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baseIpairImismatchWIMolecularWSimulationUI2006UI][UIdbfVdca 2 18

141 vmprovedIimplementationIandIapplicationIofItheIindividuallyIselectingIconfigurationIinteractionI
methodWIJournalWofWChemicalWPhysicsUI2005UIZ[[UIY[aZZY 3.9 18

140
TuningIOpticalI°ropertiesIbyIpontrolledInggregationgIrlectroluminescenceInssistedIbyI
ThermallyVnctivatedIqelayedIsluorescenceIfromIThinIsilmsIofIprystallineIphromophoresWIChemistryW
nWAWEuropeanWJournalUI2020UI[cUIZdYZcVZdY[Y

4.8 18

139 yichtinduziertesISchaltenIderIyeitfˆ⁄higkeitIvonIzOssImitIeingelagertemISpiropyranWIAngewandteW
ChemieUI2019UIZ]ZUIZ[YbVZ[ZY 3.6 18

138 oindingIpatternsIofIhomoVpeptidesIonIbareImagneticInanoparticlesgIinsightsIintoIenvironmentalI
dependenceWIScientificWReportsUI2017UIdUIZaYad 4.9 17

137 zachineIlearningIofIcorrelatedIdihedralIpotentialsIforIatomisticImolecularIforceIfieldsWIScientificW
ReportsUI2018UIeUI[bbf 4.9 17

136 oandVgapIengineeringIwithIaItwistgIsormationIofIintercalantIsuperlatticesIinItwistedIgrapheneI
bilayersWIPhysicalWReviewWBUI2015UIfZUI 3.3 17

135 °roteinIstructureIpredictionIbyIallVatomIfreeVenergyIrefinementWIBMCWStructuralWBiologyUI2007UIdUIZ[ 2.7 17

134 vnteractionVinducedIcollapseIofIaIsectionIofItheIsermiIseaIinItheIzigzagIuubbardIladderWIPhysicalW
ReviewWLettersUI2002UIeeUI[Zd[Y] 7.4 17

133 qisorderIinducedIquantumIphaseItransitionIinIrandomVexchangeIspinVZX[IchainsWIPhysicalWReviewW
LettersUI2002UIefUIZ[d[Y[ 7.4 17

132 rxperimentalIcharacterizationIandIsimulationIofIaminoIacidIandIpeptideIinteractionsIwithIinorganicI
materialsWIEngineeringWinWLifeWSciencesUI2018UIZeUIeaVZYY 3.4 16

131 éavelengthVgatedIphotoreversibleIpolymerizationIandItopologyIcontrolWIChemicalWScienceUI2020UI
ZZUI[e]aV[ea[ 9.4 15

130 yigandVlipidIandIligandVcoreIaffinityIcontrolItheIinteractionIofIgoldInanoparticlesIwithIartificialIlipidI
bilayersIandIcellImembranesWINanomedicine:WNanotechnologymWBiologymWandWMedicineUI2016UIZ[UIZaYfVZf 6 15

129 zodelingIloopIbackboneIflexibilityIinIreceptorVligandIdockingIsimulationsWIJournalWofWComputationalW
ChemistryUI2012UI]]UI[bYaVZb 3.5 14

128 vmpactIofIreceptorIconformationIonIinIsilicoIscreeningIperformanceWIChemicalWPhysicsWLettersUI2004UI
]fYUIbYYVbYb 2.5 14

127 zultireferenceIbasisVsetIreductionWIInternationalWJournalWofWQuantumWChemistryUI1996UIcYUIZ][bVZ]]Y 2.1 14

(1996-2010)
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126 nccuracyIofIbindingImodeIpredictionIwithIaIcascadicIstochasticItunnelingImethodWIProteins:W
StructuremWFunctionWandWBioinformaticsUI2007UIceUIZfbV[Ya 4.2 13

125 TripletIexcitonIdiffusionIinImetalorganicIphosphorescentIhostVguestIsystemsIfromIfirstIprinciplesWI
PhysicalWReviewWBUI2019UIffUI 3.3 12

124 °hotoleitfˆ⁄higkeitIinIqˆ…nnfilmenIzetallVorganischerIterˆ…steWIAngewandteWChemieUI2019UIZ]ZUIfcfZVfcfc 3.6 12

