urokinase-type plasminogen activator

Ki=31u

1gi7 M -6.13
Ki=8.9u

1gi8 M -6. 86
Ki=6.0u

19i9 M =7.09
Ki=0.01

1gj7 3uM -10.71
Ki=0.11

19j8 uM -9.45
Ki=3.8u

1gja M -7.36




Ki=0.63

P82

lowe uM —8. 48.42

lowh -10. 05

1SQO -10.13
Ki=0.45

1gjb uM -8. 62
Ki=0.45

1gjc uM —8. 62
Ki=6.0u

1gjd M =7.09




Serine/threonine protein kinase chk1

2brl Ki=7.2uM —6. 99

2brb Ki=13.7uM | -6.61

IC50=6.1u
2brg M —7.08




IC50=22.9u

2brh M -6. 30
2brm | Ki=1.3uM -8. 00
IC50=5.5u
2brn M -7.15
IC50=1.4u
2bro M =7.95




MMP-9 (1GKC)

1. Structures, Inhibition Constants,™ and the Simulation Results of the Studied MMP-9 Inhibitors

. A i
X Ol (CIPe e e O o wdon
CH ,D'FLR, " H ’ H
o | x R R og(/K), KinM | A<E_> | AcEp" | 5<Fpne> (callmoll | _a<SASA= (K]
! * Exp. Calc. (kealimol) | (kealfimol) Min, MD Min. MD
1 X1 | CH.CH, "@‘OCH; 8.297 2.035 111.93 189.63 1216.74 689.95 417.06 3R9.34
2 | x1 | cHeH, @—m 6457 | 678 | 8641 | 19203 | 117715 | 48014 | 32451 | 31153
3 |XI|CH, "@—DCH, 8,693 £819 107.04 17478 1130.66 B60.ET 350.53 411.94
4 X1 --O “@—UCHJ R.I82 T7.803 106.40 169 62 1105.70 T21.32 425.77 34359
5 | xi —O --@—uw, 8341 | 8233 | 9540 | 15590 | 114095 | s2052 | 43780 | 49627
6 |xi \—Q—Q —@—um 8189 | 8315 | 12179 | 19267 | 72349 | 73612 | 37067 | 40437
T X1 | (CH)N(CH,CH,), -@*Mm 7777 7924 T2.34 148.89 1107.33 646.02 455.69 395.52
8 X1 -*\-/@ '@‘G‘:H: B.466 8.337 127.92 23922 109074 533.07 460.21 S04.04
9 | X1 |(CH).OCHCH, -Qmu, 8197 | 8322 | 12093 | 19055 | 98036 | 74642 | 38141 | 40046
10 |x1 | cH.CH, @ 7370 | 7226 | 8832 | 15909 | 87443 | 63975 | 32068 | 30584
11 | X1 | CH,CH, "@‘m": 7.379 7.562 103,30 179,29 1016.72 696,22 353.45 323.61
12 [x1 | cuen, | rass | 7ass | seer | 19233 | swes | elass | 30300 | 32147
13 | X1 C]‘[rCH, "-@ 7096 7.7 90,80 182,57 68,42 589,55 316.57 302,09
F
14 | X1 | CH.CH, "Q 7493 7122 98.18 176,21 87045 595.82 322.45 3209
F
15 | x1 | cHen, Y 655 | 7218 | 8785 | 15683 | 88722 | 60837 | 34826 | 31982
16 | X1 | CH.CH, 4 e | 7020 | 7635 | 9sad | isaza | sm2ss | 69622 | 3nana | 33328
17 | X1 | CH.CH, .-.@ 7.228 7.224 94.51 159.36 949 87 595.82 31949 326.53
18 | X1 | CH,CH, ‘?&F 5.\_,.-\“.'-\, T.848 B.158 123.38 183.20 1307.85 551.90 459 85 471.31
19 | X1 | CHCH, ] es0s | eaer | 219 | 22793 | n27as | 94095 | 42004 | 42394
20 | X1 | cH.CH, o 1000 | 1008 | 12345 | 20688 | 112086 | 83428 | 45132 | 60477
21 | 1 | cHCH, 4 o) oam | sssa | 12401 | 19586 | 105855 | 74005 | 45649 | 43423
22 | X1 | CHCH, o e 1000 | 9977 | 13704 | 22455 | 112720 | 77152 | 47226 | 608.05
23 | X1 | CH.CH, \—G 7417 T.675 111.2% 197.02 1037.06 771.52 38028 302.73
2 | x2 | cH.CH, -@ocn, 7950 | &114 | 074 | 082 | 102359 | 72760 | 38447 | 36187
25 | x3 | cH.CH, -@mu, 8420 | 8026 | 10383 | 20322 | 101316 | 68367 | 36172 | 391.05
26 | X4 | CH.CH, "Q—CICH; B.O47 9.193 110.63 189.12 100913 T71.52 345.50 504.02
X5 | CHCH, -@—acr-, 8284 | ®28 | 13248 | 23782 | 87921 | 74005 | 42873 | 38968
28 | X6 | CH,CH, -@—o«:ﬂ, 6500 | 6081 | 9555 | 180.16 | 549.68 | 46473 | 25308 | 23738




