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matics Scientist, CLC bio)

In-silico drug design at the bench side: 
Inhibition of cyclin-dependent kinase 2

Abstract: In-silico studies can augment the insight and 
understanding of optimal drug interaction with a 
target protein. Enabling bench chemists to exploit 
structure based drug design in the hypothesis 
generation process allows for optimal support in the 
hit-to-lead discovery as well as lead optimization 
phase. In-silico design of new inhibitors for cyclin
dependent kinase 2 (CDK2) will be demonstrated with 
easy accessible tools, as well as application of 
bioinformatics, to access available structural insight 
for CDK2 and homologs.


