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In	this	work,	the	complex	formed	between	γ	-cyclodextrin	(γ	-CD)	and	dorzolamide	(one	of	the	most	effective	inhibitor
of	 carbonic	anhydrase	enzyme)	was	 investigated	by	using	quantum	mechanical	 calculations.The	complex	between
dorzolamide	 and	 γ	 -cyclodextrin	 from	 different	 directions	 were	 fully	 optimized	 by	 using	 B3LYP/6-31G	 method.
According	to	our	calculated	results,	dorzolamide	forms	a	complex	with	γ	-CD	with	the	stoichiometry	of	1:1.	Negative
stability	energy	indicate	that	the	inclusion	of	dorzolamide	with	γ	-CD	cavity	is	sponataneouslly	and	refer	to	formation	of
hydrogen	 bonds	 between	 host	 and	 guest	 molecules.	 More	 detailed	 understanding	 of	 the	 inclusion	 mechanism	 of
dorzolamide	 would	 allow	 us	 to	 design	 more	 specific	 cyclodextrin	 derivatives	 with	 better	 affinity	 and	 functionality
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