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Fig.1 Complex between HIV-1 protease

and Ritonavir (RTV) inhibitor. Fig.2 HIV-1 protease inhibitor, Ritonavir.
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Table 1 Total energies (E) calculated with five different levels
and binding energies [AE = Ecompiex — (Eprotease +  Einnibitor) 1-

Cal'_ce‘\",f}tion Esompex(kcal/mol)  Eprowease(kcal/mol)  Eimnipior(kcal/mol)  AE(kcal/mol)
HF/STO-3G  -48723740.69 4691024391 -1813460.17 -36.61
HF/6-31G 493246031 -47489630.42 -1834913.62 59,07
HF/6-31G"  -49345037.5 -47509455.54 -1835534.47 47.49
MP2/STO-3G  -48774727.11 -46959529.26 -1815127.46 -70.39
MP2/6-31G  -49422535.11 -47584550.38 -1837855.61 -129.13
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Fig.3

Amino Acid Residues

Interaction energies between the selected amino acid residues

in HIV-1 protease and RTV calculated with five different levels.
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