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179 rLTransparentXLπelfZyealingXLyighlyLπtretchableLzonicLtonductor[LAdvancedfMaterialsXL2017XLcjXLbgafajj 24 321

178
öptoelectronicLandLvxcitonicL−ropertiesLofLöligoaceneskLπubstantialLzmprovementsLfromL
βangeZπeparatedLTimeZuependentLuensityLwunctionalLTheory[LJournalfoffChemicalfTheoryfandf
ComputationXL2010XLgXLdhaeZdhbc

6.4 213

177 toumarinLdyesLforLdyeZsensitizedLsolarLcellskLrLlongZrangeZcorrectedLdensityLfunctionalLstudy[L
JournalfoffChemicalfPhysicsXL2008XLbcjXLcbehad 3.9 152

176 NonempiricallyLTunedLβangeZπeparatedLuwTLrccuratelyL−redictsLsothLwundamentalLandLvxcitationL
xapsLinLuNrLandLβNrLNucleobases[LJournalfoffChemicalfTheoryfandfComputationXL2012XLiXLcgicZcgih 6.4 150

175 πtressLsensingLinLpolycaprolactoneLfilmsLviaLanLembeddedLphotochromicLcompound[LACSfAppliedf
Materialsfnamp;fInterfacesXL2010XLcXLbfjeZgaa 9.5 149

174
uefluorinationLofL−erZLandL−olyfluoroalkylLπubstancesLT−wrπsULwithLyydratedLvlectronskLπtructuralL
uependenceLandLzmplicationsLtoL−wrπLβemediationLandL–anagement[LEnvironmentalfSciencefnamp;f
TechnologyXL2019XLfdXLdhbiZdhci

10.3 137

173 NovelLmetalâ��organicLframeworkLlinkersLforLlightLharvestingLapplications[LChemicalfScienceXL2014XLfXLcaibZcaja9.4 136

172 rbsorptionLandLfluorescenceLpropertiesLofLoligothiopheneLbiomarkersLfromLlongZrangeZcorrectedL
timeZdependentLdensityLfunctionalLtheory[LPhysicalfChemistryfChemicalfPhysicsXL2009XLbbXLeejiZfai 3.6 131

171 öptoelectronicL−ropertiesLofLtarbonLNanoringskLvxcitonicLvffectsLfromLTimeZuependentLuensityL
wunctionalLTheory[LJournalfoffPhysicalfChemistryfCXL2009XLbbdXLcbjcbZcbjch 3.8 122

170 rLyighlyLπtretchyXLTransparentLvlastomerLwithLtheLtapabilityLtoLrutomaticallyLπelfZyealL
Underwater[LAdvancedfMaterialsXL2018XLdaXLebiaegac 24 109

169 tolorLdetectionLusingLchromophoreZnanotubeLhybridLdevices[LNanofLettersXL2009XLjXLbaciZdd 11.5 104

168 πynthesisXLcharacterizationXLandLcomputationalLstudiesLofLcycloparaphenyleneLdimers[LJournalfoff
thefAmericanfChemicalfSocietyXL2012XLbdeXLbjhajZbf 16.4 97

167 öpticalXLstructuralXLandLnumericalLinvestigationsLofLxars]rlxarsLcoreZmultishellLnanowireLquantumL
wellLtubes[LNanofLettersXL2013XLbdXLbabgZcc 11.5 94

166 NanoscaleLeffectsLonLheterojunctionLelectronLgasesLinLxaN]rlxaNLcore]shellLnanowires[LNanof
LettersXL2011XLbbXLdaheZj 11.5 92

165
vlectronicallyLexcitedLstatesLofLvitaminLsbckLbenchmarkLcalculationsLincludingLtimeZdependentL
densityLfunctionalLtheoryLandLcorrelatedLabLinitioLmethods[LJournalfoffPhysicalfChemistryfAXL2011XL
bbfXLbciaZjc

2.8 86

164 βesultsLforLaliovalentLdopingLofLtesrdLwithLtacW[LJournalfoffAppliedfPhysicsXL2014XLbbfXLadejai 2.5 81

163 vnergyLandLchargeLtransferLbyLdonorâ��acceptorLpairsLconfinedLinLaLmetalâ��organicLframeworkkLaL
spectroscopicLandLcomputationalLinvestigation[LJournalfoffMaterialsfChemistryfAXL2014XLcXLddijZddji 13 79
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162 NoncovalentLinteractionsLinLsupramolecularLcomplexeskLaLstudyLonLcorannuleneLandLtheLdoubleL
concaveLbuckycatcher[LJournalfoffComputationalfChemistryXL2009XLdaXLfbZg 3.5 69

161 rnLembeddedZatomLmethodLinteratomicLpotentialLforL−dâ��yLalloys[LJournalfoffMaterialsfResearchXL
2008XLcdXLhaeZhbi 2.5 69

160 zsolationLofL−ristineLvlectronicsLxradeLπemiconductingLtarbonLNanotubesLbyLπwitchingLtheLβigidityL
ofLtheLWrappingL−olymerLsackboneLonLuemand[LACSfNanoXL2015XLjXLbacadZbd 16.7 67

159 NonZproteinaceousLhydrolaseLcomprisedLofLaLphenylalanineLmetalloZsupramolecularLamyloidZlikeL
structure[LNaturefCatalysisXL2019XLcXLjhhZjif 36.5 65

158
tomparisonLofL–olecularLuynamicsLwithLtlassicalLuensityLwunctionalLandL−oissonZsoltzmannL
TheoriesLofLtheLvlectricLuoubleL…ayerLinLNanochannels[LJournalfoffChemicalfTheoryfandfComputation
XL2012XLiXLcabcZcacc

