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Crystals of the title compound, C14H11NO6, were obtained by
the reaction of benzyl 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 = 176.75 (11)!], indi-
cating conjugation with the "-electron system. The benzyloxy
group of the ester group is cis with respect to the 2-hydroxy
group. The crystal structure is stabilized by intra- and
intermolecular hydrogen bonds. The 2-hydroxy group forms
an intramolecular hydrogen bond with the nitro group, and the
6-hydroxy group forms an intramolecular hydrogen bond with
the ester carbonyl function. In addition, there is inter-
molecular hydrogen bonding between the 2-hydroxy group
of one molecule and the O atom of the 6-hydroxy group of
another molecule.

Related literature

For related literature, see: Herrmann (1989); Rushcig et al.
(1973). For standard bond-length data, see: Allen et al. (1987).

Experimental

Crystal data

C14H11NO6

Mr = 289.24
Monoclinic, P21=c
a = 10.0050 (3) Å

b = 6.1633 (2) Å
c = 20.1048 (6) Å
# = 97.5817 (12)!

V = 1228.90 (7) Å3

Z = 4

Mo K$ radiation
% = 0.12 mm"1

T = 90.0 (2) K
0.30 # 0.25 # 0.08 mm

Data collection

Bruker Nonius KappaCCD area-
detector diffractometer

Absorption correction: multi-scan
(SCALEPACK; Otwinowski &
Minor, 1997)
Tmin = 0.964, Tmax = 0.990

5320 measured reflections
2791 independent reflections
2280 reflections with I > 2!(I)
Rint = 0.017

Refinement

R[F 2 > 2!(F 2)] = 0.041
wR(F 2) = 0.114
S = 1.03
2791 reflections

192 parameters
H-atom parameters constrained
!&max = 0.29 e Å"3

!&min = "0.27 e Å"3

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

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

O3—H3$ $ $O1 0.84 1.81 2.5478 (12) 145
O3—H3$ $ $N1 0.84 2.42 2.8703 (14) 114
O3—H3$ $ $O1i 0.84 2.56 3.2469 (13) 139
O4—H4$ $ $O5 0.84 1.75 2.5034 (13) 148

Symmetry code: (i) "x;"y " 1;"zþ 1.

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 and local procedures.

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: LH2412).
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UFTS# F'#+$H!"F\& VYTEY $'GY$$
UFTSF F'#Y,+!"F\& V,TE, $'GY$$
UFTVF F'\+#G!"F,& VHTVG F'Y$YF!"FH&
S+TV# F'+++G!"FY& VHTEH^ $'GG$$
S+TE+ $'H\$$ VHTEHp $'GG$$
S\TV\ F'++HF!"FY& VGTVF$ F'+H%G!"FH&
S\TE\ $'H\$$ VGTVF\ F'+G#G!"F%&
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SYTV% F'#+$+!"F,& VF$TVFF F'+HG%!"FG&
S,TV% F'+#Y+!"FY& VF$TEF$ $'GY$$
S,TVH F'\Y$%!"FY& VFFTVF# F'+HH%!"FH&
VFTV, F'+G%%!"FH& VFFTEFF $'GY$$
VFTV# F'\F$G!"F%& VF#TVF+ F'+H%!"#&
V#TV+ F'\F\%!"FH& VF#TEF# $'GY$$
V+TV\ F'\F\\!"F%& VF+TVF\ F'+G$\!"FG&
V+TV% F'\H$G!"F%& VF+TEF+ $'GY$$
V\TVY F'\$#,!"FH& VF\TEF\ $'GY$$
VYTV, F'+,F\!"FG&

