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Identification of small molecule inhibitor of HBV replication via HBX interaction
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Experimentally Negative (No Anti-HBx activity)
Experimentally Positive (Anti-HBx activity at 50 pmol)

IRID QED score Binding affinity (Kcal/mol)

IR2105 0.44 -10.6
IR3049 0.5 -10.6
IR8414 0.47 -10.6
IR6514 0.51 -10.5
IR13218 0.52 -10.5
IR6099 0.58 -10.4
IR6707 0.78 -10.4
IR7845 0.41 -10.3
IR11718 0.42 -10.3
IR1068 0.66 -10.2
IR5076 0.59 -10.2
IR7116 0.53 -10.2
IR221 0.62 -10.1
IR711 0.76 -10.1
IR1109 0.79 -10.1
IR3260 0.43 -10.1
IR4183 0.41 -10.1
IR8398 0.76 -10.1
IR9121 0.7 -10.1
IR9650 0.48 -10.1
IR9736 0.57 -10.1
IR12828 0.8 -10.1
IR1828 0.54 -10
IR3695 0.75 -10
IR3758 0.64 -10
IR6391 0.68 -10
IR7347 0.69 -10
IR8505 0.42 -10
IR8818 0.58 -10
IR9171 0.42 -10
IR10008 0.57 -10
IR10443 0.41 -10

IR12857 0.62 -10
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