Predicted binding affinity (pKd) by model 1

Predicted binding affinity (pKd) by model 3

N=382, RMSE=2.30, SD=1.81, Rp=0.406, Rs=0.414
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Measured binding affinity (pKd)

N=382, RMSE=1.62, SD=1.61, Rp=0.580, Rs=0.560
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Predicted binding affinity (pKd) by model 2

Predicted binding affinity (pKd) by model 4
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N=382, RMSE=1.69, SD=1.69, Rp=0.521, Rs=0.509
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Measured binding affinity (pKd)

N=382, RMSE=1.48, SD=1.47, Rp=0.669, Rs=0.650
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