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Figure S1. HRESIMS spectrum of compound 1.
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Figure S2. '"H NMR (500 MHz, CDCls) spectrum of compound 1.
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Figure S3. 3C NMR spectrum of compound 1.
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Figure S4. DEPT-135 spectrum of compound 1.
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Figure S5. HSQC spectrum of compound 1.
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Figure S6. 'H-"H COSY spectrum of compound 1.
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Figure S7. HMBC spectrum of compound 1.
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Figure S8. '"H NMR (600 MHz, CDsOD) spectrum of compound 1.
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Figure S9. *C NMR spectrum of compound 1.
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Figure S10. HSQC spectrum of compound 1.
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Figure S11. 'H-'"H COSY spectrum of compound 1.
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Figure S12. HMBC spectrum of compound 1.
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Figure S13. NOESY spectrum of compound 1.
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Figure S514. "H NMR (500 MHz, DMSO-ds) spectrum of compound 1.
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Experimental Section

Method of calculated ECD spectrum of compound 1: Monte Carlo conformational searches were
carried out using the Spartan’s 10 software using Merck Molecular Force Field (MMFEF). The
conformers with a Boltzmann population of over 5% were chosen for ECD calculations, and then the
conformers were initially optimized at B3LYP/6-31+g (d, p) level in MeOH, using the CPCM
polarizable conductor calculation model. The theoretical calculation of ECD was conducted in MeOH
using time-dependent density functional theory (TD-DFT) at the B3LYP/6-311+g (d, p) level for all
conformers of compound 1. Rotatory strengths for a total of 50 excited states were calculated. ECD
spectra were generated using the program SpecDis 1.6 (University of Wiirzburg, Wiirzburg,
Germany) and GraphPad Prism 5 (2365 Northside Dr., Suite 560, San Diego, CA 92108) from dipole-
length rotational strengths, by applying Gaussian band shapes with sigma =0.3 eV.



