o2 —FAICKAHERE

—2019 4EFE R A s = o —

[1001 5 ntE]

Junya Nakamura, Yonghwan Kim, Yoshiaki
Katayama, and Toshimitsu Masuzawa : A
cooperative partial snapshot algorithm for
checkpoint - rollback recovery of large - scale
distributed
experimental evaluations : Concurrency and
Practice

and dynamic systems and

Computation and Experience,

Vol.e5647, 2020

[1501 A=7ERl %]
2.

Y. Takeda, T. Matsuno, A. K. Sharma, W. M. C.
S. Minakata
synthesis of b-aryl amino acids through Pd-

Sameera, Asymmetric
catalyzed enantiospecific and regioselective
ring-opening Suzuki-Miyaura arylation of
aziridine-2-carboxylates : Chem. Eur. J.,
Vol.25, pp.102261 - 102231, 2019

[2201 #1223 AT BT « B4 AT 4]
3.

VERRRE, /IR —, AT OB OATER
BE=4 ) T DRbDEA LT T A GE
Mo HEE - NIBIFEER SRR E G, Vol 14,
pp.-5 - 6, 2020

KBTI, Ve, AU0E, IiE— . UAV &
fliSy~ VT AT MV A TIZ X DFEIHDK
AERE AR D FIBUIC BT 258« FRE -
AP LT T, Vol.14, pp.3 - 4, 2020
Tatsuru Sato, Ken-ichi Kobayashi, Katsuya
Oseki :

environment around Lake Izunuma, Miyagi :

IoT measurements of the winter

The Tenth Symposium on Polar Science,
pp.-OMp27 -, 2019

KBITR, (e, s, iE— . UAV &
BEER~ VT AT MVH A FIZEHPEHRD
FEAE Sy FEIC B9 2492 ¢ Optics & Photonics
Japan 2019, pp.3pE14 -, 2019

22 - Academic Center for Computing and Media Studies, Kyoto University

7.

[2202 AARSEERIT]

Asano, K. and T. Iwata :
process of the 2018 Hokkaido Eastern Iburi

earthquake deduced from strong-motion data

Source rupture

considering seismic wave propagation in three-
dimensional velocity structure Earth,
Planets and Space, Vol.71, No.101, pp.1-17,
2019

BIOBT - o - M . REAMO 3
DOCREREET VOREE L IRE: VB FHES,
Vol.125, No.10, pp.715 - 730, 2019

[4304 ZFRER - Wik EHE)

9.

10.

11.

12.

13.

Mitsuru Tanaka : Motion of spherical bubbles
in homogeneous shear turbulence : Fluid
Dynamics Research, Vol.51, No.3, pp.035505-1
- 035505-25, 2019

Mitsuru Tanaka , Kyohei Tajiri , Hidetoshi
Nishida , Masashi Yamakawa : Effect of
Eccentric Mass Distribution on the Motion of
Spherical Particles in Shear Flows : Journal

of Fluids Engineering, Vol.142, No.3,
pp.031105-1 - 031105-12, 2020
Taro Fukazawa, Hisazumi Akai, Yosuke

Harashima, Takashi Miyake : First-principles
study of intersite magnetic couplings in
NdFel2 and NdFel2X (X=B, C, N, O, F) :
Journal of Applied Physics, Vol.122,
pp.053901-1 - 053901-9, 2017

Yosuke Harashima, Taro Fukazawa, Hiori
Kino, and Takashi Miyake : Effect of R-site
substitution and the pressure on stability of
RFel2: A first-principles study :

Vol.124, pp.163902-1

Journal of
Applied Physics,
163902-6, 2018

Taro Fukazawa, Hisazumi Akai, Yosuke

Harashima, and Takashi Miyake : First-



14.

15.

16.

17.

18.

Study of Intersite

and Curie

principles Magnetic

Couplings Temperature in
RFe_{12?7x/Cr_{x} R =Y, Nd, Sm) : J. Phys.
Soc. Jpn., Vol.87, pp.044706-1 - 044706-5, 2018
Yuta Toga, Masamichi Nishino, Seiji Miyashita,
Takashi Miyake, and Akimasa Sakuma :
Anisotropy of exchange stiffness based on
atomic-scale magnetic properties in the rare-
earth permanent magnet Nd2Fel4B
Physical Review B, Vol.98, pp.054418-1 -
054418-10, 2018

