
CONTENTS 

 

Chapter No. Title Page No. 

 List of Tables  

 List of Figures  

 List of Plates  

 List of Abbreviations  

 Abstract  

1 Introduction                                                                                  1 

2 Review of Literature 9 

3 Experimental Procedure 44 

4 Results and Discussion 58 

5 Summary and Conclusion 132 

 Bibliography 139 

 Appendices 184 

 Publications  

 Plagiarism report  

 

 

 

 

 

 

 

  


	Abstract
	Introduction
	Materials and methods
	Dataset
	Pre-processing of data and classification of compounds
	Molecular descriptors calculation
	Feature selection
	QSAR model
	Support vector machine
	Optimization of kernel functions and parameters
	Model performance

	Generation of pharmacophore hypothesis
	Virtual screening
	Molecular docking
	In silico drug likeliness and ADME prediction
	Molecular dynamics simulation

	Results and discussion
	Molecular descriptors computed by ChemDes
	Feature selection
	Optimization of kernel functions and parameters
	Performance of predictive models
	Generation of pharmacophore hypothesis
	Virtual screening
	Predicting pIC50 values using SVM models
	Molecular docking studies
	In silico ADME and drug likeliness prediction
	Molecular dynamics simulation
	Root mean square deviation (RMSD) analysis
	Root mean square fluctuation (RMSF) analysis
	Protein-ligand interactions
	Ligand torsion profile
	Ligand properties


	Conclusion
	Acknowledgement
	Disclosure statement
	Funding
	Data availability statement
	References

	Introduction 
	Formation of Biofilm 
	Pseudomonas aeruginosa Biofilms 
	Role of Quorum Sensing (QS) in Biofilm Formation 
	Pseudomonas aeruginosa Quorum Sensing System 
	Pseudomonas aeruginosa Biofilm Challenge to Antimicrobial Agents 
	Strategies to Control P. aeruginosa Biofilm Infections 
	Plants as a Natural Source of Antibiofilm Agents for P. aeruginosa Biofilms 
	Enzymes against P. aeruginosa Biofilms 
	In Silico Approach to Control P. aeruginosa Biofilms 

	Conclusions 
	References

