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  5. Course Requirements and Grades 
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	Course Description Approximately 100 words: Drug development is a long and time-consuming process, which can take an average time of 10 years for the identification of one lead compound to be further tested in the preclinical phases. Quantitative Structure-Activity Relationships (QSAR)-based techniques are valuable tools for shortening the time of lead compound identification, but also for focusing and limiting the time-costly synthetic activities and biological/ADMET evaluations. This review reports an overview of the current research and potential applications of QSAR modelling tools in rational drug design. The chapter is set out in the same order in which QSAR models are generally built up, starting from the setup of the dataset for modelling, assembly of typical molecular descriptors and selection routes, followed on by an outline of the commonly used techniques for establishing the QSAR models and lastly, by a discussion of the most useful procedures for reliability and uncertainty assessment of the models for regulatory purposes. The following course will expand this further
	Course Goals and Objectives Approximately 100 words: To understand the critical relationship among biomolecular structure, function and force field models.  To be able to utilize basic modeling techniques to explore biological phenomena at the molecular level.  To emphasize Modelling drug/receptor interactions in detail by molecular mechanics, molecular dynamics simulations and homology modeling. 
	Textbook Title Author Publisher Year of Publication etc: Qspr/Qsar Studies by Molecular Descriptors UK ed. Edition by Mircea V Diudea (Author) Quantitative Structure-Activity Relationship (QSAR) Models of Mutagens and Carcinogens 1st Edition by Romualdo Benigni (Editor)
	Reference: A Practical Guide to Rational Drug Design 1st Edition, Kindle Edition by Sun Hongmao (Author) 
	Course Requirements and Grades: EXAMINATION TOTAL = 100%
	Week 11: 3D Pharmacophore modeling CONTINUED
	Week 12: 3D Pharmacophore modeling CONCLUDED
	Week 13: SUMMARY AND REVISION
	Week 14: EXAMINATION
	Week 1: INTRODUCTION TO QSAR
	Week 2: Historical Development of QSAR
	Week 3: Molecular Descriptors used in QSAR
	Week 4: MOLECULAR MODELING IN DRUG DISCOVERY
	Week 5: MOLECULAR MODELING IN DRUG DISCOVERY continued
	Week 6: DESCRIPTORS USED IN QSAR continued
	Week 7: Hansch and Free Wilson Analysis
	Week 8: 3D-QSAR
	Week 9: 3D-QSAR continued
	Week 10: 3D Pharmacophore modeling


