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Minimum Free Energy Pathway
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L. Maragliano et al., JCP, 125, 024106 (2006)



Mean Force Component (MFC)

AF (01 — 03) = /02 zn:ZVFw

Lt g=l g=1

MFC

MFC Tensor Mean-Force



Dihydroxo Pathway

Fe'!(H,0,)(H20)s Fe"V(OH™)2(H20)s + H0



Di-Hydroxo Pathway
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