
Methyl 2,6-dihydroxy-3-nitrobenzoate

Vijayakumar N. Sonar,a M. Venkatraj,a Sean Parkinb and
Peter A. Crooksa*

aDepartment of Pharmaceutical Sciences, College of Pharmacy, University of

Kentucky, Lexington, KY 40536, USA, and bDepartment of Chemistry, University of

Kentucky, Lexington, KY 40506, USA

Correspondence e-mail: pcrooks@email.uky.edu

Received 30 May 2007; accepted 11 June 2007

Key indicators: single-crystal X-ray study; T = 210 K; mean !(C–C) = 0.002 Å;
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Crystals of the title compound, C8H7NO6, were obtained by
the reaction of methyl 2,6-dihydroxybenzoate with nitric acid
and crystallization of the product from ethyl acetate. In the
molecule, the nitro group is essentially coplanar with the
attached benzene ring [O—N—C—C = 5.2 (3)!] indicating
conjugation with the "-electron system. The methoxy group of
the ester group is cis with respect to the ortho-nitrohydroxyl
group. The crystal structure is stabilized by intra- and
intermolecular hydrogen bonds. The ortho-nitrohydroxy
group forms an intramolecular hydrogen bond with the nitro
group and the para-nitrohydroxy group forms an intra-
molecular hydrogen bond with the ester carbonyl function.
In addition, there is intermolecular hydrogen bonding
between the ortho-nitrohydroxyl of one molecule and the O
atom of para-nitrohydroxyl of another molecule.

Related literature

For related literature, see: Wilson (1992).

Experimental

Crystal data

C8H7NO6

Mr = 213.15
Monoclinic, P21=c
a = 3.8681 (2) Å
b = 18.3596 (5) Å
c = 12.0186 (9) Å
# = 91.682 (2)!

V = 853.15 (8) Å3

Z = 4
Mo K$ radiation
% = 0.15 mm"1

T = 210 (2) K
0.25 # 0.22 # 0.05 mm

Data collection

Nonius KappaCCD diffractometer
Absorption correction: multi-scan

(SCALEPACK; Otwinowski &
Minor, 1997)
Tmin = 0.965, Tmax = 0.993

7208 measured reflections
1922 independent reflections
1277 reflections with I > 2!(I)
Rint = 0.045

Refinement

R[F 2 > 2!(F 2)] = 0.050
wR(F 2) = 0.146
S = 1.03
1922 reflections

139 parameters
H-atom parameters constrained
!&max = 0.37 e Å"3

!&min = "0.22 e Å"3

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

D—H$ $ $A D—H H$ $ $A D$ $ $A D—H$ $ $A

O3—H3$ $ $O2 0.83 1.84 2.5636 (16) 145
O3—H3$ $ $O4i 0.83 2.28 2.8816 (15) 129
O3—H3$ $ $N1 0.83 2.43 2.8797 (19) 115
O4—H4$ $ $O5 0.83 1.76 2.5028 (16) 148

Symmetry code: (i) x" 1;"yþ 1
2; zþ 1

2.

Data collection: COLLECT (Nonius, 1999); cell refinement:
SCALEPACK (Otwinowski & Minor, 1997); data reduction:
DENZO-SMN (Otwinowski & Minor, 1997); program(s) used to
solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to
refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics:
XP in SHELXTL (Sheldrick, 1995); software used to prepare
material for publication: SHELXL97 (Sheldrick, 1997) and local
procedures.

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: LH2413).
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K ( L +<4*}g+>c
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