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M.-P.; Boyer, P. L.; Clark, P.; Hughes, S. H.; Janssen, P. A. J.;
Arnold, E. Roles of conformational and positional adaptabil-
ity in structure-based design of TMC125-R165335 (Etravirine)
and related non-nucleoside reverse transcriptase inhibitors
that are highly potent and effective against wild-type and
drug-resistant HIV-1 variants. J. Med. Chem. 2004, 47, 2550–
2560.

57. Jorgensen, W. L.; Thomas, L. T. Perspective on free-energy per-
turbation calculations for chemical equilibria. J. Chem. Theor.
Comput. 2008, 4, 869–876.


