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7.6.1 Theoretical Chemistry, Chemoinformatics,

Computational Chemistry
Date PM March 26

Program
13:20-13:30  Opening Remarks: NAKAI Hiromi

13:30-14:00 Keynote Lecture: Computational understanding

of physics and chemistry of graphene-based systems (Na-
tional Univ. of Singapore) ZHANG, Chun

14:00-14:20 Invited Lecture: Photo-excited non-adiabatic
dynamics in nano materials (Kyoto Univ.) KIM, Hyeon-
Deuk

14:20-14:40  Invited Lecture: Frontiers in electronic struc-
ture calculations for single molecular junctions (Univ. of
Tokyo) TADA, Tomofumi

14:50-15:10 Invited Lecture: Theoretical study on multiply
core ionized states generated by short-wavelength free
electron laser (Waseda Univ.) IMAMURA, Yutaka

15:10-15:30 Invited Lecture: Theoretical investigation of
the positron binding to molecules with quantum Monte
Carlo method (Yokohama-City Univ.) KITA, Yukiumi

15:30-15:50 Invited Lecture: Energy relaxation and spectral
diffusion of intermolecular motions in liquid water (Insti-
tute for Molecular Science) YAGASAKI, Takuma

15:50-16:10 Invited Lecture: Differences in hydration be-
tween cis- and trans-platin: Quantum insights by ab initio

fragment molecular orbital-based molecular dynamics
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(FMO-MD) (Ochanomizu Univ., AIST, Rikkyo Univ.) O
MORI, Hirotoshi; HIRAYAMA, Natsumi; KOMEIJI, Yuto;
MOCHIZUKI, Yuji

16:20-16:50 Keynote Lecture: Development of first-princi-
ples based multi-model methods to design novel materials
for energy applications (Institute of Atomic and Molecular
Sciences, Academia Sinica) KUO, Jer-Lai

16:50-17:10 Invited Lecture: Computational modeling of
polymer electrolyte membranes for fuel cell applications
(National Institute of Advanced Industrial Science &
Technology) CHOE, Yoong-Kee

17:10-17:30 Invited Lecture: First-principles analysis on
proton transport pathways of cytochrome c oxidase (Osa-
ka Univ.) SHIGETA, Yasuteru

17:30-17:40  Closing Remarks: TORII, Hajime

7.6.2 —Coordination Chemistry, Organometallic

Chemistry, Inorganic Chemistry—
Date PM March 27

Program
13:00-13:30 Keynote Lecture: Creating Nothing Out of

Something: Thermolabile Groups in Metal-Organic Frame-
works (MOFs) (Massey Univ.,, New Zealand) Telfer, Shane
G.

13:30-13:50 Invited Lecture: Soft Optical Materials Com-
posed of Organometallic Rotaxanes (National Tsing Hua
Univ., Taiwan) HORIE Masaki

13:50-14:10  Invited Lecture: Porous Coordination Networks
Composed of a Newly Designed Multi-interactive Ligand
(Pohang Univ. of Sc. and Tech., Korea) YAKIYAMA
Yumi

14:20-14:50 Keynote Lecture: Towards Conducting Metal-
Organic Frameworks (Univ. Sydney, Australia)
D'ALESSANDRO Deanna M

14:50-15:20 Keynote Lecture: Assembly Chemistry and
Magneto-Structural Correlations of 3d-4f Molecular Nano-
magnets (Sun Yat-sen Univ.,, China) TONG Ming-liang

15:20-15:40 Invited Lecture: Structure and Dynamics of
Porous Coordination Polymers Derived from Exotic Met-
als (Kyoto Univ.) FOO Maw Lin

15:50-16:20 Keynote Lecture: Low-valent Metal Chemistry
for Small Molecule Activation (KAIST, Korea) LEE
Yunho

16:20-16:40 Invited Lecture: Biosynthesis of the Iron-Gua-
nylyl-Pyridinol (FeGP) Cofactor of [Fel] -Hydrogenase
(Max-Planck-Institute, German, PRESTO) SHIMA Seigo

