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{57} Abstract :

COYID- 1% pandemic has led us to design and develop novel organic molecules as medicinally promising bead molecules which can
prevent the SARS{Co¥-2 virgs of the infected paticnis. The cumrent invention provides potemizal anti-viral dnags docked against anti-
COVID-1% protem targets: SARS-CoV-2 mam protease, drug-likeness, efficacy, molecular dockmg, physicochemical ansd
pharmacokinet studies of novel synthesmoed sulforamede analogues. Physicochemical and pharmacokinetic properscs have been
evahmied oa the baziz of certain parameters hike Lipmski rube of 5 (ROS mle) and ADMET (absorption, distribution, metsbalism,
excretson and toxscity]. All the synthesized compounds follow Lipinski male of five (ROS rule) and the compounds followed the range
af rotational bonds, hydrogen bond acceptors (HBA ), hydrogen bond domors {HBDY), topodogical surface area {TPSA ). and number of
violations, etc. All these compounds shown good plarmacoknetic propertics, rem renal CHCT2 substrate toxscity and negligible
toxicty values. BOILED-epg model was camed out for evalusding the gastromiestinel absorpeion amd brain penetration effect.
Compournds 3b and 3d comes under whate region of cgg and exhibited good gastromtestinal absorplion, whereas. 3a. 3c, 3e and 30
compounds fall under yellow region {yolk) of egg which showed good bmin penetration effect. All novel sulfonamide analogues
including commercially available anti=-COVID=1% drugs. Hydrocychloroguine and Umifenovir docked with anti=C0YT0=19 protem
targets. ie., PDE: 6VWW & 6Y2E. Compound 3c when docked wath PDHR: 65VWW shown maximum energy of -22.06 keal/maol with
two hydrogen binding interactions which are betber than marketed drugs. Similarly, compound 32 exhibited highest energy of -14.00
kcal/mal.
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