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Figure Caption
Figure S1. HRMS spectrum of L1 in methanol
Figure S2. FTIR spectrum of L1.
Figure S3. 1H NMR of compound L1 in (DMSO-d6, 400 MHz)
Figure S4. 13C NMR of compound L1 in (DMSO-d6, 100 MHz)
Figure S5. Optimized geometry of ligand L1, showing atomic numbering 
Figure S6. (a) Electron density (isovalue = 0.001 electrons/bohr3) (b) molecular electrostatic potential (ESP) (isovalue = -42.9541 kcal mol-1) (c) Highest occupied molecular orbital (HOMO) and (d) Lowest unoccupied molecular orbital (LUMO) (isovalue = -0.05 au) of ligand L1
Figure S7. Optimized geometry of the copper complex
Figure S8. HOMOs and LUMOs for the two spin states of copper complex
Table S1. Excitation energies and oscillator strengths of ligand L1.
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Figure S1. HRMS spectrum of L1 in methanol.
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Figure S2. FTIR spectrum of L1.
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Figure S3.1H-NMR spectrum for L1 in DMSO.
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Figure S4. 13C-NMR spectrum for L1 in DMSO.
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εHOMO = -6.198 eV					εLUMO = -1.906 eV
Figure S6. (a) Electron density (isovalue = 0.001 electrons/bohr3) (b) molecular electrostatic potential (ESP) (isovalue = -42.9541 kcal mol-1) (c) Highest occupied molecular orbital (HOMO) and (d) Lowest unoccupied molecular orbital (LUMO) (isovalue = -0.05 au) of ligand L1.
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[bookmark: _Hlk183029914]Figure S7. Optimized geometry of the copper complex.
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εHOMO = -6.023 eV 				εLUMO = -2.346 eV
β-orbitals
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εHOMO = -5.991 eV				εLUMO = -4.274 eV
Figure S8: HOMOs and LUMOs for the two spin states of copper complex .

Table S1. Excitation energies and oscillator strengths of ligand L1.
	Excitation
	Transition
	Weight (%)
	Excitation Energy (eV)
	Wavelength (nm)
	Oscillator Strength (f)

	1
	HOMO→LUMO
	88
	3.60
	345
	0.1290

	2
	HOMO-1→LUMO
	78
	3.94
	314
	0.2929

	4
	HOMO-1→LUMO+1
	39
	4.41
	281
	0.0525

	5
	HOMO-3→LUMO
	33
	4.56
	272
	0.3128

	6
	HOMO→LUMO+1
	50
	4.65
	266
	0.0591

	7
	HOMO-4→LUMO
	57
	4.92
	252
	0.1295

	8
	HOMO-2→LUMO+1
	36
	4.96
	250
	0.0244

	9
	HOMO-3→LUMO+1
	50
	5.17
	240
	0.0298

	11
	HOMO-3→LUMO+1
	26
	5.45
	227
	0.0349
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