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About the title and cover page

Just like a school of fish swim in synchrony, the proteins in the human body behave comparably.
Proteins do not act alone, but are directly and indirectly influenced by proteins in their
environment. Sequentially, these surrounding proteins are also affected by their neighbors
resulting in a beautiful synergy unlocking protein communication. This protein crosstalk is
disrupted in disease and can be perceived as a fish swimming against the flow, distressing its
shoal. In drug discovery we identify the afflicting fish and steer them into the right direction.
Using medicines we can change the behavior of proteins; an undertaking that listens carefully
as only the deviant proteins should be targeted. Therefore, this process calls for methods that
allow us to tune the selectivity of medicines, enabling the proteins to be in harmony once again.






Contents

Chapter one
Chapter two

Chapter three

Chapter four

Chapter five

Chapter six

Chapter seven

General Introduction
Advances and Challenges in Computational Target Prediction

Identification of Novel Small Molecule Inhibitors for Solute Carrier
SGLT1 using Proteochemometric Modeling

Quantitative Prediction of Selectivity between the A
Adenosine Receptors

and A,

1

Successive Statistical and Structure-Based Modeling to Identify
Chemically Novel Kinase Inhibitors

Annotation of Allosteric Compounds to Enhance Bioactivity Modeling
for Class A GPCRs

General Conclusions
Summary

Samenvatting
Samenvatting voor Leken
Glossary

List of Publications
Curticulum Vitae

Acknowledgements

21

49

73

97

129

149

159

163

167

175

181

185

189






