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Abstract
C16H17N3O, monoclinic, P21/n (no. 14), a = 8.2818(6) Å,
b = 17.0495(10) Å, c = 10.2429(7) Å, β = 98.980(6)°,
V = 1428.58(17) Å3, Z = 4, Rgt(F ) = 0.0629, wRref(F 2) = 0.1461,
T = 293 K.

CCDC no.: 2256120

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 this experimental procedure, 4-aminobenzohydrazide
(0.17 g, 1 mmol) and 2′-methylacetophenone (0.13 g, 1 mmol)
were added to a 50 mL round-bottom flask along with 25 mL
absolute alcohol and 3 drops of glacial acetic acid. The
mixture was stirred at 50 °C for 10 min resulting in a yellow

solution. Subsequently, the mixture was left to stir for
additional 5 h. The solvent was evaporated to dryness uti-
lizing a rotary evaporator. The productwas then dissolved in
aminimal quantity of hot ethanol and cooled slowly to room
temperature.

2 Experimental details

The crystal structurewas elucidated through SHELXT [2] and
afterward refined using the SHELXL software [3]. Aniso-
tropic refinement was conducted for all non-hydrogen
atoms, while hydrogen atoms were situated at calculated
positions and refined isotropically.

3 Comment

The N-acylhydrazone moiety has demonstrated versatility
in facilitating the development of biologically active
compounds, which underscores its potential as a significant
structural motif for drug discovery [5, 6]. Research involving
single crystal structures has provided insight into the
conformation of these compounds in relation to the C=N
double bond, showcasing cis or trans arrangements, as
well as intramolecular hydrogen bonds [7–10].

The compound denoted by the title is found to crystallize
in the monoclinic space group P21/n, containing two mole-
cules within a unit cell. Through analysis of the bond lengths
in the aromatic ring, it was found that these bond lengths
were typical for similar compounds [11]. The molecule

Table : Data collection and handling.

Crystal: Colourless 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: CrysAlisPRO [], SHELX [, ], Olex []
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exhibits a Z-configuration with respect to the C=N double
bond, which is similar to other N-acylhydrazone derivatives.
Moreover, it was observed that the molecular structure
adopts a non-planar conformation with a dihedral angle of
47.1° between the two aromatic rings. Additionally, it was
determined that the dihedral angle between the amino-
phenyl and the acylhydrazone group is 27.9°, while the
dihedral angle between the (o-tolyl)ethylidene and the
acylhydrazone group is 66.4°.

The crystal packing of this compound is primarily
stabilized by intermolecular hydrogen bonding interactions
N3–H3A⋯O1 involving the azyl group and the oxygen atom

of the acylhydrazone group. The hydrogen bond length is
1.99(3) Å, and the bond angle is 179(3)°, forming a network
within the crystal structure similar as other acylhydrazone
derivatives [12–14].
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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