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Table 2: Interaction of the best docked compounds of Anogeissus leiocarpus stem

bark with the plasmodial target
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Table 1: Docking outcomes of compounds from Anogeissus
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%m\«(g STIeee Fig. 2: The interaction of (a) N-Glycylglycine (b) Octadec-9-enoic acid and (c¢) 9,12-

. Lcn Octadecadienoic acid (Z,Z)- with TNF-a. The atoms of the compounds are connected with
purple lines; the residues involved in hydrogen bond are in green (bond length shown with

green dashed line). The residues involved in hydrophobic interactions are in black and
indicated with red sign.
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3 * Conclusion
M sennia Lead compounds identified are oleic acid; cyclopropaneoctanal, 2-
huﬁ%serwm 1 octyl-; octadec-9-enoic acid; n-Hexadecanoic acid; tetradecanoic
, ™ acid; N-Glycylglycine; phytol, acetate; phytol and 9,12-
% ’ Octadecadienoic acid (Z,Z2)-. These compounds bind by hydrogen
W“‘““"c ' bonds and hydrophobic interactions to key amino acid residues at
I s the active site of the targets.
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The compounds demonstrated acceptable ADMET profiles and are
predicted to be drug-like. With the binding interaction demonstrated
by these lead compounds, it can be concluded that they are
potential inhibitors that can be developed as antimalarial and anti-
inflammatory agents.
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with PfDHFR. The atoms of the compounds are connected with purple lines, the residues fldlfede @gmall'com
involved in hvdrosen bond are written in sreen (bond leneth shown with sreen dashed line).

Figure 1: The interactions of (a) Oleic acid (b) n-Hexadecanoic acid and (c) Phytol, acetate



