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June 27,2016 (Mon)
13:00-13:10 Opening remarks by Prof. Takafumi Ueno
Session I (13:10-14:40) Chairman: Prof. Uchihashi
13:10-13:40 Kazuya Watanabe (Tokyo Univ. Pharm. Life Sci.)
“Connecting intracellular catabolism to external electrodes”
13:40-14:10 Ryota Iino (Institute for Molecular Science)
“Our approaches toward ‘real’ engineering of protein molecular machines”
14:10-14:40 Chun-Biu Li (Hokkaido Univ.)

“Single Molecule Time Series Analyses of F;-ATPase to Unveil the Roles of ATP Hydrolysis”

Session II (15:00-16:00) Chairman: Prof. lino
15:00-15:30 Nobuhiro Yanai (Kyushu Univ.)

“Photon upconversion in self-assembled molecular systems”
15:30-16:00 Waka Nakanishi (National Institute for Materials Science)

“Control of molecular machines at 2D-interface”

Session 111 (16:20-17:20) Chairman: Prof. Kinbara
16:20-16:50 Takayuki Uchihashi (Kanazawa Univ.)
“Visualization of Functional Dynamics of Biological Molecules by High-Speed AFM”
16:50-17:20 Nobuyasu Koga (Institute for Molecular Science)
“Design of various o-f and myriad all-o protein structures”
17:20-17:50 Tatsuya Nojima (Tokyo Tech)
“Protein Condensate: Development of Integrated-Protein Liquid Material”
18:30- Dinner
June 28, 2016 (Tue)
Session IV (9:30-10:30) Chairman: Prof. Ueno
9:30-10:00 Satoru Nagatoishi (Univ. of Tokyo)
“Thermodynamics of the interaction between proteins and small compounds in drug discovery”
10:00-10:30 Ryoichi Arai (Shinshu Univ.)

“Self-assembling supramolecular nanostructures created from de novo protein nano-building blocks”

Session V (10:50-11:50) Chairman: Prof. Nagatoishi
10:50-11:20 Kenya Furuta (Advanced ICT Research Institute)

“Creating novel biomolecular motors based on dynein and actin-binding proteins”
11:20-11:50 Takafumi Ueno (Tokyo Tech)

“Biosupramolecular materials designed by protein assemblies”

Session VI (13:30-14:30) Chairman: Prof. Arai
13:30-14:00 Takehiro Sato (Spiber Inc.)

“Proteins: The New Frontier in Material Science”
14:00-14:30 Kazuaki Kato (Univ. of Tokyo)

“Molecular designs for soft and hard materials of polyrotaxanes”

Session VII (14:50-15:50) Chairman: Prof. Furuta
14:50-15:20 Kazushi Kinbara (Tokyo Tech)

“Design of synthetic molecules mimicking structure and function of proteins”
15:20-15:50 Tsutomu Hamada (JAIST)

“Physical design of artificial cell membranes”
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Session VIII (16:10-17:10)

16:10-16:40

16:40-17:10

17:10-17:25

Chairman: Prof. Hamada

Hideki Nabika (Yamagata Univ.)
“Spatiotemporal Organization under Continuous Flow: Design from Chemical and Mathematical Approaches”

Yusuke Maeda (Kyushu Univ.)
“Physics of optothermal diffusiophoresis: From the origin of life to molecular manipulation”

Closing remarks Prof. Ryota Iino
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September 29 (Thu)

9:00- 9:10

Opening (Shinobu Itoh)

Chair: Masahito Kodera (Doshisha Univ.)

9:10- 9:40

9:40-10:10

10:10-10:40

Wonwoo Nam (Ewha Womans Univ., Korea)
“Metal-Oxygen Intermediates in Dioxygen Activation Chemistry”

Way-Zen Lee (National Taiwan Normal Univ., Taiwan)
“O, Activation by a Bio-Mimic of Co-HPCD”

Yasuhiro Funahashi (Osaka Univ., Japan)
“Formation of Dioxygen Adducts in Biomimetic Dicopper and Tricopper Systems”

Chair: Hiroshi Fujii (Nara Women’s Univ.)

11:00-11:30

11:30-12:00

Jaeheung Cho (DGIST, Korea)
“Reactivity of Metal(IlI)-peroxo and -hydroperoxo Intermediates”

Chien-Ming Lee (National Taitung Univ., Taiwan)
“Characterization of Coordinatively Unsaturated Mn(II)/Mn(IIT) Complexes and the Reactivity toward Dioxygen”
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Chair: Koichiro Ishimori (Hokkaido Univ.)

