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Figure S1. 1H NMR spectrum of 3-iodo-2-(1,1,2,2,2-pentamethyldisilanyl)thiophene in CDCl3.   

 

Figure S2. Enlarged view of the aromatic region for 3-iodo-2-(1,1,2,2,2-

pentamethyldisilanyl)thiophene in CDCl3. 
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Figure S3. 13C NMR spectrum of 3-iodo-2-(1,1,2,2,2-pentamethyldisilanyl)thiophene in CDCl3. 

 

Figure S4. 29Si NMR spectrum of 3-iodo-2-(1,1,2,2,2-pentamethyldisilanyl)thiophene in CDCl3. 



S4 

 

 

Figure S5. 1H NMR spectrum of 1a in CDCl3. 

 

Figure S6. Enlarged view of the aromatic region for 1a. 
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Figure S7. 13C NMR spectrum of 1a in CDCl3. 

 

Figure S8. 29Si NMR spectrum of 1a in CDCl3. 
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Figure S9. 1H NMR spectrum of 1b in CDCl3. 

 

Figure S10. Enlarged view of the aromatic region for 1b. 
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Figure S11. 13C NMR spectrum of 1b in CDCl3. 

 

Figure S12. 29Si NMR spectrum of 1b in CDCl3. 
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Figure S13. 1H NMR spectrum of 1c in CDCl3. 

 

Figure S14. Enlarged view of the aromatic region for 1c. 
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Figure S15. 13C NMR spectrum of 1c in CDCl3. 

 

Figure S16. 29Si NMR spectrum of 1c in CDCl3. 
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Figure S17. 1H NMR spectrum of 2a in CDCl3. 

 

Figure S18. Enlarged view of the aromatic region for 2a. 
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Figure S19. 13C NMR spectrum of 2a in CDCl3. 

 

Figure S20. 29Si NMR spectrum of 2a in CDCl3. 
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Figure S21. 1H NMR spectrum of 2b in CDCl3. 

 

Figure S22. Enlarged view of the aromatic region for 2b. 
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Figure S23. 13C NMR spectrum of 2b in CDCl3. 

 

Figure S24. 29Si NMR spectrum of 2b in CDCl3. 
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Figure S25. 1H NMR spectrum of 2c in CDCl3. 

 

Figure S26. Enlarged view of the aromatic region for 2c. 
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Figure S27. 13C NMR spectrum of 2c in CDCl3. 

 

Figure S28. 29Si NMR spectrum of 2c in CDCl3. 



S16 

 

 

Figure S29. 1H NMR spectrum of 3 in CDCl3. 

 

Figure S30. 13C NMR spectrum of 3 in CDCl3. 
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Figure S31. 29Si NMR spectrum of 3 in CDCl3. 

 

Figure S32. 1H NMR spectrum of 4 in CDCl3. 
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Figure S33. 13C NMR spectrum of 4 in CDCl3. 

 

Figure S34. 29Si NMR spectrum of 4 in CDCl3. 
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Figure S35. 1H NMR spectrum of 5 in CDCl3. 

 

Figure S36. 13C NMR spectrum of 5 in CDCl3. 
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Figure S37. 29Si NMR spectrum of 5 in CDCl3. 

 

Figure S38. 1H NMR spectrum of 6 in CDCl3. 
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Figure S39. 13C NMR spectrum of 6 in CDCl3. 

 

Figure S40. 29Si NMR spectrum of 6 in CDCl3. 
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Catalyst: Rh(nbd)Cl 

 

E(SCF) = -841.2814 au, E(Free) = -841.1966 au. 

 

Figure S41. Optimized structures for RhCl(nbd) with 6-31+G(d,p) and LanL2DZ(f) basis. 

2.330 Å  

2.081 Å  

2.162 Å  
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Figure S42. Optimized structure for 1 + RhCl(nbd) with 6-31+G(d,p) and LanL2DZ(f) basis. 

 

4.567 Å  

4.915 Å  

5.819 Å  

4.386 Å  

1+RhCl(nbd) 

E(SCF) = -2479.5789 au, E(Free) = -2479.2160 au. 

2.375 Å  
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Figure S43. Optimized structure for TS-0 with 6-31+G(d,p) and LanL2DZ(f) basis. 

 

TS-0 

E(SCF) = -2479.5518 au, E(Free) = -2479.1790 au. 

2.735 Å  

4.735 Å  

4.173 Å  

3.051 Å  

2.538 Å  
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Figure S44. Optimized structure for IM-1 with 6-31+G(d,p) and LanL2DZ(f) basis. 

 

  

IM-1 

E(SCF) = -2479.5861 au, E(Free) = -2479.2143 au. 

2.378 Å  

4.747 Å  

4.276 Å  

3.394 Å  

2.392 Å  
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Figure S45. Optimized structure for TS-1 with 6-31+G(d,p) and LanL2DZ(f) basis. 

 

 

2.776 Å  

3.105 Å  

2.474 Å  

TS-1 

E(SCF) = -2479.5525 au, E(Free) = -2479.1809 au. 
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Figure S46. Optimized structure for IM-2 with 6-31+G(d,p) and LanL2DZ(f) basis. 

 

  

3.308 Å  

2.395 Å  
2.537 Å  

IM-2 

E(SCF) = -2479.5642 au, E(Free) = -2479.1888 au. 
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Figure S47. Optimized structure for TS-2 with 6-31+G(d,p) and LanL2DZ(f) basis. 

 

  

TS-2 

E(SCF) = -2479.5256 au, E(Free) = -2479.1490 au. 

2.749 Å  

2.153 Å  
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Figure S48. Optimized structure for IM-3 with 6-31+G(d,p) and LanL2DZ(f) basis. 

 

 

IM-3 

E(SCF) = -2479.5752 au, E(Free) = -2479.2034 au. 

 

2.824 Å  

1.877 Å  

2.401 Å  
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Figure S49. Optimized structure for TS-3 with 6-31+G(d,p) and LanL2DZ(f) basis. 

 

TS-3 

E(SCF) = -2479.5610 au, E(Free) = -2479.1852 au 

 

2.267 Å  

2.739 Å  

1.931 Å  
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Figure S50. Optimized structure for 2 + RhCl(nbd) with 6-31+G(d,p) and LanL2DZ(f) basis. 

 

2+RhCl(nbd) 

E(SCF) = -2479.6024 au, E(Free) = -2479.2270 au 

 

2.246 Å  

1.914 Å  

2.263 Å  


