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Crystal and Molecular Structure of Acetyl Versico lactone B

Zeng Jie Li Gen-Pei* Chen Zhong-Guo Tang You-Qi
(Institute of Physical Chemistry, Peking University, Beijing)
Wei Xin-Cheng
(Department of Bioloyg, Peking University, Beijing)
He Lin-Xing

(Institute for Phamaceutical Medicine of Nanjing, Nanjing)

Abstract

Yndai lactone B (versico lactone B), C;;H30,, is a new sesquiterpenoid isolated
from plant roots of Aristolochia versicolar from Guangshi Province of China. The
structure has been analyzed by X-ray crystallographic techniques using three
dimensional diffractomter data. :

The colourless flat like cuboid title compound crystallizes with two formula units
per unit cell in the monoclinic, space group P 2;, and cell constants are a=0.9594(5),
b=0.6626(6), ¢=1.2924(12)nm, 8=94.48(6)°, and ¥ =0.819(1)nm?, Z =2, Dx=1.18
g-cm™?, F(000) =268e.

Data were collected by automatic diffractometer with Mo K« radiation and corrected
for LP and absorption effects.

The structure was solved by direct meihod, and refined by least-squares techriques
{0 final R factor of R=0.055 and R,=0.052 over 1280 reflections.
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Uhe struciure has a skeleton consisting of a large chair-chair form 1(10), 6-dienolide
ton-membered ring A, which adopts the rectangular [2828] conformation, and is fused
10 a five-membered y-lactone ring B.

The ring A shares three common carbon atoms C(4), C(5), C(6) with ring B,
and shows the dihedral angle of 99°. The molecular skeleton topology of the title
sesquiterpene lactone is only related to that of the Yndai lactone C. All of bond lengths
and angles are with in the range of normally accepted values.
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