Krivov, Shapovalov, and Dunbrack
Supplemental Data
“Improved prediction of protein side-chain conformations with SCWRL4”
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Testing set (379 proteins)
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SCWRL4 parameters

van der Waals radii

C: 1.68
N: 1.28
O: 1.29
: 0.49
: 1.71

Hydrogen

B:
do:
sigmaD:

alphaMax:
betaMax:

Residue specific parameters

2.08
0.67

37
49

bond parameters
35

Rotamer library weight k
FRM model temperature
FRM model c_i for each dihedral degree of freedom (“sigmaboost”)

Oct-08 Avrg ARG ASN ASP CcYs GLN GLU HIS ILE LEU LYS MET PHE PRO SER THR TRP TYR VAL
LogCoeff 2.20 2.27 1.80 244 407 1.61 1.85 2.01 218 225 213 1.95 1.71 0.76 2.78 2.96 3.24 2.00 1.62
Temperature 1.70 1.23 1.41 1.48 1.69 1.32 0.94 1.35 2.03 2.55 1.27 1.77 1.07 2.62 3.53 1.11 0.99 1.96 2.20
SigmaBoost_1 1.25 0.87 0.62 1.59 1.69 1.55 0.82 1.84 1.23 1.15 1.62 0.97 1.45 0.78 0.65 0.88 1.28 1.48 2.09
SigmaBoost_2 1.30 1.62 1.93 0.63 0.53 1.57 0.85 0.98 1.48 0.99 1.54 1.35 1.27 2.98 0.88 1.48 0.73
SigmaBoost_3 1.24 1.67 189 0.76 0.96 1.21 0.96
SigmaBoost_4 1.58 0.73 1.49
SB_Avg 1.31 1.22 1.27 1.1 1.69 1.32 1.05 1.35 1.10 1.31 1.27 1.24 1.40 1.02 1.82 0.88 1.38 1.05 2.09




