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Progrom TuesdoY t3l0tlâOtã
Amphithéotre 6ostout, Jordin du Phoro

The Moleculor 6. Electronic structure of High-Volent Nitrido complexes of

Monognese, Iron, ond Cobolt

Korstcn tlÂcYer

Understonding thø outer-volen ce electronic structure of metol-orgonic compounds

with density functionol theory ond mony-body perturbotion thøory.

L. Kronik

Binucleor co1per octive site: tyrosinosø vs' pMMO'

C. Belle,H. Jomet, M. Orio, R. Hordré, B' Foure, J' Simoon' M' Réglicr

Mognetostructurol correlotions in tetrohedrol tM(rrx(EPiPrz)zNlzl , M = Fe, Co, Ni;

E = S, 5e, ond octohedrol tMn(IIIX(OPPhrXOPPhr)Nlsl or trons-[Ni(IIX(OPPh'?)

(EPPhz)Nlz(sol)21, E = 5, 5ø; sol = dmf , thf ' dmso' complexes'

P. Kyritsis

Coffee breok ond grouP Picture

Nitrene rodicols' in the coordinotion sphere of cobolt complexes - chorocterizotion

ond reoctivitY'
ÂÂ. Goswomi, B. de Bruin, S. DeBeer, K' Roy

Fe(II) spin crossover complexes: Using l-substituted tetrozole ligands to tune the

spin tronsition ProPerties.
D. Mf¡ll"t, C. Knoll, M. Reissner,G.Giester,P' Weinberger'

Spect ros copy- constroi ned model I i n9 of meto I lo enzy mes'

D. A. Pontozis

On line monitoring of reoction intermediotes ond their kinetics using M5'

J. Roithovrí

Lunch (New Hotel of Morseille)

Spin stotes of myoglobin' fnsights from QM/MM ond MD'

J. HorveY

Non-empiricol prediction of the photophysicol ond mognetic properties of systems

with open d- ond f-shells'
C. A. Doul

Oz octivotion by Mn thiolote complexes'

iÂ. Gennori, D. Brozzolotto, C. Duboc

spin-crossover in cobolt(II) complexøs os o meons of switching organic ligonds from

o closed-shell to on open-shell stotø'

R. Doloi, M.Grof , H.-J. Krügcr

An ionizoble octive-site tryptophon imports cotalose octivity to o peroxidose core'

P. Vidossich, X. Corpeno ,P.Loewen, f' Fito, C' Roviro

MC meeting1ó:00-18:00


