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158
–anipulationHofHpmorphousWtoWrrystallineHπransformationiHπowardsHtheHronstructionHofHrovalentH
OrganicHurameworkHwybridH–icrospheresHwithHçxγHαhotothermalHronversionHpbilityYHAngewandteg
ChemiegvgInternationalgEditionVH2016VHddVH]bhfhW]bhgc

16.4 218

157
πheHeffectHofHhydrogenHbondingHonHtheHexcitedWstateHprotonHtransferHinH
aWRaPWhydroxyphenylSbenzothiazoleiHaHπssuπHmolecularHdynamicsHstudyYHPhysicalgChemistrygChemicalg
PhysicsVH2012VH]cVHh[]eWad

3.6 60

156 zineticsHofHtheHhydrogenHabstractionHTrwbHUHalkaneHWWmHrwcHUHalkylHreactionHclassiHanHapplicationHofH
theHreactionHclassHtransitionHstateHtheoryYHJournalgofgPhysicalgChemistrygAVH2005VH][hVHffcaWd[ 2.8 54

155
–anipulationHofHpmorphousWtoWrrystallineHπransformationiHπowardsHtheHronstructionHofHrovalentH
OrganicHurameworkHwybridH–icrospheresHwithHçxγHαhotothermalHronversionHpbilityYHAngewandteg
ChemieVH2016VH]agVH]c]gdW]c]h[

3.6 45

154 εtepwiseHdoubleHexcitedWstateHprotonHtransferHisHnotHpossibleHinHfWazaindoleHdimerYHChemicalg
ScienceVH2015VHeVHdfeaWdfef 9.4 42

153 qindingHmodeHandHfreeHenergyHpredictionHofHfisetinZ˛†WcyclodextrinHinclusionHcomplexesYHBeilsteing
JournalgofgOrganicgChemistryVH2014VH][VHafghWhh 2.5 42

152 pH–nçcHmoietyHembeddedHgrapheneHasHaHmagneticHgasHsensorHforHrOHdetectioniHpHfirstHprincipleH
studyYHAppliedgSurfacegScienceVH2019VHcfbVHga[Wgaf 6.7 41

151 rompleteHreactionHmechanismsHofHmercuryHoxidationHonHhalogenatedHactivatedHcarbonYHJournalgofg
HazardousgMaterialsVH2016VHb][VHadbWe[ 12.8 40

150 πheoreticalHinvestigationHofHnovelHcarbazoleWfluoreneHbasedHsWˇ�WpHconjugatedHorganicHdyesHasH
dyeWsensitizerHinHdyeWsensitizedHsolarHcellsHRsεrsSYHJournalgofgComputationalgChemistryVH2011VHbaVH]degWfe3.5 40

149 rombustionHmodelingHandHkineticHrateHcalculationsHforHaHstoichiometricHcyclohexaneHflameYH]YH–ajorH
reactionHpathwaysYHJournalgofgPhysicalgChemistrygAVH2007VH]]]VHc][aW]d 2.8 40

148 txcitedWstateHintermolecularHprotonHtransferHreactionsHofHfWazaindoleR–eOwSRnSHRnHlH]WbSHclustersHinH
theHgasHphaseiHonWtheWflyHdynamicsHsimulationYHJournalgofgPhysicalgChemistrygAVH2011VH]]dVH]c]ahWbe 2.8 39

147
tffectsHofHdifferentHprotonHdonorHandHacceptorHgroupsHonHexcitedWstateHintramolecularHprotonH
transfersHofHaminoWtypeHandHhydroxyWtypeHhydrogenWbondingHmoleculesiHtheoreticalHinsightsYHNewg
JournalgofgChemistryVH2017VHc]VHgfe]Wgff]

3.6 36

146 αhysicalHpropertiesHandHbiologicalHactivitiesHofHhesperetinHandHnaringeninHinHcomplexHwithH
methylatedH˛†WcyclodextrinYHBeilsteingJournalgofgOrganicgChemistryVH2015VH]]VHafebWfb 2.5 35

145 –odulationHofHεolidWεtateHpggregationHofHεquareWαlanarHαtRxxSHqasedHtmittersiHtnablingHwighlyH
tfficientHseepWγedZçearHxnfraredHtlectroluminescenceYHAdvancedgFunctionalgMaterialsVH2020VHb[VHa[[achc15.6 33

144
synamicsHsimulationsHofHphotoinducedHprotonHtransferHreactionsHofH
aWRanWhydroxyphenylSbenzoxazoleHinHtheHgasHphaseHandHitsHhydratedHclustersYHChemicalgPhysicsg
LettersVH2014VHe[hVH]cfW]dc

