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In the title compound, {[Zn,(C;¢H41,05)(H,0),4]-2H,0},,, two
crystallographically independent Zn" atoms are each located
on a twofold rotation axis. Both Zn" atoms are in distorted
octahedral coordination geometries: one is coordinated by six
O atoms from four carboxylate groups, while the other is
coordinated by two carboxylate groups and four water
molecules. The tetracarboxylate ligand molecules connect
the Zn"' atoms, completing a three-dimensional metal-organic
framework. O—H---O hydrogen bonds link the metal-
organic framework with the uncoordinated water molecules.

Related literature

For related literature, see: Beringer et al. (1953); Cordes et al.
(2006); Garay et al. (2007); Noro et al. (2007); Qiu et al. (2007);
Wang et al. (2007); Weng et al. (2007); Williams et al. (2005).

H,O//Z"\\ OH,

Zn

Experimental

Crystal data

[Zn;(Cy6H,1,05)(H,0),]-2H,0
M, = 816.83

Monoclinic, C2

a =10.9466 (16) A

b =9.8135 (14) A

c=113913 (17) A

B =100.187 (3)°

Data collection

Bruker SMART APEX CCD arca-
dctector diffractometer

Absorption correction: numcrical
(SADABS; Bruker, 2000)

V=12044 (3) A®
Z=2

Mo Ko radiation
u=462mm™’
T=2952)K

0.40 x 0.30 x 0.20 mm

3279 mcasurcd reflections
2126 independent refiections
1767 reficctions with 7 > 20(/)
Rin = 0.040

Tomin = 0.20, Ty = 0.39

Refinement

R[F? > 20(F%)] = 0.052
wR(F?) = 0.088
§=097

2126 rcflections

155 paramcters

H-atom paramcters constrained

ApPmax = 1.07 ¢ A2

ApPmin = —1.01 ¢ A7

Absolute structure: Flack (1983),
870 Fricdcl pairs

1 restraint Flack paramcter: 0.00 (4)

Table 1 .

Hydrogen-bond geometry (A, ©).

D—H---A D—H H---A D---A D—H---A
O5—HSA---03" 0.85 235 3.074 (9) 144
O5—HS5A---01" 0.85 230 2.967 (9) 136
O5—HSB---07" 0.85 1.97 2.807 (15) 169
O6—H6A-.-03" 0.85 2.01 2.772 (10) 148
06—H6B---07 0.85 2.50 3.113 (16) 129
O7—H7B---04 0.85 223 2.910 (16) 137

Symmetry codes: (i) —x.y.—z+1; (i) x—Ly+Lz (i) x—Ly—%z (iv)

—x+iy+i-z+1.

Data collection: SMART (Bruker, 2000); cell refinement: SAINT
(Bruker, 2000); data reduction: SAINT; program(s) used to solve
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine
structure: SHELXL97 (Sheldrick, 2008); molecular graphics:
SHELXTL (Sheldrick, 2008); software used to prepare material for
publication: SHELXTL.
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Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: 1S2308).
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