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Year Modeling Technique Targets Validated 

2001 PLS Melanocortin Receptors No 

2001 PLS 1a, 1b and 1d Alfa-Adrenergic Receptors No 

2002 PLS Serotonin, Dopamine, Histamine,  
and Adrenergic receptors No 

2002 SVM CLiBE Selection No 

2003 PLS Melanocortin Receptors No 

2005 PLS Melanocortin Receptors No 

2005 PLS Set I Serotonin, Dopamine, Histamine, Adrenergic receptors 
Set II 1a, 1b and 1d Alfa- Adrenergic Receptors No 

2005 PLS Serotonin, Dopamine, Histamine, Muscarinic  
Acetylcholine and Adrenergic receptors No 

2005 SVM Orphan GPCRs No 

2006 PLS Melanocortin Receptors Yes 

2006 RS 
Set I Melanocortin Receptors 
Set II Melanocortin Receptors 
Set III Adrenergic Receptors 

No 

2006 RS and PLS Hydrolases, Lysases,  
Neuramidases, Anhydrases No 

2006 PLS PDBind subset No 

2007 PLS Melanocortin Receptors No 

2007 PLS Antigen recognizing Antibodies No 

2007 PLS Melanocortin Receptors No 

2008 PLS (point mutated) HIV Proteases No 

2008 PLS Cytochrome P450 enzymes No 

2008 Linear and NN Matrix Metalloproteinases No 

2008 PLS Dengue Virus NS3 Proteases No 

2008 SVM Large Crystal Structure data set No 

2008 SVM GLIDA subset No 

2009 SVM Proteases No 
2009 PLS (point mutated) HIV Proteases No 
2009 PLS (point mutated) HIV Proteases Yes 

2009 SVM, RF, NB MDL Drug Data Report subset No 

2009 SVM 117 Pubchem Targets No 

2009 SVM DrugBank Yes 

2010 PLS Major Histocompatibility Complex Proteins No 
2010 SVM, DT, NB Multi target BindingDB dataset No 

2010 DT, NN, SVM, PLS Kinase Inhibitors No 

2010 SVM Kinase inhibitors (ProLINT database) No 
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�! ����&� ��!����!����� �����!��������������� ���������� ��� ��������%����� ���"�������������+'�
Ligand Descriptors Target Descriptors Cross Terms Ref. 

Binary Binary Multiplication 28 

Binary Sequential (Z-scales) Multiplication 19 

GRINDs Sequential (Z-scales) Multiplication 62 

1D projection of 
Physicochemical properties 

Sequential Physicochemical 
Properties - 42 

GRINDs TM Identity Multiplication 11 

Physicochemical Binary Multiplication 20 

GRINDs Sequential (Z-scales) Multiplication 85 

GRINDs Sequential (Z-scales) Multiplication 14 

Physicochemical  
and 2D 

Sequential Physicochemical 
Properties - 30 

Binary Sequential (Z-scales) Multiplication 21 

ASCII String ASCII String - 27 

Physicochemical,  
1D, 2D, 3D 

Local Descriptors  
of Protein Structure Multiplication 35 

2D and 3D 3D Structural Protein-Ligand 
Interaction 67 

Binary Binary / Sequential (Z-scales) Multiplication 65 
Sequential (Z-scales) Sequential (Z-scales) Multiplication 36 
Sequential (Z-scales) Sequential (Z-scales) Multiplication 26 

GRINDs Sequential (Z-scales) Multiplication 32 

GRINDs Binary and Sequential Multiplication 41 

2D autocorrelation vectors Amino Acid Sequence  
Autocorrelation vectors - 93 

Physicochemical Binary Multiplication 34 

Physicochemical, 1D, 2D, 3D Local Descriptors of Protein Structure - 70 

2D and 3D kernels Multitask, Hierachy  
and Binding pocket kernel - 31 

2D Fingerprints Sequence Similarity - 24 
Physicochemical Sequential (Z-scales) Multiplication 33 

Sequential (Z-scales) Sequential (Z-scales) Multiplication 112 

2D, Shannon Entropy,  
Pharmacophoric 

Pysicochemical property  
based phylogenetic tree 

Merger of ligand and  
target descriptors 29 

Topological Graph Based Sequence Similarity - 25 
2D graph vector Physicochemical property vector - 113 

Sequential (Z-scales) Sequential (Z-scales) Multiplication 40 
Physicochemical Sequence Similarity (multiple descriptors) - 46 

Physicochemical, Geometrical, 
Molecular 

Sequential (Z-scales) + 
Sequence Similarity (multiple descriptors) Multiplication 39 

2D autocorrelation vectors Amino Acid Sequence  
Autocorrelation vectors - 38 
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Technique  Linear ? 
Previously  

used in PCM? Advantage Disadvantage 

PLS Linear Yes Highly Interpretable Requires Cross-Terms 
RS Non-linear Yes Highly Interpretable Classification 
NN Non-linear Yes Performs well on complex data High Dimensionality 

SVM Non-linear Yes Very Robust on complex data Poorly Interpretable 
NB Linear Yes Performs well on complex data Requires Cross-Terms 
RF Non-linear Yes Low risk of Overfitting - 
DT Non-linear Yes Highly Interpretable Variable performance 
GP Non-linear No Confidence Estimate Long training time 
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