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The Scripps Research Institute.

The image on the left illustrates
the results of flexible docking
(green) superimposed on the
crystal structures of (a) indinavir,
(b) atorvastatin, (c) imatinib, and
(d) oseltamivir bound to their
respective targets.




1 SIE= ID A X] (kcal/mol)
2 ZINC000032102996 -23.36
= 3 ZINC000001168101 -23.33
= 4 | ZINC000096118264 -23.09
5 ZINC000006781821 -23.03
ZINC15 SH3= 6  ZINC000000602116 -23.02
274.905 7 7 ZINC000005004011 -23.01
8  ZINC000006579671 -22.94
9 ZINC000000498541 -22.94
10 ZINC000004910575 -22.91
11| ZINC000000008121 -22.9
L
L
L
274897  ZINC000001557273 587.8
274898 ZINC000003849970 613.14
274899 ZINC000002107180 632.26
274900 ZINC000000487790 639.21
\ 4 |
274901 ZINC000002111309 641.94
73 4352 A9 274902  ZINC000002121407 652.73
274903 ZINC000002138656 694.29
[} = |
(RE AgeYA) 274904 ZINC000002138657 699.4
274905 ZINC000000488990 703.9

274906/ ZINC000002418626 719.28
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