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Abstract
C20H26O5, orthorhombic, P212121 (no. 19), a = 5.2825(10) Å,
b = 13.0652(2) Å, c = 26.4176(4) Å, V = 1823.26(5) Å3, Z = 4,
Rgt(F) = 0.0338, wRref(F 2) = 0.0821, T = 150 K. CCDC No.: 2377464.

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

1 Source of material

The fruits of Rosa roxburghii Tratt were extracted with 95%
ethanol under reflux. The crude extract (914.5 g) was loaded
onto a silica gel column and eluted with a solvent system of
dichloromethane/methanol (1:0 to 1:1, v/v) to afford eight frac-
tions (Fr. A–H). The colourless block crystalswere isolated from
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fraction B and recrystallized with ethyl acetate/methanol (1:5,
v/v). The title compound (23mg) was obtained after 3 days.

2 Experimental details

The carbon-bound hydrogen atoms were placed in their
geometrically idealized positions and constrained to ride on
their parent atoms with d (C–H) = 0.95–0.99 Å, Uiso (H) = 1.5
times Ueq (C) and 1.2 times Ueq (O).

3 Comment

Recent studies have shown that a series of coumarins with
various structures have been found in R. roxburghii fruit, and
exhibit multifarious biological activities, including antioxi-
dant,4 antibacterial,5 anti-inflammatory,6 anticancer,7 neuro-
protective8 effects. The title compound contains two hydroxyl
groups, one double bond, a methoxy and four methyl
groups. The hydroxyl was confirmed by the distances
d(C2′–O4) = 1.434(2) Å and d(C3′–O5) = 1.442(2) Å, the olefinic bond
was identified by the distance d(C2″–C3″) = 1.326(3) Å, the
methoxy was confirmed by the distances d(C7–O3) = 1.385(2) Å,
respectively. And the structural characteristics of the title
compound are similar to those of 7-methoxy-8-(3-methyl-2-
butenyl)coumarin9 and Buntansin C.10 and related
compounds.11
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Table : Data collection and handling.

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

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

Programs: Olex, SHELX,

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

Table : (continued)

Atom x y z Uiso*/Ueq

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