13:00-13:30 Shiro Hikichi (Kanakawa Univ., Japan)
“Dioxygen Activation on Mononuclear Non-Heme Iron and Cobalt Complexes”
13:30-14:00 Yutaka Hitomi (Doshisha Univ., Japan)

“Novel Iron-Based Superoxide Dismutase Mimics”
Chair: Takashi Hayashi (Osaka Univ.)

14:00-14:30 Yunho Lee (KAIST, Korea)
“CO, Conversion at a Single Nickel Center”
14:30-15:00 Tzung-Wen Chiou (National Tsing Hua Univ., Taiwan)

“[Ni"'(OMe)]-Mediated Reductive Activation of CO, Affording a Ni(k'-OCO) Complex”

Chair: Hideki Masuda (Nagoya Inst. Tech.)

15:15-15:45 Tsai-Te Lu (Chung Yuan Christian Univ., Taiwan)
“The Choice of NO vs. NO™: From the Spectroscopic Characterization to In Vivo Study of Fe-NO Complexes”
15:45-16:15 Chih-Neng (Sodio) Hsu (Kaohsiung Medical Univ., Taiwan)

“Chelation or Dimerization on the Asymmetrical -Diketiminato Copper and Zinc Complexes”
Chair: Yoshitsugu Shiro (Univ. Hyogo & RIKEN)

16:15-16:45 Chen-Hsiung Hung (Academia Sinica, Taiwan)
“N-Confused Porphyrin Complexes: Effective Compounds as Functional Models for Nitrite Reductase and Nitric Oxide
Reductase”
16:45-17:15 Shigeyuki Masaoka (IMS, Japan)
“Molecular Catalysts Designed for Water Oxidation”
18:00- Banquet
September 30 (Fri)
Chair: Takahiko Kojima (Univ. Tsukuba)
9:00- 9:30 Takafumi Ueno (Tokyo Inst. Tech., Japan)
“Multi-Bioinorganic Functions Designed with Protein Cage”
9:30-10:00 Seung Jae Lee (Cheonbuk National Univ., Korea)
“Oxidation of Methane through Component Interaction from Type I Methanotrophs”
10:00-10:30 Osami Shoji (Nagoya Univ., Japan)

“Non-Native Substrate Hydroxylation Catalyzed by Cytochrome P450s Utilizing False Recognition of Target Substrates”

Chair: Shinobu Itoh (Osaka Univ.)

10:45-11:15 Woon Ju Song (Seoul National Univ., Korea)

“Design of a De Novo Metallo-Hydrolase with In Vivo Catalytic Activity”
11:15-11:45 Akira Onoda (Osaka Univ., Japan)

“Biohybrid Catalysts Harboring a Synthetic Catalyst within a Protein Cavity”
11:45-12:15 Toshitaka Matsui (Tohoku Univ., Japan)

“Functional Coupling of Mono- and Dioxygenase Chemistries in a Single Active Site Promotes Unique Heme Degradation”

Chair: Yoshio Hisaeda (Kyushu Univ.)

13:15-13:45 Shun Hirota (NAIST, Japan)

“Structure and Function of Heme Protein Oligomers Constructed by Domain Swapping”
13:45-14:15 Kiyoung Park (KAIST, Korea)

“Spectroscopic and Computational Elucidation of Binuclear Non-Heme Iron Enzyme Intermediates”
14:15-14:45 Hiroshi Nakajima (Osaka City Univ., Japan)

“Engineering of Electron Transfer Protein for Biofunctional Materials”

Chair: Shigetoshi Aono (IMS)

15:00-15:30 Mi Hee Lim (UNIST, Korea)
“Engineering Structure-Mechanism-Based Chemical Regulators for Distinct Pathological Factors in Alzheimer’s Disease”
15:30-16:00 Yun-Ming Wang (National Chiao Tung Univ., Taiwan)

“Water-Soluble Dinitrosyl Iron Complex (DNIC): A Nitric Oxide Vehicle Triggering Cancer Cell Death via Apoptosis”
16:00-16:10 Closing (Shigetoshi Aono)
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November 22 (TUESDAY)
16:00- REGISTRATION
17:30-19:30 RECEPTION

November 23 (WEDNESDAY)

9:10-

Opening (S. Kera)

9:20-11:50 SESSION 1 (chair N. Koch)

9:20-

10:10-

10:50-

11:20-

Ulrich Hofer (Marburg, Germany)

Time-resolved spectroscopy of electron transfer processes at metal/organic interfaces

Michael Zharnikov (Heidelberg, Germany)

Core-hole clock studies on assembles of molecular wires

Oliver L. A. Monti (Arizona, U.S.A.)

