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I. Abstract Body
A number of new chemical structures have been design and screened through 3D structure catalytic site of Gamma-Amino-Butanoic-Acid receptor (pdb code: 3IP9). The Lamarckian genetic algorithm was implemented in Auto Dock 4.0 on Fedora Linux WS 3.0 and carried out comparative computational experiments of all design structures with the known Atu2422-GABA receptor in complex with GABA. Best 10 structures have been selected on the basis of least mean binding energies and docking positioning. Selected structures were synthesized through convenient synthetic methods. The core moiety of all synthesized compounds belongs to 2(3H)-furanone and 1,3,4-oxadiazole. All synthesized compound were characterized by H1NMR, FTIR spectrometry and C,H,N elemental analysis. In-vivo evaluation of all synthesized compounds was carried out on male albino mice using PTZ model for anticonvulsant activity. The test drug C-46, C-52 and C-55 was found to be comparable to that of Diazepam as standard drug as they reduce the convulsion rate and percentage of mortality protection.
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