
q Multiple	configurations	sampled with	a	dihedral	scan
q Rates	computed	with	an	implementation	of	Marcus-Jortner-Levich Theory using	a	

combination	of	DFT and	Monte	Carlo methods.
q All	rates	predicted	are	in	the	same	order	of	magnitude	as	the	experiments
q Big	improvement	over	Marcus	Theory in	the	inverted	region
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