Electronic Structure and ultrafast dynamics at the hybrid interface of organic semiconductors with quasi-2D SnS;

Susumu Yamamoto (Tokyo, JPN)
Tracking photo-excited carriers on semiconductor surfaces by VUV and soft X-ray pulses
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13:00-14:40 SESSION 2 (chair P. Kriiger)

13:00- Stephan Kiimmel (Bayreuth, Germany)
The Importance of the final state: Perpendicular emission, dichroism, and energy dependence in angle-resolved
photoemission

13:40- Achim Scholl (Wiirzburg, Germany)
Orbital imaging by momentum microscopy: Determination of phase symmetry and molecular vibrations

14:10- Daniel Liiftner (Graz, Austria)

Photoemission tomography of NiTPP on Cu(100)

15:10-17:10 SESSION 3 (chair H. Yoshida)

15:10- Torsten Fritz (Jena, Germany)
Optical in-situ differential reflectance spectroscopy (DRS): A powerful tool to investigate ultrathin molecular films
15:40- Hisao Ishii (Chiba, JPN)
hv-dependent high-sensitivity photoemission spectroscopy to probe density-of-states of organic films
16:10- Yasuo Nakayama (TUS, JPN)
Functional organic and organic-inorganic-hybrid materials studied by excitation energy dependence of the photoelectron
spectroscopy
16:40- Steffen Duhm (FUNSOM, China)

Lead halide perovskites: Formation mechanism and energy-level alignment with organic semiconductors

17:30-18:00 HOT NEWS (chair S. Kera)

17:30- Hiroshi M. Yamamoto (IMS, JPN)
Electronic phase-transitions at an organic interface

18:20- DINNER, Remarks by Director Maki Kawai

19:00-21:00 POSTER SESSION

PO1: Qian Zhang (Link&ping), Ground-state charge transfer for NIR absorption with donor/acceptor molecules: Interactions mediated via
energetics and orbital symmetries

P02: Matthias Meissner (Jena), Epitaxy of flexible 2D crystals
P03: Matthias Dauth (Bayreuth), Predicting photoemission: From the single-particle interpretation to the many-electron picture
P04: Hirotaka Mizushima (TUS), Modification of Au(111) Shockley surface state upon physisorption of polyethylene

P05: Soichiro Yamanaka (TUS), Depth distribution of the chemical states and electronic structures of CH;NH3Pbl; thin films studied by the
excitation energy dependent XPS

P06: Takashi Yamada (Osaka), Direct visualization of localized/delocalized nature of unoccupied states at the rubrene/graphite interface
P07: Ryohei Tsuruta (TUS), Improved crystallinity of Ceg overlayer on pentacene single crystal

PO8: Jun Yoshinobu (Tokyo), Reaction of NO on silicene/ZrB»/Si(111)

P09: Masataka Hikasa (TUS), Valence band structures of the pentacene single crystal

P10: Qi Wang (FUNSOM), Heterostructures of CuPc and pentacene oxo-derivatives on Ag(111): A photoelectron spectroscopy study
P11: Harunobu Koike (TUS), Manipulation of Shockley-type surface states by organic molecule adsorption

P12: Takumi Kumai (TUS), Morphology and electronic structure of PCs;BM/sexithiophene interface

P13: Hayato Yuzawa (IMS), Local structure analysis of aqueous KSCN solutions by soft X-ray absorption spectroscopy

P14: Kazuhisa Isegawa (Keio), In-situ S-K XANES study of nafion in PEFCs: Changes in the chemical states due to humidity and X-ray
photodecomposition

P15: Isamu Yamamoto (Saga), Unoccupied electronic states of 3d transition-metal phthalocyanine thin films

P16: Senku Tanaka (Kindai), Photoelectron spectroscopy on the organic photovoltaic films under visible light irradiation

P17: Chiaki Numata (Chiba), The change in the electronic structure of SnPc by bonding CI atoms to central metal

P18: Tatsuhiro Tago (Chiba), Role of chlorine in phthalocyanine with the steric hindrance on Ag(111) surface

