in
¢4 theory at finite Kadoh, Extreme Conditions
density (FAfFR{H) Yoshinobu | (XQCD 2019)

Kuramashi, (Tokyo/Japan)

Yoshi fumi

Nakamura,

Shinji

Takeda, and

Yusuke

Yoshimura
Tensor renormalization Yoshinobu Computational R1.7 ESP2N
group approach to scalar |Kuramashi Approaches to Quantum
field theories in Many—body Problems
particle physics (Bf%:E (CAQMP2019)
) (Chiba/Japan)
Phase transition of four— |Shinichiro |Computational R1.7 [E 4
dimensional Ising model Akiyama, Approaches to Quantum
with higher—-order tensor |Yoshinobu Many-body Problems
renormalization group (AN |Kuramashi, (CAQMP2019)
AL —FFK) Takumi (Chiba/Japan)

Yamashita,

and Yusuke

Yoshimura
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results in tensor
renormalization group

analysis

and R. Ueno

Physics, 2019(6),
061B01 (2019).
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(258 - MEEHA) TRE | - Sk
Dl
Tensor network analysis D. Kadoh, Y. |Journal of High Energy |[R1.5 E 4+
of critical coupling in Kuramashi, Physics, 2019(-), 184
two dimensional ¢4 Y. Nakamura, | (2019).
theory R. Sakai, S.
Takeda, and
Y. Yoshimura
Irregular parameter D. Kadoh, Y. |Progress of Theoretical [R1.6 EWN
dependence of numerical Kuramashi, and Experimental
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Three—dimensional finite |Y. Kuramashi |Journal of High Energy |RI1.8 [E 4}
temperature Z2gauge and Y. Physics, 2019(-), 23
theory with tensor Yoshimura (2019).
network scheme
Phase transition of four— |S. Akiyama, |Physical Review D, R1.11 ||E4+
dimensional Ising model Y. 100(5), 054510 (2019).
with higher—order tensor |Kuramashi,
renormalization group T.
Yamashita,
and Y.
Yoshimura
Investigation of complex |D. Kadoh, Y. |Journal of High Energy |[R2.2 E 4+
¢4 theory at finite Kuramashi, Physics, 2020(-), 161

density in two dimensions

using TRG

Y. Nakamura,
R. Sakai, S.
Takeda,

Y. Yoshimura

and

(2020).
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Time dependent GW Thi Nu Pham and|Vietnam — Japan R1.5 [E 7+
molecular dynamics Kaoru Ohno Science and Technology
simulation (IIEE¥E) Symposium (VJST2019)
(Hanoi/Vietnam)
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Application of First-  |Thi Nu Pham,  |7F/Z&H17TEKS (H> |RL5 |[EN
Principles Potential Ryoji Sahara, T LERRRE S —
Renormalization Theory |Riichi JREIR B
to a Phase Transition Kuwahara, and
between bce and fcc Fe Kaoru Ohno
crystals (AN A X —35K)
BT HRAAE O RSB A~ /MRS HARNNUBRIGREE # D% |RL.5 | [EAN
[Erarvva—%) (& (B A =T bk
FIEfE] DOWRITKD, TV /)
[E7fifkry U —7 |
~ (HfFaE)
GW(T) calculation for |Tomoharu Isobe, |10th Triennial R1.7 |ES+
photoabsorption energies |Riichi Congress of the
of spin polarized Kuwahara, and |International Society
systems (AN A X —FKFK) Kaoru Ohno for Theoretical
Chemical Physics
(ISTCP 2019)
(Tromse/Norway)
TOMBO Tutorial: Lecture |Kaoru Ohno The 10th International |R1.7 [E 7+
IT (FRFFaETE) Conference of the
Asian Consortium on
Computational
Materials Science
(ACCMS-10) (Hong
Kong/China)
Electronic Structures Khian—-Hooi The 10th International |R1.7 5%

and Energy Conversion
Efficiency of
Heterojunction
C60/CHsNH3PbT 5
Perovskite Solar Cells

(FHAFFafE)

