
Extended Fe-4 butterfly complexes: theoretical analysis of
magnetic properties and magnetostructural maps
Submitted by Emmanuel Lemoine on Thu, 02/06/2014 - 11:10

Titre Extended Fe-4 butterfly complexes: theoretical analysis of magnetic properties and
magnetostructural maps

Type de
publication Article de revue

Auteur Gomez-Coca, S. [1], Cauchy, Thomas [2], Ruiz, E. [3]
Editeur Royal Society of Chemistry
Type Article scientifique dans une revue à comité de lecture
Année 2010
Langue Anglais
Numéro 20
Pagination 4832-4837
Volume 39
Titre de la
revue Dalton Transactions

ISSN 1477-9226

Mots-clés
basis-sets [4], binuclear complexes [5], crystal-structure [6], density-functional
calculations [7], exchange coupling-constants [8], iron(iii) cluster [9], polynuclear
complexes [10], single-molecule magnets [11], tetranuclear iron complex [12],
transition-metal-complexes [13]

Résumé en
anglais

The inclusion of additional metal atoms in Fe-4 butterfly complexes drastically
modifies their magnetic properties. Exchange interactions of a Fe4Y2 complex have
been calculated using theoretical methods based on density functional theory. The
calculated values are in good agreement with experimental data showing that the
change in the nature of bridging ligands induces a dramatic decrease of the
antiferromagnetic wing-body interaction while the body-body interaction between
the two central iron atoms is ferromagnetic. Finally, we propose a new tool to
facilitate the understanding of the magnetic properties in polynuclear iron
complexes. Magnetostructural maps allow us to correlate the calculated exchange
coupling constants with metal-metal distances for the dinuclear or polynuclear iron
complexes that we have studied.

URL de la
notice http://okina.univ-angers.fr/publications/ua2636 [14]

DOI 10.1039/b925699g [15]

Liens
[1] http://okina.univ-angers.fr/publications?f[author]=3362
[2] http://okina.univ-angers.fr/thomas.cauchy/publications
[3] http://okina.univ-angers.fr/publications?f[author]=3364
[4] http://okina.univ-angers.fr/publications?f[keyword]=5416
[5] http://okina.univ-angers.fr/publications?f[keyword]=5413

http://okina.univ-angers.fr/publications?f[author]=3362
http://okina.univ-angers.fr/thomas.cauchy/publications
http://okina.univ-angers.fr/publications?f[author]=3364
http://okina.univ-angers.fr/publications?f[keyword]=5416
http://okina.univ-angers.fr/publications?f[keyword]=5413
http://okina.univ-angers.fr/publications?f[keyword]=5415
http://okina.univ-angers.fr/publications?f[keyword]=5409
http://okina.univ-angers.fr/publications?f[keyword]=5409
http://okina.univ-angers.fr/publications?f[keyword]=5407
http://okina.univ-angers.fr/publications?f[keyword]=5414
http://okina.univ-angers.fr/publications?f[keyword]=5412
http://okina.univ-angers.fr/publications?f[keyword]=5412
http://okina.univ-angers.fr/publications?f[keyword]=5411
http://okina.univ-angers.fr/publications?f[keyword]=5410
http://okina.univ-angers.fr/publications?f[keyword]=5408
http://okina.univ-angers.fr/publications/ua2636
http://dx.doi.org/10.1039/b925699g


[6] http://okina.univ-angers.fr/publications?f[keyword]=5415
[7] http://okina.univ-angers.fr/publications?f[keyword]=5409
[8] http://okina.univ-angers.fr/publications?f[keyword]=5407
[9] http://okina.univ-angers.fr/publications?f[keyword]=5414
[10] http://okina.univ-angers.fr/publications?f[keyword]=5412
[11] http://okina.univ-angers.fr/publications?f[keyword]=5411
[12] http://okina.univ-angers.fr/publications?f[keyword]=5410
[13] http://okina.univ-angers.fr/publications?f[keyword]=5408
[14] http://okina.univ-angers.fr/publications/ua2636
[15] http://dx.doi.org/10.1039/b925699g

Publié sur Okina (http://okina.univ-angers.fr)

http://okina.univ-angers.fr

