ABSTRACT

RNA-dependent RNA polymerase (RdRp), Is a key component of the Coronavirus'
replication machinery which is being exploited for drug targets (Dai et al., 2020).
We built a chemical library based on a similarity of anti-covid-19 ethnobotanically
divided (Alkaloids,

Diarylheptanoids, Flavonoids, Phenolics, Saponin, Diterpenoids, Triterpenolds,

from 42 bioactive molecules Into eight families
Xanthone) (Oyere et al., 2021). A molecular screening was carry out throug the
analysis of the pharmacokinetic and toxicity parameters (ADMET) by calculating
the values of the descriptors of each parameter which we then analyzed using tools
of Rapid medicinal screening constraints (Lipinski, opreah and verdonk rules
successively) The tryptanthrin was the unigue molecule meeting all these Initial
constraints, such as the ability to diffuse In a passive way, the crossing of the blood
brain barrier, a good penetration into kidney cells and easy elimination. The human
ether-a go-go related gene encoding a potassium ion (HERG K*) reveals the fact
that the tryptanthrin is not potentially toxic for the heart. In addition, the binding to
human serum albumin (log Ks,) parameter indicates an adequate binding of the
tryptanthrin to plasma-protein. Its circulation in the blood stream Is appreciable.
The logarithm of 1C, of the tryptanthrin (0.06) lower than that of the remdesivir
(0.07) and the galidesivir (0,31 uM) justifies its lower toxicity compared to these
two market reference drugs. The Interaction between tryptanthrin and the target
protein (RARp) by the mean of the Docking guarantees its good binding of the

molecule In the pocket and consequently its anti-SARS-COV?2 good activity.
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