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Proper Citation

RDKit: Open-Source Cheminformatics Software (RRID:SCR_014274)

Resource Information

URL: http://www.rdkit.org/

Proper Citation: RDKit: Open-Source Cheminformatics Software (RRID:SCR_014274)

Description: An open-source cheminformatics and machine-learning toolkit that is useable 
from Java or Python. It includes a collection of standard cheminformatics functionality for 
molecule I/O, substructure searching, chemical reactions, coordinate generation (2D or 3D), 
fingerprinting, etc., as well as a high-performance database cartridge for working with 
molecules using the PostgreSQL database. Documentation is available on the main website.

Synonyms: RDKit, RDKit Open-Source Cheminformatics and Machine Learning

Resource Type: software toolkit, software resource

Keywords: cheminformatics, machine learning, software toolkit, open source, python, c++, 
FASEB list

Funding:

Availability: Open source, Acknowledgement requested

Resource Name: RDKit: Open-Source Cheminformatics Software

Resource ID: SCR_014274

Alternate IDs: OMICS_14853

Alternate URLs: https://github.com/rdkit https://sourceforge.net/projects/rdkit/

https://dknet.org
https://dknet.org/data/record/nlx_144509-1/RRID:SCR_014274/resolver
http://www.rdkit.org/


Old URLs: https://sources.debian.org/src/python3-rdkit/

License: BSD, Creative Commons Attribution-ShareAlike 3.0 License

Record Creation Time: 20220129T080319+0000

Record Last Update: 20250426T060354+0000

Ratings and Alerts

No rating or validation information has been found for RDKit: Open-Source Cheminformatics 
Software.

No alerts have been found for RDKit: Open-Source Cheminformatics Software.

Data and Source Information

Source:  SciCrunch Registry 

Usage and Citation Metrics

We found 390 mentions in open access literature.

Listed below are recent publications. The full list is available at dkNET.
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ChemSAM. Journal of cheminformatics, 16(1), 29.
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gene expression data. Bioinformatics (Oxford, England), 40(5).
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B, 128(28), 6693.


