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Abstract
C15H10K2O6, orthorhombic, Pna21 (no. 33), a = 11.4410(13) Å,
b = 3.9881(5) Å, c = 32.465(4) Å, V = 1481.3(3) Å3, Z = 4,
Rgt(F ) = 0.0356, wRref(F 2) = 0.0918, T = 296.15 K.

CCDC no.: 2326610

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 displacement
parameters.

1 Source of materials

To a solution of potassium hydroxide (20 ml, 2 M),
4,4′-methylenebis(oxy)benzoic acid was added to form a
transparent solution. The corresponding single crystals
were obtained within a week by a slow evaporation.

2 Experimental details

The structure was solved by Direct Methods using the SHELX-
97 program incorporated into OLEX2. All the hydrogen atoms
were included in geometric positions and given thermal
parameters equivalent to 1.2 times those of the atom to
which they were attached [1–3].

3 Comment

The conformationally flexible carboxylates with long linear
backbones are popular bridging ligands for the assembly
of the entangled architectures, such as interpenetrations,
catenanes and rotaxanes. The 4,4′-methylenebis(oxy)ben-
zoic acid is characteristic of a segment of –O–C–O– chain,
which endows the two terminal carboxylate groups with
more flexibility for those entangled architectures [4–8]. In
the asymmetric unit K1 and K2 ions show a similar irregular
KO6 coordination geometry with two O atoms from one
carboxylate group and other four O atoms from four distinct

Table : Data collection and handling.

Crystal: Colourless block
Size: . × . × .mm
Wavelength: MoKα radiation (. Å)
μ: .mm−

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

Programs: BRUKER [], OLEX [], SHELX []
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carboxylate groups. K1–O4 and K2–O2 bond lengths are
3.132(5) and 3.064(5) Å, respectively. Other K–O distances
(K1–O11, K1–O12, K1–O23, K1–O24, K1–O3, K2–O35, K2–O36, K2–
O47, K2–O48, K2–O1) (symmetric codes: 11/2–X, 1/2 + Y, 1/2 + Z;
21/2–X, –1/2 + Y, 1/2 + Z; 31–X,–Y, 1/2 + Z; 41–X, 1–Y, 1/2 + Z; 51–X,
1–Y, –1/2 + Z; 61–X, –Y, –1/2 + Z; 71/2–X, 1/2 + Y, –1/2 + Z; 81/2–
X, –1/2 + Y, –1/2 + Z) range between 2.680(4) and 3.132(5) Å [9].
Apart from the chelation with one K ion, each carboxylate
group bridges additional four K ions. Thus, each 4,4′-meth-
ylenebis(oxy)benzoic acid serves as m10 linkers, which

results in a three-dimensional architecture. Notably, there
are extensive weak inter-ring π⋯π interactions among the
4,4′-methylenebis(oxy)benzoate molecules (centroid-centroid
distance: 3.998 Å).
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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