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In the title compound, 3,4-dioxo-2-(pyridinium-1-yl)cyclobut-

1-enolate, C9H5NO3, molecules are connected three-dimen-

sionally through nonclassical C—H� � �O and �–� interactions

[3.220 (3) Å] between the oppositely charged squarate and

pyridinium fragments. Classical hydrogen-bonding inter-

actions are not observed. In the unit cell, only half an

independent molecule is present and a twofold rotation axis

passes through the pyridinium ring and the opposite CO

group.

Related literature

For related literature, see: Chemla & Zyss (1987); Kolev et al.

(2001, 2002, 2004); Kolev, Wortmann et al. (2005); Kolev,

Yancheva et al. (2005); Schmidt et al. (1984); Uçar et al. (2005);

Wolff & Wortmann (1999).

Experimental

Crystal data

C9H5NO3

Mr = 175.14
Orthorhombic, Pbcn
a = 5.0654 (2) Å
b = 18.8003 (17) Å
c = 8.1609 (4) Å

V = 777.17 (9) Å3

Z = 4
Mo K� radiation
� = 0.12 mm�1

T = 290 (2) K
0.40 � 0.36 � 0.36 mm

Data collection

Enraf–Nonius CAD-4
diffractometer

Absorption correction: none
3425 measured reflections

942 independent reflections
559 reflections with I > 2�(I)
Rint = 0.070

3 standard reflections
frequency: 120 min
intensity decay: �5%

Refinement

R[F 2 > 2�(F 2)] = 0.053
wR(F 2) = 0.134
S = 1.03
942 reflections

63 parameters
H-atom parameters constrained
��max = 0.15 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

C4—HC4� � �O1i 0.94 2.36 3.036 (3) 129
C5—HC5� � �O2ii 1.01 2.64 3.218 (3) 116

Symmetry codes: (i) �x;�y þ 1;�z; (ii) x � 1
2; y � 1

2;�z þ 1
2.

Data collection: CAD-4 EXPRESS (Enraf–Nonius, 1994); cell

refinement: CAD-4 EXPRESS; data reduction: XCAD4 (Harms &

Wocadlo, 1995); program(s) used to solve structure: SHELXS97

(Sheldrick, 1997); program(s) used to refine structure: SHELXL97

(Sheldrick, 1997); molecular graphics: ORTEP-3 for Windows

(Farrugia, 1997) and Mercury (Bruno et al., 2002); software used to

prepare material for publication: WinGX (Farrugia, 1999).
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