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halogenLbondingLrolemLaLwyTLinvestigationaLChemistrym-mAmEuropeanmJournalYL2015YLedYLkhhgZic 4.8 7
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9 PotentialLxnergyLSurfacesLforLReactionLvatalyzedLbyLζetalloenzymesLfromLQuantumLvhemicalL
vomputationsaLNATOmSciencemformPeacemandmSecuritymSeriesmA:mChemistrymandmBiologyYL2009YLejhZfdf 0.1 1

8 StructureLandLpropertiesLofLaLcopperZmediatedLnucleobaseLpairLfromLdensityLfunctionalLtheoryL
investigationaLInorganicamChimicamActaYL2016YLgheYLdlgZdlk 2.7 1

7 wehydrogenationLofLyormicLtcidLtoLvOeLandL•eLbyLζanganeseT–Uâ��vomplexmLTheoreticalL–nsightsLforL
zreenLandLSustainableLRouteaLCatalystsYL2021YLddYLdgd 4 1

6 OnLtheLxlectrochromicLPropertiesLofLuorepinsmLtLvomputationalLPredictionaLACSmOmegaYL2018YLfYLlhhiZlhif3.9 1

5 PhotophysicalLpropertiesLofLmethylLketoneLbasedLmultiZresponsiveLelectrochromicLmaterialsmLtL
theoreticalLinvestigationaLJournalmofmMolecularmLiquidsYL2021YLffkYLddihji 6 1

4 TheoreticalLinvestigationLonLbisarylselanylbenzoZeYdYfZselenadiazolesLasLpotentialLphotosensitizersL
inLphotodynamicLtherapyaLJournalmofmChemicalmPhysicsYL2021YLdhgYLckgddf 3.9 0

3 vombinedLmolecularLmechanicsYLmolecularLdynamicsLandLquantumLmechanicalLstudyLofL
TWUZmultifideneLstructureLandLconformationaLChemistrymandmEcologyYL2004YLecYLdhjZdih 2.3

2 wensityLyunctionalLTheoryLPerformanceLinLζetalLvontainingLSystemsL2003YLdddjZddfl

1 OnLtheLUseLofLwensityLyunctionalLTheoryLinLtheLStudyLofLζetalZβigandL–nteractionsaLSomeLStudiedL
vasesL2003YLdZdl

Tiziana Marino

8


