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Iridium[1] is highly trustworthy protein–ligand

structure database curated for development and

validation of structure-based design tools for drug

discovery.

[1] Gregory L. Warren, Thanh D. Do, Brian P. Kelley,

Anthony Nicholls, Stephen D. Essential

considerations for using protein–ligand

structures in drug discovery, Drug Disc. Today,

12, 1270 (2012)
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Figure 6: Visualizing ligand electron density (1ETS)
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Grapheme TK provides several representation

schemes that allows the projection of 3D properties

into the 2D molecular graph and visualize complex

molecular interactions in a clear coherent 2D format

that is most natural to chemists.
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Figure 7: Examples from the Iridium database (a) 1COY 

considered moderately trustworthy (b) 1D3H considered highly 

trustworthy
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Figure 9: Iridium report page layout

category of reliability:
HT : high trustworthy 
MT : moderately 
trustworthy
NT : not  trustworthy

Conclusion

The accuracy and precision of the data used to

validate any structure-based design tools is essential

in order to able to trust predictions. However,

assessing the quality of large and complex data sets

can be a time-consuming and laborious process.

Visualizing the data makes it more accessible thereby

accelerating the decision making.Figure 2: Representing the ligand: the (a) 2D layout of the 

ligand is driven by the (b) 3D coordinates
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Figure 3: Representing the pocket: (a) the radii of the arcs of 

the 2D molecule surface reflect the distance between the 

molecule surface of the ligand and the protein in 3D (b) a 

“smoothing” algorithm is applied to give the final shape of the 

pocket

Figure 1: Snapshot of 

the pocket of the 1GKC 

complex in 3D
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Figure 8: Visualizing B-factors in the ligand using atom 

annotations and projecting the average B-factor of the 

adjacent protein atoms onto the 2D binding site surface

Visualizing B-Factors

Figure 4: Positioning the residues: each residue is positioned 

close to the ligand atoms it interacts with  

Figure 5: Representing residues and interactions: (a) residue 

types are represented by shapes (b) interactions are 

represented by colors 
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