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Absirsci—new pyrazols dertratives ware synthecined thromgh a cyclization reaction of chalcones deratives anth
Iydraring Enydrate under acidic catalyiis and charctrization by diffarcat teckmiquos. The MTT 2y was med to

sxanine the cytotoxic activity of the produced

against the temor cell lines MCF-T and MDA-ME-231.

Morpholegical wcresning magns by using the IC ., valnes of 2-{3-(3.4-dimethorypheny [, S-difnvdro-1 H-pymazal-
S-)guinclime at varions concentrations to S cancar cell lixes MOF-7 and MDA-ME-231 were dons. Molecular
docking for the meoet active compound izide the acthee sites of the (FDE: IM17) was done. The peomety opt-
miraticn and reactivity descriptors, sach as esergy band gap (AF), chemical potential (i), alectronegathity {3,
charvical hardness (n), chamical sofmes (), alecoephdlicity (o). and Jeast mnoccupied molecular artatal (LU,
ware alio anahzed using the DF T caloulatico parformed miing DFT/BILYPE-311+G{dp). Additionalhy, 2 theromgh
in silico prediction of the compounds piviicochamical ADME profils was completed.
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INTRODUCTION

Chalcene derivatives that come from natural
of syothefic sources demonstrate a wide range of
pharmacological actons [1-4]. i = oot surprsme.
then, that variows symthefic techmigues for genemiing
heterocycles from chalcone precursors that bave besn
evalnared for anticancer actvity hawve been esmblished
‘heterocyclic compoumds acoount fior mere tham half of all
[5-9]. Heterocyclic compoumds with pyrazole moisties
take cemter stage in this sudy due to thelr diverss and
pssemfial applications m biology, pharmacalegy, industry,
mnd other fislds [10]. Several pyrazole-contmining dnigs
have been successfully commercialized to date, mehading
celecomh, nmonabant, sulfaphenazole and penthiopyrad
[11]. These scaffelds are categorized as alkalodds;
howewver, they are exiremely rare in nanre. Moe o al. [12]
ideniified the first natoral pyrazole. 1-pyrasolylalamine,
from the seeds of watermelons in 1958 Mamy other works
have recently been published and have heen wilized by
many research teams to prepars the substnsed pirazals
oyrle[13-15] Al mierest in these sobsances has reromed
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becanse of their sample and rapid process of syothesis
that can be tailored to the demands of the oustomer
[14-18]). Considenng these discovenies, this work created,
symihesized and evaluated novel pyrazole compoumds for
cytotoxiciy against MCF-7 and MDA-MEB-231 cells.
The DFT computatsonal method is especially helpdul
for handling elecmonic aspects and comprehending the
molecular/electmonic sinachme and behavior of various
substances [18, 20] because of s spesd and adapabiliny
for recowering dynamic electron comelations and
comparational research The DFT compuiations were
successful in finding relationships between the elecrical
and geometrical featmes of the malecule, as evidenced by
a commarison of the smdy dat with the real resules [21].
T create chalcone derivatives, we confimed ourreseanch
using the maost feasible method ver discoversd- the
Claizen—Schmide condensation of squimaelar quantities
of aryl aldebrpdes and substnafed acetophenone in the
presence of alcoholic alkali. Morsover, the inferaction
of chalcones with bypdrazmne bydrae m the presence
of hydrochloric acid resulted in the productien of
pymazole compoumds. [t was iovestizated how efective
they were against the cancer cell lines MCF-7 and