123 SingleVmoleculeIq–nIconductanceIinIwaterIsolutionsgI³oleIofIq–nIlowVfrequencyIdynamicsWI
ChemicalWPhysicsWLettersUI2009UIacdUI]cfV]da 2.5 12

122 sluctuationIanalysisIandIaccuracyIofIaIlargeVscaleIinIsilicoIscreenWIJournalWofWComputationalW
ChemistryUI2004UI[bUIZbceVdb 3.5 12

121 oreakdownIofItheIyuttingerIsumIruleIatItheIzottVuubbardItransitionIinItheIoneVdimensionalItIZIVItI[I
uubbardImodelWIEurophysicsWLettersUI2005UIcfUIcZcVc[[ 1.6 12

120 qesignableIelectronItransportIfeaturesIinIoneVdimensionalIarraysIofImetallicInanoparticlesgIzonteI
parloIstudyIofItheIrelationIbetweenIshapeIandItransportWIPhysicalWReviewWBUI2005UId[UI 3.3 12

119 pVqopingIofIpolystyreneIpolymersIwithIattachedIfunctionalIsideVgroupsIfromIsolutionWIJournalWofW
MaterialsWChemistryWCUI2017UIbUIddYVddc 7.1 11

118 yightVSwitchableIOneVqimensionalI°hotonicIprystalsIoasedIonIzOssIwithI°hotomodulatableI
³efractiveIvndexWIJournalWofWPhysicalWChemistryWLettersUI2019UIZYUIcc[cVcc]] 6.4 11

117 StructureIbasedIdesignIofIproteinIlinkersIforIzincIfingerInucleaseWIFEBSWLettersUI2013UIbedUI][]ZVb 3.8 11

116 nntiVinflammatoryIeffectIofIactiveInanofibrousIpolymericImembraneIbearingInanocontainersIofI
atorvastatinIcomplexesWINanomedicineUI2017UIZ[UI[cbZV[cda 5.6 11

115 vnfluenceIofIstructuralIdisorderIandIlargeVscaleIgeometricIfluctuationsIonItheIcoherentItransportIofI
metallicIjunctionsIandImolecularIwiresWIPhysicalWReviewWBUI2009UIeYUI 3.3 11

114 °robingIhotIspotsIonIproteinVproteinIinterfacesIwithIallVatomIfreeVenergyIsimulationWIJournalWofW
ChemicalWPhysicsUI2009UIZ]ZUIY]aZZa 3.9 11

113 nbIinitioImodelingIofIsteadyVstateIandItimeVdependentIchargeItransportIinIholeVonlyI˛–V–°qI
devicesWIAppliedWPhysicsWLettersUI2016UIZYfUI[a]]YZ 3.4 11

112 rffectsIofIhydrogenIionIirradiationIonIzincIoxideIetchingWIJournalWofWVacuumWScienceWandWTechnologyW
A:WVacuummWSurfacesWandWFilmsUI2017UI]bUIYbp]Y] 2.9 10

111 zultiscaleISimulationIofI°hotoluminescenceIQuenchingIinI°hosphorescentIOyrqIzaterialsWI
AdvancedWTheoryWandWSimulationsUI2020UI]UIZfYY[[[ 3.5 10

110 qisorderVdrivenIdopingIactivationIinIorganicIsemiconductorsWIPhysicalWChemistryWChemicalWPhysicsUI
2020UI[[UIZY[bcVZY[ca 3.6 10

109 vnvestigationIofItheIparallelItemperingImethodIforIproteinIfoldingWIJournalWofWPhysicsWCondensedW
MatterUI2005UIZdUISZcaZVSZcbY 1.8 10

Wolfgang Wenzel
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108 nI³oadmapIforITransformingI³esearchItoIvnventItheIoatteriesIofItheIsutureIqesignedIwithinItheI
ruropeanIyargeIScaleI³esearchIvnitiativeIonTTr³ńI[Y]YTWIAdvancedWEnergyWMaterialsU[ZY[deb 21.8 10

107 éavelengthVSelectiveISofteningIofIuydrogelI–etworksWIAdvancedWMaterialsUI2021UI]]UIe[ZY[Zea 24 10

106 teneralizedIoornIimplicitIsolventImodelsIforIsmallImoleculeIhydrationIfreeIenergiesWIPhysicalW
ChemistryWChemicalWPhysicsUI2017UIZfUIZcddVZceb 3.6 9

