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June 12 (Friday)

10:00-10:10 Opening remarks by Takafumi UENO

Session | Chairperson: Takahiro HOHSAKA

10:10-10:40 Susumu UCHIYAMA (Osaka University)
“Quantitative Analysis of Protein-Protein Interactions”

10:40-11:10 Ryota IINO (Institute for Molecular Science)
“Dynamic Motions of Individual Molecular Motors”

11:10-11:40 Seok-Cheol HONG (Korea University)

“Single-Molecule Methods Reveal the Conformational Dynamics and Energetics of DNA Molecules”
11:40-13:30 Photo and Lunch

Session |1
13:30-14:00 Takayuki UCHIHASHI (Kanazawa University)
“High-Speed Atomic Force Microscopy: A New Tool for Studying Protein Dynamics at Work”
14:00-14:30 Takumi YAMAGUCHI (Institute for Molecular Science)
“Paramagnetic Lanthanide-Tagging for NMR Characterization of The Conformational Dynamics of Oligosaccharides”
Session 111
14:50-15:20 Nobuyasu KOGA (Institute for Molecular Science)
“Protein Design from Scratch for Understanding Principles for Folding”
15:20-15:50 Hironari KAMIKUBO (Nara Institute of Science and Technology)
“Designing an Artificial Protein by Using a Kind of Building Blocks Responsible for Structure and Function”
Session IV
16:10-16:40 Masumi TAKI (The University of Electro-Communications)
“Artificial Molecule Evolution via the 10BASE4-T”
16:40-17:10 Takahiro HOHSAKA (Japan Advanced Institute of Science and Technology)
“Incorporation of Nonnatural Amino Acids by Expanding the Genetic Code and its Application to Fluorescence Analysis of
Proteins”
June 13 (Saturday)
Session V
9:30-10:00 Jungiu LIU (Jilin University)
“Protein Assembly and Enzymetic Functionality”
10:00-10:30 Teruyuki KOMATSU (Chuo University)
“Protein Nano- and Micro-Tubes as Smart Biomaterials”
Session VI
10:50-11:20 Takafumi UENO (Tokyo Institute of Technology)
“Protein-Based Supramolecular Coordination Materials”
11:20-11:50 Takaki KOIDE (Waseda University)
“Collagen Triple Helix, A Unique Peptide Scaffold for Biotools and Biomaterials”
Session VII
13:30-14:00 Hsin-Yun HSU (National Chiao-Tung University)
“Engineering of Novel Peptides for Ubiquitome Discovery and Self-Assembled Drug Delivery System”
14:00-14:30 Tomohisa SAWADA (The University of Tokyo)
“Metal-Directed Short Peptide Folding and Assembly”
Session VIII
14:50-15:20 Sheng-Hsien CHIU (National Taiwan University)
“Sodium lons Template the Formation of Rotaxanes From BPX26C6 and Nonconjugated Amide and Urea Functionalities”
15:20-15:50 Kazunori SUGIYASU (National Institute for Materials Science)

“Living Supramolecular Polymerization”
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Session IX

16:10-16:40 Takahiro MURAOKA (Tokyo Institute of Technology)
“Bioinspired Multi-Block Amphiphiles”
16:40-17:10 Daisuke SUZUKI (Shinshu University)

“Control of Spatio-Temporal Structures for Polymer Microspheres toward Advanced Soft Materials”

17:10-17:20 Closing remarks by Ryota IINO
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February 15 (Mon)
10:00-10:25 Steven P. Gross (UC Irvine, and KIAS)

Single molecular motor heterogeneity and its implications for ensemble function
10:25-10:45 Akihiko Nakamura (IMS)

Analysis of functional structure of cellulase by neutron crystallography
10:45-11:10 Ryota lino (IMS)

Direct observation of intermediate states during the stepping motion of kinesin-1
11:10-11:35 Sota Sato (Tohoku Univ. & JST)

Biological functions implanted in artificial supramolecules 2
11:35-11:55 Takayoshi Watanabe (Japan Adv. Inst. of Sci. & Tech.)

