
From Ligand Query to Sites to New Ligand Ideas



Step 1: Find Co-complexes and Sites from Ligand-Structure-Search



Site: 1309707Site: 1309707

Step 2: Find Other Receptor Sites from Site-Similarity Search



Site SiteLigand SiteProtein SiteScore ContactScore
1309707 STI 2pl0A 1000 1
1420904 C92 3cpbB 110.906 0.7
1384893 900 3b8qB 121.051 0.67
1322334 276 2qu5A 117.866 0.66
1284638 406 2e2bA 119.18 0.64
1396160 2RL 2rl5A 121.208 0.63
1400124 NIL 3cs9D 111.198 0.62
867405 7MP 2hiwA 101.948 0.61
916548 242 2ofvB 109.214 0.6

1147514 MUH 2oscA 104.115 0.6
776230 WBT 1wbtA 101.635 0.6
916805 1N8 2og8A 116.819 0.59
394066 PRC 1fpuB 107.297 0.57

1415780 C19 3cp9A 104.078 0.56
911671 KIN 2hznA 106.08 0.56

1148488 608 2p2iB 109.41 0.55
1300447 GIG 2oh4A 110.471 0.53
1320735 857 2qu6B 116.424 0.52
437653 B96 1kv2A 107.323 0.52
691631 L11 1w83A 101.268 0.52

1147212 RAJ 2oo8X 104.058 0.52
910098 GIN 2hz0B 108.713 0.51

1396708 P38 3bv2A 124.962 0.51
436174 BMU 1kv1A 88.568 0.5

1412158 G2G 2puuA 118.296 0.5
775147 LI3 1wbvA 85.135 0.5

1415688 C52 3cpcB 102.25 0.48
1431710 GK6 3d83A 104.164 0.48

Example Site Similarity Results (Query: s1309707)



Example Ligands Extracted from Similar Sites



Step 3: LigandCross – Mixing Ligand Features from Aligned Sites



Example LigandCross Results



Step 4: LigandCross Ligands reDocked into s1309707 



LigandCross Ligands with Reported Biological Activity




