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Figure S1. a) Frontier orbital distributions (HOMO/LUMO) with optimized ground state structures; b) The twisted 
angles between the triazine core and diphenylsulfone; c) Calculated energy levels of TRZ-1SO2, TRZ-2SO2 and 
TRZ-3SO2.

Electronic Supplementary Material (ESI) for Journal of Materials Chemistry C.
This journal is © The Royal Society of Chemistry 2020



 
0 100 200 300 400 500

0.00

0.25

0.50

0.75

1.00

(a)

Temperature(℃ )

 

 

No
rm

al
ize

d 
W

eig
ht

  TRZ-1SO2
Td=352℃

0 100 200 300 400 500 600
0.00

0.25

0.50

0.75

1.00

(b)

 

 

No
rm

al
ize

d 
W

eig
ht

Temperature(℃ )

 TRZ-2SO2

Td=436℃

0 100 200 300 400 500 600 700
0.00

0.25

0.50

0.75

1.00

(c)

Temperature(℃ )
 

 

N
or

m
al

iz
ed

 W
ei

gh
t

 TRZ-3SO2
Td=477℃

Figure S2. The TGA curves of TRZ-1SO2, TRZ-2SO2 and TRZ-3SO2 (the decomposition temperatures (Td) were 
estimated with 5% weight loss). 
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Figure S3. The electron mobilities of TmPyPB, TRZ-1SO2, TRZ-2SO2 and TRZ-3SO2 plotted with respect E1/2.
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Figure S4. UV-vis absorption and photoluminescence spectra in thin films at room temperature: (a) 13AB, TRZ-
1SO2 and 13AB:TRZ-1SO2; (b) 13AB, TRZ-2SO2 and 13AB:TRZ-2SO2; (c) 13AB, TRZ-3SO2 and 13AB:TRZ-
3SO2. 
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Figure S5. The molecular structures of the materials used in this work. 
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Figure S6. The EL spectra of devices E1, E2 and E3 at different voltages.
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Figure S7. UV-vis absorption and photoluminescence spectra in chlorobenzene solid films at 300K :(a) CBP, TRZ-
1SO2 and CBP:TRZ-1SO2; (b) CBP, TRZ-2SO2 and CBP:TRZ-2SO2; (c) CBP, TRZ-3SO2 and CBP:TRZ-3SO2. 
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Figure S8. The EL spectra of devices E4, E5 and E6.
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Figure S9. The EL spectra of devices G1, G2, G3, and G4. 
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Figure S10. The EL spectra of devices R1, R2, R3, and R4. Inset: enlarged plot between 450nm and 550nm. 
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Figure S11. 1H NMR, 13C NMR and mass spectra of TRZ-1SO2. 
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Figure S12. 1H NMR, 13C NMR and mass spectra of TRZ-2SO2. 
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Figure S13. 1H NMR, 13C NMR and mass spectra of TRZ-3SO2. 