Chew, Riichi
Kuawahara, and

Kaoru Ohno

Conference of the
Asian Consortium on
Computational
Materials Science
(ACCMS-10) (Hong
Kong/China)
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Effect of linear Tomoharu Isobe, |The 10th International |R1.7 5SS
extrapolation of self- and Kaoru Ohnno |Conference of the
energy in GW Asian Consortium on
approximation (ARAH — Computational
) Materials Science
(ACCMS-10) (Hong
Kong/China)
Electromechanical Mohammad The 10th International |R1.7 5SS
(actuator) properties of |Khazaei, Nguyen|Conference of the
Mxenes (AN A X —385) Tuan Hung, Asian Consortium on
Keivan Computational
Esfarjani, and |Materials Science
Kaoru Ohno (ACCMS-10) (Hong
Kong/China)
Spin—orbit coupling in |Takeru The 10th International [R1.7 |E#+
all-electron mixed basis |Nakashima and |Conference of the
approach (AN A% —%3) |Kaoru Ohno Asian Consortium on
Computational
Materials Science
(ACCMS-10) (Hong
Kong/China)
Feasibility of the T Kaoru Ohno and |The 10th International |R1.7 [E 7+
Point Only GW Tsubasa Aoki Conference of the
Calculation for Periodic Asian Consortium on
Systems Using TOMBO (47 Computational
FEGH ) Materials Science
(ACCMS-10) (Hong
Kong/China)
Ab—initio calculation of |Wanibe Shota The 10th International |R1.7 5%

interatomic forces and
molecularvibrations in
all-electrons mixed
basis approach (ARA X —
FER)

and Kaoru Ohno

Conference of the
Asian Consortium on
Computational
Materials Science
(ACCMS-10) (Hong
Kong/China)
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Selective quantum Kohei SSDM2019 R1.9 |[ES+
teleportation transfer Kurashita, (International
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NV center in diamond (H |Sekiguchi, (Nagoya/Japan)
SH¥EF) Hideo Kosaka
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Toward quantum internet: |Hideo Kosaka, Japan—Netherlands R1.9 ESE3S
A way to build a quantum |Yuhei Quantum Conference
repeater with geometric |Sekiguchi, (Delft/Netherlands)
qubits on an NV center Hiromitsu Kato,
in diamond (BFFEENR) Tokuyuki Teraji
Toward quantum internet: |/NJZEH BRI R - (R 10 |[EN
A way to build a quantum [ERAFZT 7 — T2
repeater with geometric (E LA T T/ )
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Diamond—based quantum KOSAKA Hideo Topical Conference on |R1.12 |[E4:
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calculations of surface
dependent electronic

a study on
B -FeOOH and vy —-FeOOH

structures:

Yusuke Noda,
Kaoru Ohno,
Kayo Koike,
Katsushi
Fujii, Tomiko
M. Suzuki,
Takeshi
Morikawa, and
Shinichiro

Nakamura

Chemical Physics,
21(34), 18486-18494
(2019).

FHB T ==X T 44—V | RENED, AAER 72020888 |R2.3 |EW
RIEIZ & 26k T |Swastibrata AE RS GO LERY
HilF (O8a¥H#R) Bhattacharyya, |/HH0)
PeJEsm . Thi
Nu Pham, ZxJFr
Study of alloying Thi Nu Pham, H A& B F22020EE4] |R2. 3 E N
element effects on the |Kaoru Ohno, RS R T¥ERT
microstructure in Ti Riichi JER)
alloys using first- Kuwahara, Ryoji
principles phase field Sahara, and
method (FAEAFEER) Swastibrata
Bhattacharyya
. S - MEREEICRT DA s He
Pl L7cimse (ERER) | BRERA FER LI FEL |[EA
(06 - MEEHA) TREH | - A
DR
Spin-orbit coupling in Takeru Annalen der Physik, H31.4 |[E4+
all-electron mixed basis |Nakashima and |531(9), 1900060
approach Kaoru Ohno (2019)
First principles Yuki Sakamoto, |Physical Chemistry R1.5 ESE3S

Al 1-58




Quantum teleportation— Kazuya Communications R1.6 ESPSN
based state transfer of |Tsurumoto, Physics, 2(-), 74
photon polarization into |Ryota Kuroiwa, | (2019)
a carbon spin in diamond [Hiroki Kano,
Yuhei
Sekiguchi and
Hideo Kosaka
Implementation of Hiroyuki Journal of Physics B: [RI1.6 [E 4%
hyperfine coupling in Terada, Shota |Atomic, Molecular
all-electron mixed basis |Kanno, and and. Optical Physics,
approach Kaoru Ohno 52(16), 165001/1-9
(2019).
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BeEtl) , 5(), 1-272
(2019).
A first—principles phase |Swastibrata Nature Communications, |R1.8 ESE3S
field method for Bhattacharyya, |10(-), 3451/1-10
quantitatively Ryoji Sahara, |(2019)
predicting multi— and Kaoru Ohno
composition phase
separation without
thermodynamic empirical
parameter
Ab initio simulations Tsubasa Aoki Physical Review B, R1.8 [E 4+
and exciton analysis of |and Kaoru Ohno|100(7), 75149/1-8
X—ray emission (2019)
spectroscopy with the
GW+Bethe-Salpeter
equation
Dynamical Decoupling of |Yuhei Phys. Rev. Applied, R1.11 |E4+
a Geometric Qubit Sekiguchi, 12(5), 051001 (2019).

