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MCULE RNA-BINDING LIBRARY

RNA macromolecules play a crucial role in transcription, translation and biocatalysis. Therefore, 
finding small-molecular candidates that could effectively bind to these molecules provide a 
solution to overcome the issue of pathologies with “undruggable” protein targets. In this library, 
we have collected proven RNA-binding compounds and their analogs.

WE CREATED TWO SUBSETS OF THE MCULE RNA-BINDING LIBRARY:

● Layer 1 subset contains compounds that have already been experimentally tested and had a 
submicromolar activity on RNA targets according to the ChEMBL and Hariboss databases.

The data file of Layer 1 subset contains the following information in a CSV format:

● Layer 2 subset contains compounds showing at least 0.8 Tanimoto similarity to Layer 1 compounds.

The data file of Layer 2 subset contains the following information in a CSV format:

ID and structure related info
● SMILES
● Mcule ID
● External ID (ChEMBL or Hariboss)

Query related info
● Query SMILES
● Query external ID (ChEMBL or Harriboss)

Hit related info
● Mcule ID
● Mcule SMILES
● Similarity (Tanimoto: 0.8 to 1)

“Layer 1 is largely unique compared to other commercially available 
RNA-binders on the market. The first pass through the RNA/Protein AI 
filter looked promising for both the Layer 1 and Layer 2 subsets. 
Approximately 90% target engagement and around 10% were flagged for 
likely high-resolution specificity — higher than any other RNA-focused 
libraries we have encountered." Brock Schuman, CEO, Azor Biotek

Testimonials

http://www.mcule.com
https://www.ebi.ac.uk/chembl/
https://hariboss.pasteur.cloud/
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Mcule provides professional laboratory services including:

● Mcule Express Compound Inventory System™ - powered by robotized cold room sample storage

● Custom formatting - Solid weighing, robotized dissolution and pipetting

● Experimental sample characterization - Structure identity, purity, solubility and reactivity analysis

● Comprehensive logistic services- Compound procurement, sample management, customs clearance 
and worldwide delivery

Mcule provides professional cheminformatics services including:

● Custom library design - using a wide range of ligand- and structure-based molecular modeling and 
cheminformatic approaches including physicochemical property calculations, molecular fingerprint based 
similarity and substructure searches, diversity selection, similarity clustering, scaffold hopping, toxicity 
filtering, PAINS and other unwanted substructure filters, molecular docking, etc. Custom library generation 
workflows can be applied on the Mcule Database or Mcule ULTIMATE database

● Generation of synthetically feasible chemical universes - based on specific building blocks and 
reaction rules

Mcule’s Custom Solution Experts are ready to guide you through the selection and ordering process free of 
charge! If you have any questions or need any help, please feel free to contact us at support@mcule.com.

Did you know?

Click here to access the downloadable data file of the Mcule RNA-Binding Library. In the ZIP file you will find 
two CSV files with the field names mentioned above. If you would prefer another molecular format or a 
further customized library contact us at support@mcule.com.

http://www.mcule.com
https://mcule.com/database/