P19: Kohei Ueda (Keio), Operando study on NO reduction by CO on an Ir surface by combination of NAP-XPS and QMS

P20: Yujiro Ito (Tokyo), Local electronic structure of pentacene monolayer on Au(111) studied by UPS, MAES, and first-principles calculation
P21: CANCELED

P22: Yuhei Kikuchi (Yokohama), Linear and nonlinear spectroscopy of monolayer transition-metal dichalcogenides: MoS,, MoSe;, WS, and
WS€2

P23: Kohei Okanda (Yokohama), Analysis of the reaction mechanism of water and iron phthalocyanine on silver adsorbed Si(111)

P24: Yuki Kashimoto (Chiba), The evolution of intermolecular energy bands of occupied and unoccupied molecular orbitals in organic thin films
P25: Takahiro Ueba (IMS), Orbital energy rearrangement induced by weak interaction at perfluoropentacene/Ag(111) interface

P26: Keiichirou Yonezawa (IMS), The correlation between density of states and the Fermi level potion in a heteromolecular monolayer system
P27: Takuma Yamaguchi (IMS), Film growth and optical property for perfluoro-pentacene on graphene/SiC(0001)

P28: Takuma Yamaguchi (IMS), Interfacial electronic structure between coronene monolayer and graphite investigated by low energy
photoelectron spectroscopy



P29: Takuma Yamaguchi (IMS), Impact of vibrational combination states in UPS spectrum for n-conjugated molecules in gas phase

P30: Ryo Shiraishi (IMS), Origin of the interfacial state observed at tetraphenyldibenzoperiflanthene thin films on Ag(111)

P31: Yoichi Yamada (Tsukuba), Stacking sumanene on surfaces

P32: Takuji Ohigashi (IMS), Development of scanning transmission x-ray microscopy for in situ/operando chemical analysis at UVSOR-III

November 24 (THURSDAY)
8:40-10:30 SESSION 4 (chair S. Kera)
8:40- Hiroyuki Yamane (IMS, JPN)
Valence-band dispersion in organic thin films and interfaces
9:30- Peter Kriiger (Chiba, JPN)
Theoretical analysis of electronic state and X-ray absorption spectra of transition metal phthalocyanines and porphyrins
10:00- Heiko Peisert (Tiibingen, Germany)

Tuning of interactions of transition metal phthalocyanines at metal surfaces by intercalated graphene buffer layers

11:00-12:30 SESSION 5 (chair H. Ishii)

11:00- Hiroyuki Yoshida (Chiba, JPN)
Origin of the orientation dependence of ionization energy and electron affinity in molecular thin films: Impact of molecular
quadrupole moment

11:30- Patrik Amsalem (Humboldt Berlin, Germany)

The electronic structure In doped molecular semiconductors
12:00- Koki Akaike (TUS, JPN)

Energetic landscape correlated with interface structure at organic heterointerfaces
12:30-13:40 PHOTO, LUNCH

13:40-15:20 SESSION 6 (chair M. Zharnikov)

13:40- Lothar Weinhardt (KIT, Germany)

Studying energy relevant materials using electron and (in-situ) soft x-ray spectroscopy
14:20- Faris Gel’mukhanov (KTH, Sweden)

Nuclear dynamics of water molecules studied by X-rays
14:50- Masanari Nagasaka (IMS, JPN)

Local structure of liquid and liquid-liquid interface studied by soft x-ray absorption spectroscopy in transmission mode

15:50-17:30 SESSION 7 (chair J. Yoshinobu)

15:50- Hiroshi Kondoh (Keio Univ, JPN)
Spectroscopic observations of catalytic reactions on Platinum group metal surfaces under near ambient pressure conditions
16:30- Xianjie Liu (Linkoping, Sweden)
Understanding interfacial properties of conjugated electrolyte/electrode with its application in organic electronics
17:00- Niclas Johansson (Lund, Sweden)
Au(111) supported MnSalen: UHV to ambient pressure XPS study of a surface supported homogeneous catalyst with retained
activity
17:50-18:20 UVSOR TOUR
19:00- Banquet
November 25 (FRIDAY)
8:40-10:00 SESSION 8 (chair H. Kondoh)
8:40- Joachim Schnadt (Lund, Sweden)
Ambient pressure XPS in the real-time monitoring of thin film growth
9:30- Payam Shayesteh (Lund, Sweden)

