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Figure S1. 1H NMR spectrum for 3aa 
 
 
3aa‐13C‐CDCl3 

  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
Figure S2. 13C NMR spectrum for 3aa.  
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Figure S3. 1H NMR spectrum for 3ab 
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Figure S4. 13C NMR spectrum for 3ab
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3ac‐1H‐CDCl3 
 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Figure S5. 1H NMR spectrum for 3ac 
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Figure S6. 13C NMR spectrum for 3ac 
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3ba‐1H‐CDCl3 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Figure S7. 1H NMR spectrum for 3ba 
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Figure S8. 13C NMR spectrum for 3b
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3ca-CDCl3-1H 
 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Figure S9. 1H NMR spectrum for 3ca 
 

 

 

3Ca‐13C‐CDCl3 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S10. 13C NMR spectrum for 3Ca 
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5aa-CDCl3-1H 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Figure S11. 1H NMR spectrum for 5aa 
 
 

 
 

5aa-CDCl3-13 C 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Figure S12. 13C NMR spectrum for 5aa 
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5ba-CDCl3-1H 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Figure S13. 1H NMR spectrum for 5ba 
 
 
 
 
5ba-CDCl3-13C 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Figure S14. 13C NMR spectrum for 5ba 
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5bb‐13C‐CDCl3 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
Figure S15. 1H NMR spectrum for 5bb 
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Figure S16. 13C NMR spectrum for 5bb 
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5bc‐1H‐CDCl3 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Figure S17. 1H NMR spectrum for 5bc 
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Figure S18. 13C NMR spectrum for 5bc 
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Figure S19. 1H NMR spectrum for 5ad 
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Figure S20. 13C NMR spectrum for 5a 
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5af‐1 H‐CDCl3 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 
Figure S21. 1H NMR spectrum for 5af 
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Figure S22. 13C NMR spectrum for 5af 
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5ag‐1 H‐CDCl3 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 
 
 
 

Figure S23. 1H NMR spectrum for 5ag 
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Figure S24. 13C NMR spectrum for 5ag 
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Figure S25. 1H NMR spectrum for 5ca 
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Figure S26. 13C NMR spectrum for 5ca 
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5Ch‐CDCl3 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 
 
Figure S27. 1H NMR spectrum for 5ch 
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Figure S28. 13C NMR spectrum for 5ch
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Figure S29. 1H NMR spectrum for 5da 
 
 

  
Figure S30. 13C NMR spectrum for 5da 
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Figure S31. 1H NMR spectrum for 7a 
 
 

 
 

Figure S32. 13C NMR spectrum for 7a 
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Figure S33. 1H NMR spectrum for 7b 
 
   

 
Figure S34. 13C NMR spectrum for 7b
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Figure S35. 1H NMR spectrum for 7c 
 

 

Figure S36. 13C NMR spectrum for 7c 
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Figure S37. 1H NMR spectrum for 9a 
 

 
 

Figure S38. 13C NMR spectrum for 9a 
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Figure S39. 1H NMR spectrum for 9b 
 

 
Figure S40. 13C NMR spectrum for 9b 
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Figure S41. 1H NMR spectrum for 9c 
 

 
Figure S42. 13C NMR spectrum for 9c 
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Table S1. Molecular orbital energy diagram for complexes Pd-C1, Pd-C2, and Pd-C3 
showing the HOMO, LUMO, the HOMO–LUMO gap (ΔE), electronegativity (χ), hardness 
(η), and softness (S). 

 

Complex 
Pd-C 

EHOMO 
(eV) 

ELUMO 
(eV) 

ΔE  
(eV) 

χ  
(eV) 

η  
(eV) 

S 
(eV) 

1 
2 
3 

-0.218 
-0.219 
-0.218 

-0.0634 
-0.0651 
-0.0653 

-0.155 
-0.154 
-0.153 

0.141 
0.142 
0.142 

0.0773 
0.0770 
0.0764 

6.468 
6.493 
6.544 

 

 

 

• Steric Map of Pd-NHCs-Py complexes: a) Pd-C1, b) Pd-C2 and c) Pd-C3 

 

        

 

 

 

 

 

a) Pd-C1 N-iPr (28.5%)              b) Pd-C2 N-Benzyl (29.8%)         C) Pd-C3 N-Adamantyl (34.1%) 

 

Figure S43. Steric Map of Pd-NHCs-Py complexes: a) Pd-C1, b) Pd-C2 and c) Pd-C 
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Figure S44. 1H NMR spectrum for BZ1 

 
Figure S45. 13C NMR spectrum for BZ1 
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Figure S46. 1H NMR spectrum for BZ2 

 
Figure S47. 13C NMR spectrum for BZ2 
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Figure S48. 1H NMR spectrum for BZ3 

 
Figure S49. 13C NMR spectrum for BZ3 
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Figure S50. 1H NMR spectrum for NHC1 

 
 
Figure S51. 13C NMR spectrum for NHC1 
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Figure S52. 1H NMR spectrum for NHC2 

 
Figure S53. 13C NMR spectrum for NHC2 
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Figure S54. 1H NMR spectrum for NHC3 

 
Figure S55. 1H NMR spectrum for NHC3 
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Figure S56. 1H NMR spectrum for Pd-C1 

 

Figure S57. 13C NMR spectrum for Pd-C1 
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Figure S58. 1H NMR spectrum for Pd-C2 

 
Figure S59. 13C NMR spectrum for Pd-C2 
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Figure 60. 1H NMR spectrum of Pd-C3 

 

Figure 61. 13C NMR spectrum of Pd-C3  

 


