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Fig. S1. DFT calculations of the spatial distributions of the HOMO and LUMO level 
for DCIQ and DCDPIQ.
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Table S1. DFT calculated energy levels of DCIQ and DCDPIQ. 

Compound HOMO-1
[eV]

HOMO
[eV]

LUMO
[eV]

LUMO+1
[eV]

Eg

[eV]
T1-S0 
[eV]

T2-S0 
[eV]

DCIQ 6.22 6.05 2.25 1.54 3.80 2.36 2.95

DCDPIQ 5.94 5.85 2.27 1.45 3.58 2.27 2.96
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Fig. S2. Fluorescence (FL) and phosphorescence (PL) spectra of DCIQ and DCDPIQ 
in solid state.
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Fig. S3. TGA thermograms of DCIQ and DCDPIQ recorded at a heating rate of 15 °C 
min−1.



Table S2. Photophysical properties of codeposited CuI:CIQ (CIQ = DCIQ, DCDPIQ) 
films with different CuI:CIQ molar ratios.           

DCIQ DCDPIQCuI:CIQ
molar ratio 

λem [nm] PLQY [%] λem [nm] PLQY [%]

1:3 631 19 621 15

1:5 631 24 621 12

1:7 631 16 617 14

1:9 631 16 615 14

1:11 627 15 618 13
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Fig. S4. Experimental data (curve 6) and calculated data (curves 1-5) for Cu K-edge 
XANES of the codeposited CuI:DCDPIQ film with corresponding local structure 
model on the right.
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Fig. S5. EL spectra of devices 1-8 at different currents.


