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Kinetic M ethod

height tyr

height gIn or
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branching
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tyr + gin

tyr + gin

tyr + gin

Average

tyr + asp

tyr + asp

tyr + asp

Average

Molecular Mechanic¢CHARMM?2.2 forcefield—gas phase)

Charges

Tyr-Na

GIn*

Tyr*

GIn-Na'

Forcefield

Gasteiger
(PEOE)

units?

Charges

Tyr-Na

Asp

Asp-Nd

Forcefield

Gasteiger
(PEOE)




