Supplementary Table 1. PDB codes of the structures used for the evaluation of selected main-

chain geometry parameters in resolution shells between 0.54 and 1.8 A.

<0.8 | 08-09]09-10]1.0-1.1)11-12]12-1.3|13-14|14-15[15-16|1.6-1.7|1.7-1.8
1IHJE | 1P9G | 1CHH | 1W3L | 1IXF6 | 1HQ2 | 1JKV | 1IRXF | 1WL4 | 1VPD | 1INQU
1GCl | IGWE | 1KWF | 1VOM | 1V7S 1SIX 1HX0 | 1Q9B | 1RXF | 1X6P | 1F57
1USO | 1SSX 11QZ IWS8F | 1AL4 | 2A3N | 1ZGK | 10C6 | 1YUO | 1GW1 | 1UzZ4
1YK4 | 1BYZ 1LZT 1Z3N | 10C7 | 1IRWH | 1WB4 | 1F9H | 1Q9B | 1IAT | 1SVD
3AL1 1IUA 1EAY 1H11 | 1JM1 | 1LQU | 1GAl | 1UUQ | 1R01 | 1GQL | 1ZK1
1UCS | 1DY5 1BVv4 | 10D8 | 1BZV | 1IXWT | 1SJM | 2BHY | 1CFE | 1TMG | 10CB
1EJG | IMC2 | 1BXO | 10CQ | 1K7C | 1GNL | 2C5A | 1H41 | 10C6 | 1KV5 | 1SIH
1R6J 11XB 1XGO | 1AGT | 1HET | 1H13 2ENG | 1F9H | 1Y1H | 1W8H
1X6Z 11X9 1ZZK | 1X80 | 1H2J 1QON 1IRXG | 1UUQ | 1GNY
2B97 1PJX 1UFY | 1GA6 | 1SAU | 1PW8 2BHY | 1UY4

1X8Q 1GLK | 1WUI 1LIN 1H41 | 1RJO

1G66 107 INPI 10A1

1F9Y | 1PWM 1SDE 1RXG

2BW4 1YyM1 1F8A

1VYR 1JSE 2BV9

1G6X 2BWD

1ET1

1IMUW

INWZ

10EW

1IN9B

1YWA

3PYP

1X8P
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1XVO




Supplementary Table 2. PDB codes, R factors, and rms deviations of bond lengths for groups of 25 structures each, refined with
CNS, REFMAC, TNT, or SHELXL, respectively. The numbers following program names are the total number of such structures at
resolution 1.95 to 2.05 A, available in PDB in February 2007. Entries “NR” denote those structures that are not providing information
on rms deviation of bond lengths.

CNS: 1639 REFMAC: 1176 TNT: 195 SHELX: 97
PDB ID | R-factor | rms PDB ID | R-factor | rms PDB ID | R-factor | rms PDB ID | R-factor | rms
bonds bonds bonds bonds
2036 0.202 0.005 2NY4 0.204 0.005 1P7T 0.197 0.020 1ZPA 0.197 0.006
2071 0.231 NR 201F 0.187 0.022 1P6C 0.185 0.012 1ZP8 0.197 0.012

207F 0.172 0.005 20LT 0.205 0.018 1Q4S 0.183 0.013 2B4W 0.135 0.008

20D2 0.114 0.007 2003 0.166 0.016 1PQK 0.180 0.012 1YUN 0.171 0.006

20GS | 0.204 0.006 2FYO 0.182 0.010 1RSR 0.202 0.020 2G73 0.213 0.029

200QH | 0.205 0.006 2CCL 0.183 0.007 INZK 0.196 0.008 2G74 0.201 0.021

20TF 0.188 0.006 2DYV 0.175 0.009 10Vv7 0.189 0.017 1ZSF 0.222 0.004

2T0D 0.212 NR 2I1SY 0.178 0.011 10VH 0.185 0.017 2F4A 0.160 0.007

3CBS 0.200 0.006 2J6Z 0.233 0.023 1760 0.232 0.005 2F56 0.162 0.008

3HAD 0.218 0.008 2J70 0.204 0.021 1XT4 0.169 0.011 2F5M 0.178 0.007

4PAH 0.169 0.023 2JAJ 0.213 0.017 1YBQ 0.185 0.012 2F5W 0.186 0.007

SLVE 0.186 0.005 2JC1 0.193 0.013 2A48 0.181 NR 17ZVJ 0.188 0.005
6ATJ 0.166 0.009 2JDS 0.211 0.013 2AQ0 ]0.180 NR 1ZVK 0.189 0.009
21AS 0.185 NR 204X 0.234 NR 2AQV 0.185 NR 2B2K 0.215 0.005
21AV 0.209 NR 2063 0.194 0.010 2AHA 0.204 0.013 2HS5J 0.202 0.006

21B6 0.198 0.006 20AF 0.168 0.014 2H8Q 0.230 0.019 211X 0.239 0.015

2IFR 0.204 0.012 20DT 0.181 0.019 2NUO 0.145 0.010 2EY5 0.194 0.006

21H8 0.183 0.011 20GQ | 0.162 0.025 2E3D 0.202 0.014 2FOE 0.203 0.006

2I1H9 0.263 0.013 2C2J 0.179 0.018 2IHQ 0.209 0.005 2FOM 0.193 0.005

2110 0.218 0.006 2CA3 0.163 0.012 1M9H 0.214 0.008 1YWR [0.221 0.006

2IKF 0.228 0.014 2G40 0.210 0.020 1LOK 0.157 NR 1YW?2 0.207 NR

2IM8 0.236 0.006 2G4X 0.176 0.027 INS2 0.166 0.012 1RLS8 0.226 0.014

210M 0.209 0.011 2G4Y 0.195 0.026 1GQ3 0.195 0.008 1U7T 0.215 0.005

2100 0.210 0.006 2G4Z 0.191 0.025 1MOQ 0.194 0.026 1PR9 0.178 0.006

21SG 0.241 0.006 201W 0.178 0.014 1GWG | 0.167 0.017 10W2 |0.228 0.008

Average | 0.202 0.0085 Average | 0.190 0.0165 Average | 0.189 0.013 Average | 0.197 0.009






