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Abstract

Integrase is a very interesting novel target for a development of new anti-AIDS drug to
reinforce the effect of all currently used drugs. However, a lack of full-length integrase structure
is an important obstacle for a development of its inhibitor. Therefore, in this study, we modeled
the full-length integrase structure by computational chemistry technique and also studied the
complex structure between full-length integrase and inhibitor using molecular dynamics
simulation. The results confirm that N- and C-terminal domains have significant effects on both
structure and dynamical properties of core domain, which is the binding site of inhibitor.
Moreover, the obtained data indicate that using only core domain for a study of binding to
inhibitor is not appropriate and does not correspond to the real working environment of

integrase.



