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Abstract
Project Title : Molecular insight into influenza A hemagglutinin Inhibitors as a basis

for drug development
Investigators : Dr. Panita Kongsune

Project Periods : 1 years (1 July 2012 — 30 June 2013)

In the present study, molecular docking was performed on the 2009 human HINI
complexed with andrographolide and derivatives from Andrographis paniculata, to investigate the
fundamental structural characteristics and binding affinity of the inhibitors. The result of the interaction
energy between the inhibitors and hemagglutinin revealed that the 1,4 — deoxyandrographolide 1 led to
the strongest binding to hemagglutinin active site. Therefore, 1,4 — deoxyandrographolide 1 was selected
to study H-bond and free energy using molecular dynamics simulation. The result of the % occupation of
hydrogen bonding calculations showed that 1,4 - deoxy andrographolide 1 inhibitor can be bound to the
key positions of HA amino acid (Y95, H183, D190, E227 and G228) with high percentage of interaction.
The binding energy (AGbinding ) result between hemagglutinin and 1,4 - deoxy andrographolide 1 showed

that this complex can be well bound together with AG of -72.33 kcal/mol. Therefore, 1,4 —

binding

deoxyandrographolide 1 has a chance to develop for inhibit hemagglutinin.
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