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1 Fundamentals and Applications of Laser Filaments

Ol 20130 4040000060000 0D0OCOODOOOODOOO

April 4 (Thursday)
9:30- 9:45

9:45-10:30

10:30-11:00
11:00-11:45

11:45-12:15
12:15-12:45

12:45-14:15
14:15-15:00

15:00-15:30
15:30-16:00

16:00-16:30
16:30-17:15

17:15-17:45
17:45-18:15

18:15-20:00

April 5 (Friday)
9:00- 9:45

9:45-10:30

10:30-11:00
11:00-11:45

11:45-12:15
12:15-12:45

12:45-13:30
13:30-17:45
17:45-19:45

April 6 (Saturday)
9:00- 9:45

9:45-10:30

10:30-11:00
11:00-11:45

11:45-12:15

A. Terasaki (Kyushu University, Japan)
Opening address

L. Woste (Freie Universitat Berlin, Germany)
Fundamentals and applications of plasma filaments: An overview of achievements from the Teramobile project

Coffee break

T. Fujii (Central Research Institute of Electric Power Industry, Japan)
Interaction of femtosecond-laser-induced filament plasma with external electric field in atmosphere and its application

T. Siebert (Max-Born-Institut Berlin, Germany)
Methodology for applications in supercontinuum spectroscopy: Pulse compression, shaping, and analysis

K. Yoshihara (Emeritus Professor of Institute for Molecular Science, Japan)
UV-light assisted water droplet/aerosol formation in air

Lunch

T. Leisner (Karlsruher Institut fur Technologie, Germany)
Laser filament—cloud interactions

T. Fuji (Institute for Molecular Science, Japan)
Coherent control of mid-infrared pulse generation by using four-wave mixing through filamentation

A. Baltuska (Technische Universitat Wien, Austria)
Femtosecond mid-infrared filamentation and remotely-induced gas lasing

Coffee break

T. Suzuki (Kyoto University, Japan)
Ultrafast photoelectron spectroscopy in gas and liquid phases

L. Shah (University of Central Florida, U.S.A.)
Prospects of femtosecond fiber lasers for filamentation applications

S. Utsunomiya (Kyushu University, Japan)
Radioactive contamination derived from the Fukushima Daiichi Nuclear Power Plant accident

Welcome party and Poster session

S. L. Chin (Laval University, Canada)
Molecular lasing inside a filament

T. Kobayashi (University of Electro-Communications, Japan)
Proposal of a novel pulse cleaning method for the generation of stable filamentation

Coffee break

S. Tzortzakis (IESL-FORTH Heraklion, Greece)
Taming filaments and strong THz fields

A. Nakajima (Keio University, Japan)
Ultrafast laser spectroscopy for surface photoemission via two-photon probing

L. Gallmann (ETH Zirich, Switzerland)
Engineered QPM based OPCPA for few-cycle pulse compression in the mid-infrared

Lunch
Excursion
Conference dinner

U. Keller (ETH Zdirich, Switzerland)
High average power pulse compression into the few cycle regime—different options and trade-offs

S. Minemoto (University of Tokyo, Japan)

Imaging atomic and molecular orbitals with high-order harmonic spectroscopy
Coffee break

M. Richardson (University of Central Florida, U.S.A.)

Recent studies of air filamentation

N. Nakashima (Toyota Physical and Chemical Research Institute)
Change of M(I11) to M(Il): M = Eu, Sm, Yb, Fe in solution by femtosecond laser excitation accompanied by generation of
white-light laser
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12:15-12:45

12:45-14:15
14:15-15:00

15:00-15:30

15:30-15:50

G. Steinmeyer (Max-Born-Institut Berlin, Germany)
Rogue waves in multi-filaments: A rough optical sea

Lunch

E. Rihl (Freie Universitat Berlin, Germany)

Interactions of short pulse laser radiation with gases and nanoscopic matter
A. Hishikawa (Nagoya University, Japan)

Ultrafast dissociative ionization in few-cycle intense laser fields

A. Terasaki (Kyushu University, Japan)
Concluding remarks
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1 Hierarchical Molecular Dynamics: From Ultrafast Spectroscopy to Single Molecule Measurements
I 20130 50 2500000 20000000000 0OOCOOODOO

May 25
9:15-10:00
Session 1
10:00-10:10
10:10-10:45
10:45-11:20
11:20-11:55

Session 2
13:30-14:05

14:05-14:40

Session 3
15:00-15:35

15:35-16:10
16:10-16:45

16:45-18:00
18:30

May 26

Session 4
9:00- 9:35
9:35-10:10

Session 5
10:30-11:05

11:05-11:40
Session 6

13:30-14:05
14:05-14:40

14:40

Registration
Chair: Shinji Saito (IMS)
Iwao Ohmine (IMS) Opening Address

Shaul Mukamel (Univ. California, Irvine)
Coherent Mutidimensional Stimulated X-Ray Raman Spectroscopy of Molecules

Satoshi Takeuchi (RIKEN)
Femtosecond Raman Tracking of Initial Structural Evolution in Reacting Molecules

R. J. Dwayne Miller (Max Plank Institute Hamburg)
Do We Live in a Quantum World?—A New Twist

Chair: Yasuhisa Mizutani (Osaka Univ.)