Novel method for site-specific protein pegylation using aromatic amine-containing non-natural amino acid

13:30-13:55 Keehyoung Joo (KIAS)
Contact Assisted Protein Structure Modeling by Global Optimization in CASP11
13:55-14:20 Nam Ki Lee (POSTECH)
New single-molecule FRET method for observing fast dynamics and its application for dsSDNA bending dynamics
14:20-14:45 Masahide Terazima (Kyoto Univ.)
Time-resolved study on conformation change and inter-domain change during protein reactions
14:45-15:10 Kunihiro Kuwajima (Tokyo Univ.)

The H/D-exchange kinetics of a fully unfolded protein studied by the DMSO-quenched and 2D NMR techniques

15:40-16:00 Balachandran Manavalan (KIAS)
StrRate: Structure-based protein folding type classification and folding rate prediction

4600000000000



16:00-16:20 Seung Hwan Hong (KIAS)
Template based modeling by dynamic fragment assembly: revisited
16:20-16:45 Ji-Joon Song (KAIST)
Understanding molecular Architecture of Huntington’s disease protein
17:30- Banquet
Februry 16 (Tue)
10:00-10:25 Fumio Hirata (Ritsumeikan Univ.)
Multi-scale dynamics simulation of protein based on the generalized Langevin equation combined with 3D-RISM theory
10:25-10:45 InSuk Joung (KIAS)
Efficient sampling of transition pathways using nudged elastic band and conformational space annealing
10:45-11:10 Hisashi Okumura (IMS)
Pressure induced structural change of proteins by molecular dynamics simulations
11:10-11:35 Seokmin Shin (Seoul National Univ.)
The two faces of self-assembly of peptides
11:35-12:00 Jooyoung Lee (KIAS)
Atomistic mechanism of conformational transition of adenylate kinase investigated by Lorentzian structure-based potential
13:30-13:55 Chaok Seok (Seoul National Univ.)
Galaxy7TM: Modeling and docking of G-protein coupled receptors
13:55-14:15 Takumi Yamaguchi (Japan Adv. Inst. of Sci. & Tech.)
Design and creation of Lewis X-expressing glycoclusters toward functional analyses of oligosaccharides in membrane systems
14:15-14:40 Kazushi Kinbara (Tokyo Inst. of Tech.)
Development of Stimuli-Responsive Multiblock Amphiphilic Molecules Mimicking Multipass Transmembrane Proteins
14:40-15:05 Weontae Lee (Yonsei Univ.)
NMR and X-ray crystallographic studies on syndecan, proteogylcan: Structure, function and diseases
15:35-16:00 Shinobu Itoh (Osaka Univ.)
Activation mechanism of fungal tyrosinase
16:00-16:25 Masafumi Odaka (Akita Univ.)
Time-resolved crystallography of the reaction intermediate of nitrile hydratase: Revealing a role for the cysteinesulfenic acid
ligand as a catalytic nucleophile
16:25-16:50 Shuji Akiyama (IMS)
Atomic-scale origins of slowness in the cyanobacterial circadian clock
16:50-17:15 Dong Hae Shin (Ewha Womans Univ.)
Structural properties of GmhA and GmhB from Burkholderia thailandensis
18:00- Free Discussion
February 17 (Wed)
10:00-10:25 Takeshi Uchida (Hokkaido Univ.)
Heme uptake proteins from Vibrio cholerae
10:25-10:50 Hiroshi Sugimoto (RIKEN/SPring-8)
Structural mechanism of the heme transporter complex from pathogenic bacteria
10:50-11:10 Norifumi Muraki (IMS)
Crystal structures of HtaA and HmuT, heme uptake proteins from Corynebacterium glutamicum
11:10-11:35 Jeong-Yong Suh (Seoul National Univ.)
Structural basis for the preferential interaction of auxin-response transcriptional repressor with different transcription factors
11:35-11:55 Saeko Yanaka (IMS)
Affinity improvement of antibody through mutational modification of the conformational dynamics
13:30-13:55 Susumu Uchiyama (Osaka Univ.)
Mass spectrometry of protein-ligand interactions
13:55-14:20 Takafumi Ueno (Tokyo Inst. of Tech.)
Protein Crystals for Designing Biohybrid Solid Materials
14:20-14:45 Tadashi Satoh (Nagoya City Univ.)
Structural insights into the working mechanisms of multi-domain enzymes involved in ER protein quality control
14:45-15:05 Jaeyoung Byeon (Soongsil Univ.)
Protein contact prediction based on information theory
15:35-16:00 Julian Lee (Soongsil Univ.)
Prediction of protein rigid domains and hinge residues based on graph theory and elastic network model
16:00-16:25 Takahiro Kosugi (IMS)

