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Main research techniques
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BEAR virtual screening

BEAR (Binding Estimation After Refinement)

We have developed BEAR (Binding Estimation After Refinement), an automated post-

docking tool based on molecular dynamics and MM-PB(GB)SA for refining and rescoring

virtual screening results.
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Drug discovery on protein kinases

Discovery of allosteric inhibitors of protein kinases as

anticancer drugs %
the ANDO
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Design of small-molecules able to bind distal allosteric pockets of protein kinases and Joundation
stabilize inactive conformations. Project in collaboration with Istituto di Ricerche
Farmacologiche Mario Negri in Milan, University of Milano, University of Padova, Elettra

. . AIRC
Sincrotrone Trieste.
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Polypharmacology

Targeting the Hsp90 interactome using in silico polypharmacology
approaches

Focused on setting up and exploiting ligand-based and structure-based computational

protocols for targeting the Hsp90 interactome (> 200 proteins) with polypharmacology

approaches. Project in collaboration with the University of Bonn. "
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Development of computational tools for polypharmacology

Computational protocols and approaches for rational polypharmacology and their

deployment in drug repurposing, target identification, and prospective drug discovery

projects.



Experimental network

INTERNAL EXTERNAL
Chemical synthesis 4 groups UNIMI, UNIPR
CIGS

Biochem, Mol biol groups,
CelRG (Genomic Research Centre)
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