
MCULE - BindingDB subset

BindingDB, the first public molecular recognition database, enables research,

education and practice in drug discovery, pharmacology and related fields.

BindingDB contains 2.7M data for 1.2M Compounds and 9.0k Targets, as of May, 2023.

BindingDB is based at the Skaggs School of Pharmacy and Pharmaceutical Sciences

at the University of California, San Diego, La Jolla, CA.

In this subset we have collected the compounds of Mcule aggregated catalogs
that have an equivalent BindingDB monomer pair. These pairs are presented in the
following format:

SMILES Mcule ID BDBM ID Affinity* UniProt ID

*‘Affinity’ indicates the affinity data (Ki, IC50, or EC50) in nM on the target labeled
with its UniProt ID in the following column. Compounds might have multiple
Affinity-Target pairs in further columns .

To find BindingDB's data for a compound, use the following model URL:

https://www.bindingdb.org/rwd/bind/chemsearch/marvin/MolStructure.jsp?monom

erid=xxxxxxxx where xxxxxxxx is the BDBM ID in the Mcule BindingDB Subset listing.

For more information the BindingDB: bindingdb@gmail.com
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If you would prefer other molecular format or further filtering - feel free to contact us at
support@mcule.com.

Our professional laboratory services include

● Transferring samples to plates/vials as solid or DMSO solution

● Solubility characterization

● Temperature controlled shipping

● Quality control via LC-MS & NMR (on demand)

Please also reach out to our cheminformatics experts with projects related to

● Screening library building/expansion

● Generation of synthetically feasible chemical spaces based on your building blocks

● Filtering the Mcule database based on your criteria
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