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Scientific backgroundScientific background
HIV is a disease that effects some 40 million HIV is a disease that effects some 40 million 
people worldwidepeople worldwide
Certain drugs can improve patient health by Certain drugs can improve patient health by 
binding to and inhibiting critical viral enzymesbinding to and inhibiting critical viral enzymes
Virun can Virun can mutate and become resistant to these mutate and become resistant to these 
drugsdrugs
This simulation is designed to gather drug This simulation is designed to gather drug 
binding interaction energies of antibinding interaction energies of anti--HIV drugs HIV drugs 
bound to the active site of HIV protease, bound to the active site of HIV protease, 
including drugincluding drug--resistant versions of the protein. resistant versions of the protein. 



ScientificScientific backgroundbackground

DRUG BINDING AFFINITIES OF HIV DRUG BINDING AFFINITIES OF HIV 
DRUG RESISTANT STRAINSDRUG RESISTANT STRAINS
The The aimaim of of thisthis demonstrationdemonstration isis toto provideprovide
a a rangerange of of simulationssimulations of of knownknown mutantsmutants
againstagainst one one particularparticular HIV HIV drugdrug, , AprenavirAprenavir. . 
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