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Contributions in Theoretical Organic Chemistry
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Contributions in Computational Biology
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Science Reporter (Nature) 2016 DOI 10.1038/srep20600
Macromolecular structure and function prediction
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Biopharmaceutical design
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omputer Programming and Pharmacoinformatics Tool Development

Drug likeness

o Drug fikeneds rules are wt of guidelines for the
ilon '} structural properies of compounds, used for fast
% eMeulation of drug-lkn properties of 4 molcule
Thes guidelines are not absolute, nor are they
intendad 1o form strict cutoM values for which
property values are drug ke and which are not
druglie.  Nevertheless, they can be quite
effective and offichent

DrliTo s an open source virtual screening tool
Ws calclation Is based on the various
drughheness rules libe Lipimad's rube, MOON like
rule, Veber rule, Ghose filter, BEB rle, CMC-50
e rule and Quantitstive Estimate of Diug
Beeness (QED) Drulife wses the Chemistry
Development  Kit (CDK), 2 lava Bbrary o
dewcriptor calculation
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http://www.niper.gov.in/pi_dev_tools/DruliToWeb/DruLiTo_index.html

Dendrimer builder
J. Comp. Chem. 2012 33 1997

http://www.physics.iisc.ernet.in/~maiti/dbt/home. html

BiAnaca
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Descriptor calculations
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Contributions in Theoretical Inorganic Chemistry

Nucleophilic
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Epoxide
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Organometallic chemistry
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Contributions in Pharmaceutical Sciences
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Contributions in Medicinal Chemistry

\nti-diabetic agent design and synthesis Anti-malarial agent design and
ynthesis
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Synthesis of Quantum Chemically designed molecules

Divalent N(I) compounds
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