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1.1 Molecular docking

Molecular docking studies were performed to estimate the probable binding affinities of the
HS molecules with the active sites of the CXCL8. The AutoDock Vina application® was used
to perform the docking trials. The initial coordinates of the CXCL8 were obtained from the
corresponding crystal structure?, whereas the coordinates of the HS molecules were generated
from the GAG builder webserver of GLYCAM.? The Lamarckian genetic algorithm (LGA)*
was implemented in AutoDock Vina to determine the binding conformations. The CXCL8
was kept rigid while all the torsions of the GAGs were allowed to rotate during the docking
experiment. The grid box dimension of 100x100x100 along X, Y, and Z direction was
created during the docking. From each docking experiment, nine docked conformations were
generated. Finally, the lowest energy conformer of the CXCL8-HS complexes, obtained from

each docking experiment was isolated and considered to perform MD simulation.
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