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Better Relax...
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Case |: Homology Modelling — Template
selection

Case 2: Energy Landscape Exploration



Homology Modelling: Outline for CASP9
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Remapping of alignhments
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Remapping can improve alighments considerably.
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Remapping can improve alighments considerably.
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Choosing good alignments — quick CCD looprebuild and fast relax.
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Why the fuzz ! Resampling!
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Case 2: Energy Landscape Exploration




Generating Decoys from many different angles

Homologous Homologous Fragments
fragments native fragments
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|) In almost all cases, Rosetta’s global energy minimum is v.
close to the native state
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2) In almost all cases there are small deviations.
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Disorder is very commonly observed

Rosetta Ensemble NMR ensemble



Deviations correlate with contact density
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Small deviations tend to correlate with B-Factor
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Density

Deviations correlate with xtal contacts

Blue — residues with sig. Deviations
& Black — residues without sig deviations
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Examples: Crystal contacts ?




Examples: Crystal contacts ?
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Dimer contact prevents
alternative conformation



| fna Systematic deviation:




| fkb - Native

1;1. T .
T
B R

-------------
S

|fkj - 100% Homologue in
different crystal



| fkb vs rosetta model




8) Rosetta gets it wrong
also - a high accuracy metric
for improving the e-function
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