Modeling properties of the chromophore from the green fluorescent protein
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CASSCF(12,11)/cc-pVDZ approach
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The shape of the excited state potential energy
surface along the torsion angles is essential
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Geometry parameters have been optimized by
using the QM/MM technique
QM:PBE0/6-316(d); MM:Amber
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Model 1

, In the protein we consider two possible models :
he neutral form coulg not be for the GFP chromophore: oth forms (neutral 0'& cationic) ‘
ocated . A Model 1: the neutral/anionic pair ake observed :
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CONCLUSION:
the NEUTRAL form absorbs and
the CATIONIC form emits
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Modeling cis-trans isomerization of the anionic form of the GFP chromophore in the gas phase and aqueous solution
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