De novo design of protein function

goooooooooo4y



16:25-16:50

Changbong Hyeon (KIAS)
Mapping allosteric signaling of G protein-coupled receptors

ogmoobooooboooooo
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February 23 (Tuesday)
14:00 ~ 17:30 Registration at the Hall of Okazaki Conference Center
18:00 ~ 20:00 Welcome Reception at Okazaki Conference Center
February 24 (Wednesday)
8:55 Opening Remark by Donglin Jiang
Chairperson: Hiromitsu Maeda (9:00 ~ 10:30)
9:00 ~ 9:30 Xinchen Wang (Fuzhou University)
Photocatalytic Water Splitting by Graphitic Carbon Nitride Polymers
9:30 ~ 10:00 Masato Ikeda (Gifu University)
Biomolecule Responsive Supramolecular Hydrogel-Enzyme Hybrids
10:00 ~ 10:30 Zhishan Bo (Beijing Normal University)
Highly Efficient Planar Perovskite Solar Cells via Modification of c-TiO, Surface with Self-Assembled Fullerene Derivative
Monolayer
Chairperson: Zhishan Bo (10:50 ~ 12:20)
10:50 ~ 11:20 Tomoki Ogoshi (Kanazawa University)
Pillar[n]arene-Based Supramolecular Assemblies in Bulk State
11:20 ~ 11:50 Bien Tan (Huazhong University of Science and Technology)
Soluble Hypercrosslinked Polymers from Single Polymer Folding
11:50 ~ 12:20 Shigehisa Akine (Kanazawa University)
Helix Inversion of Helical Multinuclear Complexes Controlled by Molecular Recognition
12:20~ 13:30 Photo and Lunch
Chairperson: Tomoki Ogoshi (13:30 ~ 15:30)
13:30 ~ 14:00 Shuichi Hiraoka (The University of Tokyo)
Self-Assembly Process of Coordination Capsules and Cages
14:00 ~ 14:30 Mingjie Liu (Beihang University)
Bioinspired Functional Hydrogels Embedded with Semiconducting Nanosheets
14:30 ~ 15:00 Shiki Yagai (Chiba University)
Metastable Molecular Assemblies: an Entrance to Dynamic Materials
15:00 ~ 15:30 Yuanzhi Tan (Xiamen University)
Molecular Carbon Nano-materials
Chairperson: Bien Tan (15:30 ~ 18:20)
15:50 ~ 16:20 Itaru Osaka (Riken)
Control of Electronic and Ordering Structures in t-Conjugated Polymers for High-Performance Organic Electronic Devices
16:20 ~ 16:50 Weiwei Li (Institute of Chemistry, CAS)
Semi-Crystalline Diketopyrrolopyrrole Polymers for Field-Effect Transistors and Polymer Solar Cells
16:50 ~ 17:20 Gaku Fukuhara (Osaka University)
Supramolecular Allosteric Amplification-Sensing with Polymer Hosts
17:20 ~ 17:50 Wenke Zhang (Jilin University)
The Study of Polymer Interactions in Supramolecular Assemblies Using Single-Molecule Force Spectroscopy
18:30 ~ 20:30 Dinner and Poster Session
February 25 (Thursday)
Chairperson: Shuichi Hiraoka (9:00 ~ 10:30)
9:00 ~ 9:30 Donglin Jiang (JAIST)
Structural Diversity of Covalent Organic Frameworks
9:30 ~ 10:00 Tsuneaki Sakurai (Kyoto University)
Noncontact Evaluation of Carrier Transport Property for Designed n-Electronic Molecular Assembly
10:00 ~ 10:30 Zhen Li (Wuhan University)

