Figures and Tables

Figure 1: Histograms for molecular weight (a) and experimental free binding energy AG (b)
of the training sets used for building the final COMBINE models of trypsin, thrombin, and
urokinase. The molecular weight of the ligands were distributed between 100 and 650 Da and
the experimental AG values (in kcal/mol) spanned in total a range of 11 log units with a
maximum of 9 log units for a single training set. The training sets of thrombin and trypsin
showed a larger distribution of the weight and the binding affinity than those of urokinase.

a) Weight distribution in Da.
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b) Experimental AG values in kcal/mol.
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