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Abstract

Chemical Space Discovery 
of Bioactive Small Molecules and Peptides

Jean-Louis Reymond, University of Berne, Switzerland
gdb.unibe.ch

Chemical space describes the ensemble of all molecules that are possible by assembling atoms through covalent bonds. This concept is particularly relevant in drug discovery, where new molecular entities are constantly needed to develop new drugs addressing unmet medical needs. In our research we design cheminformatics methods for enumerating, mapping and virtual screening the chemical space of small organic molecules and peptides.1, 2 We then implement these methods to choose, synthesize and test molecules in the laboratory. I will describe applications targeting ion channels,3 transporters4 and enzymes,5 as well as new peptide based antibiotics against multi-drug resistant bacteria.6
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如果希望与Reymond教授在厦门大学访问期间交流，请联系洪文晶教授whong@xmu.edu.cn.
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