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Refinement

• Restraints generated on the dnatco.datmos.org 
website (for Refmac and Phenix)

• NtC restraints greatly improved refinement 
procedure



Workflow – not yet automatic
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18mer DNA with CC mismatch

Resolution: 2.4 Å



Step 4-5

NANT -> AA04



Step 4-5 NANT -> AA04



18mer DNA with TC mismatch

Resolution: 2.75 Å



Step 17-18

NANT -> AB05



Step 17-18 NANT -> AB05



RSCC vs rmsd



Summary

• NtC classes can efficiently guide the refinement process

• RSCC vs rmsd plot is a novel validation method
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