Structure validation
Introduction



Low quality structures: \We can not use
them!

Garbage in garbage out




Validation — beginning Nightmare before Christmas

Great structural biology results, excellent papers
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Validation — ligands

2015 ValidatorDB Niielate Acide

« Sehnal D., Svobodova R., et al (2015). ValidatorDB: database of up-to-date Research
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« 2016 wwPDB/CCDC/D3R Ligand Validation Workshop

« Adams P.D. ..., Svobodova R, ... (2016). Outcome of the first
wwPDB/CCDC/D3R ligand validation workshop. Structure, 24(4), 502-508.
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5 Model quality (i)
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Bond lengths and bond angles in the [ollowing residue types are not validated in this section:
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Validation: Does it help?
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*average RSR of ligands in structure
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Horsky V., Bendova V., Tousek D., Koca J.,
Svobodova R. (2019). ValTrendsDB: bringing Protein
Data Bank validation information closer to the

user. Bioinformatics, 35(24), 5389-5390.



Validation — lectures today

* Protein validation
* Ligand validation
e Validation trends



