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In the field of drug discovery, knowledge about target-druginteractions can assist to design potent 
inhibitors for the targets including important clinical enzymes. Molecular dynamics simulation based on 
solving the second Newton’s equation foramolecular system is one of the best techniques providing 
atomistic details about such interactions. In this study, molecular dynamics of human carbonic anhydrase 
IIin complex with furosemide were simulated byusing GROMACS package version 4.5.5.Analysis of data 
showed thatside chain of His 94 coordinating with Zn2+ion in the active site of the enzyme threw out from 
its location by the drug,but two other histidine residues (His 96 and His 119) coordinated with the metal 
ion remained in their location.In addition, the distance between His 64 and indole ring of Trp 5 in the 
complex was increased in comparison with apo-enzyme simulating under the same conditions. These 
findings justify previous our laboratory results in which intrinsic fluorescence of the carbonic anhydrase 
was decreased in the presence of the inhibitor. This fact may attribute to enhance the quenching effects of 
imidazole side chain of His 64 on fluorescence emission of Trp 5 due to reduced distance between them in 
the enzyme-furosemide complex. 
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