6.4 60

157 rLNonZThermalL−lasmaLβouteLtoL−lasmonicLTiNLNanoparticles[LJournalfoffPhysicalfChemistryfCXL2017XL
bcbXLcdbgZcdcc 3.8 59

156 πtructuralLandLvlectronicL−ropertiesLofLxraphdiyneLtarbonLNanotubesLfromL…argeZπcaleLuwTL
talculations[LJournalfoffPhysicalfChemistryfCXL2016XLbcaXLbiihbZbiihh 3.8 57

155 πolidLstateLlithiationZdelithiationLofLsulphurLinLsubZnanoLconfinementkLaLnewLconceptLforLdesigningL
lithiumZsulphurLbatteries[LChemicalfScienceXL2016XLhXLbcceZbcdc 9.4 56

154 −hotophysicalLandLtheoreticalLinvestigationsLofLtheL[i]cycloparaphenyleneLradicalLcationLandLitsL
chargeZresonanceLdimer[LChemicalfScienceXL2013XLeXLecif 9.4 55

153 rnalyticalLbondZorderLpotentialLforLtheLcadmiumLtellurideLbinaryLsystem[LPhysicalfReviewfBXL2012XL
ifXL 3.3 54

152
−olarizabilitiesLofLˇ�ZtonjugatedLthainsLβevisitedkLzmprovedLβesultsLfromLsrokenZπymmetryL
βangeZπeparatedLuwTLandLNewLttπuTTULsenchmarks[LJournalfoffChemicalfTheoryfandfComputationXL
2016XLbcXLdfjdZgac

6.4 53

151
TheLzmportanceLofLπhortZLandL…ongZβangeLvxchangeLonLVariousLvxcitedLπtateL−ropertiesLofLuNrL
–onomersXLπtackedLtomplexesXLandLWatsonZtrickL−airs[LJournalfoffChemicalfTheoryfandf
ComputationXL2015XLbbXLcbjjZcaj

6.4 52

150 sreakingLsadlykLuwTZucLxivesLπizeableLvrrorsLforLTensileLπtrengthsLinL−alladiumZyydrideLπolids[L
JournalfoffChemicalfTheoryfandfComputationXL2015XLbbXLfecgZdf 6.4 50

149 vlectronicLstructureLofLtheLπbLstateLinLmethylcobalaminkLinsightLfromLtrππtw]–tZXQu−TcXL
vö–ZttπuXLandLTuZuwTLcalculations[LJournalfoffComputationalfChemistryXL2013XLdeXLjihZbaae 3.5 49

148 vlectronicL−ropertiesLofLVinyleneZ…inkedLyeterocyclicLtonductingL−olymerskL−redictiveLuesignLandL
βationalLxuidanceLfromLuwTLtalculations[LJournalfoffPhysicalfChemistryfCXL2011XLbbfXLbidddZbideb 3.8 49

147 uonorâ��acceptorLpolymersLwithLtunableLinfraredLphotoresponse[LPolymerfChemistryXL2017XLiXLcjccZcjda 4.9 48

146 πpectroscopicXLstructuralXLandLtheoreticalLstudiesLofLhalideLcomplexesLwithLaLureaZbasedLtripodalL
receptor[LInorganicfChemistryXL2012XLfbXLecheZie 5.1 47

145 sridgeheadLzmineLπubstitutedLtyclopentadithiopheneLuerivativeskLrnLvffectiveLπtrategyLforLsandL
xapLtontrolLinLuonorâ��rcceptorL−olymers[LMacromoleculesXL2013XLegXLbddhZbdec 5.5 46
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144 πpectroscopicLpropertiesLofLnanotubeZchromophoreLhybrids[LACSfNanoXL2011XLfXLhhghZhe 16.7 46

143 rLhighZspinLgroundZstateLdonorZacceptorLconjugatedLpolymer[LSciencefAdvancesXL2019XLfXLeaavcddg 14.3 44

142 zterativeLβeductiveLrromatization]βingZtlosingL–etathesisLπtrategyLtowardLtheLπynthesisLofL
πtrainedLrromaticLselts[LJournalfoffthefAmericanfChemicalfSocietyXL2016XLbdiXLgfhhZic 16.4 44

141 yalogenLsondingLznteractionskLβevisedLsenchmarksLandLaLNewLrssessmentLofLvxchangeLvsL
uispersion[LJournalfoffChemicalfTheoryfandfComputationXL2018XLbeXLbiaZbja 6.4 44

140 tonfinedL…ithiumZπulfurLβeactionsLinLNarrowZuiameterLtarbonLNanotubesLβevealLvnhancedL
vlectrochemicalLβeactivity[LACSfNanoXL2018XLbcXLjhhfZjhie 16.7 44

139 uegradationLofL−erfluoroalkylLvtherLtarboxylicLrcidsLwithLyydratedLvlectronskLπtructureZβeactivityL
βelationshipsLandLvnvironmentalLzmplications[LEnvironmentalfSciencefnamp;fTechnologyXL2020XLfeXLceijZcejj10.3 42

138 znconsistenciesLinLtheLvlectronicL−ropertiesLofL−hosphoreneLNanotubeskLNewLznsightsLfromL
…argeZπcaleLuwTLtalculations[LJournalfoffPhysicalfChemistryfLettersXL2016XLhXLedeaZedef 6.4 42

137 rLselfZassembledLfluorideZwaterLcyclicLclusterLofL[wTycöU]eTeZULinLaLmolecularLbox[LJournalfoffthef
AmericanfChemicalfSocietyXL2012XLbdeXLbbijcZf 16.4 42

136 −olycationLsinderskLrnLvffectiveLrpproachLtowardL…ithiumL−olysulfideLπequestrationLinL…iâ��πL
satteries[LACSfEnergyfLettersXL2017XLcXLcfjbZcfjh 20.1 39

