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Key indicators: single-crystal X-ray study; T = 298 K; mean �(C–C) = 0.003 Å;

R factor = 0.038; wR factor = 0.094; data-to-parameter ratio = 17.1.

The asymmetric unit of the title compound, (C13H11N2)2-

[Cu(C7H3NO4)2]�3H2O or (9-aminoAcr)[Cu(pydc)2]�3H2O,

contains a Cu(pydc)2 (pydc = pyridine-2,6-dicarboxylate)

anion, two protonated 9-aminoacridine (9-aminoAcr)+

counter-ions and three uncoordinated water molecules. The

anion contains a six-coordinated Cu(II) atom within a

distorted octahedral geometry. Non-covalent interactions i.e.

N—H� � �O and O—H� � �O hydrogen bonds and inter-

molecular �–� contacts between the pyridine rings

[centroid–centroid distance = 3.7773 (13) Å] and acridine

rings [centroid–centroid distance = 3.4897 (13), 3.7784 (14)

and 3.8627 (15) Å] result in the formation of a three-

dimensional network.

Related literature

For related structures, see: Aghabozorg et al. (2008, 2010);

Eshtiagh-Hosseini et al. (2010); Tabatabaee et al. (2009). An

independent determination of the title compound is reported

in the preceeding paper by Derikvand et al. (2010).

Experimental

Crystal data

(C13H11N2)2[Cu(C7H3NO4)2]�3H2O
Mr = 838.27
Triclinic, P1
a = 10.921 (2) Å
b = 13.299 (3) Å
c = 14.008 (3) Å
� = 102.09 (3)�

� = 103.96 (3)�

� = 105.38 (3)�

V = 1820.6 (9) Å3

Z = 2
Mo K� radiation
� = 0.67 mm�1

T = 298 K
0.38 � 0.30 � 0.25 mm

Data collection

STOE IPDS II diffractometer
Absorption correction: numerical

[shape of crystal determined
optically (X-RED32 and
X-SHAPE; Stoe & Cie, 2005)]
Tmin = 0.787, Tmax = 0.849

21686 measured reflections
9767 independent reflections
7989 reflections with I > 2�(I)
Rint = 0.027

Refinement

R[F 2 > 2�(F 2)] = 0.038
wR(F 2) = 0.094
S = 1.03
9767 reflections
571 parameters

H atoms treated by a mixture of
independent and constrained
refinement

��max = 0.25 e Å�3

��min = �0.38 e Å�3

Table 1
Hydrogen-bond geometry (Å, �).

D—H� � �A D—H H� � �A D� � �A D—H� � �A

O1W—H1WA� � �O7 0.87 (4) 1.98 (4) 2.832 (2) 167 (4)
O1W—H1WB� � �O4i 0.74 (4) 2.14 (4) 2.877 (3) 175 (4)
O2W—H2WA� � �O8ii 0.84 (3) 1.98 (3) 2.820 (3) 174 (3)
O2W—H2WB� � �O8 0.84 (4) 1.98 (4) 2.810 (3) 174 (4)
O3W—H3WA� � �O2iii 0.79 (3) 2.01 (3) 2.787 (3) 169 (3)
O3W—H3WB� � �O2W iv 0.84 (3) 1.89 (3) 2.730 (3) 175 (3)
N3—H3B� � �O6 0.83 (2) 1.88 (2) 2.716 (2) 179 (3)
N4—H4B� � �O1W v 0.89 (3) 2.09 (3) 2.938 (3) 158 (2)
N4—H4C� � �O8v 0.77 (3) 2.27 (3) 2.972 (2) 152 (3)
N5—H5B� � �O3W 0.80 (2) 1.91 (2) 2.703 (2) 173 (2)
N6—H6A� � �O2vi 0.87 (2) 1.97 (2) 2.819 (2) 164 (2)
N6—H6B� � �O5 0.83 (3) 2.11 (3) 2.888 (2) 158 (2)

Symmetry codes: (i) �x þ 1;�y þ 1;�z þ 1; (ii) �x þ 1;�y þ 2;�z þ 1; (iii)
x; y; z þ 1; (iv) �x þ 2;�y þ 2;�z þ 2; (v) x þ 1; y; z þ 1; (vi)
�x þ 2;�y þ 1;�z þ 1.

Data collection: X-AREA (Stoe & Cie, 2005); cell refinement: X-

AREA; data reduction: X-AREA; program(s) used to solve structure:

SHELXS97 (Sheldrick, 2008); program(s) used to refine structure:

SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for

Windows (Farrugia, 1997); software used to prepare material for

publication: WinGX (Farrugia, 1999).
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Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: VM2039).
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