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k Paper IF Citations

123 TheKRoleKofKβon^vovalentK nteractionsKonKvlusterKyormationmKσentamerWK–examersKandK–eptamerK
ofKwifluoromethaneaKAngewandterChemieWK2021WKdffWKdjcfd^djcfi 3.6

122
tutomatedKσarameterizationKofKQuantumKMechanicallyKwerivedKyorceKyieldsKforKSoftKMaterialsKandK
vomplexKyluidsmKwevelopmentKandKValidationaKJournalrofrChemicalrTheoryrandrComputationWK2021WK
djWKgggl^ggig

6.4 2

121 TheKRoleKofKβon^vovalentK nteractionsKonKvlusterKyormationmKσentamerWK–examersKandK–eptamerK
ofKwifluoromethaneaKAngewandterChemier-rInternationalrEditionWK2021WKicWKdiklg^dikll 16.4 6

120 βoncovalentKinteractionsKinKcatecholbammonium^richKadhesiveKmotifsmKReassessingKtheKroleKofK
cation^ˇ�KcomplexesraKChemicalrPhysicsrLettersWK2021WKjjlWKdfkkdh 2.5 1

119 QuantumKandKsemiclassicalKdynamicalKstudiesKofKnonadiabaticKprocessesKinKsolutionmKachievementsK
andKperspectivesaKPhysicalrChemistryrChemicalrPhysicsWK2021WKefWKkdkd^kdll 3.6 7

118 σredictingKSpontaneousKπrientationalKSelf^tssemblymKwesignKofKMaterialsKwithKQuantumK
MechanicallyKwerivedKyorceKyieldsaaKJournalrofrPhysicalrChemistryrLettersWK2021WKegf^ehc 6.4 1

117  ronRsKWakemKTheKσerformanceKofKQuantumKMechanical^werivedKVersusKzeneral^σurposeKyorceK
yieldsKTestedKonKaK−uminescentK ronKvomplexaKMoleculesWK2020WKehWK 4.8 3

116
σredictingKfluorescenceKquantumKyieldsKforKmoleculesKinKsolutionmKtKcriticalKassessmentKofKtheK
harmonicKapproximationKandKtheKchoiceKofKtheKlineshapeKfunctionaKJournalrofrChemicalrPhysicsWK2020
WKdheWKchgdcj

3.9 18

115 TheKphenoxylKgroup^modulatedKinterplayKofKcation^ˇ�KandKˇ�^typeKinteractionsKinKtheKalkaliKmetalK
seriesaKPhysicalrChemistryrChemicalrPhysicsWK2020WKeeWKejdch^ejdec 3.6 5

114
tdiabatic^MolecularKwynamicsKzeneralizedKVerticalK–essianKtpproachmKtKMixedKQuantumKvlassicalK
MethodKToKvomputeKxlectronicKSpectraKofKylexibleKMoleculesKinKtheKvondensedKσhaseaKJournalrofr
ChemicalrTheoryrandrComputationWK2020WKdiWKdedh^defd

6.4 23

113 SequentialKuendingKandKTwistingKaroundKv^vKSingleKuondsKbyKMechanicalK−iftingKofKaKσre^tdsorbedK
σolymeraKNanorLettersWK2020WKecWKihe^ihj 11.5 6

112
tutomatedKparameterizationKofKquantum^mechanicallyKderivedKforce^fieldsKincludingKexplicitKsigmaK
holesmKtKpathwayKtoKenergeticKandKstructuralKfeaturesKofKhalogenKbondsKinKgasKandKcondensedK
phaseaKJournalrofrChemicalrPhysicsWK2020WKdhfWKcggdci

3.9 7

111
tccountingKforKVibronicKyeaturesKthroughKaKMixedKQuantum^vlassicalKSchememKStructureWKwynamicsWK
andKtbsorptionKSpectraKofKaKσeryleneKwiimideKwyeKinKSolutionaKJournalrofrChemicalrTheoryrandr
ComputationWK2020WKdiWKjcid^jcjj

6.4 7

110
uenchmarkingKvation^ˇ�K nteractionsmKtssessmentKofKwensityKyunctionalKTheoryKandKMˆ¶ller^σlessetK
Second^πrderKσerturbationKTheoryKvalculationsKwithKπptimizedKuasisKSetsKSmpeTKforKvomplexesKofK
uenzeneWKσhenolWKandKvatecholKwithKβaWKöWKRbWKandKvsaKJournalrofrPhysicalrChemistryrAWK2020WKdegWKfggh^fghl