135 βationalLdesignLofLaLmacrocyclicZbasedLchemosensorLforLanions[LTetrahedronfLettersXL2010XLfbXLbdcjZbddc2 39

134 znvestigatingLtheLβeactivityLofLbXeZrnthraceneZzncorporatedLtycloparaphenylene[LOrganicfLettersXL
2016XLbiXLbfheZh 6.2 38

133
rL–achineL…earningLrpproachLforL−redictingLuefluorinationLofL−erZLandL−olyfluoroalkylLπubstancesL
T−wrπULforLTheirLvfficientLTreatmentLandLβemoval[LEnvironmentalfSciencefandfTechnologyfLettersXL
2019XLgXLgceZgcj

11 36

132 βeversibleXLoptoZmechanicallyLinducedLspinZswitchingLinLaLnanoribbonZspiropyranLhybridLmaterial[L
NanoscaleXL2012XLeXLbdcbZh 7.7 36

131 wormationLofLanLrmineZWaterLtyclicL−entamerkLrLNewLTypeLofLWaterLtlusterLinLaL−olyazacryptand[L
CrystalfGrowthfandfDesignXL2010XLbaXLbeigZbeii 3.5 36

130 ThermochemistryLofLrlaneLtomplexesLforLyydrogenLπtoragekLrLTheoreticalLandLvxperimentalL
znvestigation[LJournalfoffPhysicalfChemistryfCXL2011XLbbfXLhhhiZhhig 3.8 36

129 themicalLandLβadiationLπtabilityLofLzonicL…iquidskLrLtomputationalLπcreeningLπtudy[LJournalfoff
PhysicalfChemistryfCXL2016XLbcaXLchhfhZchhgh 3.8 35

128 rccuracyLofLexistingLatomicLpotentialsLforLtheLtdTeLsemiconductorLcompound[LJournalfoffChemicalf
PhysicsXL2011XLbdeXLceehad 3.9 35

127 rLnewLapproachLtowardLtransitionLstateLspectroscopy[LFaradayfDiscussionsXL2013XLbgdXLddZfhlL
discussionLbbhZdi 3.6 34
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126 vffectLofLquantumLtunnelingLonLtheLefficiencyLofLexcitationLenergyLtransferLinLplasmonicL
nanoparticleLchainLwaveguides[LJournalfoffMaterialsfChemistryfCXL2018XLgXLfifhZfige 7.1 34

125
rccurateLvlectronLrffinitiesLandLörbitalLvnergiesLofLrnionsLfromLaLNonempiricallyLTunedL
βangeZπeparatedLuensityLwunctionalLTheoryLrpproach[LJournalfoffChemicalfTheoryfandfComputation
XL2017XLbdXLbgfgZbggg

6.4 33

124 rssessingLbackboneLsolvationLeffectsLinLtheLconformationalLpropensitiesLofLaminoLacidLresiduesLinL
unfoldedLpeptides[LPhysicalfChemistryfChemicalfPhysicsXL2015XLbhXLcejbhZce 3.6 33

123 πpectralZLandL−ulseZπhapeLuiscriminationLinLTripletZyarvestingL−lasticLπcintillators[LIEEEf
TransactionsfonfNuclearfScienceXL2012XLfjXLddbcZddbj 1.7 33

122
πulfateLradicalLoxidationLofLaromaticLcontaminantskLaLdetailedLassessmentLofLdensityLfunctionalL
theoryLandLhighZlevelLquantumLchemicalLmethods[LEnvironmentalfSciences:fProcessesfandfImpactsXL
2017XLbjXLdjfZeae

4.3 32

121 ThermoelectricL−erformanceLofLanLöpenZπhellLuonorâ��rcceptorLtonjugatedL−olymerLuopedLwithLaL
βadicalZtontainingLπmallL–olecule[LMacromoleculesXL2018XLfbXLdiigZdije 5.5 32

120 xiantLβamanLβesponseLtoLtheLvncapsulationLofLπulfurLinLNarrowLuiameterLπingleZWalledLtarbonL
Nanotubes[LJournalfoffthefAmericanfChemicalfSocietyXL2016XLbdiXLeaZd 16.4 31

119
−otentialZurivenLvlectronLTransferL…owersLtheLuissociationLvnergyLofLtheLtZwLsondLandLwacilitatesL
βeductiveLuefluorinationLofL−erfluorooctaneLπulfonateLT−wöπU[LACSfAppliedfMaterialsfnamp;f
InterfacesXL2019XLbbXLddjbdZddjcc

9.5 30

118 vffectLofLuipolarL–oleculeLπtructureLonLtheL–echanismLofLxrapheneZvnhancedLβamanLπcattering[L
JournalfoffPhysicalfChemistryfCXL2016XLbcaXLbdibfZbdice 3.8 30

117 wunctionalizationLofLsingleZwallLcarbonLnanotubesLwithLchromophoresLofLoppositeLinternalLdipoleL
orientation[LACSfAppliedfMaterialsfnamp;fInterfacesXL2013XLfXLjdffZgb 9.5 30

116 βealZTimeLQuantumLuynamicsLofL…ongZβangeLvlectronicLvxcitationLTransferLinL−lasmonicL
Nanoantennas[LJournalfoffChemicalfTheoryfandfComputationXL2017XLbdXLdeecZdefe 6.4 29

115 TemperatureLandL–olecularLπizeLuependenceLofLtheLyighZ−ressureL…imit[LJournalfoffPhysicalf
ChemistryfAXL2003XLbahXLgcagZgcbb 2.8 29

114 UnderstandingLgasLphaseLmodifierLinteractionsLinLrapidLanalysisLbyLdifferentialLmobilityZtandemL
massLspectrometry[LJournalfoffthefAmericanfSocietyfforfMassfSpectrometryXL2014XLcfXLbajiZbbd 3.5 28

