
Supplemental Material

3D Structural Diversity of 150 Protein Structures - Methods 
In order to assess the degree of 3D structural diversity the volume of the CDK2 binding cavity was 
calculated. The volume of the active site cavity defined by a subset of 44 CDK2 residues1 was 
computed using the Molcad program2 with the “FAST CONNOLLY CHANNEL” option and a 
CONNOLLY PROBE_RADIUS  of  2 Å. 
Furthermore for five key residues the RMSD from the reference coordinates of the published 
structure with PDB code 2r3i3 was determined. 2r3i was superimposed on the common reference 
structure 1b38 (PDB code) in the same fashion as described in “Protein Preparation” section of 
Part 1.

3D Structural Diversity of 150 Protein Structures – Figures and Table
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Figure 1. Centered histogram of the CDK2 ATP-site cavity volume.



Histogram of Tyr15 RMSD from 2R3I Reference
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Histogram of Val18 RMSD from 2R3I Reference
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Histogram of Lys33 RMSD from 2R3I Reference
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c)

Histogram of Phe80 RMSD from 2R3I Reference
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Histogram of Asp145 RMSD from 2R3I Reference
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e)

Figure 2. a)-e) RMSD from 2R3I reference crystal structure for five CDK2 active site residues.

Residue present in N structures rmsd from 2R3I rmsd_Mean rmsd_StdDev rmsd_Min rmsd_Max
Tyr 15 148 0.70 0.82 0.72 0.00 5.13
Val18 150 0.42 0.43 0.22 0.00 1.65
Lys 33 150 2.41 1.76 1.03 0.00 2.98
Phe 80 150 0.24 0.25 0.12 0.00 0.73
Asp 145 150 0.65 0.99 0.84 0.00 3.14

Table 1.  RMSD from 2R3I reference crystal structure for five CDK2 active site residues.
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