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Results obtained for the QSAR-3D.  
For all QSAR-3D calculations, GASTEIGER charges were used. To generate the CoMFA models, the 
molecules were positioned in a three-dimensional lattice with a spacing of 2Å between the intersections 
and 4Å of extension in all axes beyond the surface of the molecules. The interaction energy between the 
atoms of the compounds and the sp3 carbon probe with net charge +1 was estimated with the Tripos force 
field and the Lennard-Jones and Coulomb potentials. The default value of 30 kcal/mol was used as a cut-
off value for both potentials. 

Data set Alignment 
method 

Proportion R2 Q2 SD Components 

All  Rigid-body fit 80x20 0.638 0.335 0.191 3 

All MCS 80x20 0.645 0.246 0.197 3 

All GALAHAD 80x20 0.712 0.118 0.171 4 

G1  Rigid-body fit 80x20 0.749 0.175 0.156 3 

G1 MCS 80x20 0.799 0.293 0.128 3 

G1 GALAHAD 80x20 0.976 0.283 0.058 5 

G2  Rigid-body fit 80x20 0.833 0.038 0.123 3 

G2 MCS 80x20 0.786 0.041 0.150 3 

G2 GALAHAD 80x20 0.903 0.018 0.114 2 

 MCS: Maximum Common Substructure.  


