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Table S1. Theoretical dipol moments (u), Static polarizabilities (o) and first hyperpolarizabilities (Bix) (10*° cm®.esu™) as well as electronic absorption data (A, nm (f- oscillator strength)) depicted dyes and their forms
depending the pH at M06-2X theoretical level
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Table S2. The first and second hyperpolarizability tensor matrix components B;ix and yij of the neutral (I) and cationic (1) forms of selected CLPs
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-2.3689
-3924.3060
-2475.5813
-1452.9623
191.3883
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Scheme S1. Optimized molecular geometries of selected CLPs; Hydrogens are omitted.
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Scheme S2. Chemical diagram of the completed list of 74-140 described structural modifications of studied CPLs
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Scheme S3. MOs of CLPs 10, 11 and 19 from subclass V11 at CAM-B3PW91/6-31+(d,p) level of theory.
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Scheme S4. Tautomerism of 140 depending of the pH.
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Figure S1. First hyperpolarizability tensor matrix components Bjj, (10 cm®.esu™)
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