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pyrimidine-ﬁ-carboxylate hybrids: Synthesis, bio]ogical, molecular docking,
and ADME Studies
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ABSTRACT Five ethyl  5-meih yI-7-(1,3 -diaryl-lH-pyra_zoiyl)-4,7-dihydroretrazoloﬂ_.5-a]pyrimidme-é-carbox_ylates
(7a-7e) were designed anq synthesized from aralkyl ketone ang pheny] hydrazine through condensation, cyclization, ang
multi-componeng reactions, The outcome of radjcaj scavenging evalyation reflects that aj the synthesized molecular hyhrids
exhibited good activity, with the highest one being the hybrid 74 (~83%), which is comparable_to the standarg ascorbic
acid (~85%). Cytotoxicity €Xamination indicates that molecular hybrids 7 and 7d showed dppreciable actjyi v and, among
them, 7d Was identified g4 the most aci Ve One against SW199¢ (ICSG ~19 M) as well as M DA-MB-23) ( lCm ~28 UM). On
Comparing with the standard gemcita bine, 7d exhibited Superior activity, F urther, 7d displayed a significant bing; ng affinity
(—8.8 kcab’mul) while employing molecular dockjn_g Wwith the protein BCL-2 (B-¢eJp lymphomga 2). The outcome of the
phannacokinctjcs and Physicochemijcaj Properties prediction analysis implies that 7d has the potential to e develoned iaga
a successfy] medication,
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