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Molecular mechanism of the adverse drug reaction of flucloxacillin associated with
HLA-B*57:01
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[Abstract]
An antibiotic flucloxacillin (FX) which is used for the treatment of staphylococcal infection, is known
to cause idiosyncratic drug toxicity (IDT). A genome-wide association study has shown that IDT
induced by FX is associated with HLA-B*57:01. It is supposed that FX or its metabolites are bound to
HLA-B*57:01, then the complexes would bind to T-cell receptor leading to the onset of IDT. In this
study, we have undertaken docking simulations of the interactions between these molecules to
understand molecular mechanisms of IDT caused by FX.
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