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A WEB TOOL TO COMPUTE 
THE DIFFRACTION PRECISION INDEX

OF PROTEIN STRUCTURES

The Protein Data Bank (PDB) [1] is one of the main open access digital data resource in biology and medicine. 
Data collected in the PDB archive on biological macromolecules contain general information about the structures 
stored in the archive, as well as information specific to the types of methods of determining the structure (X-rays 
or NMR) [2].
The diffraction-component precision index (DPI) estimates the average accuracy of atomic coordinates obtained 
by the structural refinement of protein diffraction data, with application in crystallography and computational 
chemistry.
The heterogeneous nature of PDB structure files makes automated DPI computation difficult, limiting its use. 

We are developing a free DPI-online server to compute DPIs in real-time for the prioritization of high-quality PDB 
structures and quality-assessment of docking results.
The proposed computational tool compute DPI using Cruickshank, Blow and Goto DPI equations [3], [4], [5], [6] 
and will be available online on (https://www.chembioinf.ro).
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Figure 1. 1J1B, protein sample structure Figure 2. Sample data to be processed from .pdb files
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