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SAR502250, a new discover selective GSK3 inhibitor with AD therap
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for Alzheimer's disease therapy.
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Methods

1. Dataset preparation
SPECS NP

= |onization states and tautomers - LigPrep/Schrodinger(https://www.schrodinger.com/)

= Conformers - Omega/OpenEye (http://www.eyesopen.com).

2. 3D similarity search
= ROCS/OpenEye (http://www.eyesopen.com)

= Query - SAR502250

3. ADME and Toxicity related risk profiles

= The ADME (Absorption, Distribution, Metabolism, and Excretion) - SwissADME
(http://www.swissadme.ch/)

= The risks of side-effects (irritation, mutagenicity, tumorigenicity, and reproduction
effectivity) - Osiris Property Explorer (https://www.organic-chemistry.org/prog/peo/)

= TanimotoCombo coefficient
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Results and Discussions

3D similarity analysis

ROCS - 3D similarity coefficients

The top ten Natural products prioritized against
SAR502250 ordered by TanimotoCombo

The distribution of
TanimotoCombo,
ShapeTanimoto,
ComboScore
values for SPECS
NP against 04 05 06 07 08 09 1
SAR502250 .
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Results and Discussions

Physiochemical parameters and toxicity related risks profile of the ten SPECS NP
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Results and Discussions

The blood-brain barrier (BBB) permeation and passive gastrointestinal absorption (HIA)
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Results and Discussions
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Conclusions
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discovery of potentially selective GSK-3 inhibitors.
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