113 πelfZassembledLcyclicLoligothiopheneLnanotubeskLvlectronicLpropertiesLfromLaLdispersionZcorrectedL
hybridLfunctional[LPhysicalfReviewfBXL2011XLieXL 3.3 28

112 rLtLπymmetricLNitrateLtomplexLwithLaLThiopheneZsasedLTripodalLβeceptor[LCrystalfGrowthfandf
DesignXL2011XLbbXLjfjZjgd 3.5 27

111 yeterogeneousLt−UWx−UZvnabledLπimulationsLforLuwTsL–olecularLuynamicsLofL…argeLthemicalL
andLsiologicalLπystems[LJournalfoffChemicalfTheoryfandfComputationXL2019XLbfXLciahZcibf 6.4 26

110 örientationLofLaLmonolayerLofLdipolarLmoleculesLonLgrapheneLfromLXZrayLabsorptionLspectroscopy[L
LangmuirXL2014XLdaXLcffjZgf 4 26

109 –olecularLuynamicsLπtudiesLofLuislocationsLinLtdTeLtrystalsLfromLaLNewLsondLörderL−otential[L
JournalfoffPhysicalfChemistryfCXL2012XLbbgXLbhfgdZbhfhb 3.8 26

(2012-2018)

5



108 rccurateLinertiasLforLlargeZamplitudeLmotionskLimprovementsLonLprevailingLapproximations[LJournalf
offPhysicalfChemistryfAXL2006XLbbaXLheagZbd 2.8 26

107 –achineL…earningkLNewLzdeasLandLToolsLinLvnvironmentalLπcienceLandLvngineering[LEnvironmentalf
Sciencefnamp;fTechnologyXL2021XLffXLbchebZbchfe 10.3 26

106 yighlyLselectiveLandLsensitiveLmacrocycleZbasedLdinuclearLfoldamerLforLfluorometricLandL
colorimetricLsensingLofLcitrateLinLwater[LScientificfReportsXL2018XLiXLcig 4.9 25

105 βamanLvnhancementLofLaLuipolarL–oleculeLonLxraphene[LJournalfoffPhysicalfChemistryfCXL2014XLbbiXLcahhZcaie3.8 25

104 tovalentLrtomicLsridgesLvnableLUnidirectionalLvnhancementLofLvlectronicLTransportLinLrlignedL
tarbonLNanotubes[LACSfAppliedfMaterialsfnamp;fInterfacesXL2019XLbbXLbjdbfZbjdcd 9.5 24

103 −hotochemistryLofL−lasmonicLTitaniumLNitrideLNanocrystals[LJournalfoffPhysicalfChemistryfCXL2019XL
bcdXLcbhjgZcbiae 3.8 24

102 πelfZassemblyLofLorderedLwaterLtetramersLinLanLencapsulatedL[srTycöUbc]ZLcomplex[LChemicalf
CommunicationsXL2012XLeiXLigdbZd 5.8 24

101 thargeZassistedLencapsulationLofLtwoLchloridesLbyLaLhexaprotonatedLazamacrocycle[LCrystalfGrowthf
andfDesignXL2010XLbaXLbehiZbhib 3.5 23

100 rLquantumLdefectLmodelLforLtheLsXLpXLdXLandLfLβydbergLseriesLofLtaw[LJournalfoffChemicalfPhysicsXL
2011XLbdeXLbbedbd 3.9 23

99 rnalyticalLbondZorderLpotentialLforLtheLtdZZnZTeLternaryLsystem[LPhysicalfReviewfBXL2012XLigXL 3.3 23

98
–aterialsLtompatibilityLinLβechargeableLrluminumLsatterieskLthemicalLandLvlectrochemicalL
−ropertiesLbetweenLVanadiumL−entoxideLandLthloroaluminateLzonicL…iquids[LChemistryfoffMaterialsXL
2019XLdbXLhcdiZhceh

9.6 22

97 rLhighlyLefficientLdinuclearLtuTzzULchemosensorLforLcolorimetricLandLfluorescentLdetectionLofL
cyanideLinLwater[LRSCfAdvancesXL2014XLeXLfecgdZfecgh 3.7 22

96 rnLexclusiveLfluorideLreceptorkLwluorideZinducedLprotonLtransferLtoLaLquinolineZbasedLthiourea[L
TetrahedronfLettersXL2014XLffXLbeghZbeha 2 22

95 rbsorptionLandLfluorescenceLsignaturesLofLbXcXdZtriazoleLbasedLregioisomerskLchallengingL
compoundsLforLTuZuwT[LPhysicalfChemistryfChemicalfPhysicsXL2014XLbgXLjageZhd 3.6 22

94 πtructuralLuependenceLofLβeductiveLuefluorinationLofL…inearL−wrπLtompoundsLinLaL
UV]vlectrochemicalLπystem[LEnvironmentalfSciencefnamp;fTechnologyXL2020XLfeXLbaggiZbaghh 10.3 22

93 zsLaLcrossZ˛†ZsheetLstructureLofLlowLmolecularLweightLpeptidesLnecessaryLforLtheLformationLofLfibrilsL
andLpeptideLhydrogelsp[LPhysicalfChemistryfChemicalfPhysicsXL2018XLcaXLbibfiZbibgi 3.6 21

92 −referentialLthargeLxenerationLatLrggregateLπitesLinLNarrowLsandLxapLznfraredL−hotoresponsiveL
−olymerLπemiconductors[LAdvancedfOpticalfMaterialsXL2018XLgXLbhabbdi 8.1 21