Yasuhiro Ohshima (IMS)
Coherent Excitation of Molecular Motions by Intense Ultrashort Pulses

Peter Hamm (Univ. Zurich)
Two-Dimensional Raman-THz Spectroscopy of Water

Chair: Akihito Ishizaki (IMS)
Takayuki Uchihashi (Kanazawa Univ.)
Single-Molecule Imaging of Proteins at Work with High-Speed Atomic Force Microscopy

Philipp Kukura (Univ. Oxford)
Interferometric Scattering Microscopy: A New Look into the Nano-World

Shuji Akiyama (IMS)
Circadian Pacemaker of Cyanobacteria by Intra-Molecular Feedback Regulation of KaiC ATPase
Poster Presentation

Banquet (at Okazaki New Grand Hotel)

Chair: Wji Furutani (IMS)
Hideki Kandori (Nagoya Institute of Technology)
Microbial Rhodopsins from the Ocean

Joachim Heberle (Freie Universitét Berlin)
Transient Protonation Changes in Channelrhodopsin-2 and Their Relevance to Channel Gating

Chair: Kunihiko Ishii (RIKEN)

Shoji Takada (Kyoto Univ.)
Large-Scale Functional Dynamics of p53 Studied by Multi-Scale Molecular Simulations

Gilad Haran (Weizmann Institute of Science)
Single-Molecule FRET Studies of Multi-State Protein Folding

Chair: Tahel Tahara (RIKEN)

Satoshi Takahashi (Tohoku Univ.)
Microsecond-Resolved Tracking of the Unfolded State of BdpA by a Line Confocal Detection of Single Molecule
Fluorescence

Akinori Kidera (Yokohama City Univ.)
Hierarchical Dynamics of Protein Molecules Revealed by Molecular Dynamics Simulations

Closing Remark
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1 Japan-China Joint Coordination Chemistry Symposium for Young Scientists on Advanced Coordination Materials
0 20130 60 WBOUOODOO 15000 000000000000 -00000

June 13 (Thursday) Registration and Welcome banquet (Okazaki Grand Hotel)

June 14 (Friday)

8:50- 9:00 Opening remarks (Chairperson: Tetsuro Murahashi)
Jing-Lin Zuo & Takafumi Ueno
Session | Chairperson: Tetsuro Murahashi
9:00- 9:30 Sigeyuki Masaoka (Institute for Molecular Science)
Water Oxidation by Mono- and Multinuclear Metal Complexes
9:30-10:00 Yujie Xiong (University of Science and Technology of China)
Surface and Interface Modulation for Tuning Catalytic Performance of Inorganic Nanocrystals
10:00-10:30 Photo and Coffee break
Session Il Chairperson: Wen-Ping Hu
10:30-11:00 Masayoshi Higuchi (National Institute for Materials Science)
Electro- and Photo-Chemical Devices with Organic-Metallic Hybrid Polymers
11:00-11:30 Masayuki Takeuchi (National Institute for Materials Science)
Functional Supramolecular Materials Based on Designed rt-Conjugated Molecules
11:30-12:00 Jun-Hua Luo (Fujian Institute of Research on the Structure of Matter)
Polar Molecular Optoelectronic Crystalline Materials
12:00-13:30 Lunch
Session 11 Chairperson: Teppei Yamada
13:30-14:00 Yutaka Matsuo (The University of Tokyo)
Precise Synthesis of CosS1s Cluster inside the Bowl-Shaped Templating Fullerene Ligand
14:00-14:30 Wen-Ping Hu (Institute of Chemistry, Chinese Academy of Sciences)
Organic Field-Effect Transistors
14:30-15:00 Ryota Sakamoto (The University of Tokyo)
Coordination Programming of Photo- and Electro-Functional Molecular Assemblies
15:00-15:30 Soichiro Yoshimoto (Kumamoto University)

Formation and Nanoscale Characterization of 2D Molecular Assembly at Solid-Liquid Interface
15:30-15:50 Coffee break

Session IV Chairperson: Guang-Shan Zhu
15:50-16:20 Tetsuro Murahashi (Institute for Molecular Science)
Dynamic Structural Changes of Multinuclear Sandwich Complexes
16:20-16:50 Jing-Lin Zuo (Nanjing University)
Giant Metallo-Supramolecular Cages Encapsulating Single-Molecule Magnets
16:50-17:00 Coffee break
Session V Chairperson: Jing-Lin Zuo
17:00-17:30 Michito Yoshizawa (Tokyo Institute of Technology)
Micelle-Like Molecular Capsules as Photoactive Hosts
17:30-18:00 Zhi-Yong Tang (National Center for Nanoscience and Technology)

Inorganic Nanoparticle-Metal Organic Framework Core-Shell Nanostructures: A Novel Multifunctional Platform
19:00 Dinner

June 15 (Saturday)

Session VI Chairperson: Michito Yoshizawa
9:00- 9:30 Teppei Yamada (Kyushu University)
Proton Conductivity of Acidic Metal-Organic Frameworks
9:30-10:00 Jie-Peng Zhang (Sun Yat-Sen University)
Porous Metal Azolate Frameworks
10:00-10:30 Takashi Uemura (Kyoto University)
Polymer Chemistry in Coordination Nanospaces
10:30-11:00 Coffee break
Session VII Chairperson: Xun Wang
11:00-11:30 Yan-Zhen Zheng (Xi’an Jiaotong University)
Coordination Chemistry as a Key Engine for Magnetic Cooling
11:30-12:00 Yuichi Negishi (Tokyo University of Science)
Precise Synthesis and Functionalization of Magic Gold Clusters
12:00-13:30 Lunch

obooboooooobogoD4s



Session VI
13:30-14:00

14:00-14:30

14:30-15:00

15:00-15:20
Session [X
15:20-15:50

15:50-16:20

16:20-16:50
16:50-17:00
Session X

17:00-17:30
17:30-18:00

18:00-18:10
18:30

Chairperson: Hikaru Takaya

Guang-Shan Zhu (Jilin University)
Constructing Porous Materials for Gas Storage and Separation

Takane Imaoka (Tokyo Institute of Technology)
Precise Synthesis of Monodisperse Subnanoparticles

Xun Wang (Tsinghua University)
Inorganic Nanostructure with Sizes down to 1nm: A Macromolecule Analogue

Coffee break
Chairperson: Jun-Long Zhang

Koji Harano (The University of Tokyo)
Surface Programming of Sub-100 nm-Sized Fullerene Bilayer Vesicles

Hikaru Takaya (Kyoto University)
Metal Array Fabrication Based on Metalated Amino Acids and Peptides: Emerging Function on Multi-Metal Supramolecular
Assembly