Yasutomi  Tatetsu, Yosuke Harashima,
Takashi Miyake, and Yoshihiro Gohda : Role

of typical elements in Nd2Fe14X (X =B, C, N,

O, F) : Physical Review Materials, Vol.2,
pp.074410-1 - 074410-9, 2018

Taro Fukazawa, Hisazumi Akai, Yosuke
Harashima, and Takashi Miyake : Curie

Temperature of Sm2Fel7 and Nd2Fel4B: A
First-Principles Study IEEE
TRANSACTIONS ON MAGNETICS, Vol.55,
No.7, pp.2101305-1 - 2101305-5, 2019
Taro Fukazawa, Hisazumi Akai, Yosuke
Harashima, Takashi Miyake : First-principles
study of spin-wave  dispersion in
Sm(Fe_{1?x}Co_{x})_{12}
Magnetism and Magnetic Materials, Vol.469,
pp.296 - 301, 2018

Taro Fukazawa, Yosuke Harashima, Zhufeng
Hou, and Takashi Miyake

optimization of chemical composition: A

Journal of

Bayesian

comprehensive framework and its application
to RFel2-type
PHYSICAL REVIEW MATERIALS, Vol.3,
pp.053807-1 - 053807-15, 2019

magnet compounds

[4306 =1Ee - L4

19.

20.

Hirotaka Kitoh-Nishioka, Koji Ando
Calculation of Charge-Transfer Electronic
Coupling with Nonempirically Tuned Range-
Separated Density Functional : The Journal
of Physical Chemistry C, Vol.123, No.18,
pp.11351 - 11361, 2019

Hirotaka Kitoh-Nishioka, Yasuteru Shigeta,

Shigeru Itoh, Akihiro Kimura : Excitonic

WK FEEA T« 7Yy — LEXEAAR [558H] Vol.19 No2 (Jan.2021) - 23

21.

22.

23.

24.

25.

Coupling on a Heliobacterial Symmetrical
Type-I Reaction Center: Comparison with
Photosystem I : The Journal of Physical
Chemistry B, Vol.124, No.2, pp.389 - 403, 2020
Shimpei Nishida, Shun Sakuraba, Kiyoshi
Asai, Michiaki Hamada : Estimating energy
parameters for RNA secondary structure
predictions using both experimental and
computational data : TEEE/ACM transactions
on computational biology and bioinformatics,
Vol.16, No.5, pp.1645 - 1655, 2018

A Hirano, T' Kameda, S Sakuraba, M Wada, T
Tanaka, H Kataura: Disulfide bond formation
of thiols by wusing carbon nanotubes
Nanoscale, Vol.9, No.17, pp.5389 - 5393, 2017
Hong Wang, Mohanad H Nada, Yoshimasa
Tanaka, Shun Sakuraba, Craig T Morita :
Critical Roles for Coiled-Coil Dimers of
Butyrophilin 3A1 in the Sensing of Prenyl
Pyrophosphates by HumanVy 2V ¢ 2T Cells :
The Journal of Immunology, Vol.203, No.3,
pp.607 - 626, 2019

Hideaki Takahashi, Daiki Suzuoka, Shun
Sakuraba, Akihiro Morita : Role of the
Photosystem II as an Environment in the
Oxidation Free Energy of the Mn Cluster from
S1to S2 : The Journal of Physical Chemistry
B, Vol.123, No.33, pp.7081 - 7091, 2019
Hideaki Takahashi, Shun Sakuraba, Akihiro
Morita : Large-Scale Parallel Implementation
of Hartree-Fock Exchange Energy on Real-
Space Grids Using 3D-Parallel Fast Fourier
Transform : Journal of chemical information
and modeling, Vol.60, No.3, pp.1376 -, 2020

[4601 #E 2]

26.

27.

Tatsuya Joutsuka, Satoshi Yamauchi : Low-
pressure chemical vapor deposition of Cu on
Ru substrate using Cul:: Ab initio calculations:
Chemical Physics Letters, Vol.741, pp.137108,
2020

Tatsuya Joutsuka and Satoshi Yamauchi :
Low-pressure chemical vapor deposition of Cu
on Ru substrate using Cul: Ab initio

calculations : Chem. Phys. Lett., Vol.741,



pp.137108 -, 2020

[4602 FH&(]

28. Hiroki

Takahashi, Yuki Junko
Motokawa, Simon Clevers, Gerard Coquerel,
A Novel

Enrichment

Numao,

Hirohito Tsue, and Rui Tamura :
of Preferential
Phenomenon Observed for the Cocrystal of
(RS)-2-14-[(4-
Chlorophenoxy)methyllphenoxy}propionic
Chemistry A
European journal, Vol.25, pp.16405 - 16413,
2019

Mechanism

Acid and Isonicotinamide :

(4702 & Rkftv]
29. Iwamoto, H.; Hayashi, Y.; Ozawa, Y.; Ito, H. :

Silyl-group-directed Linear-selective Allylation
of Carbonyl Compounds with Trisubstituted
Allylboronates Using a Copper(I) Catalyst :

ACS Catalysis, Vol.10, pp.2471 - 2476, 2020

(4801 B&mERSEY - 7734 2]

30.

