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Table S1. Evaluation results, expressed in terms of MCC, obtained for RF-based models developed through 
cross-validation analysis. 

Fingerprint MCC 

Morgan 0.65 ± 0.05 

Layer 0.63 ± 0.05 

Pattern 0.62 ± 0.06 

Pharm2D 0.60 ± 0.05 

RDKit 0.59 ± 0.05 

MACCS 0.54 ± 0.05 

 

 

 

 

 

 

Table S2. Evaluation results, expressed in terms of MCC, obtained for KNN-based models developed through 
cross-validation analysis. 

Fingerprint MCC 

Morgan 0.60 ± 0.04 

RDKit 0.59 ± 0.05 

Layer 0.59 ± 0.03 

Pharm2D 0.54 ± 0.06 

Pattern 0.53 ± 0.05 

MACCS 0.50 ± 0.06 
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Table S3. Evaluation results, expressed in terms of MCC, obtained for SVM-based models developed through 
cross-validation analysis. 

Fingerprint MCC 

Morgan 0.69 ± 0.04 

Pattern 0.63 ± 0.05 

RDKit 0.60 ± 0.08 

Pharm2D  0.60 ± 0.03 

Layer 0.59 ± 0.07 

MACCS 0.55 ± 0.07 

 

 

 

 

 

 

Table S4. Evaluation results, expressed in terms of MCC, obtained for MLP-based models developed through 
cross-validation analysis. 

Fingerprint MCC 

Morgan 0.67 ± 0.08 

Pattern 0.59 ± 0.05 

RDKit 0.58 ± 0.11 

Pharm2D 0.58 ± 0.05 

Layer 0.53 ± 0.05 

MACCS 0.47 ± 0.06 
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Table S5. Hyperparameters setup of the best performing model, used for virtual screening. 

Hyperparameter Value 
Max_features log2 
n_estimators 500 
Class_weight None 

Min_samples_split 2 
Min_samples_leaf 1 

Max_depth None 
 

 

 

 

 

 

 

 

Figure S1. CDK5 IC50 plots for compounds CPD1 (left side) and CPD4 (right side). 

 

 

 


