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The method is based on free-to-use servers, aiming to find and screen millions of compounds

Notably, the incubation of the first N terminus 13 residues (stabilization domain) 

results in the selective inhibition both in vitro and in a lysate from cultured parasites 

of PfAspAt whereas the cytosolic human is nearly unaffected.

Despite the discovery of the first artemisinin resistant strains in the Mekong delta 

in 2010, the research of new antimalarial drugs still is focused mainly on the 

optimization of drugs that target well known biological pathways.

Hydrophobic features are “nice to have” 
requirements for the design of a pharmacophore 
model

Selective Inhibition of PfAspAt N Terminus The TCA Cycle as Drug Target 
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The advantage of a pocket spatially far from the catalytic domain offers an 

unique opportunity to block the fuelling the TCA of the parasite

“Identifying and validating novel drug target for the treatment of plasmodium falciparum malaria”; 
Sergey Lunev, Fernando de Assis Batista, Carsten Wrenger and Matthew R. Groves; Current Topics 
in Malaria; Chapter · Nov 2016.

Preliminary Modelling of hit compounds discloses a combination of hydrophobic interactions and 

a buried hydrogen bond with Ser-242

“Specific inhibition of the aspartate aminotransferase of 
Plasmodium falciparum”; Wrenger C1, Müller IB, Schifferdecker 
AJ, Jain R, Jordanova R, Groves MR; J Mol Biol. 2011.

FtMap and Pocketquery cross-validated the inhibition 

assay and proposed the location of the binding site
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Focusing on shared subpockets - new developments in fragment-based drug discovery; 
Abdelraheem EM, Camacho CJ, Dömling A; Expert Opin Drug Discov. 2015;10(11):1179-87.
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MCR chemistry  will quickly provide compounds from  simple, diverse and commercially available 
building blocks. The results of the inhibition assavs will validate the pharmacophore model
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