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Abstract
C16H14O5, monoclinic, P21/c (no. 14), a = 9.0005(11) Å,
b = 16.0386(15) Å, c = 9.8434(11) Å, β = 114.861(14)°,
V = 1289.3(3) Å3, Z = 4, Rgt (F ) = 0.0458, wRref (F

2) = 0.1245,
T = 150(1) K.

CCDC no.: 2052053

The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list
of the atoms including atomic coordinates and displace-
ment parameters.

Source of material

All solvents of analytical grade were used. The title com-
pound was isolated and purified from the metabolites of
Aspergillus fumigatus (for details see the Comment section).

Experimental details

All hydrogen atoms were placed in calculated positions
and refined using a riding model with the relative isotropic
parameters. Uiso values of hydrogen atoms were set to 1.2
Ueq of the parent atoms.

Comment

The endophytic fungus A. fumigatus. was isolated from
mangrove tree Sonneratia apetala in Dongzhai harbor,
Hainan Province, and identified by 18S DNA gene
sequence [4]. The specimen was stored at Guangzhou
Medical University, Guangzhou, P. R. China. This fungus
strain was fermented statically by using rice medium
(85 g rice, 160 mL coarse sea salt solution with a mass
concentration of 2 g/L) in a 1 L Erlenmeyer flask at 28 °C for
fourty days. The metabolites of A. fumigatus were
extracted with methanol, and then dried with rotary
evaporator. The extract was further purified from the culture
by various chromatographic purification techniques.

Table : Data collection and handling.

Crystal: Yellow block
Size: . × . × . mm
Wavelength: Mo Kα radiation (. Å)
μ: . mm−

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

Programs: CrysAlisPRO [], SHELX [], Olex []
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The title compound was isolated and purified from 20%
petroleum 80% ethyl acetate fraction through silica gel
column chromatography. Its structure was identified by MS
and NMR spectroscopic data, and confirmed by X-ray crys-
tallography. Crystallization of the title compound in CHCl2–
N-hexane (6:1, v/v) gave yellowcrystals at roomtemperature.
It has been reported that this compound displayed antibac-
terial activity against C. Albi-cans and Escherichia coli, and
shown to be cytotoxic to the colon cancer cell line SW1116
[5–9].What’smore, theX-ray crystallography data of the title
compound are reported here for the first time. The geometric
parameters are similar to those reported for the parent
compound rubrofusarin [10].
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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