2.8 12

109
tccurateKinteractionKenergiesKbyKspinKcomponentKscaledKMˆ¶ller^σlessetKsecondKorderKperturbationK
theoryKcalculationsKwithKoptimizedKbasisKsetsKSSvS^MσeTmKwevelopmentKandKapplicationKtoKaromaticK
heterocyclesaKJournalrofrChemicalrPhysicsWK2019WKdhcWKefgddf

3.9 6

108 TheKtbsorptionKSpectrumKofKzuanineKuasedKRadicalsmKaKvomparativeKvomputationalKtnalysisaK
ChemPhotoChemWK2019WKfWKkgi^khh 3.3 6

107
tKzeneralKTreatmentKtoKStudyKMolecularKvomplexesKStabilizedKbyK–ydrogen^WK–alogen^WKandK
varbon^uondKβetworksmKxxperimentKandKTheoryKofKSv–eyeTnrrrS–eπTmaKAngewandterChemieWK2019WK
dfdWKkheh

3.6
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106 TheK ntriguingKvaseKofKtheKπne^σhotonKandKTwo^σhotonKtbsorptionKofKaKσrototypicalKSymmetricK
SquarainemKvomparisonKofKTwwyTKandKWave^yunctionKMethodsaKChemPhotoChemWK2019WKfWKjjk^jlf 3.3 5

105
Short^KandK−ong^RangeKSolvationKxffectsKonKtheKTransientKUV^VisKtbsorptionKSpectraKofKaK
RuS  T^σolypyridineKvomplexKwisentangledKbyKβonequilibriumKMolecularKwynamicsaKJournalrofr
PhysicalrChemistryrLettersWK2019WKdcWKekkh^ekld

6.4 8

104
tKzeneralKTreatmentKtoKStudyKMolecularKvomplexesKStabilizedKbyK–ydrogen^WK–alogen^WKandK
varbon^uondKβetworksmKxxperimentKandKTheoryKofKSv–KyKTKrrrS–KπTaKAngewandterChemier-r
InternationalrEditionWK2019WKhkWKkgfj^kgge

16.4 17

103 voupledKclusterKstudyKofKtheKx^rayKabsorptionKspectraKofKformaldehydeKderivativesKatKtheKoxygenWK
carbonWKandKfluorineKö^edgesaKJournalrofrChemicalrPhysicsWK2019WKdhdWKcigdcj 3.9 18

102
wynamicalKandKxnvironmentalKxffectsKonKtheKπpticalKσropertiesKofKanK–eterolepticK
RuS  T^σolypyridineKvomplexmKtKMultilevelKtpproachKvombiningKtccurateKzroundKandKxxcitedKStateK
QM^werivedKyorceKyieldsWKMwKandKTw^wyTaKJournalrofrChemicalrTheoryrandrComputationWK2019WKdhWKhel^hgh

6.4 9

101
vomparisonKofKtheKresultsKofKaKmean^fieldKmixedKquantumbclassicalKmethodKwithKfullKquantumK
predictionsKforKnonadiabaticKdynamicsmKapplicationKtoKtheKSpiKpiK^UbnpiK^UTKdecayKofKthymineaK
TheoreticalrChemistryrAccountsWK2018WKdfjWKd

1.9 10

100 StructuralKandKmorphologicalKaspectsKofKsmallKfWh^disubstitutedKisoxazolesaKJournalrofrFluoriner
ChemistryWK2018WKeddWKeg^fi 2.1 7

99
TowardKaKgeneralKmixedKquantumbclassicalKmethodKforKtheKcalculationKofKtheKvibronicKxvwKofKaK
flexibleKdyeKmoleculeKwithKdifferentKstableKconformersmKRevisitingKtheKcaseKofK
eWeWe^trifluoro^anthrylethanolaKChiralityWK2018WKfcWKjfc^jgf

2.1 7

98  nteractionKxnergyK−andscapesKofKtromaticK–eterocyclesKthroughKaKReliableKyetKtffordableK
vomputationalKtpproachaKJournalrofrChemicalrTheoryrandrComputationWK2018WKdgWKhgf^hhi 6.4 17

