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AiR1 ZRFERER
1. Gk - MBS TR T DR
No. | fg# L7-im3r (EREH) FHEE KA HELEGH (2= HELEZ
a6 - MEREA ) (5]

1 Exploratory data science | W. Dawson, L. Beal, L. Electronic 2024 4 6
on supercomputers for E. Ratcliff, M. Stella, Structure, 6, 027003 | A 11 H
quantum mechanical T. Nakajima, L. Genovese | (2024).
calculations

2 Definition of the Pradeep R. Varadwaj, Cryst. Growth Des. 2024 4E 6
Halogen Bond (IUPAC Arpita Varadwaj, Helder 24, 5494-5525 (2024) | H 24 B
Recommendations 2013): A | M. Marques, and Koichi
Revisit Yamashita

3 The analysis of defect Mai Otake, Suzune Omori, | J, Comput. Chem., 2024 8 7
structure of Sn—based Sana Kogure, Masanori Japan, 23, 40-43 H 12 H
perovskite solar cell Kaneko, Koichi (2024)
materials using first-— Yamashita, Azusa Muraoka
principles calculations

4 Long-range corrected D.-H. Ahn, T. Nakajima, J. Chem. Theory 2024 £ 8
density functional K. Hirao, Jong—Won Song Comput. 20, 7113- H6H
theory including a two— 7125 (2024).

Gaussian Hartree—Fock
operator for high
accuracy core—excitation
energy calculations of
both the second— and
third-row atoms (LC2gau-
core—BOP)

5 II-Hole Halogen Bonds Pradeep R. Varadwaj, Cryst. Growth Des. 2024 4E 9
Are Sister Interactions Arpita Varadwaj, Helder 24, T789-7807 (2024) | H9 H
to o -Hole Halogen Bonds | M. Marques, and Koichi

Yamashita

6 Use of energy band-gap M. Kaneko, V. Nandal, K. | AIP Advances, 14, 2024 49
adjustment when Yamashita, K. Seki 095115 (2024) H
simulating optical
properties to maintain
correct energy
dissipation: Application
to Ruddlesden—Popper
oxysulfides

7 Data quality in the B. Chan, W. Dawson, T. J. Chem. Theory 2024 4 11
fitting of approximate Naka jima Comput. 20, 10468- H 18 H
models: A computational 10476 (2024).
chemistry perspective

8 Improvement on the S. Basumallick, E. Xu, J. Chem. Phys., 161 2024 4 11
screening of nonlinear S. L. Ten—no 184117 (2024) A
commutator operations in
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selective coupled-

cluster using Lagrangian

9 Reducing numerical W. Dawson, K Ozaki, J J. Chem. Theory 2024 4F 12
precision requirements Domke, T. Nakajima Comput. 20, 10826— HT7H
in quantum chemistry 10837 (2024).
calculations

10 | The modeling perovskite A. Miklas, Z. Starowicz, | Solid-State 2025 4 1
materials CsPbX3 (X = I, M. Lipinski, M. J. Chemistry and HT7H
Br) by changing the Wojcik, T. Nakajima, M. Physics, 5,3 (2025)
concentration of halide: Z. Brela
experimental and DFT
study

11 Divalent cation doping K. Nishiguchi, T. J. Phys. Chem. 2025 4E 3
into SrTi0; for enhancing | Takayama, S. Takasuka, Lett., 16 11, 2823- H
the photocatalytic Y. Harashima, M. Fujii, 2830 (2025)
performance of water S. L. Ten—no
splitting

12 Data—driven Approach Wataru Takahara, Ryuto ACS Omega, 10, 14626 | 2025 4F 4
Considering Imbalance in | Baba, Yosuke Harashima, (2025) H
Datasets and Tomoaki Takayama, Shogo
Experimental Conditions Takasuka, Yuichi
for Exploration of Yamaguchi, Akihiko Kudo,

