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Key indicators: single-crystal X-ray study; T = 293 K; mean �(C–C) = 0.003 Å;

R factor = 0.049; wR factor = 0.191; data-to-parameter ratio = 15.6.

In the title compound, C5H5NO3, the planar (maximum

deviation = 0.075 Å for the ring O atom) molecules form N—

H� � �O hydrogen bonds in a zigzag chain (C—O� � �N bond

angle ’ 140�) between glide-related molecules.

Related literature

For synthetic background, see: Warren et al. (1975); Rehberg

& Glass (1995). For related structures, see: Copley et al.

(2005); Parrish, Leuschner et al. (2009); Parrish, Tivitmahai-

soon et al. 2009).

Experimental

Crystal data

C5H5NO3

Mr = 127.1
Monoclinic, P21=n

a = 7.254 (3) Å
b = 6.683 (2) Å
c = 11.689 (5) Å

� = 98.11 (4)�

V = 561.0 (4) Å3

Z = 4
Mo K� radiation

� = 0.13 mm�1

T = 293 K
0.46 � 0.30 � 0.10 mm

Data collection

Bruker R3/V diffractometer
Absorption correction: none
1410 measured reflections
1294 independent reflections
910 reflections with I > 2�(I)

Rint = 0.012
3 standard reflections

every 97 reflections
intensity decay: none

Refinement

R[F 2 > 2�(F 2)] = 0.049
wR(F 2) = 0.191
S = 0.93
1294 reflections

83 parameters
H-atom parameters constrained
��max = 0.23 e Å�3

��min = �0.24 e Å�3

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

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

N3—H3� � �O6i 0.86 2.02 2.877 (3) 173

Symmetry code: (i) x � 1
2;�y þ 1

2; z � 1
2.

Data collection: XSCANS (Bruker, 1996); cell refinement:

XSCANS (Bruker, 1996); data reduction: XSCANS (Bruker, 1996);

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

program(s) used to refine structure: SHELXL97 (Sheldrick, 2008);

molecular graphics: SHELXTL (Sheldrick, 2008); software used to

prepare material for publication: SHELXTL (Sheldrick, 2008).
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Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: PV2197).
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