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Figure S1. 1H, 13C and 2D NMR spectra of sphaerocarpain I (1).
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Figure S2. 1H and 13C NMR spectra of sphaerocarpain II (5).
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Figure S3. The optimized structures of six conformers of sphaerocarpain I (1) with the minimum value of
frequency [in brackets, cm™], relative enthalpies including the ZPE correction (AH, kcal/mol), and

Boltzmann distribution (P, %), at 298.15 K, calculated at the ®B97X-D/def2-TZVP level in MeOH.

Conf. 1 Conf. 2 Conf. 3
[27.33] [26.68] [26.88]
AH =0.00, P =86.35 AH=1.22,P=10.95 AH=2.30,P=1.77

Figure S4. The optimized structures of three conformers of sphaerocarpain II (5) with the minimum value of
frequency [in brackets, cm™], relative enthalpies including the ZPE correction (AH, kcal/mol), and

Boltzmann distribution (P, %), at 298.15 K, calculated at the ®B97X-D/def2-TZVP level in MeOH.



