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Figure S1. Calculated overlay (RMSD = 0.0764) of two polymorphs of ligand 1.  



 2 

 
Figure S2. Theoretical extreme conformers for 1-3. 
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DE = 0.0      DE = 3.9569 

   

DE = 4.7476     DE = 6.5320 

  

DE = 9.4600     DE = 10.5589     

 

 DE = 10.6842      DE = 11.2770 

 

 

Figure S3. Structures of the lowest-energy (MMFF94S) conformers of 1. Relative energies 
(Kcal/mol). 
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DE = 0.0     DE = 2.1475 

  

DE = 2.6490     DE = 4.0078 

  

DE = 4.8899     DE = 6.0404 

  

DE = 9.6297     DE = 13.3214 

Figure S4. Structures of the lowest-energy (MMFF94S) conformers of 2. Relative energies 
(Kcal/mol). 
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DE = 2.5407     DE = 3.6560 

  

DE = 4.6575     DE = 5.7026 

 

DE = 8.1190 
 
Figure S5. Structures of the lowest-energy (MMFF94S) conformers of 3. Relative energies 
(Kcal/mol). 
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Figure S6. Crystal structures of complex 6. 
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Figure S7. 500 MHz 1H NMR spectrum of N-methyl-pyrCurc. 
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Figure S8. 125 MHz 13C NMR spectrum of N-methyl-pyrCurc. 
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Figure S9. 500 MHz COSY NMR spectrum of N-methyl-pyrCurc. 
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Figure S10. 500 MHz HSQC NMR spectrum of N-methyl-pyrCurc. 
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Figure S11. 500 MHz HMBC NMR spectrum of N-methyl-pyrCurc. 

3.43.63.84.04.24.44.64.85.05.25.45.65.86.06.26.46.66.87.07.27.47.6
f2 (ppm)

95

100

105

110

115

120

125

130

135

140

175

180

185

190

f1
 (

p
p

m
)



12 
 

 

Figure S12. 500 MHz 1H NMR spectrum of FuranCurc. 
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Figure S13. 125 MHz 13C NMR spectrum of FuranCurc. 
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Figure S14. 500 MHz COSY NMR spectrum of FuranCurc. 
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Figure S15. 500 MHz HSQC NMR spectrum of FuranCurc. 
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Figure S16. 500 MHz HMBC NMR spectrum of FuranCurc. 
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Figure S17. 500 MHz 1H NMR spectrum of ThiopheneCurc. 
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Figure S18. 125 MHz 13C NMR spectrum of ThiopheneCurc. 
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Figure S19. 500 MHz COSY NMR spectrum of ThiopheneCurc. 
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Figure S20. 500 MHz HSQC NMR spectrum of ThiopheneCurc. 
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Figure S21. 500 MHz HMBC NMR spectrum of ThiopheneCurc. 
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Figure S22. 500 MHz 1H NMR spectrum of N-methyl-pyrCurc-Mg. 
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Figure S23. 125 MHz 13C NMR spectrum of N-methyl-pyrCurc-Mg. 
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Figure S24. 500 MHz COSY NMR spectrum of N-methyl-pyrCurc-Mg. 
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Figure S25. 500 MHz HSQC NMR spectrum of N-methyl-pyrCurc-Mg. 
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Figure S26. 500 MHz HMBC NMR spectrum of N-methyl-pyrCurc-Mg. 
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Figure S27. 500 MHz 1H NMR spectrum of FuranCurc-Mg. 
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Figure S28. 125 MHz 13C NMR spectrum of FuranCurc-Mg. 
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Figure S29. 500 MHz COSY NMR spectrum of FuranCurc-Mg. 

6.46.56.66.76.86.97.07.17.27.37.47.57.67.77.8
f2 (ppm)

6.4

6.5

6.6

6.7

6.8

6.9

7.0

7.1

7.2

7.3

7.4

7.5

7.6

7.7

7.8

7.9

f1
 (

p
p

m
)



 
 

30 

 

Figure S30. 500 MHz HSQC NMR spectrum of FuranCurc-Mg. 
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Figure S31. 500 MHz HMBC NMR spectrum of FuranCurc-Mg. 
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Figure S32. 500 MHz 1H NMR spectrum of ThiopheneCurc-Mg. 
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Figure S33. 125 MHz 13C NMR spectrum of ThiopheneCurc-Mg. 
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Figure S34. 500 MHz HSQC NMR spectrum of ThiopheneCurc-Mg. 
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Figure S35. 500 MHz HSQC NMR spectrum of ThiopheneCurc-Mg. 
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Figure S36. 500 MHz HMBC NMR spectrum of ThiopheneCurc-Mg. 
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Figure S37. EPR Spectrum of N-methyl-pyrCurc-Cu. 
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                              Figure S38. EPR Spectrum of FuranCurc-Cu. 
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                                Figure S39. EPR Spectrum of ThiopheneCurc-Cu. 
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Figure S40. IR Spectrum of N-methyl-pyrCurc. 
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    Figure S41. IR Spectrum of FuranCurc. 
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                                Figure S42. IR Spectrum of ThiopheneCurc. 
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                                       Figure S43. IR Spectrum of N-methyl-pyrCurc-Mg. 
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                                     Figure S44. IR Spectrum of FuranCurc-Mg. 
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                                     Figure S45. IR Spectrum of ThiopheneCurc -Mg. 
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Figure S46. IR Spectrum of N-methyl-pyrCurc-Cu. 
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                              Figure S47. IR Spectrum of FuranCurc-Cu. 
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                                Figure S48. IR Spectrum of ThiopheneCurc-Cu. 
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                     Figura S49. Mass Spectrum of N-methyl-pyrCurc. 
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Figura S50. Mass Spectrum of mass exact of FuranCurc. 
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Figura S51. Mass Spectrum of ThiopheneCurc. 
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Figura S52. Mass Spectrum of N-methyl-pyrCurc-Mg. 
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Figura S53. Mass Spectrum of mass exact of FuranCurc-Mg. 
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Figura S54. Mass Spectrum of mass exact of ThiopheneCurc-Mg. 
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Figura S55. Mass Spectrum of N-methyl-pyrCurc-Cu. 
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Figura S56. Mass Spectrum of FuranCurc-Cu. 
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Figura S57. Mass Spectrum of ThiopheneCurc-Cu. 
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Figure S58. UV-Vis spectra of N-methyl-pyrCurc. 
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Figure S59. UV-Vis spectra of FuranCurc. 
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Figure S60. UV-Vis spectra of ThiopheneCurc. 
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Figure S61. UV-Vis spectra of N-methyl-pyrCurc-Mg. 
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Figure S62. UV-Vis spectra of FuranCurc-Mg.  
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Figure S63. UV-Vis spectra of ThiopheneCurc-Mg.  
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Figure S64. UV-Vis spectra of N-methyl-pyrCurc-Cu. 
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Figure S65. UV-Vis spectra of FuranCurc-Cu.  
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Figure S66. UV-Vis spectra of ThiopheneCurc-Cu.  

 

 

 


