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Abstract
C26H18BrN3O2, monoclinic, P21/n (no. 14), a = 9.5191(14) Å,
b = 23.056(3) Å, c = 10.0556(15) Å, β = 95.470(3)°,
V = 2196.9(6) Å3, Z = 4, Rgt(F ) = 0.0640, wRref(F

2) = 0.1645,
T = 296(2) K.

CCDC no.: 2167367

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 displace-
ment parameters.

Source of material

All reagents were obtained from commercial sources
and used without further purification. The solution of
4-bromoaniline (2.0 mmol) and 1-phenyl-3-phenyl-4-
(2-furoyl)-5-pyrazolone (2.0 mmol) in ethanol (15 mL) was
refluxed for 7 h and the yellow precipitate was gradually
formed. After cooled to the room temperature, the mixture
was filtrated and the collected solid was washed with

Table : Data collection and handling.

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

Diffractometer, scan mode: Xcalibur, 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: CrysAlisPRO [], SHELX [],
WinGX/ORTEP [], PLATON
[]
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additional ethanol and dried in the air. Yellow block
crystals were obtained by evaporation of an ethanol/
dichloromethane (1:1) mixed solution for a few days.

Experimental details

The structure was solved by direct methods with the
SHELXS-2018 program [2]. The H atoms bonded to N3
atoms were located in difference maps and refined freely.
Other H atoms were placed in calculated positions, with
C–H = 0.93 for phenyl and furyl, 0.96 for methyl H atoms,
and refined as riding, with Uiso(H)values of 1.2 Ueq(C) for
phenyl and furyl H and 1.5eqU(C)for methyl H.

Comment

4-Heterocyclic acylpyrazolones are an interesting class
of β-diketones, containing a pyrazole-bearing chelating arm.
Therefore, their metal complexes are widely used for the
separationof transitionmetal elementswith similar properties
[5]. In our previous work, we have reported the Schiff bases
derived from 4-heterocyclic acylpyrazolones and its com-
plexes, which possess high antibacterial activation [6, 7]. In
order to further investigate the coordination abilities and the
behaviour of pyrazolone based ligands, we synthesized the
title compound derived from 1-phenyl-3-phenyl-4-(2-furoyl)-
5-pyrazolone (HPPFP), and its structure is reported here.

In the title crystal structure, atoms O1, C7, C8 and C16 of
the HPPFP moiety and atom N3 of 4-bromoaniline group are
coplanar, the largest deviationbeing0.003Å for atomO1. The
dihedral angle between this mean plane and pyrazole ring
(N1/N2/C9/C8/C7) of HPPFP is 3.63(2)°. The phenyl ring (C1–
C6) is twisted by 59.35(3)° with respect to a plane defined by
the pyrazole ring. The bond length of d(C16–C8) = 1.394 (3) Å
between the usual C–C and C=C bonds indicates the delo-
calization of the electrons because of the addition of a proton
toN3 ismore favorable to theO1 in the Fouriermap. The atom
O1ofHPPFPand theN3atomof the4-bromoaniline groupare
on the same side of C8–C16 bond, which are available for
complexationwithmetals. A strong intramolecular hydrogen
bond N3–H3A⋯O1 is also indicative of the enamine-keto
form. All bond lengths and angles are normal and compa-
rable with those found for related compounds [8, 9]. In the
crystal, molecules are linked via weak C–H⋯N and C–H⋯O
hydrogen bonds.

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

Atom x y z Uiso*/Ueq

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