
Table 1: Energy gap between the lowest excited singlet and lowest excited triplet states (∆Est), spin-orbit coupling matrix element (SOCME), reorganization energy (λrISC), rISC rates (KrISC), activation energy (∆G), the change in torsion angle (△Θs1) as the molecule transitions from S0 geometry to S1 geometry, and the change in torsion angle (△Θt1) as the molecule transitions from S0 geometry to T1 geometry of CMAs at 298.15K

	Molecule
	△Est
(eV)
	SOCME (S1-T1)
(cm-1)
	 
(eV)
	∆G
(eV)
	△Θs1
(degrees)
	△Θt1
(degrees)
	KrISC 
(s-1)

	CMA1
	0.14
	7.45
	0.17
	0.14
	+88.1
	-31.3
	1.42x108

	CMA2
	0.25
	4.40
	 0.03
	0.65
	-17.5
	-20.8
	2.61x10-1

	CMA3
	0.28
	2.24
	0.38
	0.29
	-20.6
	+0.5
	3.01x104

	CMA4
	0.28
	0.97
	0.21
	0.29
	-23.5
	+1.8
	7.81x103

	CMA5
	-
	3.48
	-
	-
	-16.2
	-
	-



