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Figure S1. 1H NMR (400 MHz, CDCl3) of compound 1a. 

Figure S2. 13C NMR (125 MHz, DMSO-d6) of compound 1a. 
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Figure S3. 1H NMR (400 MHz, CDCl3) of compound 1b. 

Figure S4. 13C NMR (125 MHz, DMSO-d6) of compound 1b. 



S5 

Figure S5. 1H NMR (400 MHz, CDCl3) of compound 1c. 

Figure S6. 13C NMR (125 MHz, DMSO-d6) of compound 1c. 
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Figure S7. 1H NMR (400 MHz, CDCl3) of compound 1d. 

Figure S8. 13C NMR (125 MHz, DMSO-d6) of compound 1d. 
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Figure S9. 1H NMR (400 MHz, CDCl3) of compound 1e. 

Figure S10. 13C NMR (125 MHz, DMSO-d6) of compound 1e. 



S8 

Figure S11. 1H NMR (400 MHz, CDCl3) of compound 1f. 

Figure S12. 13C NMR (125 MHz, DMSO-d6) of compound 1f. 
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Figure S13. 1H NMR (400 MHz, CDCl3) of compound 2a. 

Figure S14. 1H NMR (400 MHz, DMSO-d6) of compound 2d. 
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Figure S15. 1H NMR (400 MHz, CDCl3) of compound 2e. 

Figure S16. 13C NMR (125 MHz, DMSO-d6) of compound 2e. 
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Figure S17. 1H NMR (400 MHz, CDCl3) of compound 2f. 

Figure S18. 13C NMR (125 MHz, DMSO-d6) of compound 24. 
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Table S1. Polarizability (αo, in au) and hyperpolarizability (βo, in au) of compounds 1a-1f and 

2a-2f at LC-BLYP, and ωB97XD. 

Compounds 
LC-BLYP ωB97XD 

αo βo αo βo 

1a 220 3.69 × 10-30 227 4.40 × 10-30 

1b 208 5.63 × 10-30 215 5.31 × 10-30 

1c 203 3.83 × 10-30 210 3.53 × 10-30 

1d 183 3.89 × 10-30 189 4.17 × 10-30 

1e 214 3.82 × 10-30 221 3.70 × 10-30 

1f 182 3.98 × 10-30 188 3.99 × 10-30 

2a 228 1.81 × 10-30 235 1.93 × 10-30 

2b 232 3.82 × 10-30 239 3.44 × 10-30 

2c 228 1.89 × 10-30 236 1.90 × 10-30 

2d 208 1.80 × 10-30 215 2.27 × 10-30 

2e 239 1.73 × 10-30 246 1.95 × 10-30 

2f 208 1.98 × 10-30 214 2.44 × 10-30 


