17H06445

[2907

(Anharmonic downward distortion following: ADDF)

force induced reaction: AFIR)

(Global Reaction Route Mapping: GRRM)

GRRM

GRRM

R
(Artificial




Hatanaka Miho Osawa Ayato Wakabayashi Tomonari Morokuma Keiji Hasegawa Miki 20

Computational study on the luminescence quantum yields of terbium complexes with 2,2" - 2018

bipyridine derivative ligands

Physical Chemistry Chemical Physics 3328 3333
DOl

10.1039/C7CP06361J

Oku Tomoharu Okada Masaki Puripat Maneeporn Hatanaka Miho Morokuma Keiji Choi Jun-Chul 25

Promotional effect of CH 3 1 on hydroxycarbonylation of cycloalkene using homogeneous rhodium 2018

catalysts with PPh 3 ligand

Journal of CO2 Utilization 15
DOl

10.1016/j . jcou.2018.02.015

S. Ogata, N. Goto, S. Sakurai, A. Ishii, M. Hatanaka, K. Yoshihara, R. Tanabe, K. Kayano, R.

Magaribuchi, K. Goto, M. Hasegawa

Alkyl chain elongation and acyl group effects in a series of Eu/Tb complexes with hexadentate 2018

1t —electronic skeletons and their enhanced luminescence in solutions

Dalton Transactions

DOl




16

2018
Journal of Computer Chemistry, Japan 163 164
DOl
10.2477/jccj .2017-0065
Sharma Akhilesh K. Sameera W. M. C. Jin Masayoshi Adak Laksmikanta Okuzono Chiemi Iwamoto 139
Takahiro Kato Masako Nakamura Masaharu Morokuma Keiji
DFT and AFIR Study on the Mechanism and the Origin of Enantioselectivity in lron-Catalyzed 2017

Cross-Coupling Reactions

Journal of the American Chemical Society

16117 16125

DOl
10.1021/jacs.7b05917

Stenger-Smith Jenny Chakraborty Indranil Sameera W.M.C. Mascharak Pradip K. 471

Antimicrobial silver (1) complexes derived from aryl-benzothiazoles as turn-on sensors: 2018

Syntheses, properties and density functional studies

Inorganica Chimica Acta 326 335
DOl

10.1016/j.ica.2017.11.022

Ogawa Tomohiro Sameera W. M. C. Yoshida Masaki Kobayashi Atsushi Kato Masako a7

Luminescent ionic liquids based on cyclometalated platinum(l1) complexes exhibiting 2018

thermochromic behaviour in different colour regions

Dalton Transactions 5589-5594

DOl
10.1039/C8DT00651B




21 13

31 CAMM

2018

08 (2018)

2018

2018

2018




2018

181 28

2018

Miho Hatanaka

Lanthanide Chemistry: Catalytic Reaction and Luminescence

The 21th East Asian Workshop on Chemical Dynamics

2017

24

2017




Miho Hatanaka

Computational study on the thermosensitivity of the emission intensities from lanthanide materials

9th Asian Consortium on Computational Materials Science

2017

Miho Hatanaka

Global Reaction Route Mapping Study on Asymmetric C-C Bond Formation

4th Challenges in Computational Homogeneous Catalysis

2017

2017

2017

Miho Hatanaka

Theoretical Study on the Origin of the Enantioselectivity of Flexible Catalytic Systems

11th Triennial Congress of the World Association of Theoretical and Computational Chemists (WATOC 2017)

2017




Maneeporn Puripat, Miho Hatanaka, Keiji Morokuma

Theoretical Investigation of Catalytic Hydrocarboxylation of Olefins with CO2

11

2017

11

2017

Takayoshi Yoshimura, Yohei Ogiwara, Norio Sakai, Miho Hatanaka

Theoretical study on palladium(0)-catalyzed intramolecular cyclization: formation of & -lactam

15

2018

15

2018




N,N

15

2018

W. M. C. Sameera

A hybrid QM/MM approach to calculate binding energies of radical species on crystalline water ice.

255th ACS National Meeting

2018

W. M. C. Sameera

On the mechanism and selectivity of transition metal-catalyzed N-N and C-C bond formation reactions

8th Asia pacific conference in theoretical and computational chemistry (APCTCC8)

2017

W. M. C. Sameera

On the selectivity of transition metal catalysis: DFT and MC-AFIR studies

International conference on theoretical and high performance computational chemistry 2017

2017




W. M. C. Sameera

Computational catalysis using quantum mechanics/molecular mechanics (QM/MM) and artificial forceinduced reaction (AFIR)
methods

BIT*s 8th Annual Global Congress of Catalysis 2017 (GCC-2017)

2017
2
2018
237
Romain Ramozzi, W. M. C. Sameera, Keiji Morokuma 2018
World scientific publishing 624
"Predicting reaction pathways from reactants", Applied Theoretical Chemistry