91 βealZTimeLQuantumLuynamicsLβevealsLtomplexXL–anyZsodyLznteractionsLinLπolvatedLNanodroplets[L
JournalfoffChemicalfTheoryfandfComputationXL2016XLbcXLbigcZhb 6.4 21
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90 πolutionZprocessableLdonorZacceptorLpolymersLwithLmodularLelectronicLpropertiesLandLveryLnarrowL
bandgaps[LMacromolecularfRapidfCommunicationsXL2014XLdfXLbfbgZcb 4.8 21

89 rnomalousLöptoelectronicL−ropertiesLofLthiralLtarbonLNanoringsâ�ƒandLöneLβingLtoLβuleLThemLrll[L
JournalfoffPhysicalfChemistryfLettersXL2011XLcXLchacZchag 6.4 21

88 rnionLdirectedLconformationalLdiversitiesLofLanLareneLbasedLhexaZamideLreceptorLandLrecognitionL
ofLtheL[weTycöUg]eâ��Lcluster[LRSCfAdvancesXL2014XLeXLgcgijZgcgjd 3.7 20

87 –eltZgrowthLdynamicsLinLtdTeLcrystals[LPhysicalfReviewfLettersXL2012XLbaiXLceffad 7.4 19

86 vvolutionLofLchemicalLbondingLduringLytNLyNtLisomerizationLasLrevealedLthroughLnuclearL
quadrupoleLhyperfineLstructure[LAngewandtefChemiefufInternationalfEditionXL2008XLehXLcjgjZhc 16.4 18

85 QuantumLconfinementLofLexcitonsLinLwurtziteLzn−Lnanowires[LJournalfoffAppliedfPhysicsXL2015XLbbhXLbjedag2.5 17

84 sindingLandLselectivityLofLdihydrogenLphosphateLbyLyZbondLdonorsLandLacceptorsLinLaL
tripodalZbasedLthioureaLreceptor[LTetrahedronfLettersXL2015XLfgXLbbfZbbi 2 17

83 önLtheLnonZthermalLplasmaLsynthesisLofLnickelLnanoparticles[LPlasmafProcessesfandfPolymersXL2018XL
bfXLbhaabae 3.4 17

82 yighZfidelityLsimulationsLofLtdTeLvaporLdepositionLfromLaLbondZorderLpotentialZbasedLmolecularL
dynamicsLmethod[LPhysicalfReviewfBXL2012XLifXL 3.3 17

81 vlectronicLsignaturesLofLlargeLamplitudeLmotionskLdipoleLmomentsLofLvibrationallyLexcitedL
localZbendLandLlocalZstretchLstatesLofLπaLacetylene[LJournalfoffPhysicalfChemistryfBXL2006XLbbaXLbijbcZca 3.4 17

80 rLtheoreticalLandLexperimentalLkineticLstudyLofLphenylLradicalLadditionLtoLbutadiene[LProceedingsfoff
thefCombustionfInstituteXL2005XLdaXLbaejZbafg 5.9 17

79 tolorimetricLandLöpticalLuiscriminationLofLyalidesLbyLaLπimpleLthemosensor[LRSCfAdvancesXL2015XL
fXLdihddZdiheb 3.7 16

78 torrelatingL…iZπolvationLπtructureLandLitsLvlectrochemicalLβeactionL}ineticsLwithLπulfurLinLπubnanoL
tonfinement[LJournalfoffPhysicalfChemistryfLettersXL2018XLjXLbhdjZbhef 6.4 16

77 rtomisticLpotentialsLforLpalladiumâ��silverLhydrides[LModellingfandfSimulationfinfMaterialsfSciencefandf
EngineeringXL2013XLcbXLaefaaf 2 16

76 πultamZsasedLyetero[f]helicenekLπynthesisXLπtructureXLandLtrystallizationZznducedLvmissionL
vnhancement[LACSfOmegaXL2016XLbXLbddgZbdec 3.9 16

75 rnionLtomplexationLπtudiesLofLdZNitrophenylZπubstitutedLTripodalLThioureaLβeceptorkLrL
NakedZvyeLuetectionLofLπulfateLviaLwluorideLuisplacementLrssay[LACSfOmegaXL2017XLcXLjafhZjagg 3.9 15

74 uefectLformationLdynamicsLduringLtdTeLoverlayerLgrowth[LPhysicalfReviewfBXL2012XLifXL 3.3 15

73 vlectronLbeamLsynthesisLofLmetalLandLsemiconductorLnanoparticlesLusingLmetalZorganicL
frameworksLasLorderedLprecursors[LNanotechnologyXL2011XLccXLdhfgab 3.4 15

(2011-2014)
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72 −r–v…rkLrnLopenZsourceLsoftwareLpackageLforLcalculatingLnonlocalLexactLexchangeLeffectsLonL
electronLgasesLinLcoreZshellLnanowires[LAIPfAdvancesXL2012XLcXLadcbhd 1.5 15

71 πeparationLofLlongZrangeLandLshortZrangeLinteractionsLinLβydbergLstatesLofLdiatomicLmolecules[L
JournalfoffChemicalfPhysicsXL2008XLbciXLbjedab 3.9 15

70 zndirectLbutLvfficientkL…aserZvxcitedLvlectronsLtanLuriveLUltrafastL−olarizationLπwitchingLinL
werroelectricL–aterials[LJournalfoffPhysicalfChemistryfLettersXL2019XLbaXLdeacZdeah 6.4 14

69 vffectsLofLlargeZamplitudeLtorsionsLonLpartitionLfunctionskLbeyondLtheLconventionalLseparabilityL
assumption[LMolecularfPhysicsXL2005XLbadXLbachZbade 1.7 14

68 πizeLresolvedLchemicalLcompositionLofLnanoparticlesLfromLreactionsLofLsulfuricLacidLwithLammoniaL
andLdimethylamine[LAerosolfSciencefandfTechnologyXL2018XLfcXLbbcaZbbdd 3.4 14