105 [cVagIpomputerVnidedIOptimizationIofIzultilayerIOyrqIqevicesWIDigestWofWTechnicalWPapersWSIDW
InternationalWSymposiumUI2018UIafUI]aYV]a[ 0.5 9

104
nIfluorescenceIpolarizationIassayIforItheIexperimentalIvalidationIofIanIinIsilicoImodelIofItheI
chemokineIpüpyeIbindingItoIreceptorVderivedIpeptidesWIPhysicalWChemistryWChemicalWPhysicsUI2014UI
ZcUIeY]cVa]

3.6 9

103 qifferentIinterfaceIorientationsIofIpentaceneIandI°TpqnIinduceIdifferentIdegreesIofIdisorderWI
NanoscaleWResearchWLettersUI2012UIdUI[ae 5 9

102 TemplateVfreeIproteinIstructureIpredictionIandIqualityIassessmentIwithIanIallVatomIfreeVenergyI
modelWIProteins:WStructuremWFunctionWandWBioinformaticsUI2009UIddUI]]YVaZ 4.2 9

101 zemoryIeffectsIinIelectrochemicallyIgatedImetallicIpointIcontactsWIAppliedWPhysicsWLettersUI2012UI
ZYYUI[Y]bZZ 3.4 9

100 zagnonVmagnonIinteractionsIinItheIspinV°eierlsIcompoundIputeO]WIPhysicalWReviewWBUI1997UIbbUIZbYaeVZbYb[3.3 9

99 nllVatomIdeInovoIproteinIfoldingIwithIaIscalableIevolutionaryIalgorithmWIJournalWofWComputationalW
ChemistryUI2007UI[eUI[bb[Ve 3.5 9

98 °redictiveIfoldingIofIaI˛†VhairpinIproteinIinIanIallVatomIfreeVenergyImodelWIEurophysicsWLettersUI2006UI
dcUIZbcVZc[ 1.6 9

97 TestIofItheIfrustratedIspinVclusterImodelItoIdescribeItheIlowVtemperatureIphysicsIofI–aä[ObWI
PhysicalWReviewWBUI2000UIc[UI³ZacZdV³Zac[Y 3.3 9

96 nctionI°lotsIinInctiongIvnVqepthIvnsightsIintoI°hotochemicalI³eactivityWIJournalWofWtheWAmericanW
ChemicalWSocietyUI2021UI 16.4 9

95 –sqvaphemIVITowardsIaI–ationalI³esearchIqataIvnfrastructureIforIphemistryIinItermanyWIResearchW
IdeasWandWOutcomesUcUI 2.5 9

94
ndsorptionIofIorganicImoleculesIonIcarbonIsurfacesgIrxperimentalIdataIandImolecularIdynamicsI
simulationIconsideringImultipleIprotonationIstatesWIJournalWofWColloidWandWInterfaceWScienceUI2021UI
befUIa[aVa]d

9.3 9

93 rnantiomericISeparationIofISemiconductingISingleVéalledIparbonI–anotubesIbyIncidIpleavableI
phiralI°olyfluoreneWIACSWNanoUI2021UIZbUIacffVadYf 16.7 9

92 ponductiveIzetalVOrganicIsrameworkIThinIsilmIuybridsIbyIrlectropolymerizationIofI
zonosubstitutedIncetylenesWIACSWAppliedWMaterialsWfamp;WInterfacesUI2020UIZ[UI]Yfd[V]Yfdf 9.5 8

91 °oweroorngInIoarnesVuutITreeIvmplementationIforInccurateIandIrfficientIoornI³adiiIpomputationWI
JournalWofWChemicalWTheoryWandWComputationUI2013UIfUIZaefVfe 6.4 8

(2013-)
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90 ×niqueIphenotypeIinIaIpatientIwithIpun³trIsyndromeWIInternationalWJournalWofWPediatricW
EndocrinologyWhSpringeriUI2011UI[YZZUIZZ 1.5 8

89 °roteinIStructureI°redictionIwithIStochasticIOptimizationIzethodsgIsoldingIandIzisfoldingItheI
äillinIueadpieceWILectureWNotesWinWComputerWScienceUI2004UIabaVaca 0.9 8

