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Abstract
C16H14Cl2O6, monoclinic, P21/c (no. 14), a = 8.9847(19) Å,
b = 18.284(4) Å, c = 11.107(3) Å, β = 115.942(2)°,
V = 1640.7(7) Å3, Z = 4, Rgt(F ) = 0.0473, wRref(F

2) = 0.1352,
T = 273 K.

CCDC no.: 2201512

The crystal structure is shown in the figure. Table 1 con-
tains crystallographic data and Table 2 contains the list of
the atoms including atomic coordinates and displacement
parameters.

Source of materials

The title compound (without the solvent molecule) is a
natural product, obtained by extraction and isolation from
Fungi extracts.

Experimental details

The structure was treated with the olex2 crystallographic
software package, solved with the SHELXT [6] structure
solution program and refined with the SHELXL [5] refine-
ment package. Carbon-bound hydrogen atomswere placed
in calculated positions and refinedwith riding coordinates,
with Uiso(H) fixed at 1.2 times of Ueq(C).

Comment

The title structure C16H14Cl2O6 contains one C15H12O6 and
one solvent molecule CH2Cl2. The structure of C15H12O6

has been reported [7]. However, no three-dimensional
coordinates were deposited with the Cambridge Crystallo-
graphic Data Centre in the reported literature. Furthermore,
the reported structure is solvent-free,while the title structure
also contains a solvent molecule CH2Cl2.

The title molecule is composed of three fused six-
membered rings, cyclohexenone, pyranone and benzene
ring. Moreover, the middle part is a pyranone ring. In the

Table : Data collection and handling.

Crystal: Block
Size: . × . × . mm
Wavelength: Mo Kα radiation (. Å)
μ: . mm−

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

Programs: Bruker programs [, ], OLEX [],
SHELX [–]
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structure, the benzene ringand thepyranone ring are almost
coplanar, conforming to the reported [7]. The molecules are
connected by intermolecular O2–H⋯O5 hydrogen bonds,
with a distance of 2.729 Å. The reported intermolecular
hydrogenbond is 2.990Å [7]. Also there is an intramolecular

hydrogen bonding force between O5–H⋯O6, with a dis-
tance of 2.589 Å, which is approximate to the reported
2.590 Å [7]. The geometry of title structure was characterized
with the bond angles and lengths. In particular, the bond
angles for C1⋯O1⋯C13, C9⋯O4⋯C15 and Cl1⋯C16⋯Cl2
are 118.34°, 117.7° and 112.52°, respectively. For another, the
mean bond lengths of C–O, Cl–C and C–O are 1.402 Å
(coincident with the reported) [7], 1.739 and 1.220 Å. As a
consequence, bond angles and lengths of the title structure
are within normal ranges.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

x y z Uiso*/Ueq

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