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Selected characterization data: 

1. Figures S1-S2: NMR spectra of proligands a and a’.

2. Figures S3-S8: NMR spectra of 1 and 1’.

3. Figures S9-S13: NMR spectra of 2 and 2’.

4. Figures S14-S15: UV-vis spectra of a, 1 and 2 (pH* = 2-3, pH* = 7.4).

5. Figure S16: CD spectra of 1 and 1’ in water.

6. Figures S17-S20: NMR spectra of 3.

7. Figure S21: Time-dependent 1H NMR spectra of 1 in water-d2 (pH* = 2.3), with and 

without NaCl.

8. Figure S22:  pH-dependent 1H NMR spectra of 1 in water-d2 

9. Figures S23-S25: NMR spectra of 1 (pH* = 2.3) in water-d2

10. Figure S26: HR-ESI-MS spectrum of 1 (pH* = 7.4)

11. Figures S27-S31: NMR spectra of 1 (pH* = 7.4) in water-d2.
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12. Figure S32: Time-dependent 1H NMR spectra of 2 in water-d2 (pH* = 3.0), with and 

without NaCl.

13. Figure S33: Time-dependent 1H NMR spectra of 2 in PBS (pH* = 7.4).

14. Figures S34-S35: NMR spectra of 2 (pH* = 3.0) in water-d2.

15. Figure S36: HR-ESI-MS spectrum of 2 (pH* = 7.4).

16. Figures S37-S41: NMR spectra of 2 (pH* = 7.4) in water-d2

17. Figure S42. Time-dependent 1H NMR spectra of 3 in water-d2 

Selected FRET DNA melting assay data: 

1. Figure S43: FRET DNA melting curves of 1 and 2.
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 Figure S1.1H NMR spectrum of a in CDCl3

Figure S2.1H NMR spectrum of a’ in CDCl3
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Figure S3.1H NMR spectrum of 1 in CDCl3

Figure S4.1H NMR spectrum of 1’ in CDCl3 
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Figure S5. 13C-1H HSQC NMR spectrum of 1 in CDCl3. 

Figure S6.13C-1H HMBC NMR spectrum of 1 in CDCl3 (Assignment of =NOH) 
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Figure S7.15N-1H HMBC NMR spectrum of 1 in CDCl3.

Figure S8. 2D NOESY NMR spectrum of 1 in CDCl3 
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Figure S9.1H NMR spectrum of 2 in CDCl3 

Figure S10.1H NMR spectrum of 2’ in CDCl3 
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Figure S11. 13C-1H HSQC NMR spectrum of 2 in CDCl3.

Figure S12.15N-1H HMBC NMR spectrum of 2 in CDCl3. 
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Figure S13.  2D NOESY NMR spectrum of 2 in CDCl3 

Figure S14. Comparison of UV-vis spectra of pro-ligand a and compound 1 in water or PBS.
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Figure S15. Comparison of UV-vis spectra of pro-ligand a and compound 2 in water or PBS.

Figure S16. CD spectra of enantiomers 1 and 1’ in water solution.
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Figure S17.1H NMR spectrum of 3 in CDCl3 

Figure S18.13C-APT NMR spectrum of 3 in CDCl3.
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Figure S19.15N-1H HMBC NMR spectrum of 3 in CDCl3. 

Figure S20. 2D NOESY NMR spectrum of 3 in CDCl3 
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Figure S21. Time-dependent 1H NMR spectra of 1 (10 mM) in water-d2 (pH* = 2.3), with and 
without NaCl.

Figure S22. pH-dependent 1H NMR spectra of 1 (10 mM) in water-d2 and comparison with 1H 
NMR of 1 (10 mM) in deuterated PBS.
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Figure S23. 1H NMR spectrum of 1 in water-d2 (pH* = 2.3).

Figure S24. 13C APT NMR spectrum of 1 (10 mM) in water-d2 (pH* = 2.3).
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Figure S25.  15N-1H HMBC NMR spectrum of 1 (10 mM) in water-d2 (pH* = 2.3).
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Figure S26. HR-ESI-MS spectrum of 1 (after pH = 7.4).
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Figure S27. 1H NMR of 1 in water-d2 (pH* = 7.4).
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Figure S28. 13C-1H HSQC NMR spectrum of 1 in water-d2 (pH* = 7.4).

Figure S29. 15N-1H HMBC NMR spectrum of 1 in water-d2 (pH* = 7.4).
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Figure S30. 1H-1H COSY NMR spectrum of 1 in water-d2 (pH* = 7.4).

Figure S31. 2D NOESY NMR spectrum of 1 in water-d2 (pH* = 7.4).
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Figure S32. Time-dependent 1H NMR spectra of 2 (10 mM) in water-d2 at pH* = 3.0, with and 
without NaCl (100 mM).

Figure S33. Time dependent 1H NMR of 2 (10 mM) in PBS at pH* = 7.4.
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Figure S34. 1H NMR spectrum of 2 (pH* = 3.0) in water-d2 

Figure S35. APT 13C NMR spectrum of 2 (pH* = 3.0) in water-d2 
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Figure S36. HR-ESI-MS spectrum of 2 (after pH* = 7.4, 72 h) 
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Figure S37. 1H NMR spectrum of 2 in water-d2 (pH* = 7.4, 72h).
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Figure S38. 13C-1H HSQC NMR spectrum of 2 in water-d2 (pH* = 7.4, 72 h).

Figure S39. 15N-1H HMBC spectrum of 2 in water-d2 (pH* = 7.4, 72 h).
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Figure S40. 1H -1H COSY spectrum of 2 in water-d2 (pH* = 7.4, 72 h).

Figure S41. 2D NOESY NMR spectrum of 2 in water-d2 (pH* = 7.4, 72h).
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Figure S42. Time-dependent 1H NMR spectra of 3 in water-d2 (pH* 2.0)

(*) Singlet assigned to [Cp2Ti(OH)(H2O)]+ according to reported data.
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Figure S43. FRET DNA melting curves of A) 1; B) 2. The concentration of F10T is 0.2 µM. A 

titration was performed by using 1, 2, 3, 4, 5, 6, 7, 8, 9 or 10 µM concentration of tested 

compound.


