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SBDD(Structure-Based Drug Design)



SBDD

Inhibitor/Drug Disease Company Protein Enzyme
targeted Family
STI-571/Gleevec Chronic Myeloid Novartis c-Abl kinase Tyrosine kinase
Leukemia

Fluoroquinolone/Ciprofloxacin | Bacterial infection Bayer Gyrase ATP Hydrolase

Saquinavir/lnvirase AIDS Roche HIV-1 Protease Aspartylprotease

Ritonavir/Norvir Abbott

Indinavir/ Crixivan Agouron

Nelfinavir/Viracept Merck

Amprenavir/Agenerase, Vertex/GSK

Fosamprenavir/Lexiva,

Trusopt Glaucoma Merck Carbonic Lyase
anhydrase

Thymitaq Cancer Agouron Thymidylate Methyl transferase
synthase

Celecoxib/Celebrex Inflammation, Searle Cox-2 Oxidoreductase

Rofecoxib/Vioxx Rheumatoid arthritis | Merck

AG3340/Prinomastat Cancer Agouron Matrix Metalloprotease
metalloprotease

Oseltamivir Influenza Roche Neuraminidase Glycosidase

phosphate/Tamiflu, 10

Zanamivir/Relenza
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Crystal Volume

10° 10° 10’

Unit Cell Volume (R)
human B2-adrenergic Receptor
Science (2007)
PDB:2rh1) GPCR

C2,a=106.32, b=169.24, c=40.15 31
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