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Spectroscopic data of phaeantharine trifluoroacetate (1)

Phaeantharine trifluoroacetate (1): bright yellow solid; UV (MeOH) Amax (log €) 199 nm (1.43),
229 nm (2.24), 256 nm (4.08), 316 nm (0.85); '"H NMR (800 MHz, DMSO-ds) and '*C NMR
data (200 MHz, DMSO-ds), Tables 1 and 2; (+)-HRESIMS m/z 316.143891 [M —
2CF3COO1** (caled for C39HaoN20g*, 316.143770), m/z 631.2813 [M — 2CF;COO™ — H]*
(calced for C39H39N206", 631.2802).
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Figure S1. '"H NMR spectrum of phaeantharine trifluoroacetate (1)
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Figure S2. 3C NMR spectrum of phaeantharine trifluoroacetate (1)
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Figure S5. HMBC NMR spectrum of phaeantharine trifluoroacetate (1)
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Figure S6. HRMS spectrum of trifluoroacetate phaeantharine (1)
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Figure S7. '"H NMR spectrum of (R)-nomimantharine trifluoroacetate (2)
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Figure S16. HMBC NMR spectrum of 12-de-O-methyphaeantharine trifluoroacetate (3)
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Figure S17. HRMS spectrum of 12-de-O-methyphaeantharine trifluoroacetate (3)
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Figure S21. HRMS spectrum of nominanthranal trifluoroacetate (4)
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Figure S26. HRMS spectrum of 1-hydroxy-6,7-dimethoxy-2-methylisoquinoline trifluoroacetate (5)



Table S1. Stable conformers of (R)-nomimantharine trifluoroacetate (2)

Conformer

Conformation

2-1

2-2

2-3

2-4

2-5

2-6

Energy (kcal/mol) Percent (%)
-1300666.800 67.3
-1300665.662 9.8
-1300665.576 8.5
-1300665.506 7.5
-1300665.079 3.7

-1300664.989

32