88 °hotocycloadditionsIinIdisparateIchemicalIenvironmentsWIChemicalWCommunicationsUI2020UIbcUIZaYa]VZaYac5.8 8

87 zolecularIandIrlectronicIStructureIofItheIplusterI₃nueQ°°h]ReβQ–O]R[WIEuropeanWJournalWofW
InorganicWChemistryUI2016UI[YZcUIfdbVfeZ 2.3 8

86 zodularIfunctionalizationIandIhydrogelIformationIredVshiftedIandIselfVreportingI₃[T[βI
cycloadditionsWIChemicalWCommunicationsUI2021UIbdUIeYbVeYe 5.8 8

85 poncomitantIpartialIexonIskippingIbyIaIuniqueImissenseImutationIofI³°Scxn]IcausesIpoffinVyowryI
syndromeWIGeneUI2016UIbdbUIa[Vd 3.8 7

84 nccurateImultireferenceIcalculationsIofItheIelectronicIstructureIofITis[IandITipl[WIChemicalWPhysicsW
LettersUI2005UIaZ]UIa[Vac 2.5 7

83 ToughUITransparentUI]qIprintableIandISelfVhealingI°olyethyleneItlycolVtelIQ°rtgelRWIAdvancedW
MaterialsUI2021UIe[ZYddfZ 24 7

82 rffectiveI°arallelizationIofI–onVbondedIvnteractionsIxernelIforIäirtualIScreeningIonIt°×sWI
AdvancesWinWIntelligentWandWSoftWComputingUI2011UIc]Vcf 7

81
sormationIandIdesorptionIofInickelIhexafluoroacetylacetonateI–iQhfacR[IonIaInickelIoxideIsurfaceI
inIatomicIlayerIetchingIprocessesWIJournalWofWVacuumWScienceWandWTechnologyWA:WVacuummWSurfacesW
andWFilmsUI2020UI]eUIYb[cY[

2.9 7

80 SamplingIofItheIconformationalIlandscapeIofIsmallIproteinsIwithIzonteIparloImethodsWIScientificW
ReportsUI2020UIZYUIZe[ZZ 4.9 7

79 oufferIvnfluenceIonItheInminoIncidISilicaIvnteractionWIChemPhysChemUI2020UI[ZUI[]adV[]bc 3.2 7

78 ZfVagIooostingIOyrqI°erformanceIwithInbVinitioIzodelingIofI³ollVoffIandIQuenchingI°rocessesWI
DigestWofWTechnicalWPapersWSIDWInternationalWSymposiumUI2019UIbYUI[bfV[c[ 0.5 6

77
StabilityIofIhexafluoroacetylacetoneImoleculesIonImetallicIandIoxidizedInickelIsurfacesIinI
atomicVlayerVetchingIprocessesWIJournalWofWVacuumWScienceWandWTechnologyWA:WVacuummWSurfacesWandW
FilmsUI2020UI]eUIY[[cZY

2.9 6

76 zeltdownJIyocalIueatingIbyIqecayingIrxcitedIuostI°ositiveI°olaronsITriggersInggregationI
QuenchingIinIolueI°hOyrqsWIChemPhysChemUI2018UIZfUI[fcZV[fcc 3.2 6

75 phargeIcarrierImobilityIandIelectronicIpropertiesIofInlQOpR]gIimpactIofIexcimerIformationWIBeilsteinW
JournalWofWNanotechnologyUI2015UIcUIZZYdVZb 3 6

74 SyvzgIanIimprovedIgeneralizedIoornIimplicitImembraneImodelWIJournalWofWComputationalWChemistryUI
2014UI]bUI[Y[dV]f 3.5 6

73 npplyingItheIextendedImoleculeIapproachItoIcorrelatedIelectronItransportgIvmportantIinsightIfromI
modelIcalculationsWIJournalWofWChemicalWPhysicsUI2010UIZ]]UIYZaZYe 3.9 6

Wolfgang Wenzel
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72 qeInovoIfoldingIofItheIq–nVbindingInTsV[IzincIfingerImotifIinIanIallVatomIfreeVenergyIforcefieldWI
AngewandteWChemieWnWInternationalWEditionUI2006UIabUIdd[cVe 16.4 6

71 °redictiveIandIreproducibledeInovoallVatomIfoldingIofIaI˛†VhairpinIloopIinIanIimprovedIfreeVenergyI
forcefieldWIJournalWofWPhysicsWCondensedWMatterUI2007UIZfUI[eb[Z] 1.8 6