97
tKcomputationalKstudyKofKtheKvibrationally^resolvedKelectronicKcircularKdichroismKspectraKofK
single^chainKtransoidKandKcisoidKoligothiophenesKinKchiralKconformationsaKPhysicalrChemistryr
ChemicalrPhysicsWK2018WKecWKedkig^edkkc

3.6 9

96
wevelopmentKandKValidationKofKQuantumKMechanicallyKwerivedKyorce^yieldsmKThermodynamicWK
StructuralWKandKVibrationalKσropertiesKofKtromaticK–eterocyclesaKJournalrofrChemicalrTheoryrandr
ComputationWK2018WKdgWKgkkg^glcc

6.4 16

95 SolventKeffectKonKtheKenergeticsKofKprotonKcoupledKelectronKtransferKinKguanine^cytosineKpairKinK
chloroformKbyKmixedKexplicitKandKimplicitKsolvationKmodelsaKChemicalrPhysicsWK2018WKhdhWKglf^hcd 2.3 2

94 MultistateKcoupledKquantumKdynamicsKofKphotoexcitedKcytosineKinKgas^phasemKβonadiabaticK
absorptionKspectrumKandKultrafastKinternalKconversionsaKChemicalrPhysicsWK2018WKhdhWKghe^gif 2.3 15

93
MixedKQuantumbvlassicalKMethodKforKβonadiabaticKQuantumKwynamicsKinKxxplicitKSolventKModelsmK
TheKˇ�ˇ�Ubnˇ�UKwecayKofKThymineKinKWaterKasKaKTestKvaseaKJournalrofrChemicalrTheoryrandrComputation
WK2018WKdgWKkec^kfe

6.4 20

92 wevelopingKaccurateKintramolecularKforceKfieldsKforKconjugatedKsystemsKthroughKexplicitKcouplingK
termsaKTheoreticalrChemistryrAccountsWK2018WKdfjWKd 1.9 20

91 QuantitativeKpredictionKandKinterpretationKofKspinKenergyKgapsKinKpolyradicalsmKtheKvirtualKmagneticK
balanceaKPhysicalrChemistryrChemicalrPhysicsWK2017WKdlWKlcfl^lcgg 3.6 3

90 xumelaninKbroadbandKabsorptionKdevelopsKfromKaggregation^modulatedKchromophoreKinteractionsK
underKstructuralKandKredoxKcontrolaKScientificrReportsWK2017WKjWKgdhfe 4.9 45

89 MagneticKgapsKinKorganicKtri^radicalsmKyromKaKsimpleKmodelKtoKaccurateKestimatesaKJournalrofr
ChemicalrPhysicsWK2017WKdgiWKdcgdcf 3.9 3
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88 vlassicalKyorceKyieldsKTailoredKforKQMKtpplicationsmK sK tKReallyKaKyeasibleKStrategyraKJournalrofr
ChemicalrTheoryrandrComputationWK2017WKdfWKgifi^gigk 6.4 41

87 xxcitonKuindingKxnergyKinKMolecularKTriadsaKJournalrofrPhysicalrChemistryrCWK2017WKdedWKdjckk^djclh 3.8 31

86
TheKshapeKofKtheKelectronicKcircularKdichroismKspectrumKofKSeWi^dimethylphenylTSphenylTmethanolmK
interplayKbetweenKconformationalKequilibriaKandKvibronicKeffectsaKPhysicalrChemistryrChemicalr
PhysicsWK2017WKdlWKfefgl^fefic

3.6 6

85 VibrationallyKresolvedKelectronicKspectraKincludingKvibrationalKpre^excitationmKTheoryKandK
applicationKtoKV σxRKspectroscopyaKJournalrofrChemicalrPhysicsWK2017WKdgjWKdigddi 3.9 17

84 βoncovalentK nteractionsKinKtheKvatecholKwimeraKBiomimeticsWK2017WKeWK 3.7 7

83 VibronicKapproachKtoKtheKcalculationKofKtheKdecayKrateKofKtheKphotoexcitedKcharge^transferKstateKofK
zuanineâ��vytosineKstackedKdimerKinKwaterKsolutionaKTheoreticalrChemistryrAccountsWK2016WKdfhWKd 1.9 2

