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Abstract
C16H16FN3O, orthorhombic, Pbca (no. 61), a = 12.5936(10) Å,
b = 7.7308(9) Å, c = 29.568(3) Å, V = 2878.7(5) Å3, Z = 8,
Rgt(F ) = 0.0872, wRref(F 2) = 0.1893, T = 293 K.

CCDC no.: 2326065

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

In a 50 mL round-bottom flask equipped with a stopper,
1 mmol of 4-aminobenzohydrazide and 1 mmol of 4′-fluo-
ropropiophenone were added, along with 25 mL of anhy-
drous ethanol. Themixturewas stirred at room temperature

for 10 min. Subsequently, 3 drops of concentrated acetic acid
were added, and the mixture was heated to 50 °C with stir-
ring for 3 h. The solvent was evaporated using a rotary
evaporator to obtain the crude product. Afterwards, 80 mg of
the crude product was dissolved in a solvent mixture of
ethanol and water (v:v = 3:1). Once dissolved, the systemwas
left open at room temperature, allowing the solvent to
evaporate. During the evaporation process, the formation of
crystalline particles was observed.

2 Experimental details

The C–Hbond distanceswere constrained to be between 0.90
and 0.97 Åwith an isotropic displacement parameter (Uiso) of
1.5 times the equivalent isotropic displacement parameter
(Ueq) of carbon for methyl hydrogen atoms, and 1.2 times
Ueq(C) for all other hydrogen atoms.

3 Comment

Acylhydrazine is a derivative of hydrazine obtained through
acylation. Its pharmacological activities, including anti-
inflammatory, anti-tumor, and anti-tuberculosis properties
[5]. This is attributed to the presence of the methyleneimino
group (–NH–N=CH–) connected to the carbonyl group [6–9],
and many similar crystal structures were reported [10–13].
This article presents the crystal structure of (E)-4-amino-N ′-
(1-(4-fluorophenyl)propylidene)benzohydrazide, belonging to
the acylhydrazine derivative class.

Table : Data collection and handling.

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

Diffractometer, scan mode: SuperNova, 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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In the title compound, the dihedral angle between the
planes of the 4-fluorophenyl and 4-aminophenyl rings is 7.3°.
These rings make dihedral angles of 32.4° and 25.1°, respec-
tively, with the central hydrazide group.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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