Checkmyblob - Machine Learning-Based Tool for Ligand Recognition and Validation
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CheckMyBIlob (CMB)l’2 is a software tool designed to automatically recognize and validate small molecule ligands in electron
density maps of macromolecular structures. The new version of CMB uses the existing machine-learning algorithm. However, the

training set was enhanced with data from the PDB-REDO server3. CMB's capabilities were increased by focusing on specific tasks.
First, we have improved prediction accuracy for metal-containing ligands by developing a separate model with a custom training
set.

Additionally, in case of finding metals, the CMB website redirects to the CheckMyMetal (CMM)4 server to automatically show the
metal validation and allow the usage of CMM standard functions. Second, CMB has been trained on ligand sets corresponding to
drug screening cocktails to include functionality that can suggest potential drugs. Finally, several run examples have been added to
demonstrate the tool's power and help the researchers understand how to use it effectively.
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