70 uighIThroughputIinVsilicoIScreeningIagainstIslexibleI°roteinI³eceptorsWILectureWNotesWinWComputerW
ScienceUI2004UIacbVad[ 0.9 6

69 a]V]gInbVinitioISimulationIofIqopedIvnjectionIyayersWWIDigestWofWTechnicalWPapersWSIDWInternationalW
SymposiumUI2020UIbZUIc]YVc]] 0.5 6

68 zultiVmaterialI]qImicrostructuresIwithIphotochemicallyIadaptiveImechanicalIpropertiesWIJournalWofW
MaterialsWChemistryWCUI2020UIeUIZYff]VZZYYY 7.1 6

67
StructuralIandIqynamicIvnsightsIintoItheIponductionIofIyithiumVvonicVyiquidIzixturesIinI
–anoporousIzetalVOrganicIsrameworksIasISolidVStateIrlectrolytesWIACSWAppliedWMaterialsWfamp;W
InterfacesUI2021UIZ]UI[ZZccV[ZZda

9.5 6

66 yightVfueledIdynamicIcovalentIcrosslinkingIofIsingleIpolymerIchainsIinInonVequilibriumIstatesWI
ChemicalWScienceUI2020UIZ[UIZ]Y[VZ]ZY 9.4 6

65 vnterplayIofIstructuralIdynamicsIandIelectronicIeffectsIinIanIengineeredIassemblyIofIpentaceneIinIaI
metalVorganicIframeworkWIChemicalWScienceUI2021UIZ[UIaaddVaae] 9.4 6

64 qataIzanagementI°lansgItheIvmportanceIofIqataIzanagementIinItheIovtVzn°I°roject₃βSSWI
BatteriesWandWSupercapsU 5.6 6

63 poncentrationIdependentIenergyIlevelsIshiftsIinIdonorVacceptorImixturesIdueItoIintermolecularI
electrostaticIinteractionWIScientificWReportsUI2019UIfUIZ[a[a 4.9 5

62 qepositionIofIpalladiumInanoparticlesIonIselfVassembledUIzincVinducedItubulinImacrotubesIandI
sheetsWIJournalWofWNanoscienceWandWNanotechnologyUI2009UIfUIcebeVcb 1.3 5

61 TowardsIaItheoryIofIelectricalItransportIthroughIatomicIandImolecularIjunctionsWIPhaseWTransitionsUI
2004UIddUIZdbVZef 1.3 5

60 zultireferenceIcalculationsIofItheIelectronicIstructureIofIäs[IandIäpl[WIJournalWofWChemicalWPhysicsUI
2005UIZ[]UIZfaZZY 3.9 5

59 nnalyzingIqynamicalIqisorderIforIphargeITransportIinIOrganicISemiconductorsIviaIzachineI
yearningWIJournalWofWChemicalWTheoryWandWComputationUI2021UIZdUI]dbYV]dbf 6.4 5

58 q–nIoindingItoItheISilicagIpooperativeIndsorptionIinInctionWILangmuirUI2021UI]dUIbfY[VbfYe 4 5

57 zethodIforIaccurateIexperimentalIdeterminationIofIsingletIandItripletIexcitonIdiffusionIbetweenI
thermallyIactivatedIdelayedIfluorescenceImoleculesWIChemicalWScienceUI2020UIZ[UIZZ[ZVZZ[b 9.4 5

56 rncapsulationIofInubbIplustersIwithinISurfaceVSupportedIzetalâ��OrganicIsrameworksIforIpatalyticI
³eductionIofIaV–itrophenolWIACSWAppliedWNanoWMaterialsUI2021UIaUIb[[Vb[e 5.6 5

55 treenIlightIyrqIactivatedIligationIofIaIscalableUIversatileIchalconeIchromophoreWIPolymerWChemistry
UI2021UIZ[UIafY]VafYf 4.9 5

(2021-2006)
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54 phallengesIandIlimitsIofImechanicalIstabilityIinI]qIdirectIlaserIwritingWWINatureWCommunicationsUI
2022UIZ]UI[ZZb 17.4 5

53 ³ationalIqesignIofIvronIOxideIoindingI°eptideITagsWILangmuirUI2019UI]bUIead[VeaeZ 4 4

