17H06445

[2907

(Artificial Force Induced Reaction AFIR )

AFIR

PLS
PLS




( )
(ONIOM
10 8 0 1
Domon K. Puripat M. Fujiyoshi K. Hatanaka M. Kawashima S. A. Yamatsugu K. Kanai M. 6
Catalytic Chemoselective 0-Phosphorylation of Alcohols 2020
ACS Central Science 283 292
DOl
https://doi.org/10.1021/acscentsci .9b01272
Aoki Shin Kikuchi Chiharu Kitagawa Yuichi Hasegawa Yasuchika Sonoike Shotaro Saga Yutaka 2019
Hatanaka Miho
Evaluation of Zn2+ Coordination Structures in Chiral Zn2+ Complexes Based on Shape Measurement 2019
Factors: Relationships between Activity and the Coordination Structure
European Journal of Inorganic Chemistry 4740 4751
DOl
https://doi.org/10.1002/ejic.201900934
Miyazaki Aya Hatanaka Miho 11
The Origins of the Stereoselectivity and Enantioswitch in the Rare- Earth- Catalyzed Michael 2019
Addition: A Computational Study
ChemCatChem 4036 4042
DOl

https://doi.org/10.1002/cctc.201900555




Kurosaki Ryo Hayashi Hironobu Suzuki Mitsuharu Jiang Julong Hatanaka Miho Aratani Naoki 10

Yamada Hiroko

A remarkably strained cyclopyrenylene trimer that undergoes metal-free direct oxygen insertion 2019

into the biaryl C-C ¢ -bond

Chemical Science 6785 6790
DOl

DOI: 10.1039/c9sc01777a

Ogata Shuhei Komiya Hiroaki Goto Naoto Tanabe Ryota Sugimoto Kunihisa Kawaguchi Shogo 48

Goto Kenta Hatanaka Miho Ishii Ayumi Hasegawa Miki

Strong Luminescent Europium Complexes Induced by the Unprecedented Anti-chelate Effect of Acyl 2019

Groups on a N6-Hexadentate Ligand

Chemistry Letters 593 596
DOl

https://doi.org/10.1246/cl.190140

Sata R. Suzuki H. Ueno N. Morisawa Y. Hatanaka M. Wakabayashia T. 32

UV-polarizing linear polyyne molecules aligned in PVA 2019

Chinese Journal of Chemical Physics 175 181
DOl

https://doi.org/10.1063/1674-0068/cjcpl812273

Endo Asuka Hatanaka Miho Ueno Nami Morisawa Yusuke Wakabayashi Tomonari 45

Bi2Ne: Weakly bound cluster of diatomic bismuth with neon 2019

Low Temperature Physics 689 696

DOl
DOI: 10.1063/1.5111288




Harabuchi Yu Hatanaka Miho Maeda Satoshi

Exploring approximate geometries of minimum energy conical intersections by TDDFT calculations

2019

Chemical Physics Letters: X

100007 100007

DOl
https://doi.org/10.1016/j .cpletx.2019.100007

Ishihara Kodai Araki Yuna Tada Mizuki Takayama Tsutomu Sakai Yoichi Sameera W. M. C. Ohki -

Yasuhiro

Synthesis of Dinuclear Mo- Fe Hydride Complexes and Catalytic-Silylation of N2 2020

Chemistry: A European Journal -
DOl

https://doi.org/10.1002/chem.202000104

Takeda Youhei Matsuno Tetsuya Sharma Akhilesh K. Sameera W. M. C. Minakata Satoshi 25

Asymmetric Synthesis of 3 2- Aryl Amino Acids through Pd- Catalyzed Enantiospecific and 2019

Regioselective Ring- Opening Suzuki-Miyaura Arylation of Aziridine- 2- carboxylates

Chemistry: A European Journal

10226 10231

DOl
https://doi.org/10.1002/chem.201902009

19 11 7

M. Hatanaka

Database and Machine-Learning Enabled New Insights into the Lanthanide Luminescence Materials

The 9th Asia-Pacific Association of Theoretical and Computational Chemists

2019




M. Hatanaka

Application of automated reaction path search method to a systematic search of transition states

The 1st International Symposium on Hybrid Catalysis for Enabling Molecular Synthesis on Demand

2019

M. Hatanaka

Theoretical prediction of luminescent intensities lanthanide complexes

International Symposium on Circularly polarized luminescence and Related Phenomena

2019

M. Hatanaka

Computational Chemistry Meets Machine Learning: A Case Study of Lanthanide Luminescence Material

The 19th Tateshina Conference

2019

RIMED 21

2019




2019

Database and Machine-Learning Enabled New Insights into the Lanthanide Luminescence Materials

2019

2019

Al 3

2019




188 2019 2
2019
73
2019
42
2019
14
42

2019




42

2019

13

2019

13

2019

W. M. C. Sameera

xploring mechanistic puzzles in Pd-catalyzed aziridine ring-opening reactions

The Asia-Pacific Association of Theoretical and Computational Chemists

2019




W. M. C. Sameera, F. Maseras

Combining modern force fields with ONIOM(QM:MM): the SICTWO interface.

The Asia-Pacific Association of Theoretical and Computational Chemists

2019

W. M. C. Sameera

n the reaction mechanisms: quantum mechanics/molecular mechanics (QM/MM) studies.

The 1st Symposium International on Hybrid Catalysis for Enabling Molecular Synthesis on Demand

2019




