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SYBYL/SLN (Sybyl Line Notation)

C[1]H:N:C(:CH:CH:CH:@1)N(CH2CH2N(CH3)CH3)CH2C[30]:CH:CH:C(:CH:CH: @30)OCH3
Counts of pre-defined substructures

v SPL script

001000001100000000000000000000010000000000000017310

Repeat for all compounds in the databse

N

Objective variable 2D-fingerprints _

Cmpdl -142 000000000011101100000000000000000000000000000010601
Cmpd2 -0.04 00000000000010010000000000000000000000000000005401
Cmpd3 -1.30 001000000000000100000000000000010000000000000025421
Cmpd4 -1.06 001000000100000100000000000000010000000000000021521
Cmpd5 011 01000001000001000000000000000000000000000002009300
Cmpd6é 049 001000001100000000000000000000010000000000000017310
Cmpd7 0.83 001000002000000000000000000000000000000000000019200

PLS/Cross-validation (LOO) & Non-validation

QSPR model

Prediction of ADME property for synthetic targets
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S

POMONA
COLLEGE

Chemistry Department

Professor Hideaki Fujiwara

Chairman, Division of Structure-Activity Studies

The Pharmaceutical Society of Japan.

Laboratory of Medical Engineering, School of Medicine,
Osaka University, Suita 565-0871, Japan

October 11, 2002

Dear Professor Fujiwara:

Please accept my congratulations on the establishment of the Division of Structure-
Activity Studies as one of divisions in the Pharmaceutical Society of Japan. 1 understand that
the origin of the division is the Association of (Q)SAR Studies of Japan, which was initiated
by Professor Toshio Fujita in 1975, and the Association has been the organizing body of the
annual (Q)SAR Symposium in Japan. I learned that the symposium has been included as one
of the activities of the Division of Medicinal Chemistry of the Pharmaceutical Society of
Japan since 1992. The relationship of the Symposium with myself is rather close. I was
invited twice to the Symposium to make a plenary lecture in 1983 and 2000. I was impressed
that so many scientists were getting together in each of these years. The symposium is
believed to encourage scientists who are interested not only in elucidating the structure-
activity relationship with a sound physico-chemical as well as biochemical background, but
also in designing better pharmaceuticals and agrochemicals quantitatively with computerized
methodologies. The evidence for this is the fact that quite a few internationally distributed
pharmaceuticals and agrochemicals, such as norfloxacin, metoconazole and others, were
developed in Japanese industries with use of the QSAR procedure. The Pharmaceutical
Society is recognizing the years of hard work devoted by the Symposium with their decision
to upgrade the status of the Symposium to a divisional activity. I sincerely hope that the
Division will further develop and contribute to the growth of studies relating to (Q)SAR,

modeling, and drug design, including those in the coming postgenomic era.

Sincerely Yours,

Corwin Hansc

645 N. College Avenue
Claremont, CA 91711-6338
Telephone: 909-621-8410
Fax: 909-607-7726
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Expanding the knowledge base, (1) High throughput processes, (2) Modelling the chemistry,
(3) Modelling the organism, Modelling the data, (4) Bioinformatics, (5) Web based dissemination, quality
assurance and integration, (6) Cheminformatics
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Prof. Dr. Esin Aki Sener
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