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Classical Molecular Dynamics Simulation of Electron Transfer Reaction in Solution
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O 4: Upper panel: solid lines give the MD-generated free-
energy surfaces for C12~, Cl~, Cl, and Clt, dashed lines
give the parabolic fits of the minima. Lower panel: aver-

H = H+ ﬁ(r I — r?)2 age number of hydrogen bonds of a water molecule in the
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0O 5: (a) The Cl-O pair radial distribution function as a
function of the generalized solvent coordinate. Numbers in-
dicate the corresponding values of e (in kJ/mol). (b) The
location of the first maximum in the Cl-O pair radial dis-
tribution function as a function of the generalized solvent
coordinate. Numbers in the lower part, which correspond
to the charge of the ion (atom), indicate the location of the
minimum in the free-energy curves. J. Chem. Phys. 115,
pp- 8540-8546, 2001 C. Hartnig and M. T. M. Koper.



