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タンパク質構造の理論計算
→ そのままでは計算できない

工夫して計算量を減らす
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(i) the attractive portion of a standard 12-6 Lennard-Jones potential with van der Waals 
radii 

(ii) a repulsive term that connects with the 12-6 potential at E = 0 and then ramps 
linearly up to a value of 10.0 kcal/mol when the two atoms are 0 Å apart 

(iii) backbone-dependent internal free energies of the rotamers estimated from PDB 
statistics 

(iv) the solvation energy computed using the Lazaridis-Karplus implicit solvation model 
(v) an approximation to electrostatic interactions in proteins
(vi) the side-chain-main-chain hydrogen bond term 
(vii) reference values for each amino acid that are summed to approximate the free 

energy of the denatured state. 

Proc Natl Acad Sci U S A. 2000 Sep 12;97(19):10383-8.
Kuhlman B, Baker D.

The program is freely available for academic use (www.rosettacommons.org)
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