
The parameters used in molecular docking: 

· The maximum RMS tolerance for the conformational cluster analysis – 2 Å. 

· The free energy coefficient for torsional degrees of freedom – 0.2983. 

· The cluster tolerance – 2 Å. 

· The external grid energy – 1000. 

· The maximum initial energy – 0; the maximum number of retries – 10 000. 

· The number of individuals in the population – 150. 

· The maximum number of energy evaluations – 2500000. 

· The maximum number of generations – 27 000. 

· The number of top individuals to survive to the next generation – 1. 

· The rate of gene mutation – 0.02; the rate of crossover – 0.8. 

· The crossover mode – arithmetic; the α-parameter of Gauss distribution – 0. 

· The β-parameter of Gauss distribution – 1. 


