Cyclometalated Iridium(III) Complexes Containing 2-Phenylbenzo[d]oxazole Ligand: Synthesis, X-ray Crystal Structures, Properties and DFT Calculations
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Table S1. Selected bond distances (Å) and angles (◦) for complex 2a and 2b.
	2a

	Ir1-N1
	2.044(10)
	Ir1-N4
	2.081(10)

	Ir1-N2
	2.037(10)
	Ir1-C9
	2.024(13)

	Ir1-N3
	2.146(11)
	Ir1-C14
	2.014(13)

	N1-Ir1-N4
	90.1(4)
	C9-Ir1-N4
	99.2(5)

	N1-Ir1-N3
	96.4(4)
	C9-Ir1-N3
	174.6(5)

	N4-Ir1-N3 
	76.5(4)
	C9-Ir1-N2
	93.2(5)

	N2-Ir1-N1
	172.0(4)
	C14-Ir1-N4
	171.0(5)

	N2-Ir1-N3
	90.5(4)
	C14-Ir1-N3
	96.2(5)

	2b

	Ir1-N1
	2.073(9)
	Ir1-N5
	2.085(9)

	Ir1-N2
	2.072(10)
	Ir1-C1
	2.076(11)

	Ir1-N3
	2.152(12)
	Ir1-C14
	2.005(12)

	N1-Ir1-N5
	89.6(4)
	N2-Ir1-N5
	96.0(4)

	N5-Ir1-N3
	76.9(4)
	N1-Ir1-N3
	98.0(4)

	C1-Ir1-N5
	98.8(4)
	C14-Ir1-N1
	96.2(5)

	C1-Ir1-N3
	174.9(4)
	C14-Ir1-N5
	171.9(4)

	N2-Ir1-N1
	172.0(4)
	C14-Ir1-N3
	96.7(4)


Table S2. Frontier orbital energy and electron density distribution for complexes 2a-2b
	Complex
	Orbital
	Energy (eV)
	Ir
	C^N ligand
	Ancillary ligand

	2a
	HOMO-1
	-5.605
	39.03
	24.14
	36.82

	
	HOMO
	-5.441
	47.77
	40.97
	11.27

	
	LUMO
	-1.674
	2.39
	95.20
	2.41

	
	LUMO+1
	-1.562
	3.35
	95.13
	1.52

	2b
	HOMO-1
	-5.728
	40.28
	25.31
	34.41

	
	HOMO
	-5.535
	46.90
	44.91
	8.18

	
	LUMO
	-1.905
	4.91
	3.87
	91.22

	
	LUMO+1
	-1.726
	2.84
	93.90
	3.26
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Fig. S1. FTIR spectra of (bo)2Ir(pzpy) (2a).
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Fig. S2. FTIR spectra of (bo)2Ir(pzpyz) (2b).