Photocatalysts Mikiya Fujii

2. EESE - Y URT T ACEIT A0 - RAX—RE

No. | R LR (ERER. | BERERAL (TE#ERE) RERLIZG (P2 FHR LTI
HEH - R A Z—FRDR) %) 3

1 | BHE¥EyIalb—var | BIBEA (L) 2023 AERESERRL < S | 2024 4E 3 A
EMBA T xr~T 4 7 A MEARIIFERSE 4 |, | 15 H
Z 5 U ToAPBERGT « 2R5R B
(ng)

2 TURNENNC L D7 m— | B (RBEEK) HORRY: (MERFFERT | 2024 4 4 1
A R)V—"T"% T b BEER Aoz FRFA . 3-4 H
FHL 7 m AR (AE) CCMS & lFitsEs TRf

FEREOBIE & &K
k)

3 |GeTwmAfbSn_mT AL | EFERM B KT | ks (BER(bsET | 2024 455 A
A OXY VT HALFIy | B (ALK, FhkE e 23 H
ADOFE—FHFHFE (FA% | (HLR), WFR— (B
—) iK)

4 First-Principles Koichi Yamashita (YCU) Stonehill College in | 2024 & 6 H
Calculations on Optical Easton, US 19-20 H
Properties and Defect (Gordon Research
Structures of Ge-Doped Conference)

Sn Perovskites (poster)

5 Our Recent Research Takahito Nakajima The 8th Japan—-Czech— | 2024 4 6 A

Progress on Materials (RIKEN) Slovakia 20 H
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Simulations and
Informatics (18H)

International

Symposium on

Theoretical
Chemistry

6 Computational science of | Koichi Yamashita (YCU) YCU (25th 2024 & 7 H
photoenergy conversion Anniversary reunion 25 H
materials (oral) & symposium of

Morokuma group)

7 First-Principles Masanori Kaneko (YCU), Hiroshima 2024 %2 7 H
Calculations on Optical Mai Otake (JWU), Azusa (ICARP2024) 30 H
Properties and Defect Muraoka (JWU), Koichi
Structures of Ge—Doped Yamashita (YCU)

Sn Perovskites (poster)

8 | B EIC ko e T A | AR, R, R | 18 ESTRERER | 2024429 A

A FHEE ORGSR TH | BER—AR =
(RAZ—)

9 | XrTRAHA NBEEY VEOFIE, A, K| B 18 Bl TRVERER | 2024 429 H
ABON(A=Ba, Sr, Ca) DYfili | REAE—HD =
IHTEPE D 5 — R BRE A

10 | Designs of Novel Cu- Mayumi PUSPITA, Tomoaki | & WE AT (5 134 [0] | 2024 49 H
Contained Oxide TAKAYAMA, Yosuke fl R R ) 17-20 H
Photocatalysts by HARASHIMA, Shogo
Machine Learning Models TAKASUKA, Mikiya

(RA % —) FUJTT (5 Bt K)

11 | BEST AR 2 b | BB, RLFE, & | Wi RasEt s | 2024 9 A
—a VEMAIAATO A | ZHEE R, ELREE, B Z— (BEFALFREY | 17 H
BERER 7 v 2 A 7+~ | . (BN K) FEHT U ARY T A T
T4 I A (RREZ—) FROSFRRRIRB D = =

—7ur 47
2024] )

12 | e byt it EFIERE (BT . IF | 5K (R 2024 49 H
Ln2Ti20582 (Ln=Pr, Nd, — (BEHR) =) 18 A
Sm, Gd, Tb, Dy Ho, Er)®
XY VT HAFTITADE
—JRHERE (D8

13 | First-Principles Study Koichi Yamashita (YCU), | Numazu (PVSEC35) 2024 4F 11
on Carrier Dynamics in Masanori Kaneko (YCU) H 12 H
Ge—Doped Sn Perovskites
(poster)

14 | High-Throughput Hiroki Kotakal, Yosuke Boston (MRS Fall 2024 £ 12
Computational Search for | Harashima2, Hiroki Meeting 2024) H1-6 H
Stable Compositions and Iriguchil, Tomoaki
Configurations in High- Takayama2, Shogo
Entropy Perovskite Takasuka2, Mikiya Fuji2
SrTi03 : A Computational (1: ENEOS, 2: ZsBE4Cum
Study (poster) x)

