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Abstract
The fatal virus SARS-CoV-2 caused a global pandemic of Coronavirus disease. Identification of the naturally occurring bioactive compounds that can inhibit or modulate the proteins and enzymes of the virus SARS-CoV-2 by targeting the host cells and immune system of the human body is an instrumental approach for COVID-19 therapy. In the present study it is an effort to assess the potential of naturally occurring bioactive compounds and their derivatives against SARS-CoV-2 using molecular docking and molecular dynamics simulation studies i.e. binding affinity of the active enzymes of the host cells to bioactive compound against SARS-CoV-2.  Docking and simulation studies were performed to evaluate the maximum affinity of the selected bioactive molecules along with the reference drugs Remdesivir and Ivermectin against the vital target proteins and enzymes of coronavirus. Among all selected bioactives, as per the computational docking parameters, Curcumin has shown excellent binding, especially against ACE-2 and RdRp. Apigenin also showed encouraging results against spike protein comparable to reference drugs Remdesivirand Ivermectin. Curcumin glucuronide & Apigenin-7 glucoside showed the most suitable response as they have a marvellous binding affinity with SARS-CoV-2 targets that are responsible for viral entry as well as their further replication into the host cell;they could be potential drug candidates for COVID-19 therapy. 
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