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1.
Structure-based Drug Design(SBDD) (PDB )
(
) ATOM HETATM
vega PDB MOL2
vega Medicinal
Chemistry Institure
DOCK Kuntz 2.2
[1,2,3] DOCK dms(Distributed
€D Molecular Surface) dms
2 UCSF CGL(Computer Graphics Laboratory)
C
1 dms (ms
®3) )
MET 3424 No35.043  -8.967 33,171 A
WET 3424 N 84344  -8.611 85.141 SRO 0.185 (0.890 -0.307 0.655
MET 3424 No34.608  -8.597  34.880 SRO 0,185 0.437 -0.318 0.841
MET 3424 WoO33.978  -9.628  30.078 SRO 0.185  0.756 -0.000 0.855
dms (ms )
sphgen
sphgen DOCK
GUI Fortran
2 sphgen (sph )
2. DOCK 3.5 receptor_spheres
cluster 1 number of spheres in cluster 43
05 -0.44857 28.34396 22.50960 1.580 2430 0
97 -1.20178 28.66258 22.73117 1.719 7830 0
29 -4.59507 28.35181 22.44887 1.401 340 0
sphgen (sph )
2.1
2.3
PDB(Protein Data Bank) dock
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(moL2 ) dock
grid

[2]

3.1
vega, dms, sphgen, showbox,
grid, dock

3.2
GUl
(1)PDB
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GUI Java
Java3D
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Red Hat Linux 9

(PDB 1D:3ERT)

4
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(
3ERT_rec.pdb) (
3ERT.ms) (
3ERT_box.pdb) « ,
3ERT.sph)

3ERT.pdb

3ERT_rec.pdb

3ERT_rec.mol2

7 |

7" ERT_box.pabl

’?m%!/"" 3ERT.bmp,3ERT.chm
\

3ERT_lig.mol2
= S 3ERT.cnt, 3ERT.nrg

output_confermers.mol2
output_orients.mel2
output_nrg.mol2

GUI
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