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In the "soft molecular systems™ project, we organized a group that supports
international activities of members, and conducted two programs. The first program aims at sending
young researchers abroad. We started this program at the beginning of the "soft molecular systems"
project, 2 years before this grant project (15K21740) started. We requested young researchers not
only to participate in the conference abroad, but also to visit laboratories for discussion. They
are requested to report their activities in Newsletter. Using this grant, we sent 20 young
researchers abroad, whose active communications with foreign researchers can be seen in Newsletter.
The second program supported international collaboration of members, for which we sent 6 researchers

abroad, and invited 7 researchers from abroad. As a result, 6 papers have been published in
high-impact journals, including Nat. Commun. and PNAS. The two programs thus contributed the success
of the "soft molecular systems" project.
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T. Ogawa, N. Yanai, S. Fujiwara, T.-Q. Nguyen
and N. Kimizuka: "Aggregation-free sensitizer
dispersion in rigid lonic crystals for efficient
solid-state photon upconversion and
demonstration of defect effects” J. Mater. Chem.
Cin press (2018).

S. Hayward and A. Kitao: "Multi-strand
B-sheet of Alzheimer AP(1-40) folds to B-strip
helix: Implication for protofilament formation" J.
Biomol. Sruct. Dyn. in press (2018).
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regioisomerism on the photophysical properties
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Chem. Phys. 20, 2970—-2975 (2018).
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"Photocyclic behavior of rhodopsin induced by
an atypical isomerization mechanism" Proc. Natl.
Acad. Sci. USA 114, E2608-E2615 (2017).

K. Yazaki, M. Akita, S. Prusty, D. K. Chand, T.
Kikuchi, H. Sato and M. Yoshizawa:
"Polyaromatic molecular peanuts" Nat. Commun.
8, 15914 (2017).
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Chand: "A truncated molecular star" Chem. Eur.
J. 23, 12456-12461 (2017).

20

T. Shionoya, M. Mizuno, T. Tsukamoto, Y.
Sudo and Y. Mizutani: “ Subunit-subunit
interaction in a light-driven proton pump from a
thermophilic bacterium: Effects on hydrogen
bond of the chromophore” , The 6th Asian
Spectroscopy Conference (Hsinchu, Taiwan) Sep.
2017.

H. M. Dokainish, D. Yamada, T. Iwata, H.
Kandori and A. Kitao: "Electron fate and
mutational robustness in the mechanism of (6-4)
photolyase-mediated DNA repair”,
WATOC2017-World Association of Theoretical
and Computational Chemists (Munich, Germany)
Aug. 2017.

A. Shinobu, K. Takemura and A. Kitao:
"Refining binding free energies of docked
complexes by sampling configurations during
molecular dynamics simulations",
Conformational Ensembles from Experimental
Data and Computer Simulations (Berlin,
Germany) Aug. 2017.

A. Mohammed, K. Inoue, S. Nihonyanagi
and T. Tahara: “Unveiling energetically isolated
water at hydrophobic ion/water interface by
time-resolved heterodyne-detected VSFG
spectroscopy”’, International Conference on Time
Resolved Vibrational Spectroscopy (TRVS2017)
(Cambridge, UK) Jul. 2017.
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Yamamoto and T. Murahashi: "Reductive
coupling of tropylium trinuclear sandwich
complexes", EuCheMS International
Organometallic Conference XXII
(EuCOMC2017) (Amsterdam, Netherland) Jul.
2017.

K. Takase and K. Nakano: "Synthesis and
chiroptical properties of chiral p-conjugated spiro
compounds”, 17th International Symposium on
Novel Aromatic Compounds (Stony Brook,



USA), Jul. 2017.

S. Tomida, S. Ito, K. Inoue and H. Kandori:
"FTIR analysis of internal water molecules of a
light-driven sodium pump KR2", 253rd ACS
National Meeting & Exposition "Sunlight-Driven
Processes: Exposing the Mechanism Underlying
Productive Photoactivities" (San Francisco,
USA) Apr. 2017.

K. Mizuse and Y. Ohshima: "High-resolution
ion imaging study of molecular dynamics:
Application of newly developed space-slice
technique", Stereodynamics2016 (Taipei,
Taiwan) Nov. 2016.

Y. Yamauchi, M. Konno, Y. Kato, S. P.
Tsunoda, K. Inoue and H. Kandori: "Molecular
functions of rhodopsin-like proteins from
Guillardia theta", 17th International Conference
on Retinal Proteins (Potsdam, Germany) Oct.
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M. Okuno and T. Ishibashi (Invited):
"Molecular orientation and conformation of
fluorinated polymers at interface studied by
vibrational sum frequency generation
spectroscopy”, SCIX 2016 CONFERENCE
(Minneapolis, USA) Sep. 2016.
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