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Structural bioinformatics

■
■
■  

Cheminformatics

■

■

■

Kinase-centric computational drug development
■
■
■

About us, AG Volkamer 
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Applied 
to kinases

Ligand- 
based

Structure
-based



Location @ CCO, Charité Campus Mitte
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The project
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Structural alignment & superposition

2



Structural databases: PDB
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●
○
○

●
○

● Homology modeling

Structures can have issues
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The structure of SIV protease solved without its 
active site (PDB entry 1az5) had two loops that 
were too flexible to be seen in the experiment 
(shown with stars in the upper picture). When the 
protein was crystallized with inhibitors, however, 
the loops adopted a stable structure that may be 
seen (PDB entry 1yti). -https://pdb101.rcsb.org/

http://rcsb.org/pdb/explore.do?structureId=1az5
http://rcsb.org/pdb/explore.do?structureId=1yti
https://pdb101.rcsb.org/learn/guide-to-understanding-pdb-data/missing-coordinates-and-biological-assemblies
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Introducing structural alignment
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How we will work
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●
○ Python

○ GitHub

○
best practices
■ libraries 
■ Unit testing
■ Continuous Integration
■ Documentation 

●

●

●

How we will work
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● better
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Current state and future goals
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https://github.com/volkamerlab/opencadd/tree/master/opencadd/structure/superposition
https://github.com/volkamerlab/opencadd


Tentative 8-week plan
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■ Feb 15th or 22nd:

■ Apr 21st or 28th

■ 



Questions  -
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mailto:jaime.rodriguez@charite.de
http://www.volkamerlab.org

