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Recently, the role of computational chemistry is increasingly important, but unfortunately the

field is still only for the specialist. On the other hand, as diffusion of internet technology, a lot

of systems to solve chemical problems are spreading. Hence, for the purpose of promotion to open

in-house system and database, a new system based on web technology has been established. The

web system realized the new research environment in company, which easily access synthetic route

design system, in-house reaction retrieval database, and property estimation system via unified graph-

ical input editor.
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11N Internet in Chemistry 700

Year Event

DARPA (Defence Advanced Research Projects Agency)
established ARPANET.

The 170th National Meeting of American Chemical

1975 Society (ACS) held Synposium on Computer Networking
and Chemistry.

DCA (Defense Communications Agency) and DARPA
established TCP/IP protocol.

In Japan network system, JUNET (Japan UNIX Network),
was started.

1969

1983

1988

1990 The first major internet worm was appeared.

CERN (Centre Européen pour la Recherche Nucléaire)
released the crient software, World Wide Web (WWW).
NCSA (National Center for Supercomputing Application)

1992

1993
released the first graphical viewer, Mosaic, for the WWW.

Division of Chemical Education of ACS held Committee
on Computers in Chemical Education (CHEMCONF ’93),
which was the first electric on-line conference in the

world.

The 1st International Chemometrics Society

(INCINC '94) was held by North American Chapter of
the International Chemometrics Society (NAmICS) and
Elsevier.

1994

The 1st Electronic Computational Chemistry Conference
(ECCC) was accomplished using Web mechanism alone.

Electronic Conference on Trends in Organic Chemisty
1995 (ECTOC) was held through WWW, and were discussed
using e-mail.

11578 Web-site of National Institute and Society

of Chemistry
Name URL
The Chemical Society of Japan http://www.chemistry.or.jp
The American Chemical Society http://www.chemistry.org
The Royal Society of Chemistry http://www.rsc.org

Die Gesellschaft Deutscher Chemiker  http://www.gdch.de
The Canadian Society for Chemistry http://www.chemistry.ca

National Institute of Advanced http://www.aist.go.jp
Industrial Science And Technology

National Institute of Standards and http://www.nist.gov/srd/
Technology (NIST) chemistry.htm

The Royal Institution of Great Britain http://www.ri.ac.uk

World Association of Theoretical http://www.ch.ic.ac.uk/watoc
Oriented Chemists (WATOC)
The QSAR and Modelling Society http://www.qsar.org

Dutch National Center for Computer- http://www.cmbi.kun.nl
Assisted Chemistry and Biolnformatics
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MeO N
Target Molecule
MeO

Starting MeO
Materials ()

MCO: : %() M(‘O: : f() Mc(,): : f() [:NH
MeO MeO MeO
7. N 7N 7NN

)OI

Algorithm*? | Execution*? Purpose*?
System
L 1 B |RD*¥ RP SM
AIPHOS v v v v
CAMEO v v v
CASINO v v v
CASP v v v
CHIRON v v
CICLOPS® v v v v
COMPASS v v v v
CONAN v v v
COSYMA v v v
EROS!® v v v v
FLAMINGOES v v v v
ICAR v v v v
KOSP!» v v v v
HOLOWin v v v v
LHASA!®) v v v v
LILITH v v v
MASSO v v v
PASCOP v v v
PEGAS v v v v
PSYCHO v v v
RESYN v v
RAIN v v v v
SAS v v v
SCANCHEM v v v v
SECS v v v
SESAM v v
SOPHIA v v v v
SOS v v v
SPEK v v v
SST v v
STORM v 4 v v
STRAKS v v a4
SYNCHEM v v v
SYNGEN) v v v v
SYNSUP!) v v v
TOSCA v 4 v v v
TOSP20) v v v
TRESOR v v v
WODCA2D v v v v v

x1) E : Empirical, L : Logical

%2) I : Interactive, B : Batch

*3) RD : Retrosynthetic Design, RP : Reaction Prediction,
SM : Starting Material Search

*4) /v : Key reaction design, others : Precursor design
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LIRS Commercially Available Reaction Database

System
System Supplier URL
ISIS/Host MDL http://www.mdli.com
SciFinder CAS http://www.cas.org
ChemFinder CambridgeSoft  http://www.cambridgesoft.com
ACD/ChemFinder ACD/Labs http://www.acdlabs.com
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BEEEN  Results of Property Estimation
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