Table S4. CASSCF(6,6)/3-21G results on Ztrans.
	Geometry
	S0 energy

(a.u.)
	S1 energy

(a.u.)
	S1 – S0 (kcal/mol)
	E(S1)a
(kcal/mol)

	S0 planar
	-750.479979
	-750.344619
	84.9
	21.1

	S1 planar
	-750.463156
	-750.378208
	53.3
	0.0

	S1/S0 MECI
	-750.354246
	-750.354196
	0.0
	15.1


a Relative energy to the S1 planar minimum energy.

