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Abstract
C11H8O3, monoclinic, P21/c (no. 14), a = 8.6478(8) Å,
b = 5.2261(5) Å, c = 18.7921(18) Å, β = 94.518(3)∘,
V = 846.66(14) Å3, Z = 4, Rgt(F ) = 0.0419, wRref (F 2) = 0.1181,
T = 173 K.

CCDC no.: 2283734

The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list of
the atoms including atomic coordinates and displacement
parameters.

1 Source of materials

6–Hydroxy-2-naphthoic acid was commercially sourced
and was not purified further. An amount of 0.0635 g of
6-hydroxy-2-naphthoic acid (0.337 mmol) and 0.0670 g
4-aminoantipyrine (0.328 mmol) were dissolved in 5 mL of

a 50/50 (vol/vol) AP-grade methanol/1,2-dichloroethane
mixture. The mixture was stirred at 27 °C in a polytop vial.
The solution was left to evaporate slowly at room tempera-
ture, with the cap being left only slightly open. Colourless
plates formed after 3 days.

2 Experimental details

C-bound hydrogen atoms were located in the difference map
then positioned geometrically and were allowed to ride on
their respective parent atoms with thermal displacement
parameters 1.2 times of the parent C atom. The coordinates
and isotropic displacement parameters of the O-bound H
atoms involved in hydrogen bonding interactions were
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Table : Data collection and handling.

Crystal: Colourless plate
Size: . × . × .mm
Wavelength: Mo Kα radiation (. Å)
μ: .mm−

Diffractometer, scan mode: Bruker D Venture Microfocus Photon III,
ω

θmax, completeness: .°, >%
N(hkl)measured, N(hkl)unique, Rint: , , .
Criterion for Iobs, N(hkl)gt: Iobs >  σ(Iobs), 
N(param)refined: 

Programs: Bruker [], SHELX [, ], WinGX/ORTEP-
[, ], PLATON []
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allowed to refine freely. Diagrams and publication material
were generatedusingORTEP-3 [4],WinGX [5] and PLATON [6].

3 Comment

6–Hydroxy-2-naphthoic acid is used as a co-monomer of
meltable thermotropic co-polyestres of 4-hydrobenzoic acid
[7], as well as being used as a polymer material in polymeric
liquid crystals having high performance properties like
thermal stability [8].

6–Hydroxy-2-naphthoic acid crystallizes in the mono-
clinic P21/c space group and the asymmetric unit contains
one molecule of 6-hydroxy-2-naphthoic acid.

One polymorph of 6-hydroxy-2-naphthoic acid has
already been published (CCDC Identifier: JACDAV). In
the packing of the previously published polymorph, the
carboxylic acids hydrogen bond to each other via
COOH⋯COOH homosynthons and the phenol OH hydrogen
atoms bond to the anti-lone pair of the acid carbonyl of
adjacent atoms [9]. However, in the polymorph described in
this paper, the COOH group of each molecule is similarly
hydrogen bonded to an adjacent molecule via the
COOH⋯COOH homosynthon, but the hydroxyl group on
each molecule is hydrogen bonded by its hydrogen donor
atom to the oxygen acceptor atom of the hydroxyl group
of an adjacent molecule. In the crystal packing of the new
polymorph, the molecules arrange themselves in 2D sheets
with a 21 screw axis parallel to the b-axis and a glide plane
perpendicular to the b-axis.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
O . () . () . () . ()
H . () . () . () .*
O . () . () . () . ()
H . () . () . () .*
O . () . () . () . ()
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