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Figure 1. ORTEP plot llustrating the pentagonal bipyramidal geometry of the calcium atom in the title
compound. Selected bond distances and angles: Cal-O1 2.381(2), Cal-02' 2.368(2). Cal-02" 2.485(2).
Cal-07 2.373(2), Cal-O7" 2.498(2), Cal-O8' 2.377(2), Cal-Olw 2.377(3) A. O1-Cal-02' 105.5(1), Ol-
Cal-02" 145.9(1), O1-Cal-O7 81.4(1), Ol-Cal-O7" 74.1(1), O1-Cal-O8' 141.5(1), Ol-Cal-Olw 72.5(1).
02'-Cal-02" 84.0(1), 02'-Cal-O7 162.9(1). 02'-Cal-O7" 81.3(1), 02'-Cal-0O8' 82.2(1). 0O2'-Cal-Olw
89.2(1), 02"-Cal-O7 81.9(1), 02"-Cal-O7" 75.3(1), 02"-Cal-O8' 71.4(1), 02"-Cal-Olw 141.2(1), O7-
Cal-O7" 85.8(1), O7-Cal-0O8' 102.2(1), O7-Cal-Olw 107.8(1). O7"-Cal-O8' 144.0(1), O7"-Cal-Olw
141.3(1), O8'-Cal-Olw 69.9(1)°. Symmetry/translational code: r=x, | +p, 2.ii=05-x, 1.5-p, | -z

Comment
The calcium atom in the title compound 1s bonded to six 3,5-dinitrobenzoato groups through the carboxyl
oNygen atoms: the compound adopts a linear chain structure that propagates by two-fold screw axial

translations. The pentagonal bipyramidal geometry is completed by the water ligand. which forms two
relatively weak hydrogen bonds within the chain.  The 3,5-dimtrobenzolate anion bndges three caleium
atoms in a u-0,0,0" manner. In an carlier study on the cadmium complex. the 3.5-dinitrobenzoato entity
was found to chelate to the metal atom 1n the tetra(3,5-dimtrobenzoato)cadmate dianion. whose negative
charge 1s balanced by two sodium atoms [ 1].

Experimental

Ammonium hydroxide was added dropwise to a mixture of calcium nitrate tetrahydrate (1 mmol, 0.24 g).
3.5-dimtrobenzoic acid (2 mmol, 0.42 g) and water (10 ¢m?’). When all had dissolved. the solution was
filtered; slow evaporation of the solution gave colorless needles after two wecks. Caleulated (Found) tor
C1sHzCaN;Oy 3 € 35.04 (3501), [ 1.80 (1.68), N 11.76% (11.66%). IR (KBr disc. em™). 3639s. 3565m.
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3136w, 3110m, 3097w,

T

4

1620vs, 1584s, 1555s, 1530s,

927w. 913w, 799m. 725s, 7165, 538w.

Table 1. Crystal data for calcium bis(3,5-dinitrobenzoate) hydrate

Crystal Structure of Catena-[Aquabis(3,5-
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Figure 2. Plot of the polymeric structure projected on the a—¢ plane.
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