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AH for Complex Formation

M*+ DB18C6 —> M+**DB18C6
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with alkali metal 1ons

Pedersen’s Study
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Crystal Structure

NateDB18C6 K*+DB18C6
(Cambridge Structural Database)
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This Study
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Experimental
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UV Spectra of K*-DB18C6
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UV Spectra of M DB18C6
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Exciton Splitting
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UV Spectra of M DB18C6
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IR Spectra of M*-DB18C6
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The Number of Conformers
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Structure of M*-DB18C6 (M = Li, Na)
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Structure of M DB18C6 (M = K, Rb, Cs)
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Structure of M DB18C6 (M = K, Rb, Cs)
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Fragment Ion Intensity
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UV Spectra of M*«B15C5
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The Number of Conformers

Lit 2 2 2
Na* 1 3 2
K+ 3 2 1
Rb* 3 1 1
Cs* 3 1 1
(monomer) 3a 4b e

aZwier and co-workers, J. Phys. Chem. A, 2009, 113, 8055.
YEbata and co-workers, Sensors, 2010, 10, 3519.
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Structure of 1:1 Complexes
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Calculated Binding Energy

Binding Energy (eV)
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Structural Parameters
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Structural Parameters
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Structural Parameters
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log K
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Relation between Complex Structure and Selectivity
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Relation between Complex Structure and Selectivity
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Relation between Complex Structure and Selectivity
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Energy

Relation between Complex Structure and Selectivity

Li*sS, + CE Li*CE*S,
NZ0  —
IAG, | << |AG,)|
n=oo ..
AGwI
K\
IS Z VI

T —7)URIC 3RITHICERD BEN
BEEOHEBEERNNSLED



AH / kJ mol!
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AG / kJ mol™!
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log K

Relation between Complex Structure and Selectivity
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Relation between Complex Structure and Selectivity
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