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X-ray crystallograﬁhig analysis of penicillin-recognizing enzyme for the search
of non-covalent inhibitors
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Antibiotic_resistance is a major medical problem. In this study, we focused
on B -lactam resistance and investigated PBP2a (penicillin-binding protein) from MRSA and PenA
carbapenemase from Burkholderia multiviorans, mainly by X-ray crystallographic analysis and
molecular dynamics calculations.

For the MRSA-derived PBP2a, the crystallisation conditions have been investigated on the basis of

the known ceftaroline complex (PDB:3ZG0) and the possibility of allosteric inhibitors was explored.
For PenA carbapenemase, a mutant enzyme was generated and the 3D structure and its motion predicted,
providing insight into carbapenem resistance and inhibitor resistance.
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