Operando APXPS study of the ALD of HfO, on Si(111)

10:30-12:10 SESSION 9 (chair J. Schnadt)

10:30- Yasumasa Takagi (IMS, JPN)
In-Situ near ambient pressure hard X-ray photoelectron spectroscopic study of Pt nanoparticles on a polymer electrolyte fuel
cell electrode

11:00- Takanori Koitaya (Tokyo, JPN)
CO; activation on Zn-modified Cu surfaces studied by ambient-pressure X-ray photoelectron spectroscopy
11:30- Masaaki Yoshida (Keio, JPN)

Operando observation of oxygen evolution catalysts by XAFS

12:10-12:20 CLOSING (N. Kosugi)
13:30- EXCURSION
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Keynote Speakers
Prof. Wolfgang Domcke (Technical University Munich, Germany)
Prof. Toshinori Suzuki (Kyoto University, Japan)

Prof. Kazuo Takatsuka (Fukui Institute for Fundamental Chemistry, Japan)

Invited Speakers (Overseas)

Prof. Ingo Barth (Max Planck Institute, Germany)

Prof. Tobias Brixner (University of Wiirzburg, Germany)

Prof. Irene Burghardt (University of Frankfurt, Germany)

Prof. Oliver Kiihn (University of Rostock, Germany)

Prof. Neepa T. Maitra (The City University of New York, U.S.A.)
Prof. Jorn Manz (Free University of Berlin, Germany)

Prof. Thomas F. Miller (California Institute of Technology, U.S.A.)
Prof. Oleg V. Prezhdo (University of Southern California, U.S.A.)

Prof. Hans Worner (ETH Ziirich, Switzerland)

Invited Speakers (Domestic)
Prof. Shin-ichi Adachi (KEK)

Prof. Hiroaki Benten (Nara Institute of Science and Technology)



Prof. Tomotsumi Fujisawa (Saga University)
Prof. Mizuho Fushitani (Nagoya University)
Prof. Masaki Hada (Okayama University)

Prof. Yu Harabuchi (Hokkaido University)
Prof. Manabu Kanno (Tohoku University)
Prof. Reika Kanya (University of Tokyo)

Prof. Kim Hyeon-Deuk (Kyoto University)
Prof. Tomohito Otobe (National Institute for Quantum and Radiological Science and Technology)
Prof. Takeshi Sato (University of Tokyo)

Prof. Masahiro Shibuta (Keio University)

Prof. Tomohisa Takaya (Gakushuin University)

Prof. Tomokazu Yasuike (The Open University of Japan)

PR 7a 79 5%mRd,

March 6th (Mon.)
12:00- Registration
13:00-13:10 Opening Remarks: Yasuteru Shigeta (University of Tsukuba)

Chair: Yasuteru Shigeta

13:10-13:55 [Keynote Lecture]
“Molecular science of nonadiabatic electron wavepacket”
Kazuo Takatsuka (Fukui Institute for Fundamental Chemistry)

13:55-14:20 “Ultrafast molecular imaging by laser-assisted electron scattering”
Reika Kanya (University of Tokyo)

Chair: Toshinori Suzuki

14:30-15:15 “Measuring attosecond electron dynamics in molecules and liquids”
Hans Jakob Worner (ETH Ziirich)
15:15-16:00 “Electronic fluxes during intramolecular adiabatic attosecond charge migration”

Jorn Manz (Shanxi University; Freie Universitit Berlin)

Chair: Kim Hyeon-Deuk

16:10-16:35 “Single-active-electron analysis of laser-polarization effects on atomic/molecular multiphoton excitation”
Manabu Kanno (Tohoku University)

16:35-17:00 “Automated search for internal conversion and intersystem crossing pathways: Application to photoreactions”
Yu Harabuchi (JST PRESTO; Hokkaido University)
17:00-17:25 “Sub-cycle nonlinear response under intense laser field: Theory, Simulation, and Experiment”

Tomohito Otobe (National Institutes for Quantum and Radiological Science and Technology)

17:40-19:10 Poster Session

March 7th (Tue.)
Chair: Kazuo Takatsuka

09:00-09:45 [Keynote Lecture]
“Ultrafast nonadiabatic photochemistry of hydrogen bonds in organic and biological chromophores”
Wolfgang Domcke (Technical University of Munich)