S#TUFTSF F#F'+,!"FF& S,TV%TV+ FF,'$#!"FF&
S#TUFTVF FFG'#\!"FF& S,TVHTVG F$%'GH!"F$&
SFTUFTVF FFG'\$!"F$& S,TVHTEH^ FF$'F
V#TS+TE+ F$G'Y VGTVHTEH^ FF$'F
V\TS\TE\ F$G'Y S,TVHTEHp FF$'F
V%TS,TVH FFY'Y%!"F$& VGTVHTEHp FF$'F
V,TVFTV# F#F',#!"F#& EH^TVHTEHp F$H'\
V,TVFTUF FF%'\%!"FF& VF$TVGTVF\ FFG'$F!"F#&
V#TVFTUF F#$'GF!"FF& VF$TVGTVH F#+'#Y!"FF&
S+TV#TVF F##'%\!"FF& VF\TVGTVH FF%'%+!"FF&
S+TV#TV+ FFG'$,!"FF& VGTVF$TVFF F#$'#,!"F#&
VFTV#TV+ FFH'#$!"FF& VGTVF$TEF$ FFG'G
V\TV+TV# FFH',G!"FF& VFFTVF$TEF$ FFG'G
V\TV+TV% FF%'#F!"FF& VF#TVFFTVF$ F#$',,!"F+&
V#TV+TV% F#\'F$!"FF& VF#TVFFTEFF FFG'%
S\TV\TVY FF,'\%!"FF& VF$TVFFTEFF FFG'%
S\TV\TV+ F##'$F!"FF& VF+TVF#TVFF FFG'#%!"F#&
VYTV\TV+ F#F'Y#!"F#& VF+TVF#TEF# F#$'\
V,TVYTV\ FFG'Y#!"F#& VFFTVF#TEF# F#$'\
V,TVYTEY F#$'# VF#TVF+TVF\ F#$'F+!"F#&
V\TVYTEY F#$'# VF#TVF+TEF+ FFG'G
VYTV,TVF F#$'\\!"F#& VF\TVF+TEF+ FFG'G
VYTV,TE, FFG'H VF+TVF\TVG F#$',%!"F+&
VFTV,TE, FFG'H VF+TVF\TEF\ FFG'%
SYTV%TS, F#F'H\!"FF& VGTVF\TEF\ FFG'%
SYTV%TV+ F##'F\!"FF&

S#TUFTVFTV, #'%+!"F%& V#TVFTV,TVY X$'GY!"FG&
SFTUFTVFTV, XF%,'%Y!"FF& UFTVFTV,TVY F%H'HF!"FF&
S#TUFTVFTV# XF%%'Y$!"FF& VHTS,TV%TSY XF'#$!"F%&
SFTUFTVFTV# +'$F!"FH& VHTS,TV%TV+ F%H',+!"F$&
V,TVFTV#TS+ XF%G'#\!"FF& V\TV+TV%TSY #'\,!"FH&
UFTVFTV#TS+ F'$F!"FG& V#TV+TV%TSY XF%H'$G!"F#&
V,TVFTV#TV+ $'GY!"FH& V\TV+TV%TS, XF%%'+H!"F$&
UFTVFTV#TV+ XF%H'HF!"FF& V#TV+TV%TS, #'$H!"FH&
S+TV#TV+TV\ XF%G'%$!"FF& V%TS,TVHTVG F%G'GG!"F$&
VFTV#TV+TV\ $'F#!"F%& S,TVHTVGTVF$ X+'$%!"F%&
S+TV#TV+TV% $'HY!"FH& S,TVHTVGTVF\ F%,'YG!"FF&
VFTV#TV+TV% XF%G'++!"FF& VF\TVGTVF$TVFF $'+!"#&
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V#TV+TV\TS\ F%H'GY!"FF& VHTVGTVF$TVFF F%G'GY!"F#&
V%TV+TV\TS\ XF'Y%!"FH& VGTVF$TVFFTVF# X$'#!"#&
V#TV+TV\TVY XF'#$!"FG& VF$TVFFTVF#TVF+ X$'F!"#&
V%TV+TV\TVY F%H'#H!"FF& VFFTVF#TVF+TVF\ $'\!"#&
S\TV\TVYTV, XF%H'GF!"FF& VF#TVF+TVF\TVG X$'+!"#&
V+TV\TVYTV, F'#!"#& VF$TVGTVF\TVF+ X$'F!"#&
V\TVYTV,TVF X$'F\!"FG& VHTVGTVF\TVF+ XF%G'%Y!"F#&

P(0'9Q,;R/9;0%Q,9A,#'(%GHN%OJ

3TE___! 3TE E___! 3___! 3TE___!
S+TE+___SF $'H\ F'HF #'Y\%H!"F#& F\Y
S+TE+___UF $'H\ #'\# #'H%$+!"F\& FF\

S+TE+___SF4 $'H\ #'Y, +'#\,G!"F+& F+G
S\TE\___SY $'H\ F'%Y #'Y$+\!"F+& F\H
a;DD1<9;!5*718b!"4&!XK)!X(XF)!XLyF'
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