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1. Optical value calculations of leucocontextum C 

 

Model compounds 

      

4R                                4S 

Figure S1. Optimized geometries of predominant conformers for model compounds at the 

B3LYP/6-311G (d, p) level in MeOH. 

 

Table S1. Important thermodynamic parameters (a.u.) at B3LYP/6-311G (d, p) level in MeOH. 

conformer E+ZPE G [Alpha] (5893.0 A) 

4R –537.735128 –537.772566 –54.0 

4S –537.735128 –537.772566 +54.0 

E+ZPE, G: total energy with zero point energy (ZPE) and Gibbs free energy at 298.15 K. 
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Figure S2. HRESIMS of 1 

 

Figure S3. 1H NMR spectrum of 1 in methanol-d4 



 

Figure S4. 13C NMR and DEPT spectra of 1 in methanol-d4 

 

 

Figure S5. 1H-1H COSY spectrum of 1 in methanol-d4 

 



 

Figure S6. HSQC spectrum of 1 in methanol-d4 

 

Figure S7. HMBC spectrum of 1 in methanol-d4 

 



 

Figure S8. HRESIMS of 2 

 

Figure S9. 1H NMR spectrum of 2 in methanol-d4 

 



 

Figure S10. 13C NMR spectrum of 2 in methanol-d4 

 

Figure S11. 1H-1H COSY spectrum of 2 in methanol-d4 

 



 

Figure S12. HSQC spectrum of 2 in methanol-d4 

 

Figure S13. HMBC spectrum of 2 in methanol-d4 



 

Figure S14. HRESIMS of 3 

 

Figure S15. 1H NMR spectrum of 3 in methanol-d4 



 

Figure S16. 13C NMR spectrum of 3 in methanol-d4 

 

Figure S17. 1H-1H COSY spectrum of 3 in methanol-d4 

 



 

Figure S18. HSQC spectrum of 3 in methanol-d4 

 

Figure S19. HMBC spectrum of 3 in methanol-d4 

 



 

Figure S20. ROESY spectrum of 3 in methanol-d4 

 

Figure S21. CD spectrum of 3 in methanol 



 


