
Wei Team’s Performance at D3R Grand Challenge 3 (2017-2018)
Pose Prediction
Cathepsin Stage 1A Cathepsin Stage 1B
Pose Predictions (partials)  Pose Prediction

Affinity Rankings excluding Kds > 10 µM
Cathepsin Stage 1 Cathepsin Stage 2 
Scoring (partials)                      Scoring (partials)
Free Energy Set Free Energy Set
VEGFR2 JAK2 SC2 p38-α
Scoring (partials)                      Scoring (partials) Scoring
JAK2 SC3 TIE2 ABL1
Scoring Scoring Scoring (partials) 
Free Energy Set Free Energy Set 2

Active / Inactive Classification
VEGFR2                               JAK2 SC2                       p38-α 
Scoring (partials)                      Scoring (partials) Scoring (partials) 

JAK2 SC3 TIE2                                ABL1 
Scoring Scoring (partials) Scoring (partials) 
Free Energy Set Free Energy Set 1

Affinity Rankings for Cocrystalized Ligands
Cathepsin Stage 1             Cathepsin Stage 2
Scoring (partials)                      Scoring (partials)
Free Energy Set Free Energy Set Dr D NguyenZixuan Cang

https://drugdesigndata.org/php/d3r/gc3/combined/pose/index.php?component=968&results=rmsd&chart=pose&partial=0&ligand=Mean
https://drugdesigndata.org/php/d3r/gc3/combined/pose/index.php?component=968&results=rmsd&chart=pose&partial=1&ligand=Mean
https://drugdesigndata.org/php/d3r/gc3/combined/pose/index.php?component=972&results=rmsd&chart=pose&partial=0&ligand=Mean
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=968&method=ligand&partial=0&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=968&method=ligand&partial=1&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=1009&method=ligand&partial=0&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=1009&method=ligand&partial=1&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/free-energy/index.php?component=968&partial=0&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/free-energy/index.php?component=1009&partial=0&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=966&method=ligand&partial=0&group=noties
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=966&method=ligand&partial=1&group=noties
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=969&method=ligand&partial=0&group=noties
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=969&method=ligand&partial=1&group=noties
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=965&method=ligand&partial=0&group=noties
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=970&method=ligand&partial=0&group=noties
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=967&method=ligand&partial=0&group=noties
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=971&method=ligand&partial=1&group=noties
https://drugdesigndata.org/php/d3r/gc3/combined/free-energy/index.php?component=970&partial=0&group=noties
https://drugdesigndata.org/php/d3r/gc3/combined/free-energy/index.php?component=967&set=2&partial=0&group=noties
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=966&method=ligand&partial=0&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=966&method=ligand&partial=1&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=969&method=ligand&partial=0&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=969&method=ligand&partial=1&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=965&method=ligand&partial=0&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=965&method=ligand&partial=1&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=970&method=ligand&partial=0&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=967&method=ligand&partial=0&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=967&method=ligand&partial=1&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=971&method=ligand&partial=1&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/free-energy/index.php?component=970&partial=0&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/free-energy/index.php?component=967&set=1&partial=0&group=active
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=968&method=ligand&partial=0&group=xray
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=968&method=ligand&partial=1&group=xray
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=1009&method=ligand&partial=0&group=xray
https://drugdesigndata.org/php/d3r/gc3/combined/scoring/index.php?component=1009&method=ligand&partial=1&group=xray
https://drugdesigndata.org/php/d3r/gc3/combined/free-energy/index.php?component=968&partial=0&group=xray
https://drugdesigndata.org/php/d3r/gc3/combined/free-energy/index.php?component=1009&partial=0&group=xray

