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Table 7.1 Overview of Currently Used Programs for Protein-Ligand Docking 

Selected References to 
Class of Docking Name of Year Original Further Developments 
Methoda Program Published References and Applications 

Geometric/combinatorial 
Shape/descriptor 

matching 

Incremental 
construction 

Systematic search 
(transl. + rot.) 

Energy-driven/stochastic 
Monte Carlo simulated 

annealing 

Monte Carlo 
minimization 

Molecular dynamics 
(MD) 

Genetic algorithm 

Tabu search 
Tabu search + genetic 

algorithm 
Eigenvector following 

Mining Minima 
algorithm 

DOCK 

FLOG 
ADAM 
LIGIN 
SANDOCK 
QSDOCK 
SLIDE 
FRED 
(Diller & 

Merz) 
FlexX 

Hammerhead 
DOCK4.0 
EUDOC 

AutoDock 

RESEARCH 
MCDOCK 
ICM 

(Caflisch et  al.) 
Qxp 
PRODOCK 
MDD 

(Luty et al.) 
(Vieth et al.) 
q-jumping MD 
GOLD 
AutoDock3.0 
GAMBLER 
DARWIN 
PRO LEADS 
SFD& 

Low Mode 
Search 

Mining 
Minima 

"The classification provided in the first column can only be approximate for programs that offer a variety of different 
functionalities or follow multistep strategies. 

tion of protein structures. The general princi- ularly spaced, orthogonal grids are calculated 
ple of this approach is that the protein is before the actual docking process. At every 
represented by a set of affinity grids or maps grid point, some sort of scoring value or inter- 
that cover the entire search region. These reg- - action energy of a probe atom with the entire 