67 rL…ongZβangeLvlectricLwieldLπolverLforL–olecularLuynamicsLsasedLonLrtomisticZtoZtontinuumL
–odeling[LJournalfoffChemicalfTheoryfandfComputationXL2011XLhXLbhdgZej 6.4 13

66 vnhancedLphotocurrentLefficiencyLofLaLcarbonLnanotubeLpâ��nLjunctionLelectromagneticallyLcoupledL
toLaLphotonicLstructure[LJournalfPhysicsfD:fAppliedfPhysicsXL2009XLecXLaffbbb 3 13

65 ueterminationLofLtheLlevelLofLhexavalentXLtrivalentXLandLtotalLchromiumLinLtheLdischargedLeffluentL
ofLsahirLuarLtanneryLusingLzt−ZövπLandLUVâ��VisibleLspectrometry[LCogentfChemistryXL2018XLeXLbfdefgg 2.5 13

64 rnLvxperimentalLandL–odelingLπtudyLofLNanoparticleLwormationLandLxrowthLfromLuimethylamineL
andLNitricLrcid[LJournalfoffPhysicalfChemistryfAXL2019XLbcdXLfgeaZfgei 2.8 12

63 rLnewLinterpretationLofLtheLstructureLandLsolventLdependenceLofLtheLfarLUVLcircularLdichroismL
spectrumLofLshortLoligopeptides[LChemicalfCommunicationsXL2019XLffXLfhabZfhae 5.8 12

62 rLquinolineLbasedLbisZureaLreceptorLforLanionskLaLselectiveLreceptorLforLhydrogenLsulfate[LNaturalf
ProductfCommunicationsXL2012XLhXLdabZe 0.9 12

61 TheLdiamineLcationLisLnotLaLchemicalLexampleLwhereLdensityLfunctionalLtheoryLfails[LNaturef
CommunicationsXL2018XLjXLehdd 17.4 12

60 …inearLpolarizabilitiesLandLsecondLhyperpolarizabilitiesLofLstreptocyanineskLβesultsLfromL
brokenZπymmetryLuwTLandLnewLttπuTTULbenchmarks[LJournalfoffComputationalfChemistryXL2018XLdjXLcdfaZcdfj3.5 12

59 yighL–agneticLwieldLuetunesLVibronicLβesonancesLinL−hotosyntheticL…ightLyarvesting[LJournalfoff
PhysicalfChemistryfLettersXL2018XLjXLffeiZfffe 6.4 12

58 βealZtimeLdegradationLdynamicsLofLhydratedLperZLandLpolyfluoroalkylLsubstancesLT−wrπsULinLtheL
presenceLofLexcessLelectrons[LPhysicalfChemistryfChemicalfPhysicsXL2020XLccXLgiaeZgiai 3.6 11

57 rLrefinedLparameterizationLofLtheLanalyticalLtdZZnZTeLbondZorderLpotential[LJournalfoffMolecularf
ModelingXL2013XLbjXLfegjZhh 2 11

56 rLpredictionLofLdislocationZfreeLtdTe]tdπLphotovoltaicLmultilayersLviaLnanoZpatterningLandL
compositionLgrading[LProgressfinfPhotovoltaics:fResearchfandfApplicationsXL2015XLcdXLbidhZbieg 6.8 11

55 rnLvfficientLandLrccurateLwormalismLforLtheLTreatmentLofL…argeLrmplitudeLzntramolecularL–otion[L
JournalfoffChemicalfTheoryfandfComputationXL2012XLiXLchbdZchce 6.4 11
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54 ThermodynamicLcalculationsLforLmoleculesLwithLasymmetricLinternalLrotorsZZapplicationLtoL
bXdZbutadiene[LJournalfoffComputationalfChemistryXL2007XLciXLhfjZgg 3.5 11

53 βingLcurrentsLmodulateLoptoelectronicLpropertiesLofLaromaticLchromophoresLatLcfLT[LProceedingsf
offthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaXL2020XLbbhXLbbcijZbbcji 11.5 10

52 rnalyticalLsondZörderL−otentialLforLtheLtdâ��Teâ��πeLTernaryLπystem[LJournalfoffPhysicalfChemistryfCXL
2014XLbbiXLcaggbZcaghj 3.8 10

51 −hysicalLremovalLofLmetallicLcarbonLnanotubesLfromLnanotubeLnetworkLdevicesLusingLaLthermalLandL
fluidicLprocess[LNanotechnologyXL2013XLceXLbafcac 3.4 10

50
NuclearLquadrupoleLhyperfineLstructureLinLytbeN]ybeNtLandLutbfN]ubfNtLisomerizationkLaL
diagnosticLtoolLforLcharacterizingLvibrationalLlocalization[LPhysicalfChemistryfChemicalfPhysicsXL2008XL
baXLffjjZgag

3.6 10

49 ThermodynamicLcalculationsLforLmoleculesLwithLasymmetricLinternalLrotors[Lzz[LrpplicationLtoLtheL
bXcZdihaloethanes[LJournalfoffComputationalfChemistryXL2008XLcjXLeibZh 3.5 10

48 yarnessingL−lasmaLvnvironmentsLforLrmmoniaLtatalysiskL–echanisticLznsightsLfromLvxperimentsL
andL…argeZπcaleL–olecularLuynamics[LJournalfoffPhysicalfChemistryfLettersXL2020XLbbXLbaegjZbaehf 6.4 10

47 rdditionalLznsightsLbetweenLwermiZ…ˆ¶wdinLörbitalLπztLandLtheL…ocalizationLvquationLtonstraintsLinL
πztZuwT[LJournalfoffPhysicalfChemistryfLettersXL2018XLjXLgefgZgegc 6.4 10

