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19 January, 2000
Dear Professor Kaya

I now send you my report and recommendations following the presentations of the Professors of the Department of Theoretical
Studies. | saw three Full Professors (Iwata, Nakamura, Hirata) and three Associate Professors (Okamoto, Tanimura, Yonemitsu) as
well as Professor Aoyagi from the computer centre.

| was impressed with the originality of the research presented, and the enthusiasm of the scientistsin their research. Much of the
research commands international attention and is certainly at the forefront of modern research in these areas. The breadth of
research is considerable: quantum chemistry, protein folding dynamics, molecular reaction dynamics, condensed phase non-linear
optical spectroscopy, moleculesin solution, one- and two-dimensional organic conductors, spectroscopy and dynamics of 3- and 4-
atom molecules. Taken al together the research is of the highest quality.

It is my view that the size of the Department of Theoretical Studies is appropriate. Of course today theory playsarolein all
branches of physics and chemistry and there are innumerable areas in which a theoretician can make a contribution. Increasingly
experimental groupswill carry out their own theoretical studies. My only advice regarding new directionsis that when an Associate
Professor departs for elsewhere, it should not follow that his successor isin the samefield.

Thereis good collaboration with other departments at IMS and other universitiesin Japan.

The situation of theoretical chemistry in particular in Japan israpidly improving. | know of large research groupsin Tokyo, Kyoto
and el sewhere; thismeansthat IMS must work hard to maintain its reputation for excellenceif itsfunction isto bejustified. A critical
decision must soon be made because Suehiro Iwata retires shortly. Quantum chemistry (following its Nobel Prize in 1998) is now
recognised as a permanent mature branch of theoretical chemistry. Every leading theoretical chemistry department must have a
quantum chemist. IMS must have a quantum chemist! | furthermore observe that many universities are appointing young people as
their quantum chemists. Quantum chemistry now covers a broad range from state-of-the-art studies of small molecules through the
use of density functional theory for larger molecules, leading to a combination of quantum mechanics and classical mechanics for
the largest systems.

| was particularly impressed that the associate professors were pleased with, the scientific environment within which they work,
their equipment and the library facilities. | was also pleased that they were able to attend important international conferencesin their
fields; thisisvital for the development of their research.

| was pleased to hear that the scientists at IM S recogni se the importance of holding scientific meetings at their conference centre;
such meetings and participations are becoming amost asimportant aswriting scientific papers. They automatically lead to international
collaborations.

The area of concern which was drawn to my attention: in a modern research environment (consisting of full professors and
associate professors) the role of the post-doctoral scientist isimportant; he/she will already have research experience and will
contribute strongly to research and will bringin new ideas. Permanent staff memberswish have funds available to appoint postdoctorals

to work on specific projects; such applications should be dealt with promptly by the grant issuing authorities, and it is usual for the
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postdoctoral positionsto be advertised once they are awarded. It is recommended that the procedures for postdoctoral appointments
is re-examined.
| heard about the new machines which are expected at the computer centre. Their prospective performance will be of great benefit
of the Department of Theoretical Studies.
In summary, it was a pleasure for me to hear about the exciting research being carried at the Department of Theoretical Studies at
IMS. The Department's size and activities mean that it iswell placed to contribute to 21st century science.
Yours Sincerely

Nicholas Handy
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