
Lin Yuan, Shao-Wen Deng, Fang Liu and Zhong-Yan Li*

The crystal structure of (E)-N′-
(2-bromobenzylidene)-2-naphthohydrazide,
C36H26Br2N4O2

https://doi.org/10.1515/ncrs-2023-0208
Received April 28, 2023; accepted May 18, 2023;
published online June 1, 2023

Abstract
C36H26Br2N4O2, triclinic, P1 (no. 1), a = 8.700(5) Å,
b = 9.188(5) Å, c = 9.722(6) Å, α = 91.610(6)°, β = 91.436(6)°,
γ = 100.925(6)°, V = 762.4(8) Å3, Z = 1, Rgt(F ) = 0.0381,
wRref (F 2) = 0.1016, T = 296(2) K.

CCDC no.: 2263812

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

1 Source of material

2-Naphthohydrazide (1.86 g, 10 mmol) and 2-bromoben-
zaldehyde (1.85 g, 10 mmol) were dissolved in ethanol

(25 mL) and the mixture was refluxed for 6 h. The target
compound (3.2 g, yield 91 %) was collected by filtration
and washed with ethanol. The crystals of the product can
be obtained by recrystallization in ethanol.

2 Experimental details

All hydrogen atoms were identified in difference Fourier syn-
theses. The Uiso values of all hydrogen atoms were set to 1.2
Ueq(C).

Table : Data collection and handling.

Crystal: 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 [, ]
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3 Comment

Hydrazones are important Schiff base ligands with a wide
range of biological and pharmaceutical activities. Hydra-
zone compounds have been screened for antibacterial,
anti-tuberculosis, anti-cancer and antioxidant behavior
[4, 5]. The structure of hydrazone compounds has received
the attention of scientists [6–8].

In the crystal, the two crystallographically indepen-
dent molecules adopt an (E ) configuration across the C=N
bond, joining the hydrazide group and the benzene ring
(see the figure). The dihedral angle between rings C1–C10
and C13–C18 is 5.015(17)° and between rings C19–C28
and C31–C36 is 1.858(12)°. The two crystallographically
independent adjacent molecules are connected by
hydrogen bonds, and the hydrogen bond length of
O(1)…N(3)–H(1) is 2.05 Å and the hydrogen bond to the
next dimer is 2.08 Å to form a chain structure. The bond
lengths of C(1)–C(11), C(11)–O(1), C(11)–N(1), N(1)–N(2),
N(2)–C(12), C(12)–C(13) and C(14)–Br(1) are 1.485(7),
1.228(7), 1.346(7), 1.377(6), 1.280(7), 1.463(7) and 1.897(6)
respectively. The bond angles of C(11)–N(1)–N(2) and
C(12)–N(2)–N(1) are 118.3(4)° and 115.8(4)°. The bond angles
of C(1)–C(11)–N(1), C(1)–C(11)–O(1) and O(1)–C(11)–N(1) are
122.4(5)°, 120.6(5)° and 122.4(5)°. The geometric parameters
in the second molecule are very similar and fit with the
literature [9–11].
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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

Table : (continued)

Atom x y z Uiso*/Ueq

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