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Hanifadinna
Bandung Institute of Technology (ITB),
Indonesia

Brief personal history on major study and
research — I hold a bachelor degree in Engi-
neering Physics from ITB, Indonesia. My
undergraduate thesis was ab initio study for
polypyrrole catalyst using Gaussian Software.
After my undergraduate study I had an oppor-
tunity to stay for eleven months at Kasai's
Laboratory, Osaka University. Now I am a
master-course student in I'TB and continuing
research in computational materials science
and engineering.

Experience in the previous workshop —
When I was a research student in Osaka
University I also have an opportunity to attend
the CMD® workshop on March 2010 in Kyoto.
Purpose of attendance to present workshop —
I hope within the CMD® workshop I can
broaden my knowledge in the area of compu-
tational material design, especially for my pres-
ent research and I also hope I can share to
those who interest with this area.

How to use the skills and knowledge you got
in the workshop — I will try to use it in my
research, to get the calculation result if it is
applicable.

What kind of calculations to perform with the
"K" computer — I want to perform an ab-initio
molecular dynamic calculation for my further
research.

Aspirations for future relation and coopera-
tion to Japan — I hope there will be any
program like CMD® which gives an impact for
the education atmosphere in Indonesia and I
hope some students could have an opportunity
to learn in Japan because Japan is well known
for advances in science, technology and indus-
try while maintaining high belief in traditional
cultures. With this condition, I believe the activ-
ity like CMD® becomes high motivation for
many students and researchers in Indonesia in
pursuing the advanced education.

Dream in research — I hope I can design a

new advanced material in fuel cell technology

J
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and other applications with my knowledge in
computational material design. I also hope that
I can share my knowledge and experience
with the students who are interested in fuel
cell and quantum engineering. To train and
find the potential individual who can help out
my research project and maybe can develop it
any further. After all, to make the continuity of
research and to keep it going, it cannot be
done by one person alone but nevertheless

have to work as a team.

CMDO A R T HBRL R — b

Irma Syafitri

Bandung Institute of Technology (ITB),

Indonesia
Brief personal history on major study and
research — In 4th year at I'TB, my project
was “Immobilization of leucine on polypyrrole
for biosensor applications: A density functional
theory study.” After that, I joined Akai’'s group
in Department of Physics, Osaka University. I
had two research topics “Metal-to-insulator
transition in yttrium trihydride” and “Knight
shift of hydrogen in NiTi,” by using KKR
method. My current project at ITB is “Immobi-
lization of leucine on polypyrrole for biosensor
applications by water solvent: A density func-
tional theory study.”
Experience in the previous workshop — In
2009, I became one of the committee in
Asia CMD® workshop at I'TB. In that time, I
helped the things which needed in the CMD®
workshop, such as place of activities, consump-
tion, or certificate. In 2009, I became one of the
participants in CMD® Workshop at Interna-
tional Institute for Advanced Study, Kyoto. In

the workshop, I was learned some kind of the
CMD® tools, such as ABCAP, ES-opt,
HiILAPW, MACHIKANEYAMA, NANIWA,
OsakaZk, STATE-Senri, and TSPACE. In
this workshop, we can learn the CMD® tools
from the developers directly. By these tools we
can calculate the properties of the material
such as the electronic structures of metals,
semiconductors and compounds, etc.

Purpose of attendance to the present work-
shop — My purpose in the current CMD®
workshop is to learn more how to use CMD®
tools that I did not learn in the previous work-
shop and make good relation with Japan
university lecturers.

How to use the skills and knowledges you got
in the workshop — After attended this work-
shop I will use this knowledge and skills in

research, workplace and living environment.

Irma*h

What kind of calculations to perform with the

"K" computer — By this "K" computer we can
calculate the properties of the material in the
big size input file, such as electronic structures
of metals, semiconductors and compounds, etc.
T hope it can help our project and research for
Japan and Asian nations.

Aspirations for future relation and coopera-
tion to Japan — By this CMD® workshop, I
can make good relation with Japan University
lecturers, so that in the future I can make
cooperation in research field.

Dreams in research — I hope I can find new
theory in computational material design. At
least, I can show the phase diagram of metal-
to-insulator transitions of YHx. This is a chal-
lenge for me in order to solve this problem, so
in the future it can be useful to find new tech-

nologies and new theories.
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