Jun-Long Zhang (Peking University)
Design of Luminescent ZnSalens for Molecular Imaging

Coffee break
Chairperson: Koji Harano

Akira Onoda (Osaka University)
Programmed Hierarchical Assemblies of Hemoproteins toward Functional Biodevices

Takafumi Ueno (Tokyo Institute of Technology)
Expanding Coordination Chemistry from Protein to Protein Assembly

Closing remarks
Dinner

omoooooboooon
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0 IMS Workshop on Advanced Spectroscopy of Correlated Materials (ASCM 13)
20130 80 20000040000 000000000 OO0O0O

August 2" (Friday) Place: 3" floor of UVSOR Facility, Institute for Molecular Science

17:00 Registration

18:00-20:00 Welcome Reception

August 3" (Saturday)

10:00-10:10 Opening remarks: Hidetoshi Miyazaki (Nagoya Institute of Technology, Japan)

1. Heavy Fermion systems (Chair: M. Matsunami, UVSOR)

10:10-10:35

10:35-11:00

11:00-11:25

11:25-11:50

11:50-13:00

[Invited] Global k-space perspective of temperature-dependent U 5f-states in URu2Si2
Jonathan Denlinger (Lawrence Berkeley National Laboratory, USA)

[Invited] Soft X-ray ARPES study of uranium compounds

Shin-ichi Fujimori (Japan Atomic Energy Agency, Japan)

[Invited] Optical study of archetypical valence-fluctuating Eu systems
Jorg Sichelschmidt (MP1 Chemische Physik fester Stoffe, Germany)

[Invited] Low-energy optics of uranium-based heavy Fermions: Drude response of slow and fast electrons
Marc Scheffler (Universitét Stuttgart, Germany)

Group Photo + Lunch

2. Molecular solids and Novel technical aspectsincluding new synchrotron beam lines (Chair: R. Gemma, NIT)

13:00-13:25

13:25-13:45

13:45-14:05

14:05-14:20
14:20-14:45

14:45-15:15

15:30-16:30

[Invited] Time-resolved ARPES of graphite using femtosecond pulsed light in the deep-to-extreme UV region
Yukiaki Ishida (University of Tokyo, Japan)

[Contributed] Electron—phonon coupling investigation via phonon dispersion measurement in graphite by angle-resolved
photoelectron spectroscopy
Shin-ichiro Tanaka (Osaka University, Japan)

[Contributed] Angle-resolved photoemission study of quasi-one-dimensional organic conductor
Takahiro Ito (Nagoya University, Japan)

Coffee Break

[Invited] Angle resolved photoemission spectroscopy of two dimensional organic metal
Takayuki Kiss (Osaka University, Japan)

[Invited] SOR-ARPES studies on r-electronic interaction in organic films and interfaces
Hiroyuki Yamane (Institute for Molecular Science, Japan)

UVSOR Site Tour

400000000000



16:30-18:30 Check-in and Free Time
18:45-21:00 Open-air Banquet at IMS (Okazaki fireworks festival)

August 4™ (Sunday) Place: Conference room C, Okazaki Conference Center
3. Rare-earth and transition metal oxides (Chair: H. Miyazaki, NIT)

9:00- 9:25 [Invited] Observation of laser-induced magnetization precession in ferromagnetic EuO
Takayuki Makino (University of Fukui, Japan)
9:25- 9:50 [Invited] Investigating the Spin-Polarized Metal-Insulator Transition in Carrier Doped Eu1-xGdxO Thin Films and

Heterostructures by ARPES
Kyle Shen (Cornel University, U.S.A.)

9:50-10:15 [Invited] Quantum confinement of strongly correlated electrons in oxide artificial structures
Kohei Yoshimatsu (Tokyo Institute of Technology, Japan)
10:15-10:40 Coffee Break

4. Topological insulators (Chair: S. Kimura, Osaka Univ. and UVSOR)

10:40-11:05 [Invited] Theoretical proposal of topological insulator for a Kondo insulator SmBs
Tetsuya Takimoto (Hanyang University, Korea)
11:05-11:30 [Invited] Topological phase transitions in ultrathin films
Toru Hirahara (University of Tokyo, Japan)
11:30-11:55 [Invited] Spin- and angle- resolved photoemission as a direct probe of spin textures in topological insulators
Akio Kimura (Hiroshima University, Japan)
11:55-12:20 [Invited] Local orbital angular momentum and circular dichroism ARPES
Changyoung Kim (Yonsei University, Korea)
12:20-12:30 Closing remarks: Shin-ichi Kimura (Osaka University and UVSOR, Japan)
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1 6" Japan-Korea Seminars on Biomolecular Science: Experiments and Simulation
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November 25 (Mon)
O Chair: Yuji Furutani (IMS)O

10:00-10:25 Akihito Ishizaki (IMS)
QUANTUM DYNAMIC ASPECTS IN PHOTOSYNTHETIC LIGHT HARVESTING—OLD ROOTS, NEW SHOOTS
10:25-10:50 Young Min Rhee (POSTECH)
INTERPOLATED MECHANICS/MOLECULAR MECHANICS STUDIES ON THEDYNAMICS OF FLUORESCENT
PROTEINS
10:50-11:10 coffee break

O Chair: Shigetoshi Aono (IMS)0

11:10-11:35 Yuji Furutani (IMS)
STIMULUS-INDUCED DIFFERENCE FTIR SPECTROSCOPY ON ION-CHANNAL AND ION-PUMP PROTEINS
11:35-12:00 Osami Shoji (Nagoya Univ.)

