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Table 3. Quality indicatorsfor model predictions of AM SD profilesfor set of 38
nonhomologous proteins

Density based on Ca atoms Density based on nonhydrogen atoms (LDM)

A p A o)

PDB  LDM* GNM LDM* GNM ref/fix" ref/scd” xtl/scd”  ref/fix" ref/scd’ xtl/scd

1RrB9 131 157 0.42 0.34 125 121 088 041 043 052
2FDN 124 132 0.57 0.53 1.08 105 0.74 053 054 071
2KNT 0.80 0.74 0.62 0.78 068 064 0.67 075 076 0.71
21GD 107 122 0.48 0.60 098 098 0.53 053 055 0.83
1c28B 106 1.20 0.67 0.66 1.08 1.07 0.70 069 069 0.74

1F94 232 3.06 0.60 0.53 219 209 113 063 065 071

1HG7 102 111 0.62 0.70 081 080 0.70 060 063 0.69

1c90 138 1.74 0.52 0.54 139 136 0.7/ 055 058 071

1c75 118 164 0.52 0.24 102 094 071 064 067 0.73

1cc8 113 111 0.55 0.55 098 092 055 063 064 084
180Y 0.82 0.86 0.70 0.70 072 071 0.70 075 076 0.75
1ct 104 125 0.42 0.27 092 088 0.75 051 054 0.56
1c5e 0.80 0.98 0.61 0.62 087 082 0.74 059 062 0.72
1RGE 104 133 0.66 0.54 093 094 0.70 066 067 0.74
1pPsR 0.71 0.78 0.54 0.53 072 071 0.73 059 061 057
1HG 099 128 0.52 0.05 08 085 0.70 054 05 071

2PVB 113 136 0.52 0.42 108 105 091 058 058 0.57
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In al calculations, the cutoff radius R. was set equal to the distance, R, of the second
minimum in the Ca - Ca radia density. PDB, Protein Data Bank identification code; LDM,

local density model; GNM, Gaussian network model.

* Contact density isbased on Ca atomsin reference molecule and cal culated with self-

consistently distributed atoms.

T Contact density is based on nonhydrogen atoms in reference molecule (ref) or entire crystal

(xtl) and is calculated with fixed (fix) or self-consistently distributed (scd) atoms.
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