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Abstract
Natural products and their derivatives have historically been invaluable as a source of therapeutic agents.  Herbal remedies were the first medicines used by humans due to the many pharmacologically active secondary metabolites produced by plants. Some of the metabolites like Lantadenes from the weed Lantana camara have been known to inhibit cell division and showed anti-antitumor potential. Column chromatography was used to separate and to purify two Lantadenes the leaves of Lantana Camara using a two-phase solvent system composed of hexane: ethyl acetate(4:1). Further, derivatization was carried out at C-3 to get different substituted (aliphatic /aromatic) analogues of lantadenes, followed by their spectral characterization and evaluation as cytotoxic agents and NF-ĸB inhibiton against A549 cell line. Studies indicated the meta substituted benzoyloxy analogue as potent molecule that inhibited kinase activity of IKK in a single-digit micromolar concentration. It also  showed promising cytotoxicity against A549 lung cancer cells with IC50 of 0.98l Μm. Furthermore, we have highlighted the potential of innovative computational tools in processing structurally complex natural products to predict their binding affinity for macromolecular targets and attempt to forecast the pre-ADME properties of lead molecule. Encouraging results indicates the Lantadene’s potential to be developed as anticancer agents.
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