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Molecular Madeling in Drug Design

3. Statistical Modeling
perform OQSAR (MLR, PLS)

4. Chemtical Data/ Information Management
molecular sfructures database
organic synthetic methods database
molecular properties database

Bioinformatics and Computer-Aided Drug
Design

-bioinformatics offers a means to get to a structure
through seqitence

-computer-nided drug design offers a means to get
to a drug through structure

Bioir matics and Computer-Aided Drug
Design

-once a disease targer molecule is identified
typically a protein, the protein can be used to
screen libraries of molecules produced by
combinatorial chemistry techniques

-compulers and computer-operated robots are
essential to the process of screening the molecules
and tracking the large volume of data generated

by high throughput screening

Combinatorial Chemistry

-elaborate extension of the solid phase peptide
synthesis(SPPS)

-simultaneously prodice many compounds with
desired stricture (products should be as
diverse as possible)

Combinatorial Chemistry

-the technology used in combinatorial synthesis is
dominated by robots designed to greatly
accelerate the rate at which compounds can be
produced.

-the chance of finding active compounds in a
library increases with diversity and dissimilarity
of the compound set

Combinatorial Chemistry
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Web resources

* Molecular Modellng Lecture Notes
htip:/fwwond.edu chem&4 Hout!Ine.himl

+ Basle Modellng Concepts
httpsifwww.ambercfeduwamber/ONetIndex.himi

¢« Molecular Modellng: History, Links
hitp//suger.chem.uik.edu/ bakergrp/modeling.hitm

» Molecular Modeling Informallon
httpi/femmdnfo.nlh.gov/modellng/