46 thargeLdensityLwaveLhampersLexcitonLcondensationLinLbTâ��Tiπec[LPhysicalfReviewfBXL2019XLbaaXL 3.3 9

45 vffectsLofLmagneticXLelectricXLandLintenseLlaserLfieldsLonLtheLopticalLpropertiesLofLrlxars]xarsL
quantumLwellsLforLterahertzLphotodetectors[LPhysicafB:fCondensedfMatterXL2022XLgdfXLebdidi 2.8 9

44
WaterZ–ediatedLvlectronicLπtructureLofLöligopeptidesL−robedLbyLTheirLUVLtircularLuichroismXL
rbsorptionLπpectraXLandLTimeZuependentLuwTLtalculations[LJournalfoffPhysicalfChemistryfBXL2020XL
bceXLcfhjZcfja

3.4 8

43 UnusualLsandgapLöscillationsLinLTemplateZuirectedLˇ�ZtonjugatedL−orphyrinLNanotubes[LJournalfoff
PhysicalfChemistryfLettersXL2016XLhXLcdgcZh 6.4 8

42 UltrafastLphotoinducedLbandLsplittingLandLcarrierLdynamicsLinLchiralLtelluriumLnanosheets[LNaturef
CommunicationsXL2020XLbbXLdjjb 17.4 8

41 rbLinitioLmetadynamicsLcalculationsLrevealLcomplexLinterfacialLeffectsLinLaceticLacidLdeprotonationL
dynamics[LJournalfoffMolecularfLiquidsXL2021XLddaXLbbfgce 6 8

40 rccelerationLvsLrccuracykLznfluenceLofLsasisLπetLQualityLonLtheL–echanismLandLuynamicsL−redictedL
byLrbLznitioL–olecularLuynamics[LJournalfoffPhysicalfChemistryfCXL2019XLbcdXLcfbbdZcfbca 3.8 7

39 metadynamicsLcalculationsLofLdimethylamineLforLprobingLpLvariationsLinLbulkLsurfaceLenvironments[L
PhysicalfChemistryfChemicalfPhysicsXL2020XLccXLcgcgfZcgchh 3.6 7

38 πtabilityLofLtalciumLzonLsatteryLvlectrolyteskL−redictionsLfromLrbLznitioL–olecularLuynamicsL
πimulations[LACSfAppliedfMaterialsfnamp;fInterfacesXL2021XLbdXLbdbbeZbdbcc 9.5 7

37 wieldL−rogrammableLxateLrrraysLforLvnhancingLtheLπpeedLandLvnergyLvfficiencyLofLQuantumL
uynamicsLπimulations[LJournalfoffChemicalfTheoryfandfComputationXL2020XLbgXLcaifZcaji 6.4 6
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9



36
wractionalLoccupationLnumbersLandLselfZinteractionLcorrectionZscalingLmethodsLwithLtheL
wermiZ…ˆ¶wdinLorbitalLselfZinteractionLcorrectionLapproach[LJournalfoffComputationalfChemistryXL
2020XLebXLbcaaZbcai

3.5 6

35 πtudiesLofLintersystemLcrossingLdynamicsLinLacetylene[LJournalfoffChemicalfPhysicsXL2007XLbcgXLbiedah 3.9 6

34 yarnessingLdeepLneuralLnetworksLtoLsolveLinverseLproblemsLinLquantumLdynamicskLmachineZlearnedL
predictionsLofLtimeZdependentLoptimalLcontrolLfields[LPhysicalfChemistryfChemicalfPhysicsXL2020XLccXLcciijZccijj3.6 6

33 …argeZscaleLatomisticLsimulationsLofLheliumZdLbubbleLgrowthLinLcomplexLpalladiumLalloys[LJournalfoff
ChemicalfPhysicsXL2016XLbeeXLbjehaf 3.9 6

32 πingleLaminoLacidLbionanozymeLforLenvironmentalLremediation[[LNaturefCommunicationsXL2022XLbdXLbfaf17.4 6

31 thiralityLznducedLπpinLπelectivityLofL−hotoexcitedLvlectronsLinLtarbonZπulfurL[n]yelicenes[L
ChemPhotoChemXL2019XLdXLhhaZhhh 3.3 5

30 TvUZcZ{vthZyl[eZTeZnitroZphenylZdiazenZylUphenZyl]amino}ethylLanthraceneZjZcarboxylZate[LActaf
CrystallographicafSectionfE:fStructurefReportsfOnlineXL2008XLgeXLofjf 5

29 gLnmLsuperZresolutionLopticalLtransmissionLandLscatteringLspectroscopicLimagingLofLcarbonL
nanotubesLusingLaLnanometerZscaleLwhiteLlightLsource[LNaturefCommunicationsXL2021XLbcXLgigi 17.4 5

28 zmprovedLbandLgapsLandLstructuralLpropertiesLfromLWannierZwermiZ…ˆ¶wdinLselfZinteractionL
correctionsLforLperiodicLsystems[LJournalfoffPhysicsfCondensedfMatterXL2021XLddXLbbffab 1.8 5

27 –odulatingLtheLconductanceLinLgrapheneLnanoribbonsLwithLmultiZbarriersLunderLanLappliedLvoltage[L
ResultsfinfPhysicsXL2021XLchXLbaefaf 3.7 5

26 −ersistentLradicalLanionLpolymersLbasedLonLnaphthalenediimideLandLaLvinyleneLspacer[[LRSCf
AdvancesXL2018XLiXLbehgaZbehge 3.7 4

25 rnL––LandLQ–LπtudyLofLsiomimeticLtatalysisLofLuielsZrlderLβeactionsLUsingLtyclodextrins[L
CatalystsXL2018XLiXL 4 4