Yusuke Komura
and Hideo

Kosaka
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boiling point solvent— Arao, Riichi 1(12), 4955-4964
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graphene by simple salt— [Kaoru Ohno,
assisted ball milling Tanks
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Kojiro Aida,
Masatoshi
Kubouchi,
Shin—-ichi
Takeda
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83-93 (2019).
Clear evidence of Thi Nu Pham, Journal of Physics: R2.3 [E 4}
element partitioning Kaoru Ohno, Condensed Matter,
effects in a Ti—6A1-4V Riichi 32(26), 264001/1-9
alloy by the first- Kuwahara, and | (2020)
principles phase field Swastibrata
method Bhattacharyya
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Simulation technique can
predict microstructures
of alloy materials used
in jet engines — before

they are made
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Quantum teleportation— R2. 2. 28 Springer Nature (Nature

based state transfer of
photon polarization into
a carbon spin in diamond
(Springer Nature®20194F
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Linear-scaling First-— T. Miyazaki |4th International R1.6 E 4+

principles Molecular Workshop on Models and

Dynamics Simulations of Data for Plasma—

Complex Nano—structured Material Interaction in

Materials with the Fusion Devices (MoD-PMI

CONQUEST Code (¥RfFi#is) 2019) (Gifu/Japan)

Linear—-scaling DFT T. Miyazaki |10th International R1.6 E 4+

simulations of complex Conference on Materials

nano—structured materials for Advanced

with the CONQUEST code Technologies

(FRAFREETE) (Singapore/Singapore)
Linear—-scaling DFT T. Miyazaki |10th Triennial Congress|R1.7 E 4+

simulations of complex

nano—structured materials

using the CONQUEST code
(FAAFRIED)

of the International
Society for Theoretical
Chemical Physics (ISTCP
2019) (Tromse/Norway)
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Linear—-scaling ab initio |J. Lin, Z. The 10th International |[R1.7 ESP4N
molecular dynamics study |Raza, D. R. |Conference of the Asian
of complex structure of Bowler and |Consortium on
materials with the T. Miyazaki |Computational Materials
CONQUEST code (#BFFzER) Science (ACCMS-10)

(Hong Kong/China)
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Site— and size—dependence |Ayako 14th International R1.11 |[E4+
of atomic and electronic |Nakata, Conference on the
structures of metallic David R. Structure of Non-
nanoparticles by large- Bowler, Crystalline Materials
scale DFT calculations Tsuyoshi (Kobe/Japan)

(MEA%EFR) Miyazaki
Large scale DFT study on |HHEF,  |TIAZNTIZLARZ —4Z0 |RL. 12 | [EW
Pd@Ag core shell David R. 22019 [-FtE LT
nanoparticles (ZRA X —3& |Bowler, B | —# [EHLIC L D EFHEW
*) (]l B BT FiE O F A
CREREE/ T3

Large—scale DFT study of |EI&HI Materials Research R1.12 |E4+

complex nano—structured
materials with the

CONQUEST code (¥4

Meeting 2019 (MRM2019)
(Yokohama/ Japan)
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Highly accurate local D. R. Japanese Journal of R1.10 |[E4+
basis sets for large-— Bowler, J. Applied Physics,
scale DFT calculations in |S. Baker, J. [568(10), 100503/1-7
CONQUEST T. L. (2019).
Poulton, S.
Y. Mujahed,
J. Lin, S.
Yadav, 7.
Raza, T.
Miyazaki
Large scale and linear Ayako The Journal of Chemical |R2. 3 [E 4%
scaling DFT with the Nakata, Jack|Physics, 152(16),
CONQUEST code S. Baker, 164112/1-23 (2020)
Shereif Y.
Mu jahed,
Jack T. L.
Poulton,
Sergiu
Arapan,

Jianbo Lin,
Zamaan Raza,
Sushma
Yadav,
Lionel
Truflandier,
Tsuyoshi
Miyazaki,
and D. R.

Bowler
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