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Key indicators: single-crystal X-ray study; T = 90 K; mean �(C–C) = 0.001 Å; R factor =

0.035; wR factor = 0.105; data-to-parameter ratio = 14.3.

The title compound, C13H10N
+�C7H4NO4

��H2O or (acrH)+-

(pydcH)��H2O, is a monohydrate of acridinium cations and a

mono-deprotonated pyridine-2,6-dicarboxylic acid. The struc-

ture contains a range of non-covalent interactions, such as O—

H� � �O, O—H� � �N and N—H� � �O hydrogen bonds, as well as

�–� stacking [range of centroid–centroid distances =

3.4783 (5)–3.8059 (5) Å]. The N—H� � �O hydrogen bond

between the donor acridinium cation and the carboxylate

acceptor is particularly strong. The average separation

between the �-stacked acridinium planes is 3.42 (3) Å.

Related literature

For structures of acridinium salts, see: Aghabozorg et al.

(2010); Attar Gharamaleki et al. (2010); Derikvand et al. (2009,

2010); Shaameri et al. (2001); Tabatabaee et al. (2009).

Experimental

Crystal data

C13H10N
+�C7H4NO4

��H2O Mr = 364.35

Triclinic, P1
a = 7.4842 (3) Å
b = 8.6850 (3) Å
c = 13.0305 (4) Å
� = 100.266 (3)�

� = 93.851 (2)�

� = 97.766 (2)�

V = 822.16 (5) Å3

Z = 2
Mo K� radiation
� = 0.11 mm�1

T = 90 K
0.32 � 0.23 � 0.17 mm

Data collection

Bruker SMART APEXII
diffractometer

Absorption correction: multi-scan
(SADABS; Sheldrick, 1996)
Tmin = 0.966, Tmax = 0.982

11632 measured reflections
4403 independent reflections
4034 reflections with I > 2�(I)
Rint = 0.011

Refinement

R[F 2 > 2�(F 2)] = 0.035
wR(F 2) = 0.105
S = 1.07
4403 reflections

308 parameters
All H-atom parameters refined
��max = 0.48 e Å�3

��min = �0.20 e Å�3

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

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

O4—H4A� � �O5 0.869 (17) 1.958 (17) 2.7604 (10) 152.9 (16)
O4—H4A� � �N2 0.869 (17) 2.182 (17) 2.6646 (10) 114.6 (14)
O5—H5A� � �O1 0.849 (18) 2.016 (18) 2.8421 (10) 164.0 (16)
O5—H5B� � �O2i 0.845 (18) 2.134 (18) 2.9255 (10) 155.8 (16)
N1—H1� � �O2 1.031 (17) 1.555 (18) 2.5859 (9) 178.6 (16)

Symmetry code: (i) x þ 1; y; z.

Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT

(Bruker, 2009); data reduction: SAINT; program(s) used to solve

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

structure: SHELXL97 (Sheldrick, 2008); molecular graphics: XP in

SHELXTL (Sheldrick, 2008); software used to prepare material for

publication: SHELXL97.

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: HG2777).
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