Crystal structures

Protein models

Distorted structures

Algorithm  Ligand High-quality Moderate-quality 2A RMSD 4A RMSD 6A RMSD
RMSD  ARMSD? RMSD ARMSD? RMSD  ARMSD? RMSD  ARMSD? RMSD ARMSD? RMSD  ARMSD?
SiteEngine 5523 3922 63222 4721 6622 5122 62222 4622 6.8=+2.1 52+20 84+128 6.9=+128
eMatchSite ADP 51224 3423 5423 3823 5324 38224 51222 3521 6023 4422 6627 5027
SiteEngine 6.2+23 3922 69219 4519 7221 4.8=x21 7123 4823 7.0+22 4.7=x21 7523 51223
eMatchSite ATP 6.0+23 3722 60222 3620 6219 38x19 5620 3319 6726 4326 58=+1.8 34=zx18
SiteEngine 68248 4140 83246 5640 105+45 8045 73244 4738 8445 5739 9542 6.7x39
eMatchSite PAD 4524 1817 5122 2417 56224 3220 4823 2117 58226 3120 74233 4.7x28
SiteEngine 5739 3334 74:39 5136 8437 6036 65238 4134 7635 5334 8836 6.3x3.3
eMatchSite NAD 5134 2731 5736 3333 5929 3626 4832 2528 5427 3125 2924 34=zx21
SiteEngine 2317 13+12 4629 3628 6333 5533 35220 25+1.8 5528 4527 6427 5428
eMatchSite SAH 2.2 +1.1 1207 2714 17212 3312 24212 2609 1607 33x15 23zx14 4721 3.7 £21
SiteEngine 3930 2323 53232 3830 7427 6.0x26 38227 24120 5124 3720 5728 4425
eMatchSite SAM 50+34 3431 3.0=21 1611 41220 2715 3.2=+21 1.8+1.3 38+18 2413 4226 29220
SiteEngine 5634 3729 6833 48129 7937 6.035 6432 4428 7.2=+3.1 52+28 8586 6.5+85
eMatchSite Al 48+26 28+x24 5226 3323 53225 3422 48224 2922 57225 3823 65229 44126

# ARMSD is calculated by subtracting from RMSD a ligand heavy-atom root-mean-square deviation upon the superposition of two ligands.



