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György Kéri, László Ó́rfi, and Gábor Németh

4.1 The Concept of Rational Drug Design 88
4.2 3D Structure-Based Drug Design 89
4.3 Ligand-Based Drug Design 92
4.3.1 Active Analogue Approach 92
4.3.2 3D Quantitative Structure–Activity Relationships 92
4.4 Target Selection and Validation 93
4.5 Personalized Therapy with Kinase Inhibitors 96
4.5.1 Target Fishing: Kinase Inhibitor-Based Affinity Chromatography 97
4.6 The NCLTM Technology and Extended Pharmacophore Modeling

(Prediction-Oriented QSAR) 99
4.7 Non-ATP Binding Site-Directed or Allosteric Kinase Inhibitors 101
4.8 The Master Keys for Multiple Target Kinase Inhibitors 102
4.8.1 Application of KinaTorTM for the Second-Generation Kinase

Inhibitors 105
4.9 Conclusions 107

References 109

5 Kinase Inhibitors in Signal Transduction Therapy 115
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