Statement of Novelty
The current research article makes a successful correlation between the antibacterial activity evaluation and the computational aspects of some reported Alanine Racemase inhibitors. The outcome of the research work focuses mainly on the drug designing aspects to be undertaken by researchers for novel drug discovery. The computational aspects discussed throughout the paper offers a positive guidance for designing of novel inhibitors especially in terms of antibacterial drug discovery. The Molecular modeling approaches such as molecular docking, free energy of binding, molecular dynamics simulations and quantum chemical parametrization assures first of its kind study for current discussed enzyme inhibition.   
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