Table 1: Frontier orbital studies of MA, and their interactions with anions and Cu2+ 
	Optimized Structure
	HOMO (eV)
	LUMO (eV)
	Gap (eV)

	[image: ]
MA
	[image: ]
-5.50
	[image: ]
-1.50
	4.00

	[image: ]
MA-OH
	[image: ]
-0.88
	[image: ]
0.96
	1.84

	[image: ]
MA-F
	[image: ]
-4.48
	[image: ]
-1.44
	3.04

	[image: ]
MA-CN
	[image: ]
-5.40
	[image: ]
-1.53
	3.87

	[image: ]
MA-AcO
	[image: ]
-4.93
	[image: ]
-1.62
	3.31

	[image: ]
MA-Cu
	[image: ]
-14.88
	[image: ]
-14.40
	0.48
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