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Abstract:

Density Functional Theory (DFT) s progressively becoming vital for the siudy o
sharmaccutical drags and also to {ind out the applications of substrates. Since past o v vour,
OFT has appeared as a Quantum Mechanical (QM) method which is satistactorily micticulous
as well as competent to be employed in pharmaceutical studies. Biologically important
molecular systems can be exactly described using DFT at a lesser computational cost than
e mcthods making it a highly atilized techniyue Current manuscript presents praspaeiine
appiations of DFT i kinetic wnd mechanistic study of a chennical reachion civhe i !
wtilhization for calculation of thermodynamic paraineters and some enhanced applications ol
botlh reactants and products. To begin with, the basis of DFT 1s discussed. Next, accuracy ol
DIT tor the analysis of this kinetic s discussed followed by applications of DET o
moiectlar modelling in drug chemistry

Kevwords -Quamum Mechasical (QM), DEFT. Computational, Kinetie, Thermody i e,

baeroduction
The field of medicinal chemistry and drug desigring is most growing ured now a duays
has a loi of scope for future rescarch. (f we applicd guantum approach w this siudv her

hecones quite informative for anplication purpese also by usimg several nmiwitoy 7|

Anong several methods, Density Functionai Theory (DF!) has excellent level off aecuriey
with least iime requirement coniparatively and cost effective also. The basic phenomenon ot

DET ig that, electron density defermines the ground state energy and odwer molecuba

propetties [8-9]. This ground state energy tern consists of three termy whieh oo L

&

eneryy, potential energy and exchange correlation energy ol ihe system Fhe 1rse wis s o

terin cai be caleulated easily und third term s caleilated using different approximaiions. oo

aeneralized gradient approximations {GGAj, local-density approximations (LDA) and bybrie
functionals, are used for the exchange correlation functional. B3LYP 13 a hybrid faoctia
i
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