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Figure S1. '"H NMR of Ir-CHO.

"
F882022%8832888audsvoowmrsnnernnson oo
PR LA T E T ELERE RS b b e
SHOO NS daC S E Do R R R R RARRRNA(KEIII oo
= N o nl e e o PN RN N h Al P T
S~ P TP — ——
@O\/C\/
Chemical Formula: CgqHg,IrN5O3
Exact Mass: 1521.60
Molecular Weight: 1521.91
m/z: 1522.61 (100.0%), 1521.60 (88.9%), 1520.61 (53.7%), 1519.60
(52.3%), 1523.61 (48.4%), 1521.61 (27.6%), 1524.61 (16.4%),
1525.62 (4.2%), 1523.62 (2.3%), 1522.60 (1.6%)
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Figure S2. >C NMR of Ir-CHO.

S2



5 x104”
=) 1521.962
w
=
5 _
=
20
| N 1520608
20
1.5
15
1519992
1 1o Chemical Formula: CggHg,lrN5O3
Exact Mass: 1521.60
Molecular Weight: 1521.91
1.0 miz: 1522.61 (100.0%), 1521.60 (88.9%), 1520.61 (53.7%), 1519.60
os (52.3%), 1523.61 (48.4%), 1521.61 (27.6%), 1524.61 (16.4%),
7 1525.62 (4.2%), 1523.62 (2.3%), 1522.60 (1.6%)
00 e
i W00 dsizs | sl isi7s  deo | wsms | isso | s dsw00
0.5
0.0

7
1200

T 7
1400 1600 1800 2000

Figure S3. MALDI-TOF mass spectra of Ir-CHO.
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Figure S4. '"H NMR of Ir-OH.
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Chemical Formula: CgqHg,IrNsO4
Exact Mass: 1523.62
Molecular Weight: 1523.92
m/z: 1523.62 (100.0%), 1524.62 (79.0%), 1522.62 (47.2%),
1521.62 (45.1%), 1525.63 (41.8%), 1526.63 (14.2%), 1524.63
(8.9%), 1527.63 (3.7%), 1525.62 (1.9%)
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Figure S5. "C NMR of Ir-OH.
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Figure S6. MALDI-TOF mass spectra of Ir-OH.
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Exact Mass: 1912.83
Molecular Weight: 1913.45

Chemical Formula: Co3Hy44IrNgO4
m/z: 1913.84 (100.0%), 1912.83 (64.0%), 1914.84 (59.

(50.3%), 1910.83 (37.4%), 1912.84 (33.8%), 1915
191685 (8.8%), 1914.85 (4.9%), 1917 85 (2.5%),

1913.83 (1.4%)
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Figure S7. "H NMR of Ir-PQCz.
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Figure S8. °C NMR of Ir-PQCz.
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n/z: 1913.84 (100.0%), 1912.83 (64.0%), 1914.84 (59.2%), 1911.84
(50.3%), 1910.83 (37.4%), 1912.84 (33.8%), 1915.84 (26.0%),
916.85 (8.8%), 1914.85 (4.9%), 1917 .85 (2.5%), 1915.85 (2.1%),
1913.83 (1.4%)
14 0
1890 1895 1900 1905 1910 1915 1920 1925 0
1600 1800 2000 2200 2400 2600 2800

miz

Figure S9. MALDI-TOF mass spectra of Ir-PQCz.
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Figure S10. DSC traces of the Ir(IIT) complexes measured at a scan rate of 10 °C/min under Nj.

S6



1200 Ir-CHO

800
400

—~1500

Ir-OH

-

(=

(=]

o
]

500

Intensity (a. u

1200 Ir-PQCz

800
400 -

15 30 45 60
2 Theta (degree)

o

Figure S11. WAXD patterns (15-60°) of the Ir(II) complexes.
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Figure S12. The PL transients of the Ir(III) complexes in N>-degassed CH,Cl, at 298 K with 400 nm

excitation.
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Figure S13. Cyclic voltammograms of the Ir(IIT) complexes in 0.1 M tetra-n-butylammonium

hexafluorophosphate (BusNPF¢) with a scanning rate of 50 mV/s.
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Figure S14. EL spectra of OLEDs with increasing the operating voltage from 7 Vto 16 V.
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Figure S15. EL spectra of WOLEDs with increasing the operating voltage from 6 Vto 13 V.
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