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Optimization reactions yielding P2-Ind or C2-Ind

Table S1. Reaction conditions for the optimization of P2 or C2 coupling with Ind-OH, using standard Steglich 
reactants (entry 1) and Steglich-type reactants (entry 2-4).

Numbering scheme for indomethacin fragment of the conjugates
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NMR spectra of conjugate P2-Ind

Figure S1. 1H NMR spectrum of porphyrin-indomethacin conjugate P2-Ind in CDCl3.

Figure S2. 13C{1H} NMR spectrum of porphyrin-indomethacin conjugate P2-Ind in CDCl3.
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Figure S3. 19F{1H} NMR spectrum of porphyrin-indomethacin conjugate P2-Ind in CDCl3.

Figure S4. COSY spectrum of conjugate P2-Ind. 
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ESI mass spectrum of P2-Ind

Figure S5. ESI mass spectrum of conjugate P2-Ind.
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Figure S6. Zoomed-in section of the mass ion peak 1311.2089 of the ESI mass spectrum of conjugate P2-Ind.
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NMR spectra of conjugate C2-Ind

Figure S7. 1H NMR spectrum of conjugate C2-Ind in CDCl3.

Figure S8. 13C{1H} NMR spectrum of conjugate C2-Ind in CDCl3.
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Figure S9. 19F{1H} NMR spectrum of conjugate C2-Ind in CDCl3.

Figure S10. COSY spectrum of conjugate C2-Ind.
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ESI mass spectrum of C2-Ind

Figure S11. ESI mass spectrum of conjugate C2-Ind
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Additional information on compounds phototoxicity

Figure S12. Zoom-in of the ESI mass spectrum of conjugate C2-Ind at [573 and 694 m/z]
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Figure S13.A) Zoom-in section (80-100% cell survival) of all compounds and B) chlorin C2 (0-10% cell survival) 
phototoxicity towards HEp2 cells using 1.5 J/cm2 light dose and the Cell Titer Blue assay.

DFT calculations

Figure S14. Side (A) and top (B) views of the indomethacin moiety in P2-Ind-1, with a zoom on the right, showing 
the almost parallel arrangement of the two aromatic groups in the most stable conformation.
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Figure S15. Structures and reaction energy, in DMF, obtained by DFT calculations to produce the most stable 
isomers of P2-Ind (A) and C2-Ind (B).

Figure S16. Structures of the excited triplet state of P2-Ind and C2-Ind found by DFT calculations. The enlarged 
pictures on the right show the larger distortion from planarity of the porphyrin ring of P2-Ind.
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Photophysical properties of the conjugates in DMF, MeOH and DMSO

Table S2. Spectral data of porphyrin P2, chlorin C2 and indomethacin conjugates P2-Ind and 
C2-Ind in N,N-dimethylformamide, methanol and DMSO at 25 °C


