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Syllabus

VMotivation

VBasic physical chemistry

VMeasuring electrostatic properties

VThe TK model

VBasic ideas of the PB

VConstant -pH computational methods

VPeculiar phenomena

VOther examples

(set of 3 lectures) 
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Motivation
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?Why???
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Intermolecular interactions

ὠ electronic repulsion +

+ charge transfer +

+ multipole -multipole electrical interaction +

+ induced multipole -multipole electrical interaction +

+ dispersion

All these terms depend on the molecular properties derived from 

the Schrödinger equation 

Protein interactions
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Protein electrostatics

ÁStructure/Folding

ÁHydration

ÁCatalysis

ÁBinding/Ionization

Perutz
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