24 −olyTTcZalkylbenzo[bXcXd]triazoleZeXhZdiylUvinyleneUsLforLorganicLsolarLcells[LJournalfoffPolymerf
SciencetfPartfB:fPolymerfPhysicsXL2015XLfdXLbfdjZbfef 2.6 4

23 thargeZdensityLinducedLdiscriminationLofLhalidesLwithLaLrigidLdinuclearLcopperTzzULcomplex[L
MolecularfSystemsfDesignfandfEngineeringXL2020XLfXLjjgZbaac 4.6 4

22 NanoarchitectonicsLofL–etalZwreeL−orousL−olyketoneLasL−hotocatalyticLrssembliesLforLrrtificialL
−hotosynthesis[[LACSfAppliedfMaterialsfnamp;fInterfacesXL2021XL 9.5 4

21 πolvationLπtructureLofLπurfaceZπupportedLrmineLwragmentskLrL–olecularLuynamicsLπtudy[LJournalf
offPhysicalfChemistryfCXL2017XLbcbXLccbfgZccbgd 3.8 3

20 TvUZeZ[TeZNitroZphenZylUdiazenZyl]phenylLanthraceneZjZcarboxylZate[LActafCrystallographicafSectionfE:f
StructurefReportsfOnlineXL2008XLgeXLoccfi 3

19 vlectricLpotentialLinvariantsLandLionsZinZmoleculesLeffectiveLpotentialsLforLmolecularLβydbergL
states[LJournalfoffChemicalfPhysicsXL2016XLbefXLcdedab 3.9 3
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18 NztZtrxvkLrnLopenZsourceLsoftwareLpackageLforLpredictingLoptimalLcontrolLfieldsLinLphotoZexcitedL
chemicalLsystems[LComputerfPhysicsfCommunicationsXL2021XLcfiXLbahfeb 4.2 3

17 thargeZTransferL−ropertiesLofLuyeZπensitizedLπolarLtellsLviaL…ongZβangeZtorrectedLuensityL
wunctionalLTheory[LMaterialsfResearchfSocietyfSymposiafProceedingsXL2008XLbbcaXLbad 2

16 rnalyticalLcalculationsLofLmolecularLintegralsLforLmultielectronLβZmatrixLmethods[LJournalfoff
ChemicalfPhysicsXL2006XLbceXLbebag 3.9 2

15 yruö}vNkLrnLopenZsourceLsoftwareLpackageLforLpredictingLelectronLconfinementLeffectsLinL
variousLnanowireLgeometriesLandLconfigurations[LComputerfPhysicsfCommunicationsXL2022XLcheXLbaicjj 4.2 2

14 πingleLaminoLacidLbionanozymeLforLenvironmentalLremediation 2

13 yighZTemperatureLuecompositionLofLuiisopropylL–ethylphosphonateLonLrluminakL–echanisticL
−redictionsLfromLrbLznitioL–olecularLuynamics[LJournalfoffPhysicalfChemistryfCXL2021XLbcfXLcbjccZcbjdc 3.8 2

12 QuantumLtunnelingLmechanismsLinLmonolayerLgrapheneLmodulatedLbyLmultipleLelectrostaticL
barriers[LResultsfinfPhysicsXL2021XLcgXLbaeead 3.7 2

11 −hotoZinducedLdegradationLofL−wrπskLvxcitedZstateLmechanismsLfromLrealZtimeLtimeZdependentL
densityLfunctionalLtheory[LJournalfoffHazardousfMaterialsXL2022XLecdXLbchacg 12.8 2

10 …inearZβesponseLandLβealZTimeXLTimeZuependentLuensityLwunctionalLTheoryLforL−redictingL
öptoelectronicL−ropertiesLofLuyeZπensitizedLπolarLtellsL2019XLbhbZcab 1

9 βeroutingL−athwaysLofLπolidZπtateLrmmoniaLsoraneLvnergyLβelease[LJournalfoffPhysicalfChemistryfC
XL2022XLbcgXLeiZfh 3.8 1

8 −lasmonZinducedLexcitationLenergyLtransferLinLsilverLnanoparticleLdimerskLrLrealZtimeLTuuwTsL
investigation[[LJournalfoffChemicalfPhysicsXL2022XLbfgXLbfehaf 3.9 1

7 rLQuinolineLsasedLbisZUreaLβeceptorLforLrnionskLrLπelectiveLβeceptorLforLyydrogenLπulfate[L
NaturalfProductfCommunicationsXL2012XLhXLbjdefhiXbcaahaa 0.9 0

6 πtatisticalLanalysisLofLtraceLmetalsLcontentLofLcocaineLusingLinductivelyLcoupledLplasmaZmassL
spectrometryLcalibrations[LCogentfChemistryXL2019XLfXLbghbahb 2.5 0

5 …ocalizationLofLvxcitonsLinLThinLtoreZ–ultiZπhellLQuantumLWellLTubes[LMaterialsfResearchfSocietyf
SymposiafProceedingsXL2014XLbgfjXLbdfZbdi

4 NanoZörderingLofLuonorZrcceptorLznteractionsLUsingL–etalZörganicLwrameworksLasLπcaffolds[LECSf
TransactionsXL2013XLfiXLcbZci 1

3 rccelerationLofL−arallelZslockedLQβLuecompositionLofLTallZandZπkinnyL–atricesLonLw−xrs[L
TransactionsfonfArchitecturefandfCodefOptimizationXL2021XLbiXLbZcf 1.3

2 uensityLwunctionalLTheoryL–ethodsLforLtomputingLandL−redictingL–echanicalL−roperties[LSpringerf
SeriesfinfMaterialsfScienceXL2016XLbdbZbfi 0.9

1 uensityLwunctionalLTightLsindingLtalculationsLforL−robingLvlectronicZvxcitedLπtatesLofL…argeL
πystems[LReviewsfinfComputationalfChemistryXL2022XLefZhj
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