52 rxperimentalIandItheoreticalIstudyIofIphaseIseparationIinI₂n°cgpcYIblendsWIOrganicWElectronicsUI
2015UI[dUIZe]VZfZ 3.5 4

51 OpticalIandIrlectricalIzeasurementsI³evealItheIOrientationIzechanismIofIuomolepticI
vridiumVparbeneIpomplexesWIACSWAppliedWMaterialsWfamp;WInterfacesUI2020UIZ[UIbZdYfVbZdZe 9.5 4

50 °eptideIstructureIpredictionIusingIdistributedIvolunteerIcomputingInetworksWIJournalWofW
MathematicalWChemistryUI2012UIbYUIa[ZVa[e 2.1 4

49 nImethodIforItheIcalculationIofIrateIconstantsIfromIstochasticItransitionIpathsWIJournalWofWChemicalW
PhysicsUI2010UIZ][UIZYaZYa 3.9 4

48 soldingIpathIandIfunnelIscenariosIforItwoIsmallIdisulfideVbridgedIproteinsWIBiochemistryUI2009UIaeUIeZfbV[Yb3.2 4

47 oenchmarkIcalculationsIusingItheIindividuallyIselectingIconfigurationIinteractionImethodWI
MolecularWPhysicsUI2002UIZYYUIZeYdVZeZ[ 1.7 4

46 éorkflowIrngineeringIinIzaterialsIqesignIwithinItheIonTTr³ńI[Y]YITI°rojectWIAdvancedWEnergyW
MaterialsU[ZY[c]e 21.8 4

45 °hotocycloreversionsIwithinIsingleIpolymerIchainsWIPolymerWChemistryUI2020UIZZUIccZcVcc[] 4.9 4

44 nIcoarseVgrainedIxqyäOImodelIforIcolloidalIproteinVproteinIinteractionsWIPhysicalWChemistryW
ChemicalWPhysicsUI2021UI[]UIZ[deYVZ[dfa 3.6 4

43 zagneticIanisotropyIofIgrapheneIquantumIdotsIdecoratedIwithIaIrutheniumIadatomWIBeilsteinW
JournalWofWNanotechnologyUI2013UIaUIaaZVb 3 3

42 TransitionInetworkIbasedIonIequilibriumIsamplinggIaInewImethodIforIextractingIkineticIinformationI
fromIzonteIparloIsimulationsIofIproteinIfoldingWIJournalWofWChemicalWPhysicsUI2011UIZ]bUI[]bZYb 3.9 3

41 ponformationalIdependenceIofIq–nIballisticIconductivityWIJournalWofWChemicalWPhysicsUI2008UIZ[fUIZ]ZZYZ3.9 3

40 qeInovoIsoldingIofITwoVuelixI°otassiumIphannelIolockersIwithIsreeVrnergyIzodelsIandIzolecularI
qynamicsWIJournalWofWChemicalWTheoryWandWComputationUI2007UI]UIZZe]Vf[ 6.4 3

39 qeI–ovoIsoldingIofItheIq–nVoindingInTsV[I₂incIsingerIzotifIinIanInllVntomIsreeVrnergyIsorcefieldWI
AngewandteWChemieUI2006UIZZeUIdefYVdef[ 3.6 3

38 StericIplashIinItheISrTIqomainIofIuistoneIzethyltransferaseI–SqZIasIaIpauseIofISotosISyndromeI
andIvtsIteneticIueterogeneityIinIaIorazilianIpohortWIGenesUI2016UIdUI 4.2 3

37 TacticityIdependenceIofIsingleIchainIpolymerIfoldingWIPolymerWChemistryUI2020UIZZUI]a]fV]aab 4.9 3

Wolfgang Wenzel
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36 StructuralIdesignIofIpyreneVfunctionalizedITrz°OVcontainingIpolymersIforIenhancedI
electrochemicalIstorageIperformanceWIPolymerWChemistryUI2021UIZ[UI[ca]V[cbY 4.9 3

35 StructuralIoriginsIofItheIcohesiveIenergyIinImetalVterpyridineIoligomerIthinVfilmsWIPhysicalW
ChemistryWChemicalWPhysicsUI2017UIZfUI[dfb[V[dfbf 3.6 2

