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By envisaging the importance of in silico and biocatalytic approach in drug development, we investigated a profoundly time 
efficient lipase catalyzed route for the kinetic resolution of two important racemic drug intermediates, 3-(4-chlorophenoxy)
propan-1,2-diol and 1-chloro-3-(2,5-dichlorophenoxy)propan-2-ol. These intermediates are important building blocks in the 
synthesis of many valuable compounds. They have further been used for the enantiopure synthesis of cloranolol (a non-selective 
β-blocker) and chlorphenesin (a centrally acting muscle relaxant and an antifungal). Interestingly, both the experimental and 
computational data revealed Pseudomonas fluorescens lipase as the most effective biocatalyst for the kinetic resolution of the 
two racemic intermediates. Pseudomonas fluorescens lipase catalyzed the kinetic resolution of both the racemic alcohols in a 
very short duration of 3 h and 1 h, respectively, with high enantioselectivity. Molecular docking substantiated the experimental 
results, showing effective H-bond formation between the interacting atoms of the substrate and the amino acid residues at the 
catalytically active site of the lipase. Different reaction parameters were optimized to achieve maximum enantioselectivity. The 
present study demonstrates the significance of docking studies for the validation of biocatalytic reaction mechanism which 
helped screening of an expeditious biocatalyst compared to the already reported methods.
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