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Abstract
C25H37Cl2N5O6, triclinic, P1 (no. 2), a = 8.115(4) Å, b = 8.656(4) Å,
c = 22.641(9) Å, α = 81.344(9)°, β = 80.173(9)°, γ = 65.833(8)°,
V = 1423.9(10) Å3, Z = 2, Rgt (F ) = 0.0652, wRref (F 2) = 0.2010,
T = 173 K.

CCDC no.: 2294528

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

A mixture of 2-((2,6-dichloro-4-(3,5-dimethylisoxazol-4-yl)-
phenyl)amino) benzoic acid (3.76 g, 10mmol), pyrrolidine
(1.57 g, 11 mmol), 2-(7-azabenzotriazol-1-yl)-N,N,N′,N′-tetra-
methyluronium hexafluorophosphate (HATU) (4.18 g,
11 mmol) and N,N-diisopropylethylamine (2.58 g, 20 mmol)
was dissolved in N,N-dimethylformamide (25 mL). The
mixture 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 ac-
etate (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 dichloromethane-methanol (10 %) gradient solvent
system. The target product was obtained as a white solid.
Yield: 89.7 %.

2 Experimental details

The SHELXT [2] program was employed for the initial
structure solution, followed by refinement using full-matrix
least-squares procedures in SHELXL [3], within the OLEX2
program [4].

Table : Data collection and handling.

Crystal: Colourless needle
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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3 Comment

Benzamide is a type of aromatic amide containing a car-
boxylic acid group, commonly used for synthesizing a
variety of compounds. Halogen-substituted derivatives of
benzamide exhibit notable properties such as antipsy-
chotic, anticancer, and antiemetic effects, and show po-
tential for treating human tumors [5]. There are numerous
similar structures reported in literature [6–9]. This article
reports the comprehensive single crystal structure of a
newly identified benzamide compound.

In the molecular structure of the titled organic com-
pound, the piperazine hexagonal ring adopts a chair confor-
mation, while the five-membered ring of isoxazolidine
exhibits almost planar characteristics with the atoms lying in
the same plane. The dihedral angle of C2–C3–C5–O1 is only
1.0(3)°, indicating minimal torsion. The two benzene rings in
the molecule are non-coplanar and display evident torsion.
All bond lengths, bond angles, and dihedral angles in the
molecule fall within reasonable ranges, resembling similar
structures reported in the literature [10–15].

Within the molecule, a hydrogen bond (N2–HB⋯O2) is
formed, with a bond angle of 127.3(3)° and a bond length of
2.075(3) Å, which also contributes to the relatively small
dihedral angle (27.3(4)°) of N2–C12–C18–O2.Watermolecules
in the crystal structure are stabilized by hydrogen bonding

Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

C . () . () . () . ()
C . () . () . () . ()
C . () −. () . () . ()
C . () −. () . () . ()
C . () −. () . () . ()
C . () −. () . () . ()
C . () −. () . () . ()
C . () −. () . () . ()
C . () −. () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () −. () . () . ()
C . () −. () . () . ()
C . () −. () . () . ()
C . () −. () . () . ()
C . () −. () . () . ()
C . () −. () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C −. () . () . () . ()
Cl . () . () . () . ()
Cl . () −. () . () . ()
H . . . .*
HA . . . .*
HB . . . .*
HC . −. . .*
HD . . . .*
HE . −. . .*
HF . −. . .*
HG . −. . .*
HH . . . .*
HI . . . .*
HJ . −. . .*
HK . . . .*
HL . . . .*
HM . . . .*
HN . . . .*
HO . . . .*
HP −. . . .*
HQ . . . .*
HR . . . .*
HS . . . .*
HT −. . . .*
HU . . . .*
HV . −. . .*
HW . . . .*
HX −. . . .*
HAA −. . . .*
HY . . . .*

Table : (continued)

Atom x y z Uiso*/Ueq

HZ −. . . .*
HAA . . . .*
HAA . . . .*
HAA . −. . .*
HAA . −. . .*
HAA . −. . .*
N . () −. () . () . ()
N . () −. () . () . ()
N . () . () . () . ()
N . () . () . () . ()
N −. () . () . () . ()
O . () −. () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
HA . . . .*
HB . . . .*
O . () . () −. () . ()
HA . . −. .*
HB . . −. .*
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interactions with hydrogen atoms in the organic compound,
as well as with other water molecules.
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