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Ot'ganic: compounds are knrxvn for their notc.,r,orthy thcral:ct-itic potcntial. A detiiritc lvpe

o1'olganic corlpoLtncls., alc bcing considered lor neu' medicrittal erititics itr,-- Ci.raili:izolts

dcrivalivcs. The 1.3.4 C.txadiazolc derivatives having pipericiinc and Sr"ilphotratrii.ics grotrp

(7n-7t) wci'e estintatcC as inhibitor o1- acetyir:[iolinc:stcrasc (ati flll-v:1)r] ',, iricir is

ri:itpclnsitil,-, lbr ncr,rrc'logicr,rl ciisorclers suclr as Alzheimcr's discase) lvith thc sitpport ol'

i:omprrtiriional ntcthod:i, lihc l)ll[. molecurlar doching andADVIE'i'. ]iy'co'r1','iug litcsc

techniclues togethcr, speedy screening and optimization of desired drr-rg candidate can be

a.it1ccl thrrs enabling thc process o1'drurg designing. T'he cotlpounds were optirnizccl by 6-

31G (ci, p) v,,ith basie se.r anrl LlSI-Yi'}level of DFT wit]r GaLrssian softr,vares. Tb stucly thc

chcrnical stability and rcactivity li'rontier Nlolecular Orbital (FN4O) ana11'sis rvas pcl [br-ue cl

bv rrtiii.zing siurc ih.orctii:al lcvcl. The lIOMO, LTJMO cnergy ltrr.'g1.:t;rd ctler-s','

dillilenccs Al:: alLr.ir-,r-.i Jrom Fl,4O analysis uscd to calculatcd g,Jobal rcactivil.y parallletcl'-c.

jn ordcr tr..r ciclinc rh.- r.:ietirr' sitcs, the MljP analysis rva.s cor-idi-tcterl i.o cvalLt:tte

nucleophrliC ?rrd c-lr,-.tt'ophrlic srtcs and positirre and ncgative clcctrostaiic potential. Ntlo

analysis olltrecl Lrncicr..ran.1ing about thc electronic stluclut'i: anii crbrtal ii-,'.ct'aclicti:r,.ll

corlpounci to gct frrrrhcr rnsrght llroLrt reaclrrity anilslrLtrility. 'I'he binrling- :r{'l'lniiics arrd

docking scores r,,,zrs calclLlatcci br perl'orrling moiecular docl<rng r-rsing Disco\cl')'stlldio,

AutoDock atrd Autocloclt Viita. Irr-rur courpour.ids u-ere dockecl a.qainsi acetl'lcholirtcrstel-asrc

out of'them Tn had the highest brnding aftrnitl'as cornpared to othcr dertvativcs.'fhe

physicochemir:al propt'-:r'ties u.,ere analr-2.-d bv t'nolinspiration and data rvat'rior antl thr:

ph.arnracohinetic ancl pharmacodynar-lric plopelties r,r,ere prcdicted using Srr,'iss AI)Mt- ancl

prcADN,'ltrT'. It is cxpcclod ihat thc corrri'rbLrtion r-nadc b;,, tiris worl< rvill 1;1a5,'a sigrrili*tnt

role in tlic phalrneccriti,cal clcsign and discover-v field, providing a rttdiirtcn[ary guidciirlt:

in thc rnedicinal clicuistry 1icld.
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