GASEOUS ALKANE HYDROXYLATION CATALYZED BY CYTOCHROME P450BM3 BY TRICKING ITS
SUBSTRATE RECOGNITION USING DECOY MOLECULES

12:00-13:30 lunch

O Chair: Young Min Rhee (POSTECH)O

13:30-13:55 Jinwoo Lee (Kwangwoon Univ.)
A NOVEL APPROACH TO NON-EQUILIBRIUM THERMODYNAMICS
13:55-14:20 Nam Ki Lee (POSTECH)

SINGLE-VESICLE FRET ASSAY FOR THE NEUROTOXICITY OF A-SYNUCLEIN OLIGOMERS IN PARKINSON'S
DISEASE: INHIBITING NEURONAL SNARE-MEDIATED VESICLE FUSION

14:20-14:45 Naoyuki Inagaki (Nara Inst. of Sci. & Tech.)
SIGNAL-FORCE TRANSDUCTION IN AXON OUTGROWTH AND GUIDANCE
14:45-15:05 coffee break

O Chair: Yuji Furutani (IMS)O
15:05-15:30 Jaehoon Yu (Seoul National Univ.)
A PEPTIDE MIMETIC OF APOLIPOPROTEIN A-1 THAT CONTAINS 2-NAPHTHYLALAMINE RESIDUES
ENHANCES CHOLESTEROL EFFLUX AND SEQUESTERS OXIDIZED LDL FROM MACROPHAGE CELLS

15:30-15:55 Changbong Hyeon (KIAS)
UREA-INDUCED DENATURATION OF RNA
15:55-16:20 Chaok Seok (Seoul National Univ.)

GALAXY 2013 TESTED ON RECENT COMMUNITY-WIDE PREDICTION EXPERIMENTS
16:20-16:40 coffee break

O Chair: Hisashi Okumura (IMS)O

16:40-16:55 Balachandran Manavalan (KIAS)
RANDOM FOREST-BASED PROTEIN MODEL QUALITY ASSESSMENT (RFMQA) USING

STRUCTURAL FEATURES AND POTENTIAL ENERGY TERMSR

16:55-17:10 Takumi Yamaguchi (IMS)
PARAMAGNETISM-ASSISTED NMR EVALUATION OF MOLECULAR DYNAMICS SIMULATIONS

FOR CONFORMAIONAL CHARACTERIZATION OF OLIGOSACCHAIRDES

16:55-17:10 Takumi Yamaguchi (IMS)
PARAMAGNETISM-ASSISTED NMR EVALUATION OF MOLECULAR DYNAMICS SIMULATIONS

FOR CONFORMAIONAL CHARACTERIZATION OF OLIGOSACCHAIRDES

17:10-17:25 Tadashi Satoh (Nagoya City Univ. & JST PRESTO)
STRUCTURAL BASIS FOR PROTEASOME FORMATION MEDIATED BY ASSEMBLY CHAPERONE
NAS2

17:25-17:40 Min-Kyu Kim (KIOST)

CRYSTAL STRUCTURES OF COLD-ACTIVE 3-MANNANASE AND ITS MANNOPENTAOSE COMPLEXE FROM
ANTARCTIC SPRINGTAIL, Cryptopygus antarcticus

18:00 Free Discussion/Mixer
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November 26 (Tue)
0 Chair: Jooyoung Lee (KIAS)O

9:30- 9:55 Julian Lee (Soongsil Univ.) . ~
EXACT PARTITION FUNCTION ZEROS OF THE WAKO-SAITO-MUNOZ-EATON PROTEIN MODEL
9:55-10:20 Fumio Hirata (Ritsumeikan Univ.)

ROLE OF WATER TO CONVERT "NON-BIOLOGICAL" FLUCTUATION TO THE "BIOLOGICAL" ONE
10:20-10:40 coffee break

0 Chair: Seokmin Shin (Seoul National Univ.)]

10:40-11:05 Jooyoung Lee (KIAS)
HIGH-ACCURACY PROTEIN STRUCTURE MODELING AND ITS APPLICATION TO MOLECULAR REPLACEMENT
OF CRYSTAL PHASING

11:05-11:30 Hisashi Okumura (IMS)
REPLICA-PERMUTATION METHOD FOR PROTEIN SIMULATIONS AND PRESSURE-INDUCED DENATURATION
11:30-11:55 Sun Choi (Ewha Womans Univ.)

COMPUTER-AIDED DRUG DESIGN AND MOLECULAR MODELING STUDIES FOR THE DISCOVERY OF
COVALENT INHIBITORS

11:55-13:30 lunch

O Chair: Sun Choi (Ewha Womans Univ.)(J

13:30-13:55 Seokmin Shin (Seoul National Univ.)
UNDERSTANDING AMYLOID FORMATION
13:55-14:20 Hirofumi Sato (Kyoto Univ.)
MOLECULAR THEORIES OF SOLVATION, FLUCTUATION AND DIFFUSION IN AQUEOUS SOLUTION
14:20-14:45 Weontae Lee (Yonsei Univ.)
STRUCTURE AND DYNAMICS OF C-TERMINAL REGULATORY DOMAIN OF Vibrio vulnificus EXTRACELLULAR
METALLOPROTEASE
14:45-15:05 coffee break

O Chair: Kunihiro Kuwajima (SOKENDAI)O

15:05-15:30 Sung-il Yoon (Kangwon National Univ.)
CONSERVED, BUT DISTINCT, ACTIVATION OF TOLL-LIKE RECEPTOR 5 BY FLAGELLIN
15:30-15:55 Keehyoung Joo (KIAS)
NMR STRUCTURE DETERMINATION BY CONFORMATIONAL SPACE ANNEALING
15:55-16:10 Chihiro Kitatsuji (IMS)
MOLECULAR MECHANISM FOR HEME-MEDIATED INHIBITION OF THE 5-AMINOLEVULINIC ACID SYNTHASE
1
16:10-16:30 coffee break

0 Chair: Koichi Kato (IMS)(

16:30-16:45 Norifumi Muraki (IMS)
STRUCTURAL BASIS FOR PROTOCHLOROPHYLLLIDE REDUCTION IN THE CHLOROPHYLL BIOSYNTHESIS
16:45-17:00 In Suk Joung (KIAS)
A SIMPLE STRUCTURE-BASED MODELING FOR EXPLORING MACRO-MOLECULAR CONFORMATIONAL
CHANGES
17:00-17:15 Sim Jun (Soongsil Univ.)
GRAPH-THEORY BASED COMPUTATION OF PROTEIN RIGID BLOCKS
18:00 Banquet

