Accepted Manuscript

Modulation in 7 - - - 7, cation- - - 7w and C-H- - -H-C interactions varying the
counter anions in square planar nickel(Il) Schiff base complex: A combined
experimental and theoretical study

Anik Bhattacharyya, Antonio Bauz4, Antonio Frontera, Shouvik Chattopadhyay

PIL: S0277-5387(16)30416-8

DOI: http://dx.doi.org/10.1016/j.poly.2016.08.047
Reference: POLY 12184

To appear in: Polyhedron

Received Date: 9 July 2016

Revised Date: 24 August 2016

Accepted Date: 27 August 2016

Please cite this article as: A. Bhattacharyya, A. Bauzd, A. Frontera, S. Chattopadhyay, Modulation in w - - - 7,
cation- - - w and C-H- - -H-C interactions varying the counter anions in square planar nickel(II) Schiff base complex:
A combined experimental and theoretical study, Polyhedron (2016), doi: http://dx.doi.org/10.1016/j.poly.
2016.08.047

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.poly.2016.08.047
http://dx.doi.org/10.1016/j.poly.2016.08.047
http://dx.doi.org/10.1016/j.poly.2016.08.047

Modulation in n--'m, cation-::mt and C-H-:-H-C interactions varying the
counter anions in square planar nickel(ll) Schiff base complex: A

combined experimental and theoretical study

Anik Bhattacharyya,® Antonio Bauza,” Antonio Frontera,” Shouvik Chattopadhyaya’*

*Department of Chemistry, Inorganic Section, Jadavpur University, Kolkata -700032, India.
bDepartament de Quimica, Universitat de les llles Balears, Crta. de Valldemossa km 7.5, 07122
Palma (Baleares), Spain.

e-mail: shouvik.chem@gmail.com Tel: +(91)33-2457-2941

Abstract: Two mononuclear square planar nickel(ll) complexes, [Ni(HL),](ClO4)> (1) and
[Ni(HL),]Cl,-2H,0 (2), [where HL = 3-(dimethylaminopropyliminomethyl)naphthalen-2-ol] have
been synthesised and characterized by elemental and spectral analysis. The structures have
been confirmed by single-crystal X-ray diffraction. In each complex, the Schiff base is present in
its zwitter ionic form. Interesting supra-molecular networks were generated through various
non-covalent forces. Density functional theory (DFT) calculations were employed to estimate
the contribution of each interaction in the formation of the assembly using several theoretical

models.
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