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SI-1 Crystallographic data 

 

Figure S1. Crystal structures of 1a with ellipsoids shown at the 50% probability level (hydrogen atoms are omitted for clarity). 

 

Figure S2. Crystal structures of 1b with ellipsoids shown at the 50% probability level (hydrogen atoms are omitted for clarity). 



S3 

 

Figure S3. Crystal structures of 2b with ellipsoids shown at the 50% probability level (hydrogen atoms are omitted for clarity). 

 

Figure S4. Crystal structures of 4a with ellipsoids shown at the 50% probability level (hydrogen atoms are omitted for clarity). 
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Figure S5. Crystal structures of 4b with ellipsoids shown at the 50% probability level (hydrogen atoms are omitted for clarity). 

 

Figure S6. Crystal structures of 4c with ellipsoids shown at the 50% probability level (hydrogen atoms are omitted for clarity). 
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Figure S7. Crystal structures of 4d with ellipsoids shown at the 50% probability level (hydrogen atoms are omitted for clarity). 

 

Figure S8. Crystal structures of 9 with ellipsoids shown at the 50% probability level (hydrogen atoms are omitted for clarity). 
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SI-2 Photophysical data 

Figure S9. Absorption (top) and fluorescence (bottom) spectra of compounds 1a, 1c, 1d and 2a in different solvents: black (cyclohexane), red (CH2Cl2), green (EA), blue (CH3CN), cyan 

(DMF), and magenta (CH3OH). 
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Figure S10. Absorption (top) and fluorescence (bottom) spectra of compounds 4a, 4b, 4c and 4d in different solvents: black (cyclohexane), red (CH2Cl2), green (EA), blue (CH3CN), cyan 

(DMF), and magenta (CH3OH). 
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SI-3 Electrochemical data 

 

Figure S11. Cyclic voltammograms of compounds 1a-1d, 2a, 2b and 4a-4d in CH3CN. 
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SI-4 Computational data 

 

Figrue S12. The calculated HOMOs and LUMOs of 1a, 1c, 1d and 2a.
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Figrue S13. The calculated HOMOs and LUMOs of 4a-4d.
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 SI-5 Spectrum of 1a with different proportion of water 
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Figure S14. Absorption and fluorescence spectra of compound 1a (10μM) in different proportion of water and C2H5OH. 
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SI-6 NMR spectra 

1H NMR spectra of new compounds. 
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13C NMR spectra of new compounds. 
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2D H-H COSY of compounds 4a, 4c and 4d 
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2D C-H COSY of compounds 1b 

 