November 27 (Wed)
O Chair: Shingo Nagano (Tottori Univ.)0]

9:30- 9:55 Hironari Kamikubo (Nara Inst. of Sci. & Tech.)
FUNCTIONAL MODIFICATION OF A PROTEIN BY USING ELEMENT IMPLANTATION
9:55-10:20 Shuji Akiyama (IMS)
KaiC AS CIRCADIAN PACEMAKER OF CYANOBACTERIAL CIRCADIAN CLOCK
10:20-10:40 coffee break

O Chair: Soo Hyun Eom (GIST)O

10:40-11:05 Genji Kurisu (Osaka Univ.)
STRUCTURAL STUDIES OF THE CYTOPLASMIC DYNEIN MOTOR DOMAIN
11:05-11:30 Koichi Kato (IMS)

AN ARCHAEAL HOMOLOG OF PROTEASOME ASSEMBLY CHAPERONE FORMS A HOMOTETRAMER AND
FUNCTIONS AS PROTEASOME ACTIVATOR

obooboooooobogoDd4e



11:30-11:55 Sun-Shin Cha (KIOST)
ZINC-BINDING TO THE SURFACE OF PROTEINS AND ITS APPLICATION TO EXPERIMENTAL PHASING

11:55-13:30 lunch

O Chair: Fumio Hirata (Ritsumeikan Univ.)

13:30-13:55 Soo Hyun Eom (GIST)
CRYSTAL STRUCTURE OF THE CORE DOMAIN OF HUMAN SWIPROSIN-1, CALCIUM DEPENDENT ACTIN
BUNDLING PROTEIN

13:55-14:20 Kunihiro Kuwajima (SOKENDALI)

IRREVERSIBLE DENATURATION OF Escherichia coli MALTODEXTRIN GLUCOSIDASE
14:20-14:45 Shun Hirota (Nara Inst. of Sci. & Tech.)

OLIGOMERIZATION OF HEME PROTEINS BY DOMAIN SWAPPING
14:45-15:05 coffee break

O Chair: Shun Hirota (Nara Inst. of Sci. & Tech.)O

15:05-15:30 Toshitaka Matsui (Tohoku Univ.)
UNIQUE REACTION MECHANISMS OF IsdG-TYPE HEME DAGRADING ENZYMES FROM PATHOGENIC
BACTERIA

15:30-15:55 Shingo Nagano (Tottori Univ.)

STRUCTURE AND HEME ACQUISITION MECHANISM OF A HEMOPHORE HasA HAVING UNUSUAL
5-COORDINATED HEME

15:55-16:20 Shigetoshi Aono (IMS)
STRUCTURAL BASIS FOR THE TRANSCRIPTIONAL REGULATION OF HEME HOMEOSTASIS IN LACTOCOCCUS
LACTIS
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30t October (Wednesday)
9:20- 9:30 Opening address by Director General of IMS, lwao Ohmine

Session 1: Coherent manipulation of molecular motion

9:30 - 10:10 llya Averbukh (Weizmann Institute of Science)
“Optics of a gas of coherently spinning molecules”

10:10 - 10:50 Yasuhiro Ohshima (IMS)
“Coherent nonlinear optical manipulation of molecular vibration and rotation”

10:50 - 11:10 Coffee break

11:10-11:50 Valery Milner (The University of British Columbia)
“Controlled creation, direct observation and study of molecular super rotors”

11:50-12:30 Yehiam Prior (Weizmann Institute of Science)
“From individual to strongly coupled metallic nanocavities”

12:30 - 14:00 Lunch

Session 2: Coherent Control
14:00 - 14:40 Thomas Baumert (University of Kassel)
“Nonperturbative coherent wavepacket dynamics in molecules”

14:40 - 15:20 Robert J. Levis (Temple University)
“Strong field control of alkylphenones using the tunnel ionization launch state”

15:20 - 15:40 Coffee break

15:40 - 16:20 Ronnie Kosloff (The Hebrew University of Jerusalem)
“Coherent control of hot and cold photoassociation”

16:20 — 17:00 Benjamin Sussman (National Research Council, Canada)
“Ultrafast quantum processing in the vibronic states of molecules and solids”

315t October (Thursday)
Session 3: Ultracold physics and chemistry

9:30 - 10:10 Matthias Weidemuller (University of Heidelberg)
“Dressing photons with Rydberg atoms—interacting polaritons, non-classical light and quantum transport of energy”

10:10 - 10:50 Roman Krems (The University of British Columbia)
“Molecules in an optical lattice as a quantum simulator of polaron physics”

10:50 - 11:10 Coffee break

11:10-11:50 Takamasa Momose (The University of British Columbia)
“Cold molecules towards coherent control”

11:50-12:30 Ed Narevicius (Weizmann Institute of Science)
“TBA”

12:30 - Excursion (to Asuke Village; with lunch box)

noooooooooooon



15t November (Friday)
Session 4: Condensed-phase dynamics

9:30-10:10 Hiromi Okamoto (IMS)
“Plasmon dynamics and chiralities investigated by optical nanoscopy”

10:10 - 10:50 Kazutaka Nakamura (Tokyo Institute of Technology)
“Optical control of quasiparticles in a bulk solid”

10:50 - 11:10 Coffee break

11:10-11:50 Keith Nelson (Massachusetts I nstitute of Technology)
“Molecular and collective coherent control”

11:50 — 12:30 Jianshu Cao (Massachusetts Institute of Technology)
“Coherent energy transfer in light-harvesting: Symmetry, disorder, and noise”

