Anti-malarial agent design using Pharmacoinformatics
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Divalent N(I) compounds ( ::N(«<L).® ) are systems with bicoordinated nitrogen in N(I) formal oxidation state.
This class of compounds contained all the pharmacophoric features developed through molecular modeling
analysis. In protonated form guanylthiourea derivatives show divalent N(I) character which is essential to predict
the activity of the active moiety. Anti-malarial agents proguanil, pyrimethamine and cycloguanil carry this
property. This class is further being developed as a potential nucleus for antimalarial drug therapy. In vitro
studies were carried out and two compounds from this class have shown activity in micro-molar range (100pM
and 400nM).
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Fig. Structural representation of C(0) and N(I) species
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