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Cellular & Molecular Life Sciences, 2009, 66(14):2231-2247.
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Efficient sampling of high-dimensional free energy landscapes using adaptive
reinforced dynamics. Nature Computational Science, 2021, 2, 20.
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Uni-FoldEERZE/IFN, EEiEkAlphaFold2

The first protein 3D structure prediction
model that open-sourced both inference
codes and training codes in the world.
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Uni-FoldEERZE/IFN, EEiEkAlphaFold2

CASE: 7T6éU

Experimental

Released on 2022-03-30

AlphaFold-Multimer
Ca-LDDT=0.883; TM-Score=0.143

Uni-Fold Multimer
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] . Predicted Structure Finally Structure
Protein Sequence Uni-Fold RMSD: 2.1 A RMSD: 0.5 A

Efficient sampling of high-dimensional free energy landscapes using adaptive
reinforced dynamics. Nature Computational Science, 2021, 2, 20.
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Uni-Docking
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Program Enables Ultra-Large Virtual Screening. 2022.
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Uni-FEP

Computational Assay
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. . Schrodinger .
2
Series \ R Hermite FEP FEP+ Vina Score
Case:
c-Met inhibitor BACE 0. 55 0.61 0.01
R2=0.79
CDK2 0. 49 0. 23 0.10
Note: dark grey and grey represent 1 and 2 JNK1 0. 62 0.72 0. 14
kcal/mol error lines respectively
MCL1 0. 50 0. 60 0. 05
p38 0.54 0.43 0.01
PTP1B 0. 50 0.64 0.01
thrombin 0.70 0. 50 0.18
Tyk2 0.72 0.79 0. 46
-6.17 -10.06 -12.27
524 9.82 -11.56 Average 0. 58 0. 57 0.12
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