82 TheoreticalKinvestigationKofKtheKbroadKone^photonKabsorptionKline^shapeKofKaKflexibleKsymmetricK
carbazoleKderivativeaKPhysicalrChemistryrChemicalrPhysicsWK2016WKdkWKeekkl^lch 3.6 13

81
Quantum^vlassicalKvalculationKofKVibronicKSpectraKalongKaKReactionKσathmKTheKvaseKofKtheKxvwKofK
xasilyK nterconvertibleKvonformersKwithKπppositeKvhiralKResponsesaKJournalrofrPhysicalrChemistryr
LettersWK2016WKjWKgkld^gklj

6.4 15

80
xlectronicKspectroscopyKofKaKsolvatochromicKdyeKinKwatermKcomparisonKofKstaticKclusterbimplicitKandK
dynamicalbexplicitKsolventKmodelsKonKstructuresKandKenergiesaKTheoreticalrChemistryrAccountsWK2016
WKdfhWKd

1.9 7

79 σredictingKlightKabsorptionKpropertiesKofKanthocyanidinsKinKsolutionmKaKmulti^levelKcomputationalK
approachaKTheoreticalrChemistryrAccountsWK2016WKdfhWKd 1.9 13

78
vomparingKclassicalKapproachesKwithKempiricalKorKquantum^mechanicallyKderivedKforceKfieldsKforK
theKsimulationKelectronicKlineshapesmKapplicationKtoKcoumarinKdyesaKTheoreticalrChemistryrAccountsWK
2016WKdfhWKd

1.9 18

77
VibronicKvouplingKxxplainsKtheKwifferentKShapeKofKxlectronicKvircularKwichroismKandKofKvircularlyK
σolarizedK−uminescenceKSpectraKofK–exahelicenesaKJournalrofrChemicalrTheoryrandrComputationWK
2016WKdeWKejll^kdl

6.4 40

76 RevisitingKVerticalKModelsKToKSimulateKtheK−ineKShapeKofKxlectronicKSpectraKtdoptingKvartesianKandK
 nternalKvoordinatesaKJournalrofrChemicalrTheoryrandrComputationWK2016WKdeWKgljc^glkh 6.4 26

75
SystematicKandKtutomatedKwevelopmentKofKQuantumKMechanicallyKwerivedKyorceKyieldsmKTheK
vhallengingKvaseKofK–alogenatedK–ydrocarbonsaKJournalrofrChemicalrTheoryrandrComputationWK2016WK
deWKhheh^hhgc

6.4 30

74 wisentanglingKvibronicKandKsolventKbroadeningKeffectsKinKtheKabsorptionKspectraKofKcoumarinK
derivativesKforKdyeKsensitizedKsolarKcellsaKPhysicalrChemistryrChemicalrPhysicsWK2015WKdjWKddgcd^dd 3.6 25

73 tbsorptionKandKemissionKspectralKshapesKofKaKprototypeKdyeKinKwaterKbyKcombiningK
classicalbdynamicalKandKquantumbstaticKapproachesaKJournalrofrPhysicalrChemistryrAWK2015WKddlWKhgei^fk 2.8 45

72 ut−ππmKtKyastKandKVersatileKvodeKforKtccurateKMultireferenceKVariationalbσerturbativeK
valculationsaKJournalrofrChemicalrTheoryrandrComputationWK2015WKddWKeceg^fh 6.4 10

71
tccuracyKofKQuantumKMechanicallyKwerivedKyorce^yieldsKσarameterizedKfromKwispersion^vorrectedK
wyTKwatamKTheKuenzeneKwimerKasKaKσrototypeKforKtromaticK nteractionsaKJournalrofrChemicalrTheoryr
andrComputationWK2015WKddWKhdke^li

6.4 53
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70  ntermolecularKinteractionsKinKeumelaninsmKaKcomputationalKbottom^upKapproachaK aKsmallKbuildingK
blocksaKRSCrAdvancesWK2015WKhWKfkhdf^fkhei 3.7 31

69 ModelingKSolventKuroadeningKonKtheKVibronicKSpectraKofKaKSeriesKofKvoumarinKwyesaKyromK mplicitK
toKxxplicitKSolventKModelsaKJournalrofrChemicalrTheoryrandrComputationWK2015WKddWKhkdc^eh 6.4 54