16:40-17:00 Invited Lecture: Design and Activity Control of
Water Oxidation Catalysts Based on Photoisomerization of
Mononuclear Ruthenium (II) Monoaquo Complexes (Nii-
gata Univ., PRESTO) YAGI Masayuki

17:00-17:20 Invited Lecture: Multinuclear Copper Com-
plexes as Bio-inspired Models for O,-activation (Nagoya
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Inst. Tech., PRESTO) FUNAHASHI Yasuhiro

7.6.3 —Catalysts and Catalysis—

Date PM March 27
Program

13:00-13:30 Invited Lecture: Aerobic oxidation of sulfides to
sulfoxides over manganese oxides prepared by different
methods (Tokyo Metropolitan Univ.) Ayako Taketoshi

13:30-14:00 Invited Lecture: Progress toward nanowire de-
vice assembly technology (The Univ. of Tokyo) Yanbo Li

14:00-14:30 Invited Lecture: Photocatalytic conversion of
carbon dioxide into methanol over layered double hydrox-
ide catalysts (Chiba Univ.) Naveed Ahmed

14:50-15:50 Keynote Lecture: Hydrothermal Synthesis of
Zeolites with Three-Dimensionally Ordered Mesoporous-
Imprinted Structure (Univ. of Massachusetts Amherst)
Wei Fan

16:00-16:30 Invited Lecture: Intermetallic Pt;Ti Nanoparti-
cles: Efficient Catalytic Centers for Exhaust Purification
and Energy Applications (NIMS) Govindachetty Sara-
vanan

16:30-17:00 Invited Lecture: Development of functional
graphene-based electrodes for supercapacitor and ad-

vanced Li-ion battery (Tohoku Univ.) Marappan Sathish

7.6.4 —Materials Chemistry—
Date PM March 26

Program
13:00-13:30 Keynote Lecture: Organometallics for Energy

Conversion in Solar Cells and OLEDs (Hong Kong Baptist
Univ., PR. China) Wai-Yeung Wong

13:30-13:50 Invited Lecture: Self-assembly under nonequi-
librium conditions: Emergence of kinetically controlled su-
perstructures of cyanine J-aggregates (Kyushu Univ.)
Masa-aki Morikawa

13:50-14:10 Invited Lecture: Vector control of electron
transfer through potential-programmed dendrimers (To-
kyo Institute of Technology) Takane Imaoka

14:10-14:30 Invited Lecture: Proton-induced Cyclization of
Donor (D) Acceptor (A) , Arylethynylanthraquinone and
D A D, Bis (arylethynyl) anthraquinone to Form Pyrylium
and Dipyrylium Salts with Unique Properties (Kyoto
Univ.) Koya Prabhakara Rao

14:30-14:50 Invited Lecture: Synthesis and Photochemical
Behaviors of Platonic Hexahedron Composed of Six Or-
ganic Faces with an Inscribed Au Cluster (Univ. Tsuku-
ba) Masanori Sakamoto

14:50-15:10
based materials via molecular assembly in phospholipid/

Invited Lecture Formulation of novel lipid-

cholesterol/water system (Tokyo City Univ.) Takashi
Kuroiwa

15:10-15:30 Invited Lecture: Electrocatalytic oxidation of
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ethanol on AuPd alloy nanoparticles prepared by sputter
deposition in ionic liquid (Nagoya Univ) Ken-ichi Okazaki

15:30-16:00 Keynote Lecture: Surface structure control of
metal nanocrystals (Xiamen Univ, P.R. China) Nanfeng
Zheng

16:00-16:20 Invited Lecture: Nanocoatings and 3D Archi-
tectures Prepared via Layer-by-Layer Self-Assembly
(Univ. Hyogo) Yusuke Daiko

16:20-16:40 Invited Lecture: Coordination Programming of
Photofunctional Molecular Materials (Univ. Tokyo) Ryota

Sakamoto
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