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Abstract
C18H16Cl2N2O2S, monoclinic, P21/c (no. 14), a = 10.915(2) Å,
b = 11.801(2) Å, c = 14.059(3) Å, β = 90.10(3)°, V = 1810.9(6) Å3,
Z = 4, Rgt(F ) = 0.0585, wRref(F 2) = 0.1532, T = 293(2) K.

CCDC no.: 2368273

Table 1 contains crystallographic data and Table 2 contains
the list of the atoms including atomic coordinates and
displacement parameters.

1 Source of material

1.1 Experimental details

Single-crystal diffraction data were collected on a Nonius
CAD4 with a MoKα X-ray source (λ = 0.71073 Å). The crystal
structures were solved by using Olex2.1,2 The model was
solved with the ShelXT3 structure solution program and
further refinement with the ShelXL4 refinement package.
Hydrogen atoms on carbon atoms were placed in their
geometrically idealized positions. All carbon bound
hydrogen atomswere positioned geometrically. TheH atoms
were placed in idealized positions and treated as riding
on their parent atoms, with the d(C–H) = 0.96 Å (methyl) and
d(C–H) = 0.93 Å (aromatic). And Uiso(H) = 1.2 timesUiso(C) and
Uiso(H) = 1.5 times Uiso(O), respectively.

2 Comment

Etoricoxib is a specific inhibitor of cyclooxygenase-2,
employed for the management of osteoarthritis, rheuma-
toid arthritis, and acute gout attacks.1 In accordance with
the Biopharmaceutics Classification System (BCS), ETR falls
under Class II drugs, characterized by low bioavailability.5

Its poor aqueous solubility, coupled with a pronounced
pH-dependency, poses constraints on its clinical utilization.
Etoricoxib is an intriguing molecule, devoid of traditional
hydrogen bond donors, yet featuring potent electronegativity
from its pyridine nitrogen and sulfonyl oxygen atoms. To

Table : Data collection and handling.

Crystal: Colourless block
Size: . × . × .mm
Wavelength: MoKα radiation (. Å)
μ: .mm−

Diffractometer, scan mode: ω Nonius CAD,
θmax, completeness: .°, >%
N(hkl)measured, N(hkl)unique, Rint: , , .
Criterion for Iobs, N(hkl)gt: Iobs > σ(Iobs), ,
N(param)refined: 

Programs: Olex,, SHELX,
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date, several solid forms, including polymorphs, solvates,
cocrystals and salts, have been reported.6–11 To explore
more solid forms of ETR into a drug candidate, in this pa-
per, a new hydrochloride salt has been explored.

ETR–Bz crystallized in monoclinic, P21/c space group,
with four asymmetric units in a unit cell (Z = 4). Each
asymmetric unit contains one ETR+ cation and one Cl−

anion (Z′ = 1). As expected, intermolecular proton transfer
occurs from the chloride, forming charge-assisted hydrogen
bond, N2–H2⋯Cl2 (2.127 Å, 158.8°). The intermolecular

hydrogen bonding interactions reinforce the robustness and
stability of the solid state. The torsion angle [C4–C8–C12–C13]
of the pyridine ring of ETR is −0.905°. In general, all bond
lengths and angles are in the expected ranges in both
molecules.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () −. () . () . ()
H . −. . .*
C . () . () . () . ()
C . () −. () . () . ()
C . () . () . () . ()
H . . . .*
C . () −. () . () . ()
C . () −. () . () . ()
H . −. . .*
C . () −. () . () . ()
H . −. . .*
C . () −. () . () . ()
HA . −. . .*
HB −. −. . .*
HC −. −. . .*
Cl . () . () . () . ()
Cl . () . () . () . ()
N . () −. () . () . ()
N . () −. () . () . ()
H . . . .*
O . () . () . () . ()
O . () . () . () . ()
S . () . () . () . ()
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