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(1) 
1
H NMR spectra of polymers and model compounds (Figure S1-S8) 

(2) X-ray crystal structure of M1 

(3) Absorption and fluorescence spectra of M2 in pyridine and chloroform 

(4) Results of DFT calculations 



(1) NMR Spectra (×are due to solvent impurities) 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S1. 1H NMR of P1P1P1P1 in CDCl3 

 

 

 

 

 

 

 

 

 

 

Figure S2. 
1
H NMR of P1 (top) and P2 (bottom) in pyridine-d5. 
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Figure S3. 
1
H NMR of P4 (top) and P5 (bottom) in pyridine-d5. 

 

 

 

 

 

 

 

 

 

Figure S3. 
1
H NMR of M1 adding TFA before (red) and after (black) in CDCl3. 
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Figure S4. 
1
H NMR of M2 in CDCl3. 

 

  

 

 

 

 

 

 

 

Figure S5. 
1
H NMR of M3 in CDCl3. 
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Figure S6. 
1
H NMR of M4 in CDCl3. 

 

 

 

 

 

 

 

 

 

 

Figure S7. 
1
H NMR of M5 in CDCl3. 
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Figure S8. 
1
H NMR of M6 in CDCl3. 

 

 

(2) X-ray Crystal Structure of M1 
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(3) Absorption and fluorescence spectra of M2 in pyridine and chloroform 

 

 

 

(4) DFT Calculations 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S9. DFT-based optimized structures of M1-M2 and dihedral angles between phenyl rings and imidazole 

ring or phenyl rings and imidazolium ring. 
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Figure S10. DFT-based optimized structures of M4-M5 and dihedral angles between phenyl rings and imidazole 

ring or phenyl rings and imidazolium ring. 

 

 

 

Table S1. Calculated UV-vis Absorption Wavelength and Oscillator Strength of Model Compounds and 

Methylated Model Compounds with Counter Anion 

Compounds 

 

UV-vis calcd. 

(λcalcd., nm) 

Oscillator 

strength 

M1 370 1.5770 

M2 (Iodide) 317 1.0843 

M4 361 0.9131 

M5 (Iodide) 393 1.4184 
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