68
σerturbativeKmultireferenceKconfigurationKinteractionKSv ^MRσTeTKcalculationsKinKaKfocusedK
dynamicalKapproachmKaKcomputationalKstudyKofKsolvatochromismKinKpyrimidineaKJournalrofrPhysicalr
ChemistryrAWK2015WKddlWKhehc^l

2.8 9

67
yirst^principleKcomputationKofKabsorptionKandKfluorescenceKspectraKinKsolutionKaccountingKforK
vibronicKstructureWKtemperatureKeffectsKandKsolventKinhomogenousKbroadeningaKComputationalrandr
TheoreticalrChemistryWK2014WKdcgc^dcgdWKfek^ffj

2 77

66 UnravelingKtheKinterplayKofKdifferentKcontributionsKtoKtheKstabilityKofKtheKquinhydroneKdimeraKRSCr
AdvancesWK2014WKgWKkji^kkh 3.7 22

65
σrotonKandKxlectronKTransferKMechanismsKinKtheKyormationKofKβeutralKandKvhargedK
Quinhydrone^−ikeKvomplexesmKtKMultilayeredKvomputationalKStudyaKJournalrofrChemicalrTheoryrandr
ComputationWK2014WKdcWKgkkf^lh

6.4 6

64 πligomersKbasedKonKweakKhydrogenKbondKnetworksmKaKrotationalKstudyKofKtheKtetramerKofK
difluoromethaneaKChemicalrCommunicationsWK2014WKhcWKdjd^f 5.8 41

63 StructuralWKdynamicKandKphotophysicalKpropertiesKofKaKfluorescentKdyeKincorporatedKinKanK
amorphousKhydrophobicKpolymerKbundleaKPhysicalrChemistryrChemicalrPhysicsWK2014WKdiWKdihjf^kj 3.6 10

62 vomputationalKScreeningKofKWeakK–ydrogenKuondKβetworksmKσredictingKStableKStructuresKforK
wifluoromethaneKπligomersaKJournalrofrChemicalrTheoryrandrComputationWK2014WKdcWKeecg^dd 6.4 7

61 StructureKandKwynamicsKofKyerrocyanideKandKyerricyanideKtnionsKinKWaterKandK–eavyKWatermKtnK
 nsightKbyKMwKSimulationsKandKewK RKSpectroscopyaKJournalrofrPhysicalrChemistryrBWK2014WKddkWKdgkll^lde3.4 48

60 xvidencesKofKlongKlivedKcagesKinKfunctionalizedKpolymersmKxffectsKonKchromophoreKdynamicKandK
spectroscopicKpropertiesaKChemicalrPhysicsrLettersWK2014WKicdWKdfg^dfk 2.5 7

59 –armonicKModelsKinKvartesianKandK nternalKvoordinatesKtoKSimulateKtheKtbsorptionKSpectraKofK
varotenoidsKatKyiniteKTemperaturesaKJournalrofrChemicalrTheoryrandrComputationWK2013WKlWKglgj^hk 6.4 47

58 tbsorptionKandKxmissionKSpectraKofKaKylexibleKwyeKinKSolutionmKaKvomputationalKTime^wependentK
tpproachaKJournalrofrChemicalrTheoryrandrComputationWK2013WKlWKghcj^ghdi 6.4 66

57 vomputationalKdesignWKsynthesisWKandKmechanochromicKpropertiesKofKnewKthiophene^basedK
ˇ�^conjugatedKchromophoresaKChemistryr-rArEuropeanrJournalWK2013WKdlWKdlli^eccg 4.8 41

56
 nsightsKforKanKtccurateKvomparisonKofKvomputationalKwataKtoKxxperimentalKtbsorptionKandK
xmissionKSpectramKueyondKtheKVerticalKTransitionKtpproximationaKJournalrofrChemicalrTheoryrandr
ComputationWK2013WKlWKecje^ke

6.4 166

55 JoyceKandKUlyssesmKintegratedKandKuser^friendlyKtoolsKforKtheKparameterizationKofKintramolecularK
forceKfieldsKfromKquantumKmechanicalKdataaKPhysicalrChemistryrChemicalrPhysicsWK2013WKdhWKfjfi^hd 3.6 69

54 vonformationalKchangesKofK˛†^caroteneKandKzeaxanthinKimmersedKinKaKmodelKmembraneKthroughK
atomisticKmolecularKdynamicsKsimulationsaKPhysicalrChemistryrChemicalrPhysicsWK2013WKdhWKihej^fk 3.6 17

