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Abstract 

Abstract 

Dehydroacetic acid (DHA) is a rapidly growing area of research due to the important role it 

has played in the development of coordination chemistry [1]. The latter has attracted the 

attention of many research teams around the world, both at the academic and industrial levels. 

This can be mainly associated with the importance and diversity of applications of this type of 

compound [2, 3]. A recent literature study reveals that the reactions of DHA and its 

derivatives with different reagents such as metal ions can provide versatile routes for the 

synthesis of a wide variety of biologically active compounds [4, 5]. In our work, two 

transition metal complexes formed with mixed ligands are synthesized and characterized. To 

compare the effect of metal ions on some biological activities, a theoretical virtual screening 

study was performed to explain the inhibitory potential of our complexes using an automated 

software [6]. The results obtained show that the nature of the metal ion plays an important 

role in the binding affinity of the selected complexes-targets by comparing the binding energy 

and the inhibition constant of the two coordination compounds. 

Keywords: DHA, metal complexes, mixed ligands, biological activities, virtual screening. 

Références bibliographiques 
1.ABDELDJEBAR, Hasnia, AIT-RAMDANE-TERBOUCHE, Chafia, TERBOUCHE, Achour, et al. Exploring Schiff base 

ligand inhibitor for cancer and neurological cells, viruses and bacteria receptors by homology modeling and molecular 

docking. Computational Toxicology, 2022, p. 100231. 
2. MARIR, Amel, MOUAS, Toma Nardjes, ANAK, Barkahem, et al. Cobalt (II), Nickel (II) and Zinc (II) complexes based 

on DHA: Synthesis, X-ray crystal structure, antibacterial activity and DFT computational studies. Journal of Molecular 

Structure, 2020, vol. 1217, p. 128353. 
3. FURER, Victor Lvovich, VANDYUKOV, Alexandr, NOMEROTSKAYA, Ekaterina, et al. Study of the dehydroacetic 

acid homolog by IR, Raman spectroscopy, and DFT. 2022. 
4.SALEHI, Mehdi, GALINI, Masumeh, KUBICKI, Maciej, et al. Synthesis and characterization of new cobalt (III) and 

nickel (II) complexes derived from acetylacetone and 2-aminopyridine: A new precursor for preparation of NiO 

nanoparticles. Russian Journal of Inorganic Chemistry, 2019, vol. 64, no 1, p. 18-27. 
5. TEIMURI-MOFRAD, Reza, RAHIMPOUR, Keshvar, et GHOLIZADEH, Mohammad. Design, synthesis, characterization 

and fluorescence property evaluation of dehydroacetic acid-based chalcones. Journal of the Iranian Chemical Society, 2020, 

vol. 17, no 5, p. 1103-1109 
6. FERREIRA, Leonardo G., DOS SANTOS, Ricardo N., OLIVA, Glaucius, et al. Molecular docking and structure-based 

drug design strategies. Molecules, 2015, vol. 20, no 7, p. 13384-13421. 
 

 

Code CCP11 

C
o

m
m

u
n

ic
at

io
n

s 
A

ff
ic

h
ée

s 

mailto:abdeldjebar_hasnia@yahoo.com