34 zultiscaleISimulationIofIOrganicIrlectronicsIäiaISmartISchedulingIofIQuantumIzechanicsI
pomputationsWIProcediaWComputerWScienceUI2016UIeYUIZ[aaVZ[ba 1.6 2

33 palculationIofItheIKabsoluteKIfreeIenergyIofIaI˛†VhairpinIinIanIallVatomIforceIfieldWIJournalWofW
ChemicalWPhysicsUI2013UIZ]fUIYbaZY[ 3.9 2

32 ponformationalIlandscapeIofItheIuväVä]IhairpinIloopIfromIallVatomIfreeVenergyIsimulationsWI
JournalWofWChemicalWPhysicsUI2008UIZ[eUIZYbZY] 3.9 2

31 TheIanisotropicIquantumIantiferromagnetIonItheISierpi¯�skiIgasketgItroundIstateIandI
thermodynamicsWIEuropeanWPhysicalWJournalWBUI2004UI]eUIafVbe 1.2 2

30 –egativeIdifferentialIconductanceIinIaIbenzeneVmolecularIdeviceWIPhysicaWE:WLownDimensionalW
SystemsWandWNanostructuresUI2003UIZeUI[aZV[a[ 3 2

29 mesoVTetrahydropyranylperoxidesgImolecularIstructuresIinIsolutionUIinItheIcrystalUIandIbyIqsTI
calculationsIandItheirIisomerizationItoItheIracemateWIJournalWofWOrganicWChemistryUI2003UIceUIb]]ZVe 4.2 2

28 qeI–ovoIpalculationIofItheIphargeIparrierIzobilityIinInmorphousISmallIzoleculeIOrganicI
SemiconductorsWWIFrontiersWinWChemistryUI2021UIfUIeYZbef 5 2

27
pomputingIphargingIandI°olarizationIrnergiesIofISmallIOrganicIzoleculesIrmbeddedIintoI
nmorphousIzaterialsIwithIQuantumInccuracyWIJournalWofWChemicalWTheoryWandWComputationUI2021UI
ZdUI]d[dV]d]e

6.4 2

26 vonicIliquidIgatingIofIsingleVwalledIcarbonInanotubeIdevicesIwithIultraVshortIchannelIlengthIdownI
toIZYInmWIAppliedWPhysicsWLettersUI2021UIZZeUIYc]ZYZ 3.4 2

25 sluorescentI–anozeoliteI³eceptorsIforItheIuighlyISelectiveIandISensitiveIqetectionIofI
–eurotransmittersIinIéaterIandIoiofluidsWIAdvancedWMaterialsUI2021UIe[ZYacZa 24 2

24 qeI–ovoISimulationIofIphargeITransportIthroughIOrganicISingleVparrierIqevicesWIJournalWofW
ChemicalWTheoryWandWComputationUI2021UIZdUIcaZcVca[[ 6.4 2

23 zultiparticleImovesIinIacceptanceIrateIoptimizedIzonteIparloWIJournalWofWComputationalWChemistryUI
2015UI]cUI[[]cVab 3.5 1

22 °erformanceIassessmentIofIdifferentIconstrainingIpotentialsIinIcomputationalIstructureIpredictionI
forIdisulfideVbridgedIproteinsWIComputationalWBiologyWandWChemistryUI2011UI]bUI[]YVf 3.6 1

21 StructuralIandIsunctionalIzimicryIofItheIoindingISiteIofIhńn°VééIqomainIforI°rolineVrichIyigandsWI
InternationalWJournalWofWPeptideWResearchWandWTherapeuticsUI2007UIZ]UI[abV[bY 2.1 1

20 nInewIligandIfieldIapproachItoIlinearItransitionImetalIdihalidesWIJournalWofWChemicalWPhysicsUI2006UI
Z[bUI]aZYc 3.9 1

19 nllVatomIfoldingIstudiesIofIaIq–nIbindingIproteinIinIaIfreeVenergyIforceIfieldWIJournalWofWPhysicsW
CondensedWMatterUI2007UIZfUI[eb[ZY 1.8 1

(2007-2021)
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18 phargeVinducedImodulationIofImagneticIinteractionsIinIaI₃[Iˆ�I[βImetalVorganicIgridIcomplexWI
InternationalWJournalWofWQuantumWChemistryUI2006UIZYcUIffaVZYYY 2.1 1
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