53 vonformationalKxffectsKonKtheKMagneticKσropertiesKofKanKπrganicKwiradicalmKtKvomputationalKStudyaK
JournalrofrChemicalrTheoryrandrComputationWK2013WKlWKdlhk^if 6.4 16
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52
xxtensionKofKtheKtMuxRKyorceKyieldKforKβitroxideKRadicalsKandKvombinedKQMbMMbσvMKtpproachK
toKtheKtccurateKweterminationKofKxσRKσarametersKofKwMσπ^–KinKSolutionaKJournalrofrChemicalr
TheoryrandrComputationWK2013WKlWKfiei^fi

6.4 6

51 Structure^σropertiesKRelationshipsKinKTripletKzroundKStateKπrganicKwiradicalsmKtKvomputationalK
StudyaKJournalrofrChemicalrTheoryrandrComputationWK2013WKlWKfcc^j 6.4 24

50  ntegratedKcomputationalKapproachesKforKspectroscopicKstudiesKofKmolecularKsystemsKinKtheKgasK
phaseKandKinKsolutionmKpyrimidineKasKaKtestKcaseaKHighlightsrinrTheoreticalrChemistryWK2013WKfdl^ffj

49 tnKautomatedKapproachKforKtheKparameterizationKofKaccurateKintermolecularKforce^fieldsmKpyridineK
asKaKcaseKstudyaKJournalrofrComputationalrChemistryWK2012WKffWKdchh^ij 3.5 39

48  ntegratedKcomputationalKapproachesKforKspectroscopicKstudiesKofKmolecularKsystemsKinKtheKgasK
phaseKandKinKsolutionmKpyrimidineKasKaKtestKcaseaKTheoreticalrChemistryrAccountsWK2012WKdfdWKd 1.9 63

47 tnK ntegratedKσrotocolKforKtheKtccurateKvalculationKofKMagneticK nteractionsKinKπrganicKMagnetsaK
JournalrofrChemicalrTheoryrandrComputationWK2011WKjWKill^jci 6.4 30

46 tbsorptionKandKemissionKspectraKofKfluorescentKsilicaKnanoparticlesKfromKTw^wyTbMMbσvMK
calculationsaKPhysicalrChemistryrChemicalrPhysicsWK2011WKdfWKdiikl^lj 3.6 34

45 yluorescenceKspectraKofKorganicKdyesKinKsolutionmKaKtimeKdependentKmultilevelKapproachaKPhysicalr
ChemistryrChemicalrPhysicsWK2011WKdfWKedic^i 3.6 51

44 RealisticKModelingKofKyluorescentKwye^wopedKSilicaKβanoparticlesmKtKStepKTowardKtheK
UnderstandingKofKtheirKxnhancedKσhotophysicalKσropertiesaaKChemistryrofrMaterialsWK2011WKefWKhcdi^hcef9.6 56

43 vomplementaryKandKpartiallyKcomplementaryKwβtKduplexesKtetheredKtoKaKfunctionalizedKsubstratemK
aKmolecularKdynamicsKapproachKtoKbiosensingaKPhysicalrChemistryrChemicalrPhysicsWK2011WKdfWKdegjk^kj 3.6 4

42 πrganicKyunctionalizationKandKπptimalKvoverageKofKaKSiliconSdddTKSurfaceKinKSolventmKtK
vomputationalKStudyaKJournalrofrPhysicalrChemistryrCWK2011WKddhWKgdgh^gdhg 3.8 6

41 Singlet^tripletKenergyKgapKofKaKdiarylnitroxideKdiradicalKbyKanKaccurateKmany^bodyKperturbativeK
approachaKPhysicalrChemistryrChemicalrPhysicsWK2011WKdfWKgjcl^dg 3.6 18

40 MolecularKwynamicsKSimulationsKofKtheKSelf^tssemblyKofKTetraphenylporphyrin^uasedKMonolayersK
andKuilayersKatKaKSilverK nterfaceaKJournalrofrPhysicalrChemistryrCWK2011WKddhWKdkgfg^dkggg 3.8 17

