Detailed information of force field parameters

The functional form used in the COMPASS II type force field is shown in equation (1): 
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      (1)

The valence terms represent internal coordinates of bond (b), angle (
[image: image2.wmf]θ

), torsion angle (
[image: image3.wmf]φ

), and out of-plane angle (x), and the cross-coupling terms include combinations of two or three internal coordinates. The nonbond interactions are represented by electrostatic potential 
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 and van der Waals potential 
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