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Abstract
C32H54O4, monoclinic, P21 (no. 4), a = 7.8727(1) Å,
b = 19.9173(2) Å, c = 19.1801(2) Å, β = 94.539(1)°,
V = 2998.06(6) Å3, Z = 4,Rgt(F ) = 0.0370,wRref(F

2) = 0.0983,
T = 293 K.

CCDC no.: 1858883

Table 1 contains crystallographic data and Table 2 contains
the list of the atoms including atomic coordinates and
displacement parameters.

Source of material

A solution of 20(R)-panoxadiol and acetic anhydride in
pyridine was stirred for 11 h at room temperature. After
evaporation under reduced pressure, the residue was dis-
solved in ethyl acetate and washed successively by water
and brine, and dried over anhydrous sodium sulfate. After
filtration, the ethyl acetate was removed in vacuo to yield a
white solid, which was purified by silica-gel column chro-
matography (petroleumether:ethyl acetate = 1:2 v/v). Suitable
crystals were obtained by slow evaporation in ethyl acetate.

Table : Data collection and handling.

Crystal: Colourless block
Size: . × . × . mm
Wavelength: Cu Kα radiation (. Å)
μ: . mm−

Diffractometer, scan mode Xcalibur
θmax, completeness: .°, >%
N(hkl)measured, N(hkl)unique, Rint: ,, ,, .
Criterion for Iobs, N(hkl)gt: Iobs >  σ(Iobs), 
N(param)refined: 

Programs: CrysAlisPRO [], Olex [],
SHELX [], SUPERFLIP []
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
HA . . . .*
HB −. . . .*
C . () −. () . () . ()
H . −. . .*
C . () −. () . () . ()
C . () . () . () . ()
H . −. . .*
C . () . () . () . ()
HA . . . .*
HB . −. . .*
C . () . () . () . ()
HA . −. . .*
HB . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
C . () −. () . () . ()
C −. () −. () . () . ()
HA −. −. . .*
HB . −. . .*
HC −. −. . .*
C . () . () . () . ()
HA . . . .*

Table : (continued)

Atom x y z Uiso*/Ueq

HB . . . .*
HC . −. . .*
C . () −. () . () . ()
HA . −. . .*
HB . −. . .*
HC . −. . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . −. . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () −. () . () . ()
HA . −. . .*
HB . −. . .*
C . () −. () . () . ()
H . . . .*
C . () −. () . () . ()
C . () . () . () . ()
H . . . .*
C −. () . () . () . ()
HA −. −. . .*
HB −. . . .*
C −. () . () . () . ()
HA −. . . .*
HB −. . . .*
C −. () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
H . . . .*
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Experimental details

AllHatomswere included in calculatedpositions and refined
as riding atoms, with C–H = 0.96–0.98 Å and with
O–C= 1.190–1.448Å. The absolute configurationwas derived
from the synthesis and the configuration of the educts.

Comment

20(R)–Panoxadiol which was achieved by acid degrada-
tion from leaves and stems of ginseng can inhibit the
release of inflammatory cytokine interleukin-6 and in-
crease the release of anti-inflammatory mediator
interleukin-10 [5, 6]. It has been reported to possess anti-
inflammatory effect [7, 8]. It is a potent approach to modify
the structures of natural products and preparing a variety
of derivatives for the search of new lead compound.
Therefore 20(R)-panoxadiol and its derivatives have
attracted much attention.

There are two molecules in the asymmetric unit of the
title structure. One of the two molecules is shown in the
figure. Bond lengths and angles are very similar to those
given in the literature for protopanaxadiol [9–13].

As shown in the figure, the structure of the title
compound and panoxadiol are equivalent except for the
substituents at O(1). The title compound contains a
classical intramolecular O–H⋯O hydrogen bond. All
these bond lengths and angles are in the expected ranges.
And it would be more interesting to compare the two
crystallographically independent molecules in this
structure.

Acknowledgments: X-ray data were collected at Institute of
Medical Biotechnology, Chinese Academy ofMedical Sciences

Table : (continued)

Atom x y z Uiso*/Ueq

C −. () . () . () . ()
H −. . . .*
C −. () . () . () . ()
C −. () . () . () . ()
HA −. . . .*
HB −. . . .*
C −. () . () . () . ()
HA −. . . .*
HB −. . . .*
C −. () . () . () . ()
H −. . . .*
C −. () . () . () . ()
C −. () . () . () . ()
HA −. . . .*
HB −. . . .*
C −. () . () . () . ()
HA −. . . .*
HB −. . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
C . () −. () . () . ()
C . () −. () . () . ()
HA . −. . .*
HB . −. . .*
HC . −. . .*
C . () −. () . () . ()
HA . −. . .*
HB . −. . .*
HC . −. . .*
C . () −. () . () . ()
HA . −. . .*
HB . −. . .*
HC . . . .*
C . () −. () . () . ()
HA . −. . .*
HB . −. . .*
HC . −. . .*
C −. () . () . () . ()
HA −. . . .*
HB −. . . .*
HC −. . . .*
C −. () . () . () . ()
HA . . . .*
HB −. . . .*
HC −. . . .*
C −. () . () . () . ()
HA −. . . .*
HB −. . . .*
HC −. . . .*
C . () . () . () . ()
HA . . . .*
HB . . −. .*
HC −. . . .*
C . () . () . () . ()

Table : (continued)

Atom x y z Uiso*/Ueq

HA . . . .*
HB . . . .*
HC . . . .*
O . () −. () . () . ()
O . () . () . () . ()
H . . . .*
O . () . () . () . ()
O −. () −. () . () . ()
O . () −. () . () . ()
O . () . () . () . ()
H . . . .*
O . () . () . () . ()
O . () −. () . () . ()
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