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Functional Materials Group

The Functional Materials Group is one of two new
trans-divisional and interdisciplinary research groups
and deals with excited states and dynamics in systems
with hierarchical and inhomogeneous structures,
including chemical reactions and dynamical processes
in biological systems. Recently, time-resolved
spectroscopy of excited states and non-equilibrium
states, nano-scale observation and measurement as
well as operando spectroscopy/measurement have
greatly advanced. Theoretical analysis based on first-
principles calculation and data science has achieved
a remarkable development. There are already
pioneering works done at ISSP along such directions
as mentioned above. To get started, several current
faculty and staff members of ISSP have been assigned
to the core members. The core members are expected
to provide seeds of collaboration and organize a
research team involving other divisions and facilities
as well as researchers outside ISSP. It is particularly
important to collaborate with research facilities of
ISSP so that their advanced and unique resources can
enhance the scientific quality. By taking advantage of
being a joint-use/research center, we can always invite
external researchers to collaborate on new subjects.
The Functional Materials Group should work as an

open platform for such collaborations.
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Professor AKIYAMA, Hidefumi Research Associate  NOGUCHI, Yoshifumi Project Researcher  KIM, Changsu
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Professor SHIBAYAMA, Mitsuhiro Research Associate HAZAMA, Yuji Project Researcher  ZHU, Lin
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Professor KOMORI, Fumio Technical Associate  MUKAI, Kozo Project Researcher  HIYAMA, Miyabi
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Professor MORI, Hatsumi Project Researcher  YAMAMOTO, Yoshiyuki
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Professor YAMAMURO, Osamu
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Associate Professor SUGINO, Osamu
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Yoshinobu Group
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340 K T 0.8mbar CO2 FESHICE TS Cu(997) KA
DARZ Y RIEBEFARYNL (£) Ol1s (H)C s
[Top. Catal. 59 (2016) 526].

Ambient pressure XPS spectra of Cu(997) in

0.8mbar CO; at 340K: (left) O 1s and (right) C Is
[Top. Catal. 59 (2016) 526].

1. EFILAIRIC & 50\ F OSEIEAL & RERISDHE

=5E F A& =i
YOSHINOBU, Jun YOSHIMOTO, Shinya
% B

Professor Research Associate

Solid surfaces are intriguing objects, because novel struc-
tures and electronic properties emerge as a result of symmetry
breaking of bulk. Solid surfaces play an important role as “low
dimensional reaction field”, where we can provide atoms and
molecules and manipulate them deliberately. In addition,
surface and interface are vital in the energy conversion
and dissiparion processes. In order to fabricate atomically-
controlled surface functional materials, we have to understand
the dynamical behavior of atoms and molecules on surfaces.
The research of these subjects is closely related to the basics of
catalysis, semiconductor processes and molecular electronics.
We have utilized surface vibrational spectroscopy, photoelectron
spectroscopy, scanning tunneling microscopy, independently
driven four-probe measurement and etc. in order to investigate
structures, reactions and electronic properties of atoms and
molecules on surfaces. Synchrotron radiation spectroscopy
including operando XPS is used to study electronic states of
surface and interface.
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Activation and surface reaction of small molecules by model catalysts

2. BFREICEITBRT - 2 FOHHBEDHE

Dynamical processes of atoms and molecules on solid surfaces

3. ¥EAB L VERETROETFRE L REBERGEDHE

Electronic states and surface conductivity of semiconductor and organic thin film

4. 737z o¥ ) YR EBRTHEDEFIRE L RIGHEDHIZR

Electronic states and reactivity of low-dimensional materials on surfaces

5. FEKHPORELZRISDIT

Chemical reaction on solid surfaces under ambient conditions
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Akiyama Group
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Firefly luciferase

100 A T REFERL —
F— (ab) EMTILILY T =
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Nano-structures of a
100 T-shaped quantum-
wire laser (a,b) and firefly
luciferase protein (c) .