31.

32.

Yoshiyuki Miyamoto, Tokutaro Komatsu :
Molecular-scale modeling of light emission by
combustion: An ab initio study : Scientific
Reports, Vol.9, pp.12707 -, 2019

Ken-ichi Otake, Kazuya Otsubo, Tokutaro
Komatsu, Shun Dekura, Jared M. Taylor,
Ryuichi Tkeda, Kunihisa Sugimoto, Akihiko
Fujiwara, Chien-Pin Chou, Aditya Wibawa
Sakti, Yoshifumi Nishimura, Hiromi Nakai &
Hiroshi Kitagawa : Confined water-mediated
high proton conduction in hydrophobic channel
of a synthetic nanotube Nature
Communications, Vol.11, pp.843-, 2020
Tomohiro Higashino, Hitomi Tiyama, Yuma
Hiroshi

Electron -

Imahori
Withdrawing
Catechol Anchoring Group for Dye -
Sensitized Solar Cells : ChemPhysChem,
Vol.20, pp.2689 - 2695, 2019

Kurumisawa,

Thiazolocatechol:

[4905 T#5H%]

33.

= oKL VAT E5E . Burton-Miller OEL
b & [Rl— DR EAEZ £ Nystrom 15125 L
72 2 kot Helmholtz HFE O8R5 iz
DT FHREER T 750 3CE, Vol. 19, pp.61 - 66,
2019

24 - Academic Center for Computing and Media Studies, Kyoto University

[5001 HEtsAtkl - A4EH 157]

34.

35.

36.

37.

38.

39.

40.

41.

SIREN, dbOEd, 7O, AMaEst o b
FUTBRZET D CF/PA6 —JFTAIM DXL & it
FerEDBIfR : AAEEIEISE2EE, Vol.44, No.5,
pp.173 - 182, 2018

LR, ARHERS, AR, AvEEst, va)ll
Hew . BHLISE7FEE CFRP OJEMEREIC 1T 5
AT AMIS I ORAE © 5 10 [ AAES
MEk#E (JCCM-10) iR, 2019
SRR, BERAEL, A R, ARER, &mAE
5, AUIRIERS, VO)IPHERS, AAMERS : CFRP#
EEOIETF ORI & B I8 U T 5T £
ZU 7 %10 RIAAESH R (JCCM-
10) G SCEE, 2019

M. Nishikawa, Y. Naito, N. Matsuda, M. Hojo :
Finite element modeling of layup process with
heat transfer and deformation process of
CFRTP : Proc. 22nd International Conference
on Composite Materials 2019 (ICCM22) , 2019
Y. Abo, Y. Tanaka, M. Nishikawa, M. Iwashita,
K. Yamada, K. Kawabe, M. Nishi, N. Matsuda,
M. Hojo :

mechanical properties dominating the press

Simulation and experiments of

molding using CFRTP preforms : Proc. 22nd

International Conference on Composite

Materials 2019 (ICCM22) , 2019

S. Mimura, T. Abe, T. Kusaka, N. Mori, K.
Takagi, M. Hojo, M. Nishikawa, N. Matsuda :
Numerical Modeling of Adhesively Bonded
CFRP Joints Considering the Non-Linear
Deformation of the Adhesive Layers : Proc.
22nd International Conference on Composite
Materials 2019 (ICCM22) , 2019

Masaaki Nishikawa, Kohel Yamada, Satoru
Yamamoto, Manato Kanesaki, Naoki Matsuda,
Kazumasa Kawabe, Masaki Hojo : Elastic-
plastic finite element analysis on three-point
bending tests for thin-ply CFRP laminates :
Proc. 16th Japan International SAMPE
Symposium and Exhibition (JISSE-16), 2019
AR, MBEAPE, H TEZ, SRR, HE
EAS, VE)IPHERE, FAFEAS © CFRP B2k
FATI1T D HEEH M OB R OREE FIET v
(ZBET209E 5 44 BHEEHPES L ART T A



42.

43.

44.

45.

