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PharmaResources CADD Skills and Expertise
 Structure-Based Drug Design

* Ligand-based drug design

‘* ADMET and Druggability Prediction
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Homology Modeling Docked with Protein

30 structure of d
proteins of 30 structures with certain homology.
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molecular glue.

Molecular Docking

investigate ligand-receptor interaction patterns.

Virtual Selection
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number of screened compounds.
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Molecular Docking Virtual Selection

Molecular Dynamics

systems and key roles, and is also often used to predict binding sites.

QSAR and Pharmacophores

phore models, and assist in the design and optimization of compounds.

Molecular Generation and ADMET Prediction
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Quantum Chemistry

Structure, ies and

and Their Structure and Performance
Molecule-to-Molecule Interactions

3. Molecules Collide and React with Each Other

 Structural Optimization

« single Point Energy Calculation
Discover i

* Gibbs Free Energy
Determined the direction of the reaction process by calculation.
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CLICK HERE TO FIND MORE DETAIL

Got Questions? Contact Us
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