The Modification of the Functionality of n-Molecules through the Structural Adjustment

48000000D0O0O0ODOO



Chairperson:
10:50 ~ 11:20

11:20 ~ 11:50
11:50 ~ 12:20

12:20~13:30

Chairperson:
13:30 ~ 14:00

14:00 ~ 14:30
14:30 ~ 15:00

15:00 ~ 15:30

Chairperson:
15:50 ~ 16:20

16:20 ~ 16:50
16:50 ~ 17:20
17:20 ~ 17:50

18:30 ~20:30

Zhen Li (10:50 ~ 12:20)

Atsushi Wakamiya (Kyoto University)
Molecular Design for p-Type Buffer Materials toward Highly Efficient Perovskite Solar Cells

Jia Guo (Fudan University)
Polymer Frameworks Constructing Functional Composite Microspheres

Tsuyohiko Fujigaya (Kyushu University)
Bottom-up Functionalization of Carbon Nanotube for Highly Durable Electrocatalyst

Lunch and Poster Session

Atsushi Wakamiya (13:30 ~ 15:30)
Hiromitsu Maeda (Ritsumeikan University)
n-Electronic lon-Pairing Supramolecular Assemblies

Wenhua Li (Beijing Normal University)
Colloidal Synthesis of Functional Nanomaterials and Their Optoelectronic Application

Yanhong Xu (Jilin Normal University)
Designed Synthesis and Multifunctional Application Studies of Conjugated Microporous Polymers

Yulan Chen (Tianjin University)
Bischler-Napieralski Cyclization towards 1,10-phenanthroline-analogous SN-heteroacenes

Stefan Kaskel (15:30 ~ 17:50)

Yasuhiro Ishida (Riken)
Single-crystal-like Soft Materials: Magnetic Orientation of Three-dimensional Polymer Networks

Shijie Ren (Sichuan University)
Functional Conjugated Microporous Polymers: Preparation and Application

Yoshinori Takashima (Osaka University)
Stimuli Responsive Supramolecular Materials Formed from Host and Guest Polymers

Long Chen (Tianjin University)
Synthesis and Self-Organization of Large Polyaromatic Hydrocarbons

Banquet

February 26 (Friday)

Chairperson:
9:00 ~ 9:30

9:30 ~ 10:00
10:00 ~ 10:30
Chairperson:
10:50 ~ 11:20

Closing Remark

Yasuhiro Ishida (9:00 ~ 10:30)

Stefan Kaskel (Technische Universitét Dresden)
Supramolecular Assembly of Highly Porous Materials

Feng Shi (Beijing University of Chemical Technology)
Precise Macroscopic Supramolecular Assembly and Applications

Yuh Hijikata (Nagoya University)
Theoretical Approaches for Dynamic Self-Assembly Materials

Long Chen (10:50 ~ 11:20)

Huanli Dong (Institute of Chemistry, CAS)
High Mobility Emissive Organic Semiconductor: Design, Synthesis and Device Applications

Zhishan Bo

Poster Section (Presentation on 24 February 18:00 ~ 20:00)

Poster 1

Poster 2

Poster 3

Poster 4

Poster 5

Poster 6

Poster 7

Poster 8

Poster 9

Cuihong Li (Beijing Normal University)
Non-Fullerene Electron Acceptors for Wide Band Gap Polymer Organic Solar Cells

Ayako Baba, Tatsuo Kojima, and Shuichi Hiraoka (The University of Tokyo)
Self-Assembly Mechanism of Pt(I1)-Linked Coordination Macrocycles

Hiromitsu Maeda and Atsuko Kuno (Ritsumeikan University)

Synthesis of Amide-Contained Anion-Responsive nt-Electronic Molecules

Cheng Gu' and Donglin Jiang?? (IMS; 2JAIST)