12:30 - 14:00 Lunch

14:00 - 16:00 Poster

17:00 - 17:30 Attraction

18:00 - 20:00 Conference dinner

2nd November (Saturday)
Session 5: Complex systems
10:00 - 10:40 Shuji Akiyama (IMS)
“The frontier in protein-clock system ~ How do organisms measure time? ~”

10:40 - 11:20 Akihito Ishizaki (IMS)
“Electronic and vibrational wavepackets in photosynthetic energy transfer”

11:20 - 12:00 Leonardo Pachon (University of Toronto)
“On the classical/quantum nature of excitonic energy transfer in multichromophoric systems”

12:00 - 12:10 Closing remarks
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December 10
14:00-17:30: Registration
17:30-19:00: Welcome Reception

December 11
9:30-11:00: Prof. Tetsuro Murahashi (IMS)
Organometallic Complexes of Transition Metals: Sructures and Reactivities
11:00-11:10: Break
11:10-12:40: Prof. Tetsuro Murahashi (IMS)
Organometallic Complexes of Transition Metals: Srructures and Reactivities
12:40-14:00: Lunch
14:00-17:30: EXODASS mini-symposium
17:30-19:00: Poster Session

December 12
9:30-11:00: Prof. Hiroshi Yamamoto (IMS)
Organic Field-Effect-Transistors: Its mechanism, application and recent advances
11:00-11:10: Break
11:10-12:40: Prof. Hiroshi Yamamoto (IMS)
Organic Field-Effect-Transistors: Its mechanism, application and recent advances
12:40-14:00: Lunch
14:00-14:45: Mr. Shangbin Jin (SOKENDAI/IMS)
Large Pore Donor—Acceptor Covalent Organic Frameworks and their Charge Transfer and Separation Events
14:45-15:30: Mr. Kenji Mochizuki (SOKENDALI/IMS)
A new molecular level insight into how the hydrogen bond network is disordered in homogeneous ice melting
15:30-15:35: Group Photograph
15:35-15:45: Break
15:45-17:15: Prof. Takuya Nagasaka (National Institute for Fusion Science)
Development of Low Activation Vanadium Alloys for Fusion Reactor
17:30-19:00: Banquet

December 13
9:30-11:00: Prof. Masahiro Ehara (IMS)
Quantum Chemistry for Excited Sates
11:00-11:10: Break
11:10-12:40: Prof. Masahiro Ehara (IMS)
Quantum Chemistry for Excited Sates
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Report to the Director General of the visit to IMS August 2013

This report for the Director General of the Institute of Molecular Science (IMS) provides a summary of my impressions of the
research activities at the IMS, based on my visit to the Institute on Aug 19-22. During that visit | met with each of the Directors of
the Research Divisions as well as with the group leaders in the Photonics Division. I also visited UVSOR, and read the annual report
of the Institute, together with Prof. Adam Hitchcock’s report on UVSOR from October 2012, as well as the general response of Prof.
Graham Fleming from his visit around the same time.

My comments should be understood as a particular personal view of the state of activity at IMS rather than as an evaluation,
which would be neither appropriate nor feasible for an individual to conduct.

Overall, it is clear that the IMS comprises a group of outstanding scientists conducting excellent research at leading edge of a
wider range of fields, some with a closer connection to molecular science than others. In all cases scientists are addressing important
research topics. The research staff is clearly among the top in their areas, as indicated by the number and quality of publications in
leading journals, invited talks at major international conferences and external grant income. | was particularly impressed by the
excellent group of young researchers who have independent positions, and the exciting research questions they are addressing.

The diversity of research activity and the creative autonomy encouraged in the IMS have together led to a broad and capability
across many fields of molecular science. A consequence of this approach is that each group is relatively small, comprised of a
Professor and one or two Assistant Professors with perhaps a couple of postdoctoral research assistants and a graduate student. It
may be worth reflecting on whether this structure is limiting the potential achievements that are possible within the Institute. In many
areas, there is a need for a “critical mass” of coordinated activity in order to take ideas beyond the proof-of-principle stage, and to
really be one of the agenda-setting groups in the world.

For instance, a major emerging research area is that of ultracold molecular gases. There is only a small emerging research activity
at IMS in this area, surprisingly: Prof. Ohmori’s work in the photoassociation of ultracold 8’Rb atoms into diatomic molecules by
means of picosecond laser pulses. While this is addressing an important theme in coherent control in collaboration with the top theory
groups in Europe, it will be important to increase the level of activity to embrace the many possibilities for molecular science derived
from large densities of ground state molecules contained in optical traps. Plans for this are in hand, but progress to a world-leading
activity will require investment in equipment and personnel.

This field is also an area where maintaining a competitive research environment would likely require a greater group size than
currently appears to be possible at IMS. Other areas too, such as Chemical Biology or Quantum Information Science, are actively
growing elsewhere in the world, and it would be good to engage in some scoping activity for future new activities in these areas to
which IMS could make significant contributions. Of course, appointing outstanding individuals with a mandate to take forward their
own research is absolutely important, but this can be tensioned against areas of expertise that the IMS wishes to develop in order to
continue to be a world-leading research institute in 20 years time.

Any such discussion may also involve a consideration of whether the appointment structure is appropriate to the aspirations of

the Institute. The present structure has many similarities to a university, with the exception that there are not internal promotions
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from Assistant Professor. This structure underpins the individual creative autonomy that provides the ideas-generation mechanism
that lies at the heart of scientific discovery. Yet there are limitations to such a structure. For example, the difficulties in recruiting
sufficient number of high quality graduate students into the Graduate School without an undergraduate programme. On the other
hand, neither are there the advantages of group size that are usual attributes of a research institute, such as the MPG institutes, where
there are fewer autonomous leaders and more research capacity in each group by means of larger numbers of permanent and
postdoctoral research staff.