R SCER, 2019

H B, FiPRBETR, 79)IHER, S5 F3ER, (L
BEE, JIRBFIE, FAMEAS, AREs . Bers
P CFRP HHEAM DIIE 7 7 & R BT 58 A
WrZS TR 0D SRR 3 K OYITRIRG: 565 57 (1]
TATHES ANV A GG SCAE, 2019

Y. Abo, Y. Tanaka, M. Nishikawa, M. Iwashita,
K. Yamada, K. Kawabe, M. Nishi, N. Matsuda,
M. Hojo
formability in preforming process using
CFRTP preforms :
Workshop on Composite Materials (RICM-1),
2019

Masaaki Nishikawa, Naoki Matsuda, Masaki
Hojo :

Experimental evaluation of

1st Russia-Japan Joint

Approaches to damage modeling for
advanced composite materials and structures
based on peridynamics : 1st Russia-Japan
Joint Workshop on Composite Materials
(RJCM-1), 2019

BICRERTR, HHRBGST, 76)IHERE, 5 F3Efn, LM
BEE, JIBBFOIE, 75 IEA, FaER, LA
LS-DYNA (Z L 22 rT314: CFRP H A Ol
JEfiEtT: JSOLCAE 74 —7 5 RAX—HEK,
2019

[5004 A T52]

46.

47.

48.

49.

B Heth, BRI . BEELIEICISIT DHEEDZER
FEVE & A VRIEDBGR ¢ 5 65 [RIERERISH T
A - 22 BUSH N EY AR Y T A,
pp.C000178, 2019

T ML, BRIE B A o U IRBEMESER A
BT HF ¥ R/VELE DNS (Z360) 2 3R
A R & TR EEARAENE © A 2 B
SCEL B 69 Mikh s - BEBEHS RE TR SULE,
No.203-1, pp., 2020
Haruhiko Shirai *
Nobuaki Arai *

energy harvesting from

Hiromichi Mitamura *

Kazuyuki Moriya : Study of
low frequency
vibration with ferromagnetic powder and non-
magnetic fluid : Plasmocs (Springer), Vol.14,
No.6, pp.1557-1963(0Online), 2019

Umair Ahmed, Abhishek L. Pillai, Nilanjan
Chakraborty, Ryoichi Kurose : Statistical
behavior of turbulent kinetic energy transport

in boundary layer flashback of hydrogen-rich

REARS PMIERA T« 7>y — 2ELAFPIR KR Vol.19 No.2 (Jan.2021) - 25

premixed combustion :  Physical Review

Fluids, Vol.4, No.10, pp.103201 -, 2019

[5202 #&iE T4 « HUE 127 - fERFEHL T3]

50.

51.

52.

FRES I8N« Sl OB A B8 LI GT
TMIEDEFHaL 7 ) — FOBE#EY I 2 L—
ay s BEAREAGSUE A205H 717, Vol.75,
No.2, pp.I_165~1_173, 2020

BHOHE, I, BEEOCERS, miE= ASI-
Gauss 1T K 2 BHHAA ARSI IS < FlfER
TEHAEE A 0 = X L OHEE - H3E T 55m SCEE,
Vol.66A, pp.59~69, 2020

Kohei Hara, Mitsuteru Asai, Daigoro Isobe,
Seizo Tanaka : Application of ASI-Gauss code
for wooden houses collapse analysis of entire
city by earthquake and tsunami : Proceedings
of Tth Asian Pacific
Computational Mechanics, 2019

Congress on

[5401 & J@#it]

53.

54.

55.

56.

57.

T. Gake, Y. Kumagai, and F. Oba : First-
principles study of self-trapped holes and
acceptor impurities in Ga203 : Phys. Rev.
Mater., Vol.3, No.4, pp.044603-1 - 044603-11,
2019

Y. Hinuma, T. Gake, and F. Oba : Band
alignment at surfaces and heterointerfaces of
Al203, Ga203, In203, and related group-II1
oxide polymorphs: A first-principles study :
Phys. Rev. Mater., Vol.3, No.8, pp.084605-1 -
084605-11, 2019

Y. Kuroiwa, Y. Matsushita, K. Harada, and F.
Oba :
carrier effective mass modulation in 4H-SiC
and GaN : Appl. Phys. Lett., Vol.115, No.11,
pp.112102-1 - 112102-5, 2019

N. Tsunoda, Y. Kumagai, and F. Oba :
Stabilization of small polarons in BaTiO3 by
local distortions : Phys. Rev. Mater., Vol.3,
No.11, pp.114602-1 - 114602-6, 2019

T. Nagai, Y. Mochizuki, H. Shirakuni, A.
Nakano, F. Oba, I. Terasaki, and H. Taniguchi :
Phase transition from weak ferroelectricity to
incipient Li2Sr(Nb1-
xTax)207: Chem. Mater., Vol.32, No.2, pp.744
- 750, 2020