Chair: Tomohito Otobe

09:45-10:10 “Hot-carrier induced multidimensional nonequilibrium dynamics of adsorbate: CO desorption from Cu(100)”
Tomokazu Yasuike (The Open University of Japan)
10:10-10:35 “Molecular Dynamics of Photofunctionalized Liquid Crystal”

Masaki Hada (Okayama University)
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Chair: Hiroaki Benten

10:50-11:35 “Excited state dynamics in nanoscale materials for solar energy harvesting”
Oleg Prezhdo (University of Southern California)

11:35-12:00 “Ultrafast near-IR stimulated Raman spectroscopy of photoexcited m-conjugate molecules in solution”
Tomohisa Takaya (Gakushuin University)

12:00-12:25 “Photoexcited Electron Dynamics of Organic Molecular Films Studied by Two-Photon Photoemission”
Masahiro Shibuta (Keio University)

Chair: Tomokazu Yasuike

14:00-14:45 “X-Ray Spectroscopy and Ultrafast Spin-Flip Dynamics of Transition Metal Complexes”
Oliver Kiihn (University of Rostock)
14:45-15:10 “Direct observation of bond formation by femtosecond X-ray solution scattering”

Shin-ichi Adachi (KEK)

Chair: Masahiro Shibuta

15:25-16:10 “Ultrafast multidimensional space- and time-resolved spectroscopies of supramolecular structures”
Tobias Brixner (Universitit Wiirzburg)

16:10-16:35 “Charge generation and recombination dynamics in polymer donor/polymer acceptor blend solar cells”
Hiroaki Benten (Nara Institute of Science and Technology)

16:35-17:20 “High-dimensional quantum dynamics of functional organic polymer materials: Coherence, disorder effects, and localization”
Irene Burghardt (Goethe University Frankfurt)

17:20-17:45 “Multiple exciton generation/recombination dynamics in quantum dot and hyper-structured quantum dots”
Kim Hyeon-Deuk (Kyoto University)

18:00-20:00 Banquet

March 8th (Wed.)

Chair: Wolfgang Domcke

09:00-09:45 [Keynote Lecture]

“Time and Angle-Resolved Photoelectron Spectroscopy of Non-adiabatic Dynamics in Gas and Liquid Phases”
Toshinori Suzuki (Kyoto University)

Chair: Manabu Kanno

09:45-10:10 “Time-dependent ab initio wavefunction methods for multielectron dynamics of atoms and molecules in intense laser fields”
Takeshi Sato (University of Tokyo)
10:10-10:55 “Strong-field tunnel ionization of current-carrying molecular orbitals”

Ingo Barth (Max Planck Institute of Microstructure Physics)

Chair: Reika Kanya

11:05-11:30 “Ultrafast EUV photoelectron spectroscopy of molecular Rydberg wavepacket dynamics by single-order laser high
harmonics”
Mizuho Fushitani (Nagoya University)

11:30-12:15 “Electron-Ion Dynamics in Strong Fields: The Exact Factorization Perspective”
Neepa T. Maitra (The City University of New York)

Chair: Takefumi Yamashita (University of Tokyo)

13:40-14:05 “Time-resolved impulsive stimulated Raman study of green fluorescent protein: Role of a coherent low frequency mode in the
excited state proton transfer”
Tomotsumi Fujisawa (Saga University)

14:05-14:50 “Path-integral methods for non-adiabatic chemical dynamics”
Thomas F. Miller III (California Institute of Technology)
14:50- Closing Remarks: Shinji Saito (Institute for Molecular Science)

Poster Session

P01 “Semiclassical computation of photoelectron signals from conical intersection dynamics”
Yasuki Arasaki and Kazuo Takatsuka

P02 “Vacuum ultraviolet photoelectron imaging of non-adiabatic dynamics in isolated molecules”
Takuya Horio and Toshinori Suzuki

P03 “Dynamics of photoionization from molecular electronic wavepacket states in intense pulse laser fields”
Takahide Matsuoka and Kazuo Takatsuka

P04 “Adiabatic electronic motion in forming covalent bond”
Michihiro Okuyama

P05 “Multiple classical trajectories can reproduce quantum nuclear motion in strong-field processes”
Yasumitsu Suzuki and Kazuyuki Watanabe
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P06 “Photodynamical electron-wavepacket mechanism of water-splitting catalyzed by manganese oxides involving hydrogen-bond network”
Kentaro Yamamoto and Kazuo Takatsuka

