
DRUGPREDICT

Online drug discovery service using

polypharmacology-based interaction profiling

Zolt§n Simon1,2, ĆgnesPeragovics1,2, Margit Vigh-Smeller2, G§borCsukly3, L§szl·Tombor3,

Zhenhui Yang2, Gergely Zahor§nszky-KŖhalmi2, L§szl·V®gner2, Bal§zs Jelinek2, P®terH§ri1,

Zolt§n Brandhuber1, Barna B²r·1, Domonkos Nagy1, M§t®Mar·t1, Csaba Het®nyi2, Istv§n Bitter3,

P§lCzobor3, Andr§sM§ln§si-Csizmadia2

1Delta Informatika, Inc., Szentendrei ¼t39-53, H-1033 Budapest, Hungary
2Department of Biochemistry, Institute of Biology, EºtvºsLor§ndUniversity, P§zm§nyP®ters®t§ny1/C, H-1117 Budapest, Hungary
3Department of Psychiatry and Psychotherapy, Semmelweis University, Balassa utca 8, H-1083 Budapest, Hungary



ÅSerotonin can bind to GPCRs 5-HT1,2,4,5-7 and ion channel 5-HT3A

ÅOpioids act on Õïopioid and NMDA receptors

ÅBenzodiazepines act on GABAA and mitochondrial GABAB receptors

ÅGleevec (imatinib mesylate): new anticancer agent with three targets required

for high efficacy

ÅFor many CNS agents, acting on multiple proteins is essential for function

Roth et al, 2004; Keiser et al, 2007; Hopkins, 2008; Pujol et al, 2010

Polypharmacology:

ÅOne drug ïmultiple targets (no structural similarity needed)

ÅOne target ïmany active drugs (no structural similarity needed)
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ROC curves: measure of classification accuracy