Highly Photofunctional Porous Organic Polymer Films

Shumpei Kai, Tatsuo Kojima, and Shuichi Hiraoka (The University of Tokyo)

The Self-Assembly Mechanism of Pd,L, Coordination Cages

Enguan Jin*2 and Donglin Jiang>®* (:IMS; 2Sokendai; 3JAIST)

sp2-Carbon-Based Covalent Organic Framework

Masanori Nakagawa, Tatsuo Kojima, and Shuichi Hiraoka (The University of Tokyo)
Self-Assembly Process of Pd;L, Cage Complex Constructed from U-Shaped Rigid Ditopic Ligand
Sasanka Dalapati® and Donglin Jiang?* (2IMS; 2JAIST)

An Alternative to the Aggregation Induced Emission

Naomi Orito, Tsuneaki Sakurai, and Shu Seki (Kyoto University)
Development of Electroactive Foldamers Composed of Planar n-Conjugated Systems and Flexible Chains

Oo0oooooooooD49



Poster 10 Ning Huang® and Donglin Jiang>?* (:IMS; 2JAIST)
Tailor-Made Pore Surface Engineering in Covalent Organic Frameworks for Performance Screening

Poster 11 Ryohei Yamakado and Hiromitsu Maeda (Ritsumeikan University)
lon-Pairing Assemblies Based on Various Receptor-Anion Complexes
Poster 12 Qing Xu2 and Donglin Jiang>®" (IMS; 2Sokendai; 3JAIST)
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The 75" Okazaki Conference

Tensor Network States: Algorithmsand Applications 2016

Date: January 11-14, 2016

Site: Okazaki Conference Center (OCC), Conference Room B (1st floor)

Aim

Tensor networks are recognized as one of the most promising numerical tools to study quantum many body systems; representatives are the matrix
product state (MPS), the multi-scale entanglement renormalization ansatz (MERA), and the projected entangled-pair states (PEPS), and Density

Matrix Renormalization Group (DMRG). By now, the concept covers various fields including material science, quantum chemistry, and lattice
gauge theories, and it is desired to share ideas among these fields.

This workshop will focus on the recent developments on tensor network based algorithms and applications. It will host the discussion of current

problems and developments among the leading researchers, aiming to promote interactions between selected fields from statistical mechanics to
condensed matter, from quantum chemistry to nano-technology and high energy physics.

Program
January 11, 2016
9:30- Registration
(1st Session Chair: Ying-Jer Kao)
9:50-10:00 Opening Remarks
10:00-11:00 Guifre Vidal (Perimeter Institute for Theoretical Physics)
“Tensor network renormalization: scale invariance on the lattice”
11:00-12:00 Shuo Yang (Perimeter Institute for Theoretical Physics)
“Loop optimization for tensor network renormalization”
12:00-13:30 Lunch

0 000000 ooog



(2nd Session Chair:

13:30-14:30
14:30-15:30

15:30-16:00
(3rd Session Chair:
16:00-17:00

17:00-17:30

17:30-18:00

January 12, 2016

Kouichi Okunishi)

Ying-Jer Kao (National Taiwan University)

“Tree tensor network strong disorder renormalization group on a disordered antiferromagnetic Ising chain in external fields”
Tsuyoshi Okubo (University of Tokyo)

“Ground state properties of frustrated honeycomb and kagome lattice antiferromagnets”
Coffee Break

Chisa Hotta)

Frank Pollmann (Max-Planck-Institut fir Physik komplexer Systeme)

“Many-body localization: Entanglement and efficient numerical simulations”
Tomotoshi Nishino (Kobe University)

“Phase transition of classical Ising model on 2D fractal lattice”

Ling Wang (Beijing Computational Science Research Center)
“Tensor network approach to quantum phase transition”

(4th Session Chair: Toshiya Hikihara)

10:00-10:30
10:30-11:00
11:00-12:00

12:00-13:30
(5th Session)
13:30-14:30
14:30-15:00

Liping Yang (Chongging University)
“The fine structure of the entanglement entropy in the O(2) model”

