Synthesis and Characterization of High-Efficiency Red Phosphorescent Iridium(III) Complexes with 1-(4-(trifluoromethyl)phenyl)isoquinoline Ligand
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Table S1. Selected bond distances (Å) and angles (◦) for complex 2b·H2O
	Ir1-N1
	2.040(4)
	Ir1-N3
	2.156(4)

	Ir1-O1
	2.153(4)
	Ir1-C31
	1.993(5)

	Ir1-N2
	2.051(4)
	Ir1-C15
	1.985(5)

	N1-Ir1-O1
	93.51(15)
	C31-Ir1-N2
	79.47(19)

	N1-Ir1-N2
	172.47(17)
	C31-Ir1-N3
	171.61(18)

	O1-Ir1-N3
	82.78(15)
	C15-Ir1-O1
	172.59(17)

	C31-Ir1-O1 
	90.02(17)
	C15-Ir1-N3
	98.77(17)

	C15-Ir1-N1
	79.23(19)
	C15-Ir1-C31
	88.93(19)


Table S2. Hydrogen bonding arrangements for complex 2b·H2O (Å, °)
	D―H···A
	D―H
	H···A
	D···A
	D―H···A

	C1—H1···O1
	0.93
	2.52
	3.075(6)
	118

	C12—H12···F2
	0.93
	2.42
	2.732(1)
	100

	C30—H30···N1
	0.93
	2.58
	3.091(6)
	115


Table S3. Frontier orbital energy and electron density distribution for complexes 2a(2b
	Complex
	Orbital
	Energy (eV)
	Ir (%)
	Cyclometalated ligand (%)
	Ancillary ligand (%)

	2a
	LUMO+1
	-2.070
	4.82
	92.90
	2.28

	
	LUMO
	-2.176
	4.24
	93.75
	2.01

	
	HOMO
	-4.908
	13.88
	10.38
	75.74

	
	HOMO-1
	-5.343
	47.00
	35.09
	17.91

	2b
	LUMO+1
	-2.106
	5.01
	92.18
	2.81

	
	LUMO
	-2.219
	4.10
	93.39
	2.52

	
	HOMO
	-5.205
	24.74
	17.20
	58.06

	
	HOMO-1
	-5.446
	36.62
	31.32
	32.06

	
	HOMO-2
	-5.840
	34.89
	26.89
	38.22

	
	HOMO-3
	-5.971
	36.65
	36.81
	26.54


[image: image1.png]=01

0.0

Lo

2.0

3.0

40

6.0

£1 (ppm)




Fig. S1. 1H NMR spectrum of complex 2a in CDCl3 (400 MHz).
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Fig. S2. 1H NMR spectrum of complex 2b in CDCl3 (400 MHz).
