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1.1 Structure elucidation of pyroaconitine (compound 1)

Figure S1. '"HNMR of pyroaconitine
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Figure S2. "HNMR of pyroaconitine (Detail)
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Figure S3. 3CNMR of pyroaconitine
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Figure S5. Key HSQC correlations of pyroaconitine (Detail 2)
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Figure S6. Key HMBC correlations of pyroaconitine (Detail 1)
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Figure S7. Key HMBC correlations of pyroaconitine (Detail 2)
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Figure S8. Key HMBC correlations of pyroaconitine (Detail 3)



HZBHIO

L Bruker Avance 600 probe:
“ ; 13C-1H UL TE: 300K

LJ 'MlL JJL MJ N_JL sample: ACO-B  solvent: COCL3
spectrum: COSY

JL

|

Figure S9. Key 'H-'H COSY correlations of pyroaconitine (Detail 1)
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Figure S11. Key NOESY correlations of pyroaconitine (Detail 1)
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Figure S12. High-resolution ESI-MS of pyroaconitine



1.2 Structure elucidation of 16-epi-pyroaconitine (compound 2)
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Figure S13. "THNMR of 16-epi-pyroaconitine
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Figure S14. "THNMR of 16-epi-pyroaconitine (Detail 1)
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Figure S15. "THNMR of 16-epi-pyroaconitine (Detail 2)
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Figure S16. 3CNMR of 16-epi-pyroaconitine
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Figure S17. Key HSQC correlations of 16-epi-pyroaconitine (Detail 1)
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Figure S18. Key HSQC correlations of 16-epi-pyroaconitine (Detail 2)
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Figure S23. Key HMBC correlations of 16-epi-pyroaconitine (Detail 4)
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Figure S25. Key NOESY correlations of 16-epi-pyroaconitine (Detail 1)
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Figure S27. High-resolution ESI-MS of 16-epi-pyroaconitine.
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Figure S28. Purity test results of compounds 1 and 2.
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