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COURSENAME : COMPUTER AIDED DRUG DESIGN(BP807 ET)
VIII SEM / IVYEAR

TOPIC :DOCKING BASED SCREENING & DE NOVO DRUG DESIGN
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WHAT IS MOLECULAR DOCKING ..?
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THE CORE VOCABULARY(THE LANGUAGE OF DOCKING)
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WHAT IS DOCKING BASED SCREENING..?
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THEWORKFLOWOF DOCKINGBASED SCREENING
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THE COMPONENTS OF DOCKING BASED SCREENINGSYSTEM
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ADVANTAGES OF DOCKING BASED SCREENING

7/2010-01-2026 CADD|Mr. S.SRI VIKRAM |AP|SNSCPHS



DISADAVANTAGES OF DOCKING BASED SCREENING
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DE NOVO DRUG DESIGN PROCESS
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PRINCIPLES OF DE NOVO DRUG DESIGNAPPROACHES
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METHODOLOGIES IN DE NOVO DRUG DESIGN
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ADVANTAGES OF DE NOVO DRUG DESIGN
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DISADVANTAGES OF DE NOVO DRUGDESIGN
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KEY APPLICATIONS OF DE NOVO DRUG DESIGN
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RECENT ADVANCEMENTS IN DE NOVODRUG DESIGN
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SUMMARY
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ASSESMENTS
Question 1 : In Virtual Screening, what is the primary purpose of the "Scoring Function"?
A) To synthesize the drug molecule in the lab.
B) To rank molecules based on their predicted binding affinity.
C) To determine the 3D structure of the protein.
D) To name the chemical compound.
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Question 2: Which of the following best describes "De Novo" drug design?
A) Searching the ZINC database for existing drugs.
B) Testing drugs on animal models.
C) Building a new molecule fragment-by-fragment inside a target site.
D) Using X-ray crystallography to see a protein.

10-01-2026 CADD|Mr. S.SRI VIKRAM |AP|SNSCPHS . 18/20



REFERENCES
1. Molecular Docking for Computer-Aided Drug Design by Mohane Selvaraj Coumar, 1st Edition, pg. no: 120 –145 (chapter 6 ).
2. Molecular Modeling: Principles and Applications by Andrew R. Leach, 2nd edition , pg.no :618–625.
3. Computer-Aided Drug Design by Aman Thakur, Vineet Mehta, Priyanka Nagu , 1st edition pg.no: 92/105.

10-01-2026 CADD|Mr. S.SRI VIKRAM |AP|SNSCPHS 19/20



10-01-2026 CADD|Mr. S.SRI VIKRAM |AP|SNSCPHS 20/20


