
• Target: RNA target
• Library: Chembridge Corp screening 

libraries   
      (1.5M)
• Validated by MD simulations 

RmsdXNA: A plat form for RNA/DNA-target ing Virtual 
Screening using

Machine-Learning Method
• Model: For regression prediction, the XGBoost algorithm is chosen due to its fast 

training speed and strong predictive capabilities.
• Feasures: NA-ligand distances in the physical meaningful forms: 1/r and 1/r^6
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