Supplementary Information

Figure S1. Positive HRESIMS of pseudoceratonic acid (1) S1
Figure S2. Negative HRESIMS of pseudoceratonic acid (1) S1
Figure S3. "H NMR spectrum of pseudoceratonic acid (1) (CDsOD) S2
Figure S4. 3C NMR spectrum of pseudoceratonic acid (1) (CDsOD) S2
Figure S5. HSQC spectrum of pseudoceratonic acid (1) (CDsOD) S3
Figure S6. 'H-*C HMBC spectrum of pseudoceratonic acid (1) (CDsOD) S3
Figure S7. '"H->N HMBC spectrum of pseudoceratonic acid (1) (CDsOD) S4
Figure S8. LRESIMS and fragmentation ion peaks of pseudoceratonic acid (1) S4
Figure S9. Positive HRESIMS of ceratinine N (2) S5
Figure S10. 'HNMR spectrum of ceratinine N (2) (CDsOD) S5
Figure S11. BC NMR spectrum of ceratinine N (2) (CDsOD) S6
Figure S12. DEPT spectrum of ceratinine N (2) (CDsOD) S6
Figure S13. COSY spectrum of ceratinine N (2) (CDsOD) S7
Figure S14. HSQC spectrum of ceratinine N (2) (CDsOD) S7
Figure S15. HMBC spectrum of ceratinine N (2) (CDsOD) S8
Figure S16. Positive HRESIMS of ceratinine O (3) S8
Figure 517. 'H NMR spectrum of ceratinine O (3) (CDsOD) S9
Figure S18. ¥*C NMR spectrum of ceratinine O (3) (CDsOD) S9
Figure 519. DEPT spectrum of ceratinine O (3) (CDsOD) S10
Figure 520. COSY spectrum of ceratinine O (3) (CDsOD). S10
Figure 521. HSQC spectrum of ceratinine O (3) (CDsOD) S11
Figure 522. HMBC spectrum of ceratinine O (3) (CDsOD) S11

SO



3M

800k

s00k

200k

368.9045

366.9064

367.9099

N

370.9023

369.9682

371.9059

ED

= 370
Mz m)

Figure S1. Positive HRESIMS of pseudoceratonic acid (1).
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Figure S2. Negative HRESIMS of pseudoceratonic acid (1).
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Figure S3. "H NMR spectrum of pseudoceratonic acid (1) (CDsOD).

— 209.2529
— 50.7868

— 53.4911
— 31.0444
26.0787

WAoo

T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

Figure S4. 3C NMR spectrum of pseudoceratonic acid (1) (CDsOD).
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Figure S5. HSQC spectrum of pseudoceratonic acid (1) (CDsOD).
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Figure S6. '"H-3C HMBC spectrum of pseudoceratonic acid (1) (CDsOD).
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Figure S7. '"H-"N HMBC spectrum of pseudoceratonic acid (1) (CDsOD).
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Figure S8. LRESIMS and fragmentation ion peaks of pseudoceratonic acid (1).
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Figure S9. Positive HRESIMS of ceratinine N (2).
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Figure S10. 'H NMR spectrum of ceratinine N (2) (CDsOD).
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Figure S11. ®"H NMR spectrum of ceratinine N (2) (CDsOD).
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Figure S12. DEPT spectrum of ceratinine N (2) (CDsOD).
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Figure S13. COSY spectrum of ceratinine N (2) (CDsOD).
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Figure S14. HSQC spectrum of ceratinine N (2) (CDsOD).
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Figure S15. HMBC spectrum of ceratinine N (2) (CDsOD).
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Figure S16. Positive HRESIMS of ceratinine O (3).
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Figure S17. 'H NMR spectrum of ceratinine O (3) (CDsOD).
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Figure S18. 3C NMR spectrum of ceratinine O (3) (CDsOD).
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Figure 519. DEPT spectrum of ceratinine O (3) (CDsOD).
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Figure 520. COSY spectrum of ceratinine O (3) (CDsOD).
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Figure S21. HSQC spectrum of ceratinine O (3) (CDsOD).
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Figure S22. HMBC spectrum of ceratinine O (3) (CDsOD).
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