Terrodincimica e compostos e
coordenacdo
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1. Interacao Metal-Ligante

Iv'(solvat.) + I‘(solvat.) = Iv”‘(solvat.) + Solvente

AH = AH solvatagdo/dessolvatacio T AHgletrostatico T AHcovalente
Zy -Z, € Zci'cf'HiL
AH eletrostaico r AH covalente — H H
ML MM T L

cy = Coeficiente das fungdes de onda do metal
c, = Coeficiente das fung¢des de onda do ligante
Hy. = Integral de ressonancia

Hyw = Orbitais de fronteira do metal

H,, = Orbitais de fronteira do ligante
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DUROS: Lit, Na*, K*, Rb*, Cs* H,O, OH-, O,, ROH, RO", R,0
Be2*, Mg2*, Ca?*, Sr2*, BaZ* CH,COO", CO,%,NO;", PO,
Sc3*, La3t, Lu3*, Cr3*, Fe3*(s.a.), A%, In3*  SO,%, ClO,

Ce*, Th4, U4, Ti%*, Zr?*, Hf** R-SO;, CI, F

INTERMEDIARIOS: Fe?*, Co?*, Ni2*, Cu?*, Zn?* N5, N,, py, NO,", SO.2, Br-,
Rh3*, Ir3+, Ru3t, Os3*, Sb3*, Bi3* NCS

MOLES Cu*, Ag*, Au*, Hg*, TI*, Cd?*, Hg?*, H-, R, RS, I, NO*, CO, RNC,
CH,Hg* CN", C,H,, RsP, (RO,)P, R,As

[Co(CN):]*, [Fe(CN):]*;, Pd?*, Pt?*, Pt**, R,S, R,SO
RU2+, 052+
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AG(kcal/mol) | AH(kcal/mol) | AS(cal/mol.K)

"SCH,CH,OH

_CH,CH,00”

NCH,CH,N

/ H,CH, N
“OOCH,CH, CH,CH,00™

Metal duro prefere ligante duro (controle entrépico)
Metal mole prefere ligante mole (controle entdlpico —
EDTA por covaléncia)
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Relative abundance Fi of the ~SCN isomers of cis-[Ru(phen)(dcbH2)(NCS)Z2] for different reaction times and temperatures.

A.V. Muller & A.S. Polo Inorg. Chem. 2018, 57, 21, 13829-13839
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[Co(H,0)g]*"+ e — [Co(H,0).]* +1.83
[Co(NH,)]3*+ e —— [Co(NH,)g]?* +0.11
[Co(ox);]3+ e —> [Co(ox),]* +0.57
[Co(phen),]?*+ e — [Co(phen),]** +0.42

phen > NH; > H,0 > ox*
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