P07 “Ultrafast annihilation dynamics of photosystem II monomer and dimer”
Yusuke Yoneda, Tetsuro Katayama, Yutaka Nagasawa, Hiroshi Miyasaka, and Yasufumi Umena

P08 “Correlated electron—nuclear dynamics: Exact factorization of the time-dependent electron—nuclear wavefunction, exact potential energy
surfaces and Berry phases”
Ali Abedi

P09 “Electronic non-adiabatic dynamics in enhanced ionization of isotopologues of hydrogen molecular ion from the exact factorization
perspective
Elham Khosravi, Ali Abedi, Angel Rubio, and Neepa T. Maitra

P10 “Strong-field ionization of rotationally state-selected NO”
Kotaro Sonoda, Atsushi Iwasaki, Kaoru Yamanouchi, and Hirokazu Hasegawa

P11 “Development of classical force fields for thermal transport in methylammonium lead halide”
Tomoyuki Hata, Giacomo Giorgi, Koichi Yamashita, Claudia Caddeo, and Alessandro Mattoni

>

P12 “LHCSR3 dissipates excitation energy within the light-harvesting complex of photosystem II in green algae Chlamydomonas reinhardtii’
Eunchul Kim, Ryutaro Tokutsu, Makio Yokono, Seiji Akimoto, and Jun Minagawa

P13 “A development of the constant uncertainty molecular dynamics technique to simulate real-time nuclear quantum dynamics”
Taisuke Hasegawa

P14 “Glassy dynamics and Kauzmann temperature of water: Vibrational and configurational contributions revealed by quantum mechanical
complex entropy”
Shinji Saito

&k BTSHMEI YT 7Ly A
“Grand Challenges in Small-Angle Scattering”
fi: 201743318 H (£) ~20H (H)
x> 77 LAty 7 —
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Molecular systems are the main players directing energy- and material-conversions in the natural world, and they are not mere
molecular aggregations. In the case of biological systems, we find complicated and dynamic behaviors of protein molecules,
which are assembled and then interact further with other macromolecules under heterogeneous conditions. There is still no
universal and straightforward way to visualize those structures, because the composition and stoichiometry in the system often
change in a time-dependent manner.

Small-angle scattering is one of the effective analytical tools for hierarchical bio-molecular systems, providing size and shape
information from sub-nanometer to micrometer in real-time. In this conference, the fundamentals of the solution scattering will be
first overviewed, and then recent applications of x-ray/neutron solution scattering to the molecular system sciences will be shared
with life-science students/researchers in mind. Furthermore, the organizers would like to provide an opportunity to think about an
East Asian SAS community through discussions with the leading scientists invited from Taiwan and Korea SAS communities

(SESSION 2).

HHE IR S 2 LN I8 %0
Dmitri Svergun (European Molecular Biology Laboratory, Hamburg, Germany)
Pau Bernado (Centre de Biochimie Structurale, France)
Nozomi Ando (Princeton University, U.S.A.)
U-Ser Jeng (National Synchrotron Research Center, Taiwan)

Sangho Lee (Sungkyunkwan University, Korea)

HEME &EKXERHE 69



Frank Gabel (Institut de Biologie Structurale, Grenoble, France)
Ralf Biehl (Jiilich Centre for Neutron Science, Julich, Germany)
Maxim Petoukhov (Russian Academy of Sciences, Russia)

Jochen Hub (Institute for Microbiology and Genetics, Germany)

L7z, AARNBFHERE Z LTS 5,
Hironari Kamikubo (Nara Institute of Science and Technology)
Shuji Akiyama (Institute for Molecular Science)
Masaaki Sugiyama (Kyoto University)
Satoru Fujiwara (National Institutes for Quantum and Radiological Science and Technology)
Tomotaka Oroguchi (Keio University)
Kazuki Ito (Rigaku Corporation)
Ryoichi Arai (Shinshu University)

Sachiko Toma-Fukai (University of Tokyo)

Ta 77 AEIUTOL) THo,

The 78" Okazaki Conference
Grand Challenges in Small-Angle Scattering
Date: March 18-21, 2017
Site: Okazaki Conference Center (OCC)
Website: https://registration.ims.ac.jp/Sas2017/
Aim
Molecular systems are the main players directing energy- and material-conversions in the natural world, and they are not mere molecular
aggregations. In the case of biological systems, we find complicated and dynamic behaviors of protein molecules, which are assembled and then

interact further with other macromolecules under heterogeneous conditions. There is still no universal and straightforward way to visualize those
structures, because the composition and stoichiometry in the system often change in a time-dependent manner.

