
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
Figure 1 
 
Energy minimization of small molecules with sp4 force field and AMMP 
optimization methods: Steepest descent (Steep), Conjugate gradient (Conj), BFGS, 
Simplex and a genetic algorithm (GA). The minimized energies (Energy in kcal/mol) 
are plotted against the Number of iterations. A: raloxifen; B: 4-(n-acetylamino)-3-
[n-(2-ethylbutanoylamino)]benzoic acid (FDI); C: thymidine; D: thieno[3,2-
b]pyridine-2-sulfonic acid [2-oxo-1-(1h-pyrrolo[2,3-c]pyridin-2-ylmethyl)- 
pyrrolidin-3-yl]-amide (PR2). 
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