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Sjöberg S. 2209
Slusher B. S. 2189
Stolarik D. 2121
Struthers R. S. 2179
Struthers R. S. 2185
Stutz S. 2065
Subbi J. 2117
Subramanian N. 2065
Sugi N. H. 2097
Sun C. 2213
Sun L. 2153
Suzuki N. 2073
Tanase T. 2101
Tang C. 2153
Tapia A. 2221
Thornberry N. A. 2197
Ting P. C. 2125
Tjarks W. 2209
Tong S. 2141

x



Tong S. 2205
Toth J. L. 2245
Toto P. 2105
Tschinke V. 2065
Tsukamoto T. 2189
Turos E. 2229
Ulrich R. 2121
Uri A. 2117
Uttamchandani M. 2079
Uttamchandani M. 2085
Uys A. C. U. 2167
Valdez J. 2221
Valiaeva N. 2189
van Dyk S. 2167
Van Riper G. 2141
Van Riper G. 2205
Van Voorhis W. C. 2217
van Zyl R. L. 2167
Vierling M. 2113
von Sprecher A. 2065
Wang B. 2175
Wang J. 2209
Wang X. 2153
Wang X. 2201
Watterson S. H. 2137

Wei J. 2153
Weston B. 2175
Wiedeman P. E. 2121
Wilcoxen K. M 2179
Wilcoxen K. M. 2185
Willoughby C. A. 2197
Wirsching P. 2213
Wolf R. 2109
Yabunaka H. 2089
Yan J. 2209
Yang W. 2175
Yao S. Q. 2079
Yao S. Q. 2085
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Cover Photograph, Bioorganic & Medicinal Chemistry Letters

2002: Representation of the inhibitor celecoxib in the active site of the COX-2 enzyme. The model has been
derived from the 1cx2 crystal structure via docking and force-field calculations [Price, M. L. P.; Jorgensen, W. L.
J. Am. Chem. Soc. 2000, 122, 9455–9466]. Monte Carlo simulations have then been used to develop a com-
putational model to reproduce the observed activities of 45 celecoxib analogues [Wesolowski, S. S.; Jorgensen,
W. L. Bioorg. Med. Chem. Lett. 2002, 12, 267]. In the illustration, the shading reflects the distance between
atoms of the inhibitor and the protein: the more red, the shorter the distance. The deep red region near the
sulfonamide group includes residues H/R 513 and I/V 523, which provide the primary differences between the
COX-1 and COX-2 binding sites. The figure was prepared using the Sybyl program by Dr. Erin M. Duffy.
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