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Table 2 Activitiesand PMF scoresof 1,5 diarylimidazoles
ZA Ig(1C50) A G 1g(1C50) ZA 1g(1C50) AG Ig(1C50)
1 7.854 - 69.913 7.638 16 7.824 - 74. 446 7.811
2 7.187 - 69. 890 7.637 17 8.222 - 67.595 7.549
3 7.553 - 60. 460 7.276 18 8.398 - 83.79%4 8.169
4 6.910 - 62. 380 7. 350 19 8.222 - 74.188 7.801
5 7.745 - 64.171 7.418 20 7.886 - 79.080 7.989
6 7.796 - 64.948 7.448 21 7.824 - 75.859 7.865
7 7.959 - 77.061 7.911 22 7.959 - 68.577 7.587
8 8. 398 - 75.224 7.841 23 7.569 - 71.848 7.712
9 7.000 - 70. 253 7.651 24 8. 097 - 77.951 7.945
10 7.409 - 67.517 7.546 25 8.155 - 81.025 8. 063
11 6. 959 - 71.508 7.699 26 7.602 - 77.722 7.937
12 7.276 - 73.518 7.776 27 7.796 - 77.267 7.919
13 6.728 - 67.953 7.563 28 8.155 - 75.022 7.833
14 7.097 - 52.551 6.974 29 7.125 - 62. 363 7.349
15 8. 155 - 68.871 7.598
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Docking studies of 1,5 diarylimidazole COX-2 inhibitors

LI Shunla ZHENG Yan WAN G Fengying
(School of Science, Bejing Universty of Chemicd Technology ,Beijing 100029, China)

Abgtract: The structuresof a new seriesof cyclooxygenase-2 inhibitors,comprigng 29 different 1,5 diarylimida
zoles, were optimized usng PM5 semiempirica quantum chemical methods. Docking of these inhibitorswith the
active dtein COX-2 wasinvegtigated us ng the Dock into Active Ste method. It wasfound that the structuresof
the 1,5 diarylimidazole COX-2 inhibitors are dmilar to the structures of typica tricyclic slective COX-2 in-
hibitors, and the inhibitory activitiesIg( I1C50) are correlated with docking free energies.

Key words: 1,5 diarylimidazoles; COX-2; inhibitor ; docking of molecules
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