39 TheoreticalKstudyKofKtheKconformationalKandKopticalKpropertiesKofKaKfluorescentKdyeaKtKstepKtowardK
modelingKsensorsKgraftedKonKpolymerKstructuresaKPhysicalrChemistryrChemicalrPhysicsWK2011WKdfWKedgjd^k 3.6 7

38  nteractionsKofKβucleotideKuasesKwithKwecoratedKSiKSurfacesKfromKMolecularKwynamicsKSimulationsaK
JournalrofrPhysicalrChemistryrCWK2011WKddhWKldgi^ldhi 3.8 10

37 zeometryKπptimizationKofK−argeKandKylexibleKvanKderKWaalsKwimersmKtK
yragmentation^ReconstructionKtpproachaKJournalrofrChemicalrTheoryrandrComputationWK2010WKiWKehfi^gi6.4 6

36 SimulatingKwβtKhybridizationKonKanKamine^functionalizedKsiliconKsubstrateaKJournalrofrPhysicalr
ChemistryrBWK2010WKddgWKkfgd^l 3.4 12

35 tbsorptionKandKemissionKUV^VisKspectraKofKtheKTR TvKfluorophoreKmoleculeKinKsolutionmKaKquantumK
mechanicalKstudyaKPhysicalrChemistryrChemicalrPhysicsWK2010WKdeWKdccc^i 3.6 64
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34 TheoreticalKmultilevelKapproachKforKstudyingKtheKphotophysicalKpropertiesKofKorganicKdyesKinK
solutionaKPhysicalrChemistryrChemicalrPhysicsWK2010WKdeWKdchhc^id 3.6 41

33 σarameterizationKandKvalidationKofKanKaccurateKforce^fieldKforKtheKsimulationKofKalkylamineK
functionalizedKsiliconKSdddTKsurfacesaKPhysicalrChemistryrChemicalrPhysicsWK2010WKdeWKgecd^l 3.6 10

32 wβtKhybridizationKmechanismKonKsiliconKnanowiresmKtKmolecularKdynamicsKapproachaKMolecularr
BioSystemsWK2010WKiWKeefc^gc 6

31
tccurateKyetKfeasibleKpost^–artree^yockKcomputationKofKmagneticKinteractionsKinKlargeKbiradicalsK
throughKaKcombinedKvariationalbperturbativeKapproachmKSetupKandKvalidationaKJournalrofrChemicalr
PhysicsWK2009WKdfdWKeegdcf

3.9 19

30 yorce^fieldKmodelingKthroughKquantumKmechanicalKcalculationsmKmolecularKdynamicsKsimulationsKofK
aKnematogenicKmoleculeKinKitsKcondensedKphasesaKJournalrofrComputationalrChemistryWK2009WKfcWKfii^jk 3.5 36

29 vhemicalKwetailKyorceKyieldsKforKMesogenicKMoleculesaKJournalrofrChemicalrTheoryrandrComputationWK
2009WKhWKdkih^ji 6.4 18

28 SensorsKforKwβtKdetectionmKtheoreticalKinvestigationKofKtheKconformationalKpropertiesKofK
immobilizedKsingle^strandKwβtaKPhysicalrChemistryrChemicalrPhysicsWK2009WKddWKdcigg^hi 3.6 15

27 ModifiedKvirtualKorbitalsKforKv KcalculationsKofKenergyKsplittingKinKorganicKdiradicalsaKPhysicalr
ChemistryrChemicalrPhysicsWK2009WKddWKfkhg^ic 3.6 14

26 vomputationalKstudyKthroughKatomisticKpotentialsKofKaKpartialKbilayerKliquidKcrystalmKstructureKandK
dynamicsaKSoftrMatterWK2009WKhWKfhdj 3.6 26

25 Solvent^inducedKstereochemicalKbehaviorKofKaKbileKacid^basedKbiphenylKphosphitemKaKcomputationalK
studyaKJournalrofrPhysicalrChemistryrAWK2009WKddfWKdglfc^h 2.8 1

24 MagneticKinteractionsKinKphenyl^bridgedKnitroxideKdiradicalsmKconformationalKeffectsKbyK
multireferenceKandKbrokenKsymmetryKwyTKapproachesaKJournalrofrPhysicalrChemistryrAWK2009WKddfWKdhdhc^h2.8 24

23 xstimateKofKuenzeneâ��TriphenyleneKandKTriphenyleneâ��TriphenyleneK nteractionsmKtKTopicKRelevantK
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