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Scheme S1. Molecular structure of the ligands in CIPYIL, CIPYOR and CIPYUX.

Figure S1. Emission (λex = 400 nm) and excitation spectra (λem = 480 nm) of L1 (right) and L2 (left), green and 
pink for ACN, red and black for DMSO.



Figure S2.  Excited state decay of a) L1 and b) L2 in ACN and DMSO (λexc = 400 nm).



Figure S3.  UV-Vis titrations of a) L1 (4∙10-5 mol ∙ dm-3) with DBU in DMSO (left) and trend of absorption 
intensity at 400 nm and 515 nm by increasing the eq. of base added (right); b) L1 (4∙10-5 mol ∙ dm-3) with DBU 
in ACN (left) and trend of absorption intensity at 395 nm and 490 nm by increasing the eq. of base added 
(right); c) L2 (2∙10-5 mol ∙ dm-3) with DBU in DMSO (left) and trend of absorption intensity at 400 nm and 515 
nm by increasing the eq. of base added (right); d) L2 (2∙10-5 mol ∙ dm-3) with DBU in ACN (left) and trend of 
absorption intensity at 395 nm and 490 nm by increasing the eq. of base added (right). In all the experiments 
blue lines refer to the spectrum of the free Ligands and red lines to the spectrum registered after the last 
addition of base.



Figure S4.  UV-Vis titrations of a) L1 (4∙10-5 mol ∙ dm-3) with DIPEA in DMSO; b) L1 (4∙10-5 mol ∙ dm-3) with 
DIPEA in ACN. In both experiments blue lines refer to the spectrum of the free Ligand and red lines to the 
spectrum registered after the last addition of base.



Figure S5. a) Stacked 1H NMR spectra of L1 registered in DMSO-d6 and in DMSO-d6 + 0.5% of D2O; b) Stacked 
1H NMR spectra of L2 registered in DMSO-d6 and in DMSO-d6 + 0.5% of D2O. [L1] = [L2] = 7.5∙10-3 mol ∙ dm-3.



Figure S6. a) 1H NMR spectra of L1 registered in DMSO-d6 + 0.5% of D2O upon gradual addition of TMAOH. b) 
1H NMR spectra of L2 registered in DMSO-d6 + 0.5% of D2O upon gradual addition of TMAOH. [L1] = [L2] = 
7.5∙10-3 mol ∙ dm-3.



c

Figure S7.  UV-Vis titrations performed in DMSO of L1 upon gradually addition (0-10 eq.) of a) BzO-, b) KET-, 
c) NPX-, d) IBU-; and of L2 in DMSO upon gradual addition (0-10 eq) of e) BzO-, f) NPX-. [L1] = [L2] = 1∙10-5 mol 
∙ dm-3. Blue lines refer to the spectrum of the free ligands and red lines to the spectrum registered after the 
last addition of the anion; c) colour change after the addition of 1, 2 or 3 eq. of NSAIDs and TMAOH to a 1∙10-5 
mol ∙ dm-3 DMSO solution of L1 and L2.



Figure S8. 1H NMR spectra of L2 registered in DMSO-d6 + 0.5% of water upon gradual addition of sodium 
ketoprofen. [L2] = 7.5∙10-3 mol ∙ dm-3. The upper spectrum shows the signal of free sodium ketoprofen 
registered in DMSO-d6 + 0.5% of water.

Figure S9.  UV-Vis titrations performed in ACN of L1 with gradual addition (0-10 eq.) of a) BzO-, b) KET-, c) 
NPX-, d) IBU- [L1] = 1∙10-5 mol ∙ dm-3. In all the experiments blue lines refer to the spectrum of the free Ligands 
and red lines to the spectrum registered after the last addition of the anion.



Figure S10. MS of L1 in ACN (negative direct injection), z=1: 413 [L1-H]-, 476 [L1-NO3]-, 863 [L12-Cl]-, 890 
[L12-NO3]-.

Figure S11. MS of L2 in ACN (negative direct injection), z=1: 749 [L2-H]-, 812 [L2-NO3]-.



Figure S12. MS of L1 + sodium ketoprofen in ACN (negative direct injection), z=1: 413 [L1-H]-, 667 [L1-KET]-, 
863 [L12-Cl]-, 1081 [L12-KET]-.

Figure S13. MS of L1 + sodium naproxen in ACN (negative direct injection), z=1: 413 [-H]-, 863 [L12-Cl]-, 1057 
[L12-NPX]-.



Figure S14. MS of L1 + sodium ibuprofen in ACN (negative direct injection), z=1: 413 [L1-H]-, 863 [L12-Cl]-, 
(zoom of) 1033 [L12-IBU]-.

Figure S15. MS of L2 + sodium ketoprofen in ACN (negative direct injection), z=1: 749 [L2-H]-, 1033 [L2-KET]-.



Figure S16. MS of L2 + sodium naproxen in ACN (negative direct injection), z=1: 749 [L2-H]-, 785 [L2-Cl]-, 979 
[L2-NPX]-.

Figure S17. MS of L2 + sodium ibuprofen in ACN (negative direct injection), z=1: 749 [L2-H]-, 785 [L2-Cl]-, 955 
[L2-IBU]-.



Figure S18. Structure of the conformers of L1 obtained by DFT calculations in ACN and listed in order of 
increasing relative values of standard Gibbs free energy (in kJ/mol).



Figure S19. UV absorption spectra obtained by TD-DFT calculations in DMSO of the first four more stable 
conformations found for L1 (see Figure 10).

Figure S20. Structures of the isomers of the complexes between L1 and IBU-, obtained by DFT calculations 
in ACN and listed in order of increasing relative values of standard Gibbs free energy (in kJ/mol).



Figure S21. 1H NMR spectrum of 3 in in DMSO-d6.

Figure S22. 13C NMR spectrum of 3 in in DMSO-d6.



Figure S23. 1H NMR spectrum of L1 in in DMSO-d6.

Figure S24. 13C NMR spectrum of L1 in in DMSO-d6.



Figure S25. 1H NMR spectrum of L2 in in DMSO-d6.

Figure S26. 13C NMR spectrum of L2 in in DMSO-d6.


