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18 200 users

91 country

Cross-browser and cross-platform support

Users relationships

Free availability 
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642 238 molecules
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Web platform Way2Drug

Using this concept, we have developed a consistent
system of atom-centered neighborhoods of atoms
descriptors including MNA, QNA, and LMNA, and have
implemented them in several SAR/QSAR/QSPR modeling
approaches. It’s significant to note that all procedures on
the basis of this portal use only structural formula for
obtaining results.

We have proposed the concept of local conformity from
which activity of drug-like compounds is based on the
recognition of the ligand atoms of the target atoms.
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Way2Drug – Drug Repositioning 



Orphan diseases

Tuberculosis MalariaLeishmaniasis Cancer EpilepsyDiabetes

Way2Drug – Drug Repositioning 



Way2Drug – Drug Repositioning 

o development of computer methods for searching 
promising pharmacological targets and designing 
their ligands

o integration the developed methods into a common 
web platform

o validation using examples of searching for new drugs
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Pharmacological Targets
Pharmacological Targets
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Pharmacological Targets
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FDA approved drugs (1035 drugs)

FDA approved drugs

Cancer
(234 drugs) 

Malaria
(12 drugs)

Tuberculosis
(20 drugs) 

Epilepsy
(41 drugs)

Diabetes
(84 drugs)
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Similarity
SimMNA|SimQNA

Similarity MNA & QNA
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Pharmaceutical Substances
Registered in Russia

Pharmaceutical Substances Registered in Russia
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Molecule Properties Prediction by 
Molecular Property Diagnostic Suite 

MPDS website is hosted at Centre for Molecular Modelling 
CSIR-IICT, Hyderabad, India
http://mpds.osdd.net/

- Heat Map of the MPDS predicted characteristics. 
- Prediction molecular properties; 



http://www.way2drug.com/dr

Molecular Property Diagnostic Suite
MPDSDM

CSIR-IICT, Hyderabad, India
http://mpds-diabetes.in/
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Similarity
FDA PCP Search 

FDA PCP Search
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PASS Total:
selection of prediction features
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PASS Total: main prediction tools
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PASS Selector

Antidiabetic
Antidiabetic (type I)

Antidiabetic (type II)
Antidiabetic symptomatic

Antituberculosic

Homo sapiens

Rattus norvegicus

Mus musculus
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SAR Creator
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- database includes approved drugs registered by U.S. Food and Drug Administration;

- database includes more than 1400 substances of medicines registered in the Russian

Federation;

- knowledge base includes pharmacological targets, the impact on which is

used/studied for the treatment of cancer, diabetes, tuberculosis, etc ..;

- hypertext links between more than 1200 pharmacological targets, the impact on

which is predicted by the PASS Online program, with the UniProt, KEGG, PDB

databases;

- assessing new therapeutic potential of known medicines using heat map of the

MPDS predicted characteristics ;

- SAR Creator software allows you to create online training sets for (Q) SAR models;

- the web services provide a prediction of interactions with ~ 80% of molecular targets

that are studied in the target pharmacotherapeutic area.

Summary:
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