15 | AI-Driven optimization Mikiya Fujii (Z= B %bm Singapore (12th 2024 4 12
of flow polymerization ) Singapore H9-13 H
processes and International
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photocatalysts
conjecture
with the first
principles

materials,

calculations. (Oral)

Chemistry

Conference)

16 | Prediction and Wataru Takaharal, Mai MR B L Al 2024 4F 12
demonstration of the Ogano2, Fuga. Kagami2, (H A MRS HERAKE H 16-18 H
solid solution ratio Yosuke. Harashimal, 2024)
dependence of stannite— Tomoaki Takayamal,
type Ag2-xCuxZnSnl-— Shogo Takasukal,
yGeyS4 photocatalysts Yuichi. Yamaguchi?2,
active for hydrogen Akihiko Kudo2, and
evolution under visible Mikiya Fujiil (1:@ &E
light using machine Jeumo. 20 BRERR)
learning (oral)

17 ﬁrfr;'%mam@ﬁﬁw;%% ’F’aeEJ KAEHG—RB 55 52 [AIFEETEMEARRE | 2024 4F 12
DL EHEIRE TR VURT T A H
{7 7 e —F (%/DJ'L%

{#)

18 | Computational Science Koichi Yamashita (YCU) Barcelona, Spain 2025 £ 1 A
for Photoenergy (HANAMT high-level 13 H
Conversion Materials Symposium)

(oral)

19 | First-Principles Koichi Yamashita (YCU) Barcelona, Spain 2025 4 1 H
Calculations on Optical (HANAMI high-level 14 H
Properties and Defect workshop)

Structures of Ge—Doped
Sn Perovskites (oral)

20 | First-Principles Study Koichi Yamashita (YCU), | Kyoto (IPEROP25) 2025 & 1 H
on Carrier Dynamics in Masanori Kaneko (YCU) 20 H
Ge—Doped Sn Perovskites
(poster)

21 | First-Principles Study Koichi Yamashita (YCU), | Anaheim, USA (APS) 2025 4 3 H
on Carrier Dynamics in Masanori Kaneko (YCU) 19 H
Ge—Doped Sn Perovskites
(poster)

22 | BT THLEYI 2L | AKEEE 1, FIEHEMN1 BATE RS THILF v | 202543 A
—va VEMBIAALTEY A rnUinfE A PR (AR | 26029 H
N—=T 4 DINN—TNT L RE FE—ER 2, WEAN | 105 BFEFER)

D Ry K —7 SrTi03 %:2\ e 1 (10 &
it ERE DBt (R A X | BAEmiR, 20 M KR)
—)

23 | FRRMEEBE LT — &R | #)lEL 1 \ﬁ@% B Ry FHEILF ¥ | 202543 H
{CFEOREE LT A0 | SEABE mMﬁW UNA (AR FRE | 26029 A
A MDA LSO N | 1L NE (%ﬁ 2, AOJEAL | 105 HEFFER)

Ny > 7Rl (RAF 2, R L (10 RBE
—) SR, 2: ENEOS)
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24 | BBFE A AW TAMERER | SR L, s 2, TR | BElERY THILF v | 202543 A
RIZE DHHTBDGSENE | B 20 @ILREE 2, b | "R (HAEERE | 26729 A
&8 i L ekt oD B 6 AA— 1, et 2, T | 105 FFER)

(FEA) BEREEZ 1 (1 HRCERR
R, 20 BRFEWHK)

25 | Experimental PNEEEA L | &R BITE RS FHILF v | 202543 H
demonstration of 2. FMEE 2. oA — VA (AR bFEE | 2629 H
dependence of solid 1. BEftept 2, TREMEE 105 HZAEL)
solution ratio on (1 BpERR, 20 &
sacrificial hydrogen B R)
evolution over
chalcopyrite type
(CuZAgHGallyIny)HZnZXS2
photocatalysts predicted
by machine learning (H
GI))

26 | vIal—varvbgrT | HUBKEA (B HA(E 2% 105 5 | 2025 43 H
F~T 47 AL DHKGE Fx 26 H

ARG - R (D8H)
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