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Abstract
C16H15FN2O2, orthorhombic, P212121 (no. 19), a = 7.2516(6) Å,
b = 11.3780(9) Å, c = 17.1177(13) Å, V = 1412.36(19) Å3, Z = 4,
Rgt(F) = 0.0498, wRref(F 2) = 0.1201, T = 293 K.

CCDC no.: 2301106

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

The synthesis and crystallization of the title compound
were conducted following established laboratory pro-
tocols. In a 100 mL round-bottom flask, equippedwith a stir
bar and rubber septum, 4-fluorobenzohydrazide (0.15 g,
1 mmol) and 4-hydroxypropiophenone (0.15 g, 1 mmol)
were combined with 5 drops of glacial acetic acid. To this
mixture, 25 mL of absolute alcohol was added, and the
resulting solution was stirred for 10 min at 50 °C. The
stirring was continued for an additional 5 h to allow
completion of the desired reactions. Subsequently, the
solvent was evaporated to dryness using a rotary evapo-
rator, yielding the crude product. The crude product was
dissolved in a minimal amount of hot ethanol under
controlled heating conditions, and the solution was grad-
ually cooled to room temperature. During this cooling
process crystal formed.

2 Experimental details

The crystal structurewas solved in SHELXT [2] and refined in
SHELXL [3]. The crystal structure was visually represented
using the OLEX2 software package [4].

3 Comment

The benzohydrazide moiety has demonstrated its versatility in
the development of biologically active compounds, establishing

Table : Data collection and handling.

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

Diffractometer, scan mode:
θmax, completeness:

SuperNova, ω
.°, > %

N(hkl)measured, N(hkl)unique, Rint: , , .
Criterion for Iobs, N(hkl)gt: Iobs >  σ(Iobs), 
N(param)refined: 

Programs: CrysAlisPRO [], SHELX [, ], Olex []

*Corresponding author: Wenqiang Tang, Xianyang Key Laboratory of
Molecular Imaging and Drug Synthesis, School of Pharmacy, Shaanxi
Institute of International Trade & Commerce, Xianyang, Shaanxi, China,
E-mail: twqsxcq@163.com. https://orcid.org/0000-0001-5150-4549
Juanjuan Wen, School of Pharmacy, Shaanxi Institute of International
Trade & Commerce, Xianyang, 712046, Shaanxi, China; and School of
Chemistry and Chemical Engineering, Shaanxi Normal University, Xi’an
710119, Shaanxi, China
Langlang Liu, Shaanxi Baotashan Paint Co., Ltd., Xingping 713100, Shaanxi,
China
Bin Liu, Xianyang Key Laboratory ofMolecular Imaging andDrug Synthesis,
School of Pharmacy, Shaanxi Institute of International Trade & Commerce,
Xianyang, Shaanxi, China. https://orcid.org/0000-0003-2852-7739

Z. Kristallogr. - N. Cryst. Struct. 2023; 238(6): 1205–1207

Open Access. © 2023 the author(s), published by De Gruyter. This work is licensed under the Creative Commons Attribution 4.0 International License.

https://doi.org/10.1515/ncrs-2023-0404
mailto:twqsxcq@163.com
https://orcid.org/0000-0001-5150-4549
https://orcid.org/0000-0003-2852-7739


itself as a promising structural motif for drug discovery [5].
Previous single crystal structure studies have revealed that
these compounds can exhibit either cis or trans conforma-
tion around the C=N double bond, with intramolecular
hydrogen bond interactions occurring [6–9]. In this study,we
present a crystal structure, which exhibits a hydrogen
bonding network involving the hydroxy group and hydrazide
group.

The compound’s molecular configuration demon-
strates an E conformation with regards to the C7=N1 bond,
and exhibits torsion as evidenced by a dihedral angle of
56.7° between the two aryl rings. Within the crystal
structure, intermolecular interactions are formed via

O1–H1⋯O2 hydrogen bonds, arranging the molecules into
parallel sheets aligned with the bc plane. Supplementary
π⋯π interactions contribute to the formation of a three-
dimensional network. All bond lengths fall within typical
ranges and are consistent with those reported for similar
compounds [10–14].
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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A . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
F . () . () . () . ()
N . () . () . () . ()
N . () . () . () . ()
H . . . .*
O . () . () . () . ()
H . . . .*
O . () . () . () . ()
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