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Abstract

[C19H2006], monoclinic, C2/c (no. 15), a = 22.467(2) A,
b =4.9925(5) A, ¢ = 15.8059(17) A, B = 108.500(1)°, V = 1681.3(3)
A%, Z = 4, Ry(F) = 0.0309, WR,er(F?) = 0.0852, T = 296(2) K.

CCDC no.: 2343334
Table 1 contains crystallographic data and Table 2 contains

the list of the atoms including atomic coordinates and
displacement parameters.

1 Source of materials

Dissolve methyl 4-hydroxybenzoate (4.56 g, 0.03 mol) in
acetonitrile (50 mL), add potassium carbonate (8.28g,
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Table 1: Data collection and handling.

Crystal: Colorless block

Size: 0.20 x 0.14 x 0.11 mm
Wavelength: Mo Ka radiation (0.71073 A)
u 0.10mm™"'

Diffractometer, scan mode:
Bmax, COMpleteness:
N(hkl)measured; N(hkl)unique: Rint:
Criterion for Iops, N(hkl)gy:
N(param)refined:

Programs:

Bruker APEX-II, ¢ and w

25.5°,>99 %

6087, 1556, 0.019

Iobs > ZU(Iobs)z 1337

116

Bruker [1], SHELX [2, 3], Diamond [4]

0.06 mol), stir at 120°C for an hour, and then add
1,3-dibromopropane (6.05 g, 0.3 mol) to react for 7 h. After
the reaction was detected by thin layer chromatogra-
phy(TLC), the acetonitrile solution was removed by steam
distillation and extracted with ethyl acetate. Removal of
ethyl acetate produced a colorless product. The product
was filtered and washed with water (10 mL) three times.
yield 45 % (based on methyl 4-hydroxybenzoate). The
product was dissolved in methanol, filtered, and the filtrate
was allowed to stand at room temperature. After one week,
the crystals were obtained.
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Table 2: Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (A?).

Atom X y z Uiso*/Ueq
a 0.17252 (6) 1.1051 (3) 0.18463 (8) 0.0476 (3)
H1 0.2076 1.2012 0.2180 0.057*
2 0.14566 (6) 0.9228 (3) 0.22618 (8) 0.0468 (3)
H2 0.1624 0.8962 0.2874 0.056*
a 0.09332 (5) 0.7772 (2) 0.17685 (7) 0.0407 (3)
c4 0.06890 (5) 0.8137 (3) 0.08525 (8) 0.0432 (3)
H4 0.0345 0.7143 0.0518 0.052*
(@) 0.09630 (5) 0.9998 (3) 0.04419 (8) 0.0427 (3)
H5 0.0798 1.0255 -0.0171 0.051*
c6 0.14799 (5) 1.1486 (2) 0.09290 (8) 0.0419 (3)
c7 0.17843 (6) 1.3512 (3) 0.05184 (8) 0.0453 (3)
c8 0.17555 (7) 1.5845 (3) -0.07893 (9) 0.0576 (4)
H8A 0.1777 1.7546 -0.0498 0.086*
H8B 0.1501 1.6006 -0.1403 0.086*
H8C 0.2171 1.5285 -0.0759 0.086*
(@] 0.01548 (6) 0.4489 (3) 0.17985 (8) 0.0470 (3)
HIA 0.0244 0.3335 0.1360 0.056*
H9B -0.0196 0.5641 0.1495 0.056*
c10 0.0000 0.2833 (4) 0.2500 0.0502 (4)
H10A° 0.0355 0.1687 0.2789 0.060*
H10B® -0.0355 0.1687 0.2211 0.060*
01 0.14815 (4) 1.38818 (19) —0.03498 (6) 0.0537 (3)
02 0.22529 (5) 1.4710 (2) 0.09164 (7) 0.0673 (3)
03 0.06945 (4) 0.60631 (18) 0.22494 (5) 0.0498 (3)

®Occupancy: 0.5.

2 Experimental details

All H atoms were included in calculated positions and
refined as riding atoms, with C-H = 0.90-0.97 A with
Uiso(H) = 1.5 Ueg(C) for methyl H atoms and 1.2 Ueq(C) for all
other H atoms.

3 Comment

Recently, the design and synthesis of metal-organic frame-
works (MOFs) has become one of the intense research activity,
not only owing to their intriguing variety of architectures, but
also because of their potential applications as catalysis, mo-
lecular sensing, nonlinear optical and fluorescent materials
[5-8]. Over the past few years, aromatic polycarboxylate li-
gands have been extensively employed in the synthesis of
MOFs because of their potential properties and intriguing
structural topologies [9]. The multifunctional organic ligands
play an important role in constructing MOFs with unique
structures and properties [10]. Fan et al. designed and synthe-
sized 3,3-Dihydr-oxy-4,4-(propane-1,3-diyldi-oxy)dibenzalde-
hyde ligand [11]. Forster et al. designed and synthesized a series
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of three- and hexa-armed benzene derivatives featuring lateral
benzoic ester and benzoic acid [12]. Qi et al. and Ma et al. re-
ported the synthesis and crystal structure of two derivativesof
ethylene-4,4'-di(oxybenzoic acid) [13, 14]. Hou et al. reported the
synthesis and crystal structure of diethyl 4,4-(butane-
1,4-diyldioxy)dibenzoate [15]. Deng et al. reported the synthesis
and crystal structure of 3,3-dimeth-oxy-4,4'-(propane-1,3-diyl-
dioxy)dibenzoic acid [16]. Recently, we also reported the syn-
thesis and crystal structure of p-hydroxybenzoic acid deriva-
tive methyl 3-methoxy-4-(2-methoxy-2-oxoethoxy)benzoate
[17]. We report herein the synthesis and crystal structure of
dimethyl 4,4-(propane-1,3-diylbis(oxy))dibenzoate.

In the molecules of the title structure bond lengths and
angles are very similar to those given in the literature [15, 16]. In
the title structure, the non hydrogen atoms of p-hydrox-
yphenylic acid in the title compound are approximately planar.
The dihedral angle formed by the C1-C6 phenyl plane and the
carboxlate group C7-01-02 plane is 4.7(8)° (upper part of the
Figure). The two benzene rings in the molecule are almost
perpendicular to each other, and the dihedral angle between
them is 89.288 (79)°. The torsion angles of C2-C3-03-C9, C4-C3-
03-C9, C3-03-C9-C10 and 03-C9-C10-CY(Symmetry code:
I =x, y, =z + 1/2) are 179.8(1)°, 0.3(2)°, -179.5(1)° and 60.9(1)°,
respectively. Weak intermolecular C-H---O hydrogen bonds
[C8-H8B.--03"(Symmetry code: ii: x, -y + 2, z — 1/2) 2544,
148.4°] connect two adjacent molecules into one-dimensional
chain (lower part of the Figure). In addition, there also exist
weak face-to-face - stacking interactions between the phenyl
rings, which contributes to the stability of the crystal structure.
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