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Abstract
C17H15BrCl2N2O2, monoclinic, P21/c (no. 14), a = 20.333(7) Å,
b = 11.226(5) Å, c = 7.843(3) Å, β = 99.651(8)°, V = 1764.8(12) Å3,
Z = 4, Rgt(F ) = 0.0464, wRref(F 2) = 0.1601, T = 173 K.

CCDC no.: 2265170

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

1 Source of materials

A mixture of 2-((4-bromo-2,6-dichlorophenyl)amino)benzoic
acid (3.59 g, 10 mmol), morpholine (1.11 g, 13 mmol), 2-(7-
azabenzotriazol-1-yl)-N,N,N′,N′-tetramethyluronium hexa-
fluorophosphate (HATU) (4.18 g, 11 mmol) and N,N-diisopro-
pylethylamine (2.58 g, 20 mmol) was dissolved in N,N-
dimethylformamide (20 mL). Themixture was stirred for 3 h

at room temperature, until the TLC indicated the reaction
was completed. The mixture was diluted with brine, and
then extracted with ethyl acetate (3 × 30 mL). The organic
phase was washed with brine (30 mL), dried with anhydrous
sodium sulfate, and then concentrated under pressure.
The title compound was separated by silica-gel column
chromatography with ethyl acetate-petroleum ether (30 %)
gradient solvent system. The target product was obtained
as a white solid. Yield: 83.8 %.

2 Experimental details

All hydrogen atoms were placed in idealized positions. Their
Uiso values were set to 1.2 Ueq of the parent atoms. The
structure was solved using ShelXT [2] and refined using
ShelXL [3] in OLEX2 software [4].

3 Comment

Morpholine derivatives find wide applications in the field of
medicinal chemistry as a key scaffold for the development of
various drugs. In addition, these derivatives are used as
important building blocks for the synthesis of heterocyclic
compounds with various biological activities, as highlighted
in recent academic publications [5, 6]. In this study, a novel
morpholine derivative was synthesized and characterized
by obtaining its single-crystal structure, providing valuable
insights for solid-state properties and potential applications,

Table : Data collection and handling.

Crystal: Colorless block
Size: . × . × .mm
Wavelength: Mo Kα radiation (. Å)
μ: .mm−

Diffractometer, scan mode: Bruker APEX-II, φ and 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 [, ], Olex []
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as reported in recent publications in the field of crystallog-
raphy [7–9].

The crystal structure of (2-((4-bromo-2,6-dichlorophenyl)
amino) phenyl)(morpholino)methanone has been determined
through single-crystal X-ray diffraction analysis.

The compound consists of the 2-((4-bromo-2,6-
dichlorophenyl)amino)phenyl and the (morpholino)meth-
anonemoieties. Themolecule adopts a non-planar geometry
with dihedral angle of 59.3° between the two substituted
benzene rings. The 4-bromo-2,6-dichlorophenyl moiety is
positioned at one end of the molecule and, forms intermo-
lecular interactions with neighboring molecules via π–π

interactions, similar to structures reported in literatures
[10–13].
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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