Theoretical prediction of strain-induced

ferroelectricity  in



58. T. Gake, Y. Kumagai, C. Freysoldt, and F. Oba :
Finite-size corrections for defect-involving
vertical transitions in supercell calculations :
Phys. Rev. B, Vol.101, No.2, pp.020102(R)-1 -
020102(R)-5, 2020

(5402 HEREEIHL - L]

59. Hinuma, Y.; Gake, T; Oba, F. : Band
alignment at surfaces and heterointerfaces of
Al203, Ga203, In203, and related group-III
oxide polymorphs: A first-principles study. :
Phys. Rev. Mater., Vol.3, No0.84605, 2019

(5406 &Jm/EPE T 5]

60. Takuya Yamamoto, Wataru Kato, Sergey
Komarov, Yasuo Ishiwata : Investigation on
the surface vortex formation during
mechanical stirring with an axial-flow impeller
used in an aluminum process : Metallurgical
and Materials Transactions B, Vol.50B, pp.
2547- 2556, 2019

61. Kenya Kato, Takuya Yamamoto, Sergey V.
Komarov, Ryosuke Taniguchi, Yasuo Ishiwata :
Evaluation of Mass Transfer in an Aluminum
Melting Furnace Stirred Mechanically during
Flux Treatment : Materials Transactions,
Vol.60, No.9, pp.2008 - 2015, 2019

62. [LIARE, I~ 7R, 0 TAI =L
TJ ALEE NI RSB O - 55 112 [Blied
B AR T L [TV =0 NEGHER - 1R
a BRI TR BEEE, 2019

63. |LARE, a~a7v LA AR B
LEIGRGMCB T DT VI =0 LR
HSVA I REENORE « AR 137 [IFK
iR gk, 2019

64. [LAREM : HES I 2 b—v a1k DT
=0 MEGEROETAL L ERAL . BB
55 137 MBI B2, 2019

(5501 L T4 - BB - HTH(E]

65. Takashi Horiuchi, Lei Wang, Atsushi Sekimoto,
Yasunori Okano, Takuya Yamamoto, Toru
Ujihara, and Sadik Dost. : The effect of
crucible rotation and crucible size in top-seeded
solution growth of single crystal silicon
carbide : Crystal Research and Technology,
Vol.54, No.5, pp.1900014 (6p), 2019

26 - Academic Center for Computing and Media Studies, Kyoto University

66. Takashi Horiuchi, Lei Wang, Atsushi Sekimoto,

67.

Yasunori Okano, Toru Ujihara, and Sadik
Dost : Adjoint-based sensitivity analysis for
the optimal crucible temperature profile in the
RF-Heating TSSG-SiC crystal growth process :
Journal of Crystal Growth, Vol.517, pp.59 - 63,
2019

J.G. Zhang, T. Yoshimura, A. Sekimoto, T. Ban,
Y. Okano, H. Khodamoradi, T. Ujihara, S.
Dost : Numerical simulation of the transport
phenomena occurring in the Bottom Seeded
Solution Growth (BSSG) process of SiC :  18th
Asian Pacific Confederation of Chemical
Engineering Congress (APCChE2019), 2019

[5601 fifizeFiH T42]

68.

69.

Kengo Nakamura, Hiroyuki Koizumi,
Masakatsu Nakano, and Yoshinori Takao :
Effects of negative 1ons on discharge
characteristics of water plasma source for a
miniature microwave discharge ion thruster :
Physics of Plasmas, Vol.26, No.4, pp.043508-1 -
043508-10, 2019

Yosuke Sato, Hiroyuki Koizumi, Masakatsu
Nakano, and Yoshinori Takao : Electron
extraction enhancement via the magnetic field
in a miniature microwave discharge
neutralizer : Journal of Applied Physics,
Vol.126, No.24, pp.243302-1 - 243302-12, 2019

[6801 1k=2Rm3K]

70.

Nanjo, T.; Zhang, X.; Tokuhiro, Y.; Takemoto,
Y. : Divergent and Scalable Synthesis of «-
Hydroxy/Keto- 3 -amino Acid Analogues by the
Catalytic  Enantioselective  Addition  of
Glyoxylate Cyanohydrin to Imines : ACS
catal., Vol.9, pp.10087 - 10092, 2019

[9999 Z D]

71.

Hidetoshi Kono, Shun Sakuraba and Hisashi
Ishida : Free energy profile for unwrapping
outer superhelical turn of CENP-A
nucleosome : Biophysics and Physicobiology,
Vol.16, pp.337 - 343, 2019