The issue of whether internal promotion from Assistant to Associate Professor might also be considered. There is value in the
current policy of bringing in young researchers for an extended period in which they develop their own research programmes, as this
“leavens” the research culture and brings forward new ideas. Nonetheless, it is currently not possible to keep on some of these
individuals. This is a loss of great intellectual capability that is not obviously the optimal strategy for developing the best ideas to
the greatest degree. | concur with Prof. Fleming that enabling these researchers to have a stake in the long-term success of the IMS
will ensure the long-term success of the Institute. The risk in appointing young people to permanent positions very early in their
careers could be mitigated by rigorous “tenure”-type reviews at an appropriate stage. Indeed, such evaluations might be applied more
broadly periodically across the staff.

The “export” of talented researchers to permanent positions in universities has provided IMS with excellent connections to the
Japanese academic research community. It could be worth exploring how to use these connections to develop closer ties with
Universities—more joint projects, for instance—that will bring in graduate students on shared activity, as well as increased opportunities
for competitive research income.

The third element of research capacity is the graduate students. Here the role of SOKENDAI Graduate School is clearly critical
in sustaining the vitality of the research environment. There appears to be insufficient numbers of students for the current needs.
However, it is not clear to me where the problem really lies, and it would be good to develop a plan of action to address the challenge.
If positions at universities are more attractive to students, what is the reason for this? Are they unaware of what IMS has to offer?
Avre universities offering better stipends and working conditions (e.g. funding for conferences)? Is the research and social community
environment at universities more conducive to developing a cohort of students in each year? Understanding these issues might enable
the problem to be tackled.

Finally the management of intellectual property (IP) deserves a proper review. It appears that there is significant potential for
even greater exploitation of IP arising from the IMS activities, and capturing this would probably be in the best interest of the institute.
There are established models whereby this is facilitated without perturbing the “blue skies” approach to research that is an IMS
hallmark, and it could lead to a new aspect to the research culture that would make the IMS an even more attractive opportunity for

the best research staff and graduate students (many of whom will not go on to work in academic research).

Department of Photo-Molecular Science
This Division supports a broad portfolio of research primarily in optical techniques for materials and molecular science, including
especially ultrafast science, as appropriate for the study of molecular dynamics. | found the research to be of very high quality, with

major innovations and discoveries across all groups.

oooooooo2s9



Laser Science: Assoc. Profs. Taira and Fuji

The technology developed by the groups working in this area including both the development of laser systems as well as
applications, is having a major impact in several areas. Prof. Taira’s “laser sparkplug” project is garnering high visibility for the IMS
in non-traditional industries. It is clearly innovative and excellent quality research.

The development of new sources and measurement techniques of ultra-short optical pulses for ultrafast science is a relatively
new activity that has potential applications for research in several other IMS groups. It would be good to see this potential realised,

since the broad expertise in molecular science at IMS is an advantage not enjoyed by attoscience groups elsewhere.

Nano-Optics and Nano-Materials: Prof. Okamoto
The visualization of optical fields on the nanometer spatial scale is a key advance for nano-science. The techniques of near-field
microscopy developed in this group have great potential for the study of molecular complexes, aggregates and other nano-structures

by virtue of the great control over e.g. chirality that is possible using designed nano-antennae.

Coherent Control: Prof. Ohmori and Dr. Takei

IMS has a good international reputation in this area, due to several noteworthy accomplishments by this group in the manipulation
of quantum states of small molecules for applications such as information processing at the quantum level. The possibilities for
scalable new technologies based provide a great opportunity. IMS is well positioned to explore the potential given the conjunction
of experimental and theoretical expertise in the Institute.

The emerging projects combining ultrafast optical methods with ultracold matter promises to open new territory for discovery,
including in the study of correlations between atoms in a dense cold gas induced by dipole—dipole correlations. In this area particularly,

perhaps stronger connections to the IMS Theory Groups could be made, as well as the international experts that are already engaged.

Coherent Control: Prof. Oshima

The control of the rotational and vibrational degrees of freedom in molecules provides new approaches for spectroscopy, and the
work at IMS is exploiting this opportunity (for example, in the correlation between molecular orientation and ionization). This group
has developed a suite of novel methods using ultrafast lasers to orient collections of molecules and observe their coherent motion.
Tools for more comprehensive control, such as complete population transfer using “ladder climbing” approaches promise to yield
new insights into the structure of molecular states. Application of these to larger molecules is highly challenging, and the group is
making progress in this direction: It will be important to ensure the fruits of this approach are commensurate with the efforts involved.

The optical technology developed by this group may have applications in other areas, and this might be considered for the future.

Quantum Information Science: Research Assoc. Prof. Shikano

The appointment of Dr. Shikano as a new principal investigator in the area of many-body quantum correlations in larger systems
from a bottom-up perspective opens important new territory for IMS, and could link very well to experimental activity both within
the Photonics Division and elsewhere, especially CIMoS. The international connections that Dr. Shikano has will also be helpful in
bootstrapping the Institute’s profile in this area. His excellent work already has a high profile in that respect.

The opportunity for stronger connections and applications in both experimental quantum information science (QIS) and in nano-

science could be further bolstered, perhaps by an additional appointment across these areas.
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Photochemistry: Prof. Kosugi

The conjunction of experimental and theoretical expertise in the application of X-ray spectroscopy to the study of local environments
of atoms and molecules in solids, liquids and interacting systems is a world-leading capability of this group, and has clearly leveraged
the resources of both the IMS facilities and international collaborations to excellent effect. Innovative experimental and computational
approaches to a broad range of problems has led to a significant number of high quality research outputs. A particularly exciting
development from both and scientific and instrumental point of view is the high-spatial resolution soft X-ray microscope enabling

2-D spectroscopy.

Synchrotron Accelerator Research: Prof. Katoh
Clearly the outstanding work of this group has ensured that UVSOR remains a competitive machine of its kind internationally.
I was impressed by the upgrade activity that has been undertaken by the group, especially the world-leading THz beams, and the

vision for the future in the generation of coherent synchrotron radiation. This provides an important resource for IMS.

