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Figure S1.  DFT-calculated geometry of porphine, chlorin and their monoprotonated forms. Dashed line highlights the bifurcate IMHB
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Figure S2.  DFT-calculated geometry of 1,3-alternate H4Сhl2+. Bifurcated IMHB are absent. 
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Figure S3. The optical spectra of H2Cе6 d.m.s in saline solution (black) and H2Cе6 t.a.s. in methanol (marengo) with H2С (a,b) and H3С+(c,d). UV-Vis spectra are aligned to Q1 bands.
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Figure S4.  Concentration dependence of H2Cе6 d.m.s. (Fotoditazin®) absorption in PBS/7.7 at 25°C.
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Figure S5. Changes in the optical spectra when protonation of H2С of H2Chl е6 d.m.s. with sulfuric acid at 36.6 oC in the saline solution. a,b- first protonation step (arrows show the position of isosbestic and isoemission points); c, d –  second protonation step (there are no isobestic and isoemission points). Green line-start, blue line-finish
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Figure S6. The results of spectropotentiometric titration of H2Cе6 t.a.s with sulfuric acid in saline solution at 36.6oC. First protonation step of H2C is shown in olive color, and the second region of titration curve is shown in green. The red line shows the titration curves obtained by fitting the parameters in Equation (6).
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Figure S7. UV-Vis spectra of the chlorin e6 interfacial distribution between octanol-1 (solid line) and PBS/pH5 (dotted line).
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