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To provide evidence concerning the universality of the 

consensus ensemble neural network multitarget approach 

taken as exemplified by anxiolytic activity. 
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The aim of the study  



Tasks 

1. Choice and search for valid 3D models of target proteins that probable have a significant role in 

the treatment of anxiety disorders. 

2. Optimization of ligand 3D structures by methods of molecular mechanics and quantum chemistry. 

3. Ensemble docking into binding sites. 

4. Training of the neural networks for consensus ensemble multitarget model. 

5. Estimation of recognition and prediction accuracy of the obtained neural network models. 
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Databases  and  software 
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Training  set 
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Multilayer  Perceptron  Neural  Networks 



Level 

 

% 

 

F(High) 

 

89.5 

 

F(Moderate) 

 

96.7 

 

F(Low) 

 

97.3 

 

F(General) 

 

92.6 

 

Consensus 

recognition 

accuracy for 

references 

 

100% 

 

 

Results  of  training  and  selection  of  neural  
networks 
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1. We have found the most significant targets associated with anxiolytic activity, and selected their 

valid 3D models. 

2. Molecular mechanical and quantum chemistry approaches were used to optimize 3D models of 

ligand structures. 

3. We have performed ensemble docking into binding sites. 

4. More than 136,000 neural networks have been trained. 

5. We constructed a consensus ensemble neural network multitarget classification model of 

anxiolytic activity of chemical compounds. 

6. There was evaluated the recognition and prediction accuracy of the resulting model. 
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Results 



Thank  you  for  listening 


