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Abstract:
Objective: Brahmi is well known for neurodegenerative disorder therefore designed the chromone derivatives and brhaminoids against the β-secretase and Acetylcholinesterase which is responsible for Alzheimers diseases. It is most beneficial study before going to preclinical study, from inslico study finding the best molecules for Alzheimer disease depending on binding score with target.
Methods: The total 80 ligand molecule was drawn using Chemsketch software, Auto Dock Vina was used to convert the .mol file to .pdb format, as well as for virtual screening of a library of derivatives. For molecular docking score checking, the Auto dock vena software is utilized. The PDB code for  β-secretase and Acetylcholinesterase was 1SGZ and 1EVE, and the crystal structure was retrieved from the protein database. The crystal structure for β-secretase and Acetylcholinesterase was downloaded in .pdb file format from online protein database. The ligand which were previously attached to active site of downloaded protein were removed using DS Visualizer software. The modified receptor was saved in the .pdb format in the working folder. The molecular interaction visualisation was done with the Discovery Studio 3.5 visualizer in which shows the active binding site with ligand-target.
Results: From insilico selected only 10 best ligands which shows the best binding affinity against the alzhemiers disease. The interaction with root mean square deviation(RMSD) zero was consider to  be the best. Molecule F2, F6, F10 shows the best binding (-10.5, -10.2, -10.3)affinity with β-secretase and Acetylcholinesterase. Visualization of interaction between ligand and target. The results of the molecular docking study using Auto Dock Vina revealed the binding energies of the F1 to F10 derivatives and reference ligands (cocaine and amphetamine). Amino acids are common found in the ligand and reference compounds against the target which help in the selection for best compound as standard. Physicochemical properties of ligand molecules helps to best pka value or drug likeness. Most of ligands follows the Lipinski rule for their hydrogen bond donors, hydrogen bond acceptors and LogP value.
Conclusion: study of the brahminoids and the chromone derivatives against the β-secretase and Acetylcholinesteras shows effective results, from this insilico physicochemical properties selecting the best ligands against the alzhemiers.after that predicted binding score should be go for preclinical studies. Most of the researchers don’t know about the computational study so its very beneficial for preclinical studies. 
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