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To provide high efficiency of drug discovery using neural 

network modeling based on multiple docking methodology.
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The aim of the study 



Tasks

1. Perform multiple docking of new quinazoline-2,4(1H,3H)-dione derivatives.

2. Predict the activity level of new compounds using a previously built neural 

network model.

3. Conduct an experiment in behavioral tests to confirm the prediction.

4. Prepare new compounds for future research.
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Simple  docking

Vassiliev PM et al. VJMS, 2021; 3: 57-61. eLIBRARY ID: 46679171 4



Multiple  docking
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Comparison  of  simple  and  multiple  docking

Vassiliev PM, Kochetkov AN, Perfilev МA. JVSMU, 2022; 19(4): 88-93. 6



Databases  and  software
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General  scheme
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Results
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1. We have performed ensemble multiple docking of new acetamide derivatives of 

quinazolines.

2. We have performed an activity level prediction of new compounds based on a 

new methodology with consensus ensemble neural network classification 

model.

3. We tested these compounds in an experiment.

4. We have shown that the developed methodology is effective and can be used 

for other types of activities.

Results
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Thank  you  for  listening


