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1. Solvatochromic behavior

Fig. S1 UV-Vis absorption spectra of chromophores A-D in six kinds of aprotic solvents with 
varying dielectric constants.
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2.  Molecular orbital energy level diagram

Fig. s2 Molecular orbital energy level diagram of the chromophores calculated from DFT and TD-
DFT in vacuum.

3.  Summary of DFT and TD-DFT data

Table s1 Summary of DFT and TD-DFT data 

Cmpd △Ea

(eV)
βtot

b 

(10-30esu)
△Ec

(eV)
βtot

d 

(10-30esu)
△Ee

(eV)
βtot

f 

(10-30esu)
A 4.093 668.04 3.694 985.19 3.531 2385.81
B 4.078 666.04 3.673 932.75 3.530 2240.70
C 4.287 548.49 3.762 808.51 3.566 1903.56
D 4.234 593.30 3.712 850.09 3.543 2177.63
a,b calculated from DFT calculations in vacuum. c,d calculated from TD-DFT calculations in 
vacuum e,f alculated from TD-DFT calculations in chloroform 

4.  Optimized structures of chromophores  

Fig. s3 Optimized structures of chromophores A-D.



5. 1H and 13C{1H} NMR spectra

Figure S4 1H NMR spectra of Chromophore A

Figure S5 13C{1H} NMR spectra of Chromophore A



Figure S6 1H NMR spectra of Chromophore B

Figure S7 13C{1H} NMR spectra of Chromophore B



Figure S8 1H NMR spectra of Chromophore C

Figure S9 13C{1H} NMR spectra of Chromophore C



  Figure S10 13C{1H} NMR spectra of Chromophore C (Partial view)

Figure S11 1H NMR spectra of Chromophore D



Figure S12 13C{1H} NMR spectra of Chromophore D

6. Structure of chromophores CLD1, 2 and 5 and electro-optic coefficients

Figure S13 Structure of chromophores CLD1, 2 and 5 and electro-optic coefficients1, 2
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