1. FIERA vy FY THERL —F—E L CKBERD T /N1 IYE
Device physics of gain-switched semiconductor lasers and solar cells

2. BmEFEAREFHRE L OHFICHITBERTEFELF v U7 DLSEMER & IETFEE
Many-body interactions and non-equilibrium properties of low-dimensional electron-hole systems in clean semiconductor quantum wires and wells

3. FERETFRER LU T/\1 ADMER, SRE(L. BEFE. BHDEEHAL

L
mRE R

/NI 54

AKIYAMA, Hidefumi HAZAMA, Yuji

% Bh#

Professor Research Associate

Advanced laser spectroscopy on the basis of lasers and
microscopy is developed and applied to semiconductor quantum
wires and other nano-structures, in order to understand and
control their optical properties quantum mechanically.

Femto-second pulse generation directly from gain-switched
semiconductor lasers is studied intensively to understand the
pulse dynamics and the shortest-pulse limit. High-quality III-V-
semiconductor tandem solar cells and their internal loss rates
and mechanisms are also studied. We make the world thinnest
and cleanest quantum-wire semiconductor lasers that have
superior laser performances such as low threshold currents.
Experimental findings and problems provide us fruitful physics
subjects related to 1D physics, many-body physics, lasers, solar
cells, crystal growth, material science, and semiconductor device
physics and engineering.

We are developing experimental techniques such as sensitive
luminescence detection, absolute luminescence-yield measure-
ments, transmission/absorption measurements of single nano-
structures, micro-spectroscopy, imaging, and solid-immersion
microscopy. Some of these techniques have been applied to
study of bioluminescence of fireflies, jelly fish, and sea fireflies as
well as luminol chemiluminescence.
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Material physics and development of high-quality semiconductor nano-structures via microscopy

4. RFII -5 - U2

IR 15 E DEYFEN & EYMCE R ETHRIELE

Bioluminescence of firefly, jelly fish, sea firefly, etc. and bio/chemiluminescence measurement standards
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Sugino Group
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equation

TD-B3LYP"

Time-dependent
DFT
I I

15 20 25 30 35 40
Photon energy (eV)

Photo-absorption spectrum

RRF /B (SRl /U737 1y) DBEEFHESNIKTINZARY M,
AEHE (GW + Bethe-Salpeter) ($#EEDFHE (time-dependent DFT) Ze&kE U,
KRBERFRB—HZERL TV, 200 RFRTOEENRMEREIEN AL
Rofce

Carbon nano-material and photo-absorption spectrum. Our calculation
(GW + Bethe-Salpeter equation) improves over the conventional calculation
(time-dependent DFT) and yields results comparable to experiment. It has
become possible to reliably predict excited states of systems up to 200 atoms.

1. GW + Bethe-Salpeter ;kIcED < iRREEDFE—REHE

B0 B

NOGUCHI, Yoshifumi

28 (&
SUGINO, Osamu

IR BhZK

Associate Professor Research Associate

Development of first-principles condensed matter theory
is the target of study. This is done by advancing computa-
tional methods and by performing large-scale simulations.
The methodologies under development are (1) the many-body
Greens’s function approach to the excited states of materials,
via the solution of the Bethe-Salpeter equation within the GW
approximation, (2) accurate wave function theory based on the
antisymmetrized germinal power and the Pfaffian, in place of
the conventional Slater determinant, and (3) density functional
approach to the non-equilibrium and steady state of the electro-
chemical interface. Collaboration with experimental research
groups is also an important theme. The theme includes (1)
structural phase transition of a material under strong magnetic
field, (2) thermodynamic stability of bioluminescent material,
and (3) Dirac cone of novel thin films grown on surfaces, (4)

design of electrocatalyst for the next-generation fuel cell.

dielectric continuum

ESM

+ + + + + + 4+

bias

BRARRFEICE T BLF RIS & FEFEERIRE
Electrochemical reaction and non-equilibrium
steady state of the platinum-solution interface.

First-principles calculation of excited states based on GW + Bethe-Salpeter equation

2. RAMMEY £ 2 FIVICED K SREREEEER

Accurate wave function theory based on antisymmetrized germinal power

3. BRILFFREDOE—FREBFHE
First-principles calculation of electrochemical interface
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