Yin-Chen He (Max Planck Institute for the Physics of Complex Systems)
“Kagome chiral spin liquid and symmetry protected topological phases”

Didier Pailblanc (CNRS and Universite de Toulouse)
“PEPS representation of chiral and non-chiral topological spin liquids”

Lunch

Poster Session
Coffee Break

(6th Session Chair: Synge Todo)

15:00-16:00
16:00-17:00
17:00-18:00

19:00-

January 13, 2016

Anders Sandvik (Boston University)
“Unusual finite-size scaling in a system with two divergent length scales”

Ying Ran (Boston College)
“Symmetric tensor networks—algorithms to sharply identify classes of quantum phases distinguishable by short-range physics”

Mari Carmen Banuls (Max-Planck-Institut fir Quantenoptik)
“Almost conserved local quantities”

Banquet at Okazaki New Ground Hotel

(7th Session Chair: Tomotoshi Nishino)

10:00-11:00

11:00-11:30

11:30-12:00

12:00-13:30

Tao Xiang (Institute of Physics, Chinese Academy of Science)
“Renormalization of frustrated Heisenberg antiferromagnets”

Ching-Yu Huang (State University of New York at Stony Brook)
“Transition of a Z3 topologically ordered phase to trivial and critical phases”

Kouichi Okunishi (Niigata University)
“Snapshot spectrum and critical phenomenon for the 2D classical spin system”

Lunch

(8th Session Chair: Guifre Vidal)

13:30-13:40
13:40-13:50
13:50-14:50

14:50-15:50

15:50-16:30

Remark by Director lwao Ohmine
Conference Photo Session

Garnet Chan (Princeton University)
“Tensor networks—some new directions (Skype Presentation)”

Naoki Nakatani (Hokkaido University)
“QC-DMRG Algorithm on the Tree Tensor Network States (TTNS)”

Coffee Break

(9th Session Chair: Tao Xiang)

16:30-17:00

17:00-17:30

17:30-18:00

Nattapong Paiboonvorachat (Chulalongkorn University)
“Electronic Structure of Porphin by Semi-empirical HF-DMRG Calculations ”

Takeshi Yanai (Institute for Molecular Science)
“Quantum chemistry with density matrix renormalization group”

Hideo Sekino (Toyohashi University of Technology)
“Time Evolution of MPS by QCA”

gooooooooooe?



January 14, 2016
(10th Session Chair: Yutaka Shikano)

10:00-11:00 Hiroshi Imai (University of Tokyo)
“Tree Tensor Network, Quantum Computing, and Graph Minor Theory”
11:00-11:30 Hidefumi Hiraishi (University of Tokyo)
“Parameterized algorithms to compute Ising partition function via graph decompositions”
11:30-12:00 Hikaru Kawauchi (Kanazawa University)
“Tensor renormalization group analysis of CP(N-1) model”
12:00-12:30 Zhiyuan Xie (Renmin University of China)
“Some recent applications of tensor renormalization group”
12:30-14:00 Lunch
14:00-18:00 Free Discussion
18:00 Closing
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OKAMURA, Shoichi (NIFS)
“Introduction to the Magnetic Confinement Fusion: Achievements and Challenges”

GOTO, Motoshi (NIFS, SOKENDAI)
“Fundamentals of Plasma Spectroscopy and its Application for the Fusion Plasma”
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HORIUCHI, Ritoku (NIFS, SOKENDAI)
“Basis of Particle-In-Cell (PIC) Simulation and its Extensions”

SUGAMA, Hideo (NIFS, SOKENDAI)
“Theory and Simulation of Magnetized Fusion Plasmas”

ITO, Atsushi (NIFS, SOKENDAL)
“Multiscale Simulation Research for Plasma-material Interaction”

JIANG, Donglin (IMS, SOKENDALI)
“Two-Dimensional Organic Frameworks Challenging for Energy Issues”

EHARA, Masahiro (IMS, SOKENDALI)
“Elements Strategy for Catalysts and Batteries”

MASAOKA, Shigeyuki (IMS, SOKENDAI)
“Molecular Catalysts Designed for Water Oxidation”
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