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inflammatory activity
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In the present work, 3D-QSAR model was derived by partial least squares method for the prediction of anti-inflammatory activity
of benzopyran class of compounds against the COX-2 (cyclooxygenase-2). Partial least squares showed high correlation significant
model with (R2training=0.866) and predictability (Q2training=0.66) and indicated that physiochemical descriptors namely, steric,
electrostatic, hydrophobic and hydrogen bond acceptor field indicators, correlate well with activity, whereas the potential field
contributions indicate that the steric and hydrophobic features of the molecules play an important role in governing their biological
activity. A molecular docking interaction pattern analysis reveals the importance of Tyr-361 and Ser-516 of the COX-2 active site
for X-ray crystal structures and this class of molecules. Thus the molecular modeling based approaches provided an improved
understanding in the interaction between benzopyran class and COX-2 inhibition. These findings may be of immense importance in
the anti-inflammatory drug development of an inexpensive and benzopyran class of compounds.
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Contour maps in protein binding pocket for Gaussian-based 3D-QSAR model. (A) Steric favored regions are shown in green and disfavored regions
are shown in yellow. B) Electrostatic favorable electropositive regions are shown in blue and favorable electronegative regions are shown in red
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