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Proper Citation

LigandScout (RRID:SCR_014889)

Resource Information

URL: http://www.inteligand.com/ligandscout/

Proper Citation: LigandScout (RRID:SCR_014889)

Description: Software that takes a macromolecular structure containing a bound ligand
and identifies the key features on the ligand which are interacting with points on a protein.
Its features include: automatic interpretation of PDB ligands using geometry, dictionaries
and rule; advanced handling of co-factors, ions, water molecules and covalently bound
ligands; pharmacophore export to Catalyst(tm), MOE(tm) and PHASE(tm) for virtual
screening; and the ability to treat co-factors and water molecules as part of the ligand or
part of the macromolecule.

Resource Type: software application, software resource

Keywords: pharmacophore, macromolecular structure, bound ligand, pdb ligand, virtual
screening, ligad based pharmacore design

Availability: Available for purchase

Resource Name: LigandScout

Resource ID: SCR_014889

Alternate URLs: https://www.chemistryworld.com/ligandscout/1012019.article

License URLs: http://www.rsc.org/help-legal/legal/terms-conditions/

Record Creation Time: 20220129T080322+0000

Record Last Update: 20260727T040607+0000

Ratings and Alerts

https://scicrunch.org/nidm-terms
https://scicrunch.org/nidm-terms/data/record/nlx_144509-1/SCR_014889/resolver
http://www.inteligand.com/ligandscout/


No rating or validation information has been found for LigandScout.

No alerts have been found for LigandScout.

Data and Source Information

Source: SciCrunch Registry

Usage and Citation Metrics

We found 395 mentions in open access literature.

Listed below are recent publications. The full list is available at nidm-terms .
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