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A. Additional results for the 5-carbon streptocyanine 
 

A1.  Dipole Moment 

 

Figure S1. Correlation of 𝜇𝑥 with BEA for the 5C streptocyanine in Series 1, 2, 3, as 

obtained at the 𝜔B97XD/6-31G(d, p) level of theory. 
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Figure S2. Correlation of 𝜇𝑥 with BOA Mayer for the 5C streptocyanine in Series 1, 2, 

3, as obtained at the 𝜔B97XD/6-31G(d, p) level of theory. 

 

Figure S3. Correlation of 𝜇𝑥 with BOA Mulliken for the 5C streptocyanine in Series 1, 

2, 3, as obtained at the 𝜔B97XD/6-31G(d, p) level of theory. 
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Figure S4. Correlation of 𝜇𝑥 with BOA Wiberg for the 5C streptocyanine in Series 1, 2, 

3, as obtained at the 𝜔B97XD/6-31G(d, p) level of theory. 

 

Figure S5. Correlation of 𝜇𝑥 with BOA Wiberg for the 5C streptocyanine in Series 1, 2, 

3, as obtained at the 𝜔B97XD/6-31++G(d, p) level of theory. 
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A2.  First-Order Polarizability 

 

 

Figure S6. Correlation of 𝛼𝑥𝑥 with BEA for the 5C streptocyanine in Series 1, 2, 3, as 

obtained at the 𝜔B97XD/6-31G(d, p) level of theory. 

 

Figure S7. Correlation of 𝛼𝑥𝑥 with BOA Mayer for the 5C streptocyanine in Series 1, 2, 

3, as obtained at the 𝜔B97XD/6-31G(d, p) level of theory. 
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Figure S8. Correlation of 𝛼𝑥𝑥 with BOA Mulliken for the 5C streptocyanine in Series 

1, 2, 3, as obtained at the 𝜔B97XD/6-31G(d, p) level of theory. 

 

 

Figure S9. Correlation of 𝛼𝑥𝑥 with BOA Wiberg for the 5C streptocyanine in Series 1, 

2, 3, as obtained at the 𝜔B97XD/6-31G(d, p) level of theory. 
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Figure S10. Correlation of 𝛼𝑥𝑥 with BOA Wiberg for the 5C streptocyanine in Series 1, 

2, 3, as obtained at the 𝜔B97XD/6-31++G(d, p) level of theory. 

 

A3.  Second-Order Polarizability 

  

Figure S11. Correlation of 𝛽𝑥𝑥𝑥 with BEA for the 5C streptocyanine in Series 1, 2, 3, as 

obtained at the 𝜔B97XD/6-31G(d, p) level of theory. 
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Figure S12. Correlation of 𝛽𝑥𝑥𝑥 with BOA Mayer for the 5C streptocyanine in Series 1, 

2, 3, as obtained at the 𝜔B97XD/6-31G(d, p) level of theory. 

  

Figure S13. Correlation of 𝛽𝑥𝑥𝑥 with BOA Mulliken for the 5C streptocyanine in Series 

1, 2, 3, as obtained at the 𝜔B97XD/6-31G(d, p) level of theory. 



8 
 

  

Figure S14. Correlation of 𝛽𝑥𝑥𝑥 with BOA Wiberg for the 5C streptocyanine in Series 

1, 2, 3, as obtained at the 𝜔B97XD/6-31G(d, p) level of theory. 

 

  

Figure S15. Correlation of 𝛽𝑥𝑥𝑥 with BOA Wiberg for the 5C streptocyanine in Series 

1, 2, 3, as obtained at the 𝜔B97XD/6-31++G(d, p) level of theory. 
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A4.  Third-Order Polarizability 

 

 

Figure S16. Correlation of 𝛾𝑥𝑥𝑥𝑥 with BEA for the 5C streptocyanine in Series 1, 2, 3, 

as obtained at the 𝜔B97XD/6-31G(d, p) level of theory. 

  

Figure S17. Correlation of 𝛾𝑥𝑥𝑥𝑥 with BOA Mayer for the 5C streptocyanine in Series 

1, 2, 3, as obtained at the 𝜔B97XD/6-31G(d, p) level of theory. 
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Figure S18. Correlation of 𝛾𝑥𝑥𝑥𝑥 with BOA Mulliken for the 5C streptocyanine in 

Series 1, 2, 3, as obtained at the 𝜔B97XD/6-31G(d, p) level of theory. 

  

Figure S19. Correlation of 𝛾𝑥𝑥𝑥𝑥 with BOA Wiberg for the 5C streptocyanine in Series 

1, 2, 3, as obtained at the 𝜔B97XD/6-31G(d, p) level of theory. 
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Figure S20. Correlation of 𝛾𝑥𝑥𝑥𝑥 with BOA Wiberg for the 5C streptocyanine in Series 

1, 2, 3, as obtained at the 𝜔B97XD/6-31++G(d, p) level of theory. 


