Accepted Manuscript

i AL
Journal of

MOLECULAR
STRUCTURE

A Hirshfeld surface analysis, supramolecular structure and magnetic properties of a
new Cu(ll) complex with the 4-amino-6-methoxypyrimidine ligand

W. Nbili, K. Kaabi, W. Ferenc, B. Cristovao, F. Lefebvre, Christian Jelsch, Cherif Ben
Nasr =

Pl S0022-2860(16)31057-2
DOI: 10.1016/j.molstruc.2016.10.016
Reference: MOLSTR 23017

To appear in:  Journal of Molecular Structure

Received Date: 25 June 2016
Revised Date: 4 October 2016
Accepted Date: 5 October 2016

Please cite this article as: W. Nbili, K. Kaabi, W. Ferenc, B. Cristovao, F. Lefebvre, C. Jelsch, C. Ben
Nasr, A Hirshfeld surface analysis, supramolecular structure and magnetic properties of a new Cu(ll)
complex with the 4-amino-6-methoxypyrimidine ligand, Journal of Molecular Structure (2016), doi:
10.1016/j.molstruc.2016.10.016.

This is a PDF file of an unedited manuscript that has been accepted for publication. As a service to

our customers we are providing this early version of the manuscript. The manuscript will undergo
copyediting, typesetting, and review of the resulting proof before it is published in its final form. Please
note that during the production process errors may be discovered which could affect the content, and all
legal disclaimers that apply to the journal pertain.


http://dx.doi.org/10.1016/j.molstruc.2016.10.016

A Hirshfeld Surface Analysis, supramolecular structure and magnetic
properties of a new Cu(ll) complex with the 4-amino-6-methoxypyrimidine
ligand

W. Nbili?, K. Kaabf, W. Fereng B. Cristova8, F. Lefebvré Christian Jelsch Cherif Ben
Nasr®

®Laboratoire de Chimie des Matériaux, Faculté désr8es de Bizerte, 7021 Zarzouna,
Tunisia.

® Department of General and Coordination ChemistayidCurie-Sklodowska University
Sqg.Maria Curie-Sktodowska 220-031 Lublin, Poland.

“Laboratoire de Chimie Organométallique de Surfa€@QMS), Ecole Supérieure de Chimie
Physique Electronique, 69622 Villeurbanne Cedeanée.
dCRM?, CNRS, Institut Jean Barriol, Université de LonejVandoeuvre les Nancy, France.

Abstract

A new Cu(ll) complex with the bridge bidentate gk 4-amino-6-
methoxypyrimidine, [Cu(6H;N3zO)(H>0O)(NGs),], has been prepared at room temperature and
characterized by single crystal X-ray diffractiomdalR spectroscopy. The compound
crystallizes in the monoclinic space group CRith lattice parametera = 17.783 (4)b =
11.131 (3)c =12.594 (3) Ap = 117.616 (3)°V = 2209.0 (9) A andZ = 8. The Cu(ll) cation
is hexa-coordinated, in distorted octahedral fashoy two nitrogen atoms of two 4-amino-6-
methoxypyrimidine ligands, one water oxygen atord #iree oxygen atoms of two nitrate
anions. In the atomic arrangement, the organimtigaand the 6-connected Cu centers are
linked with each other to give a 1-D corrugatedichianning along thé-axis direction. The
chains are interconnected via O—H---O, C—H---O, N—® hydrogen bonds to form a
three dimensional network. The analysis of contactshe Hirshfeld surface shows that the

crystal packing is driven mainly by the electrastatteractions: the coordination of Cu(ll) by
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