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The title solvate, C7H6O4�C2H3N, comprises two molecules,

one acid and one solvent. The main molecules are arranged in

layers by a two-dimensional hydrogen-bond network. In this

way, channels are formed along the [100] axis, which are

occupied by tail-to-tail solvent molecules in a manner similar

to that observed previously in related structures. However, the

hydrogen bond between an acetonitrile N atom and one of the

hydroxyl groups is relatively normal, with an N� � �O separa-

tion of 2.8189 (10) Å. The placement of the solvent molecules

makes the whole structure unstable under ambient conditions.

Several minutes after removing the crystal from the mother

solution it became milky, which probably indicates release of

the solvent from the crystal structure.

Related literature

Related structures have been described, in which solvent

molecules fill channels generated by a supramolecular

arrangement (Aitipamula & Nangia, 2005; Gerkensmeier et

al., 1999).

Experimental

Crystal data

C7H6O4�C2H3N
Mr = 195.17

Monoclinic, P21=c
a = 6.3792 (6) Å

b = 10.4941 (8) Å
c = 13.7634 (12) Å
� = 99.4790 (14)�

V = 908.80 (14) Å3

Z = 4

Mo K� radiation
� = 0.11 mm�1

T = 120 (2) K
0.4 � 0.2 � 0.2 mm

Data collection

Nonius KappaCCD diffractometer
Absorption correction: none
9774 measured reflections

3948 independent reflections
3466 reflections with I > 2�(I)
Rint = 0.026

Refinement

R[F 2 > 2�(F 2)] = 0.045
wR(F 2) = 0.131
S = 1.05
3948 reflections
152 parameters

H atoms treated by a mixture of
independent and constrained
refinement

��max = 0.49 e Å�3

��min = �0.37 e Å�3

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

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

O1—H1� � �O3i 0.93 (2) 1.68 (2) 2.6056 (9) 174 (2)
O7—H7� � �O9ii 0.87 (2) 1.84 (2) 2.6878 (8) 164.8 (17)
O9—H9� � �N12 0.82 (2) 2.07 (2) 2.8189 (10) 153.0 (18)

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

2.

Data collection: KappaCCD Server Software (Nonius, 1997); cell

refinement: HKL (Otwinowski & Minor, 1997); data reduction:

DENZO–SMN and SCALEPACK (Otwinowski & Minor, 1997);

program(s) used to solve structure: SIR97 (Altomare et al., 1999);

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

molecular graphics: ORTEPII (Johnson, 1976); software used to

prepare material for publication: SHELXL97.

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: BH2117).
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