Photochemistry with Soft X-Rays: Assoc. Prof. Shigemasa

The utilization of fluorescence spectroscopy as a means for understanding atomic and molecular processes in strong fields has
yielded some very interesting observations from samples irradiated by ultrashort EUV and X-ray free-electron-laser pulses at the
SPring-8. In particular the pioneering work of the group in coherent nonlinear optics at such wavelengths is an opportunity to be

exploited.

CIMoS (Research Center of Integrative Molecular Systems)

The recent establishment of this research center opens new vistas for synergies across research divisions to address the critical
question of how autonomous function emerges in systems based on molecular components. The imaginative combination of life
sciences, organic chemistry, materials science and nanotechnology should make for world-leading science in this important area.
This activity seems to me to reflect a unique character of research institutes (as opposed to Universities)—they have the capacity to
establish research centers that are able to address long-term foundational questions which require concentrated attention from a wide
range of disciplines over a long period. This is a necessity if serious progress is to be made. It is a model that might be used in other

areas to stimulate cross-divisional fertilization of ideas for “big questions” in molecular science.

UVSOR

I begin my comments on this facility with the disclaimer that | am not an expert on synchrotrons. Further, the expert review of
this facility last year by Prof. Hitchcock has already provided relevant important comments.

It is clear that UVSOR occupies an important niche in Japanese and indeed in international synchrotron capability by virtue of
its 0.75 GeV beam energy. The current research undertaken on the machine takes significant advantage of this niche and attracts a
number of both internal and external users delivering high quality research.

The IMS user community is clearly producing excellent research on this machine, and has a vigorous programme of research
for the next several years. This activity, however, will not saturate the machine capacity.

The possibility for X-ray imaging using scanning methods will provide a new capability for nano-science that could open up

new areas. Investment will be required in order for this potential to be realized.
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Primarily, it will be important to articulate a clear vision for the machine for the future, if it is to remain a world-leading facility
for research in the next decade. Is the wavelength region likely to continue to be a critical one for molecular science? How should
other unique features, such as the beam brightness, be exploited? What new beam lines should be developed and which current lines
closed?

Such scoping activity could identify the emerging key areas of molecular science to which UVSOR could contribute a unique

capability, which might be used to direct investment in establishing IMS or joint IMS/University groups to exploit such capabilities.

Other Divisions

The briefing by the Directors of the Departments of Life and Coordination-Complex Molecular Science, Theoretical and
Computational Molecular Science, Materials Molecular Science and the Research Center of Integrative Molecular Systems was very
helpful in providing context for the IMS research activity. | will claim no expertise in many of the areas covered by these Departments
and their respective Divisions, so | cannot comment in detail on the science in which they are engaged. Nonetheless, | was impressed
again by the range and quality of activity in all Divisions. The Directors have a clear vision of what they wish to accomplish and a
rationale for taking it forward. There appeared to be very good connectivity between these Departments and the Research Centers

and UVSOR.

Overall, my impression of research at IMS is that it is of very high quality, with a great potential for continuing to maintain this

quality, based on the excellence of its researchers and its outstanding facilities and experimental infrastructure.
I. A. Walmsley
University of Oxford

10 September 2013
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Report to the Director General of IMS on visit of October 23-25, 2013

The most substantive portion of the visit concerned a thorough discussion of the new center for Integrated Molecular Systems.
This important new center has got off to an excellent start and | was impressed with the breadth and energy that Professor Akiyama
has brought to the leadership of this effort. The three components of CIMoS are well thought out and logically connected, with
ambitious goals to understand and design systems exhibiting complex emergent properties. High quality scientists including several
rising stars at IMS are involved in all three of the Divisions: Trans-Hierarchial Molecular Systems, Functional Molecular Systems
and Biomolecular Systems.

To achieve its ambitious goals CIMoS will need to develop, not as the sum of its excellent parts, but as a coherent entity that is
more than the sum of its parts. This is a difficult challenge for most institutions and it is my impression that IMS has rather little
experience in building such a coordinated effort from the ground up. The tendency is always to divide the money among the individual
groups who then prefer to operate independently. Of course there are numerous strategies for counteracting fragmentation: I strongly
suggest the Director keep a reasonable amount of money to support cross-divisional projects, organize a 1-day retreat and have very
regular (lunch?) meetings with progress reports from the Pls. On next year’s visit | would like to hear about the specific efforts to
create interaction and coordination within CIMoS as well as, of course, scientific progress. This is an exciting project.

A closely related and impressive new project centered in the joint Okazaki Institute for Integrative Bioscience was described by
Professor Kato. The ORION project involves three new departments—Biodesign, Bioorganization, and Biosensing Research—and,
with its focus on biological rather than chemical function, is highly synergystic and complementary to CIMoS. The contributions of
Professor Kato to both efforts will certainly help ensure appropriate communication and cross-fertilization of these important and
timely efforts. | very much look forward to hearing of progress in both ORION and CIMoS.

A second proposed effort that would involve a significant number of IMS Pls—*“Precision Measurement and Control of Molecular
Systems” has not been developed far enough for a detailed recommendation. It it not clear what scientific problem this project is
aimed at solving, hence the need for a new Center/Division is not clearly articulated.

On this visit the number of individual presentations was smaller than usual to allow for full discussion of the new and proposed
developments, however the talks | did hear were excellent. In particular Professor Saito gave a superb summary of a wide body of
very thoughtful and incisive theoretical investigations into the dynamics of heterogeneous systems, and Professor Kobayashi gave a
nice overview of his work on oxyhydrides.

To sum up, the visit this time revealed an Institute beginning a necessary rebuilding in order to make contributions to 215 century
molecular science as significant as those in the earlier eras of IMS’s development when simpler systems were being understood for
the first time. The magnitude of change is significant and there will no doubt be stresses and strains as a result, but the Director

General is to be congratulated on setting these important changes in motion. IMS is now set on a path to be a significant contributor

280 0000000



to the next level of molecular science—that of complex systems with properties and functionalities very different from the sum of

their parts. The next few years should be very exciting at IMS.

Graham R. Fleming

January 5, 2014
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