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Figure S1
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Figure S3
a) molecular geometry of compounds 5, 7 and 8 respectively; b) calculated HOMO superimposed on the isosurface of the molecular geometry of compounds 5, 7 and 8, respectively; c) calculated LUMO superimposed on the isosurface of the molecular geometry of compounds 5, 7 and 8, respectively .

Table S3: Calculated total energy and binding energy (BLYP/DNP) for compounds (5, 7 and 8 using DFT)

	Compound

No.
	HOMO-LUMO

Energy gap (eV)
	Dipole moment

Debye
	Binding energy,

Hartree

	5
	-2.539
	3.4652
	-5.4530337

	7
	-2.576
	1.2937
	-5.5773300

	8
	-2.433
	7.4248
	-8.0731211
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