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Train on 17 HIV-1 Protease Inhibitors 

1) Minimization (MM2X) 

2) pIC50=-0.15*Einter-8.1 

Prospectively used on 16 more 
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Some of the points All of the points 
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• Pf DHFR 
• 2ns simulations 
• 22 inhibitors 
• 7 orders of magnitude of activity 
• Single snapshot and ensembles 
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Variants of 
WR99210 
Charged 
<330nm 

‘Others’ 
Neutral 
>330nm 

WR99210 
PDB1J31 
Charged 
11pm 
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FKBP-12: Shirts et al
(Thesis)
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FKBP-12: Shirts et al
(My plot)
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FKBP-12: Shirts et al
(My plot: No Long Range Correction)
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a),3&P.630$ a$ 8A3&4CT'-$ ]32$133/$T'0/)2,$

#42')/$%2).$$ #$ A305.-5$%2).$

(S)Talking Points:  Polarization   proportional to Coulombic 
      Discrete Waters   proportional to Buried Volume 
            Entropy    proportional to Total Energy  

“Cancellation of errors is proportional to chemical similarity” 
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