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Maestro 9.1 Macromodel 

Force field: OPLS_2005 

Solvent: CHCl3 

Electrostatic treatment: Constant dielectric 
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Dielectric constant: 1.0 

Charges from: Force field 

Cutoff: Extended 

Method: PRCG 

Max. iterations: 5000 

Converge on: Gradient 

Convergethreshold: 0.01 
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