Small-angle scattering is one of the effective analytical tools for hierarchical bio-molecular systems, providing size and shape information from
sub-nanometer to micrometer in real-time. In this conference, the fundamentals of the solution scattering will be first overviewed, and then recent
applications of x-ray/neutron solution scattering to the molecular system sciences will be shared with life-science students/researchers in mind.
Furthermore, the organizers would like to provide an opportunity to think about an East Asian SAS community through discussions with the
leading scientists invited from Taiwan and Korea SAS communities (SESSION 2).

Program
March 18, 2017
14:00 - 18:00 Desk Opening
March 19, 2017
9:00 - 9:10 Welcome Address
9:10 - 10:10 Plenary Session 1 (chair: Shuji Akiyama, Institute for Molecular Science)
Dmiitri Svergun (European Molecular Biology Laboratory)
“Modern small-angle scattering from biomacromolecular solutions”
10:30 - 12:00 Session 1: Challenges in Molecular Systems (chair: Tetsuro Fujisawa, Gifu University)
Hironari Kamikubo (Nara Institute of Science and Technology)
“Structural Exploring Multi-component Equilibrium in Biological Systems by using Continuous Titration SAXS”
Pau Bernado (Centre de Biochimie Structurale)
“Disentangling Polydispersity in Biological Systems by SAXS”
Nozomi Ando (Princeton University)
“Protein Dynamics from X-Ray Scattering and Diffraction”
12:00 - 13:00 Group Photo & Lunch
13:00 - 16:00 Poster Presentation
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16:00 - 17:30

18:00 - 20:00

March 20, 2017
9:00 - 10:00

10:00 - 12:00

13:30 - 15:00

15:20 - 16:50

16:50 - 17:00

March 21, 2017
10:00 - 12:00
12:00

Session 2: Challenges as East Asian Core (chair: Hironari Kamikubo, Nara Institute of Science and Technology)

U-Ser Jeng (National Synchrotron Research Center)
“Current and Future Biological Small-angle X-ray Scattering at the National Synchrotron Radiation Research Center”

Sangho Lee (Sungkyunkwan University)
“BioSAXS studies of proteins involved in deciphering ubiquitin codes”

Shuji Akiyama (Institute for Molecular Science)
“Biological X-Ray Solution Scattering Activities at the Institute for Molecular Science”

Dinner Party

Plenary Session 2 (Canceled)

Session 3: Challenges in Neutron Scattering (chair: Mamoru Sato, Yokohama City University)

Masaaki Sugiyama (Kyoto University)
“Neutron Scattering for Bio-Molecular Systems—How to Utilize Neutron?”

Frank Gabel (Institut de Biologie Structurale)
“Small-angle neutron scattering: A powerful structural biology tool for challenging biomacromolecular complexes”

Satoru Fujiwara (National Institutes for Quantum and Radiological Science and Technology)
“Hydration Structures around Proteins Studied by Neutron and X-ray Small-Angle Scattering”

Ralf Biehl (Jiilich Centre for Neutron Science)
“Slow internal protein dynamics in solution observed by Neutron Spinecho Spectroscopy”

Session 4: Challenges from Current Topics (chair: Masaaki Sugiyama, Kyoto University)

Kazuki Ito (Rigaku Corporation)
“Advances in Laboratory SAXS Instruments”

Ryoichi Arai (Shinshu University)
“Dynamical Ordering Nanostructures Constructed from Protein Nanobuilding Blocks”

Sachiko Toma-Fukai (University of Tokyo)
“Novel helical assembly in arginine methyltransferase 8”

Session 5: Challenges in Analysis and Evaluation (chair: Satoru Fujiwara, National Institutes for Quantum and Radiological
Science and Technology)

Maxim Petoukhov (Russian Academy of Sciences)
“Ambiguity Assessment of Small-Angle Scattering Curves from Monodisperse Homogenious Systems”

Tomotaka Oroguchi (Keio University)
“Protein Conformational Fluctuations Investigated by X-Ray Solution Scattering and Molecular Dynamics Simulation”

Jochen Hub (Institute for Microbiology and Genetics)
“Interpretation of Solution X-Ray Scattering Data by Explicit-Solvent Molecular Dynamics”

Closing

Site Visit (for participants wishing to visit IMS, UVSOR, etc.)
Departure
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