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Structure assignment of 8a-OH phlegmariurine B: A combined NMR and density functional
theory investigation

Tan Xiaojian,Wang Haiging,Jiang Hualiang,Zhu Weiliang,Jiang Shanhao,Zhu Dayuan,Chen Kaixian,Ji Ruyun
Shanghai Inst Mat Med., CAS.Shanghai(200031)

Abstract A combined NMR and density functional theory (B3LY P) investigation was crried out on a new akaloid
obtained from huperzia serrata Thunb (Trev.). The theoretical NMR data of 8a-OH phlegmariurine B are in excellent
agreement with the experimental results. The configuration was then established through analysis of the vicinal coupling
constants and 2D NMR (NOESY and COSY) spectra. This work shows that the quantum chemistry study of NMR can
serve as apromising tool in aiding structural assignment of natural products.
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