Combined QSAR, Molecular Graphics and Modeling Study on Some C9,C10-substituted
Artemisinins with Antimalarial Activity Against Plasmodium Falciparum
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The Data mining and structural studies 15 Conclusions
1) The artemisinins are mainly grouped as low, moderately and highly active compounds
(see the HCA, PCA, PLS plots).
2) A fairly good PLS model predicts ART_24 and ART_27 to be more active than the compounds
reported in literature (see the Tables).

3) The torsion angle 02-O1-Fe-C(meso) in the minimum energy artemisinin-heme-proximal
histidine complexes ranges from -105° to -135°, what could be expected as a general behavior
of artemisinins (see the color figures from the modeling and graphics part).

4) The artemisinin orientation with respect to heme is by polar-polar and
ic i isinin, heme and d residues (see the color
figures from the modeling, graphics and structural part).

The substrate-heme complexes retrieved from
the PDB. The orientation of the substrate with
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5) The highly active artemisinins possess suitable substituents at C9 and C10 which are able to
reach the hemoglobin exterior (see the color figures from the modeling, graphics and structural
part)




