
Page 50 

2nd International Conference on

Medicinal Chemistry &
Computer Aided Drug Designing

October 15-17, 2013   Hampton Inn Tropicana, Las Vegas, NV, USA

Volume 3 Issue 4Med chem 2013
ISSN: 2161-0444, Med chem an open access journal

MedChem & CADD-2013
October 15-17, 2013

Forecaster: A computational tool for drug design and discovery developed by experimentalists 
for experimentalists
Nicolas Moitessier
McGill University, Canada

Over the last ten years we have been developing software for drug design and discovery. In order to make them available to 
experimentalists, efforts were made to automate the processes, thus reducing errors and the need for extensive training. 

Thus each individual piece of software, including FITTED; a docking program which considers displaceable water molecules, 
protein flexibility and covalent binding, IMPACTS; a program for prediction of sites of metabolism of drugs and REACT; a tool 
for virtual combinatorial chemistry have been integrated into a web-based plateform FORECASTER. This platform has then 
been applied to real case studies. We will present the development of this computational package as well as existing experimental 
applications and validation. Among these applications are the computer-aided design and synthesis of prolyl oligopeptidase 
inhibitors that demonstrated high inhibitory potency in cell-based assays and the experimental determination of their major 
metabolites initially predicted by IMPACTS.
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