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Exhaustivelyenumerateall possible
compactconformationsof a protein
on a tetrahedral lattice (~10million)

Selectthe bestscoring 10,000conformations
usinga lattice−basedscoring function

Construct all−atom modelsby fitting a four−state
off−lattice model to the lattice conformations, using
idealisedhelix and sheetphi/psi valuesfor residues
predicted by PHD to be in helix and sheetsecondary
structure

Minimise usingENCAD

Scoreusinga combination of an all−atom distance
depedentBayesianfunction (RAPDF), a residue−residue
contact function (Shell), and a hydrophobic compactness
function (HCF)

Usethe 50,100,and 500bestscoringconformations
(asranked by the combined function) as input to a
consensus−baseddistancegeometryrout ine that
producesonefinal structure for eachset(total of
three)

The three structures are then re−fit using the
four−state off−latt icemodelwith predicted secondary
structure, minimised, and scoredwith the RAPDF; the
bestscoringstructure is assumedto representthe
correct answer
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