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The aim of the study

The aim of this study is to compare neural
network models for predicting

pharmacological activity
networks with one hidc

nased on correlation
en layer and those

with two hidc

en layers.



Prepare main training sample for neural network modeling.

Train neural network models to predict two types of
pharmacological activity.

Compare the resulting models with previously constructed
models.
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3D-model of GABAAR, 6d6t, al-p2-y2

Vassiliev, PM., Kochetkov, A.N., Spasov, A.A., Perfilev, M.A. (2021) Volgograd scientific and medical journal, 3, 57-61.
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GABA-ergic activity
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Ligand optimization
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ANN with one hidden layer
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with two hidden layers

PyTorch

22@27X5

Active

Not Active

I]II]I Convolution

MLP (22-3-4-2, leaky_relu)

Paszke, A., Gross, S., Massa, F, Lerer, A. et al. (2019) Advances in neural information processing systems, 32.



Training accuracy

Anxiolytic activity Antimicrobial activity (S. aureus.)
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Autotest accuracy

Anxiolytic activity Antimicrobial activity (S. aureus.)
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Description

A medication used for insomnia or sleeplessness.

DrugBank 1D Type

DB01198 Small Molecule

US Approved Other Approved Patents
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Therapeutic Categories
e 3 Phase 4 Hypnotics (Nonbenzodiazepine) [
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Description

A medication used to control different types of dangerous seizures.
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Mechanism of Action

Gamma-aminobutyric acid receptor subunit
alpha-1  Potentiator
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alpha-2 Potentiator
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Reference drugs accuracy

One hidden layer Two hidden layer
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