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Computational model 
to predict compound 
binding to serotonin 
(5-HT2B) receptor 

A structure-activity relationship model could help identify compounds 
with predicted cardiovascular side effects due to 5-HT2B receptor–targeting 
activity. Off-target activation of 5-HT2B has been implicated in valvular heart 
disease in patients treated with antipsychotics. From a database of 59,000 
compounds, the model predicted 122 potential 5-HT2B-binding hits with up 
to 90% accuracy. Next steps include constructing a computational model that 
identifies compounds with 5-HT2B receptor–binding activity.
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