2.5 32

143
pHbsWγxε–Zγxε–HstudyHofHtheHoseltamivirHbindingHefficiencyHwithHtheHwildWtypeHandH
resistanceWassociatedHmutantHformsHofHtheHviralHinfluenzaHqHneuraminidaseYHProteingScienceVH2016VH
adVH]cfWdg

6.3 30

142 xnclusionHcomplexationHofHpinostrobinHwithHvariousHcyclodextrinHderivativesYHJournalgofgMolecularg
GraphicsgandgModellingVH2016VHebVHh]Wg 2.8 30
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141 tffectsHofHˇ�WlinkerVHanchoringHgroupHandHcappedHcarbazoleHatHmesoWsubstitutedHzincWporphyrinsHonH
conversionHefficiencyHofHsεεrsYHDyesgandgPigmentsVH2015VH]]gVHecWfd 4.6 28

140
πheHeffectHofHconjugatedHspacerHonHnovelHcarbazoleHderivativesHforHdyeWsensitizedHsolarHcellsiH
densityHfunctionalHtheoryZtimeWdependentHdensityHfunctionalHtheoryHstudyYHJournalgofg
ComputationalgChemistryVH2012VHbbVH]d]fWab

3.5 28

139 pHsuπHstudyHofHvolatileHorganicHcompoundsHadsorptionHonHtransitionHmetalHdepositedHgrapheneYH
AppliedgSurfacegScienceVH2017VHbheVH]f]aW]f]g 6.7 27

138 πheHeffectHofHproticHsolventsHonHtheHexcitedHstateHprotonHtransferHofHbWhydroxyflavoneiHpHπsWsuπH
staticHandHmolecularHdynamicsHstudyYHJournalgofgMoleculargLiquidsVH2018VHadaVHcagWcbg 6 27

137 πripleHbondWmodifiedHanthraceneHsensitizersHforHdyeWsensitizedHsolarHcellsiHaHcomputationalHstudyYH
RSCgAdvancesVH2015VHdVHbg]b[Wbg]c[ 3.7 25

136 rarbonWdopedHboronHnitrideHnanosheetHasHaHpromisingHmetalWfreeHcatalystHforHçOHreductioniHsuπH
mechanisticHstudyYHAppliedgCatalysisgA:gGeneralVH2018VHddfVHfhWgg 5.1 24

135 UnderstandingHtheHroleHofHγuHdopantHonHselectiveHcatalyticHreductionHofHçOHwithHçwbHoverH
γuWdopedHreOaHcatalystYHChemicalgEngineeringgJournalVH2019VHbehVH]acW]bb 14.7 23

134 pHsuπHstudyHofHarsineHadsorptionHonHpalladiumHdopedHgrapheneiHtffectsHofHpalladiumHclusterHsizeYH
AppliedgSurfacegScienceVH2016VHbefVHddaWddg 6.7 23

133 πheoreticalHxnsightHintoHratalyticHαropaneHsehydrogenationHonHçiR]]]SYHJournalgofgPhysicalg
ChemistrygCVH2018VH]aaVH]cefgW]ceh[ 3.8 23

132 πheoreticalHstudyHonHtheHmechanismHandHkineticsHofHringWopeningHpolymerizationHofHcyclicHestersH
initiatedHbyHtinRxxSHnWbutoxideYHComputationalgandgTheoreticalgChemistryVH2014VH][ccVHahWbd 2 23

131 πheoreticalHinvestigationHofHtheHchargeWtransferHpropertiesHinHdifferentHmesoWlinkedHzincHporphyrinsH
forHhighlyHefficientHdyeWsensitizedHsolarHcellsYHDaltongTransactionsVH2014VHcbVHh]eeWfe 4.3 23

130 pHtheoreticalHstudyHonHtheHmolecularHencapsulationHofHluteolinHandHpinocembrinHwithHvariousH
derivatizedHbetaWcyclodextrinsYHJournalgofgMoleculargStructureVH2019VH]]g[VHcg[Wch[ 3.4 22

129 πheoreticalHxnsightsHonHεolventHrontrolHofHxntramolecularHandHxntermolecularHαrotonHπransferHofH
aWRaPWwydroxyphenylSbenzimidazoleYHJournalgofgPhysicalgChemistrygAVH2017VH]a]VHdffbWdfgc 2.8 21

128 γoleHofHγahazHmutationHinHinfluenzaHwfçhHneuraminidaseHtowardHoseltamivirHsusceptibilityiH–sH
andH––ZαqRvqSεpHstudyYHJournalgofgComputervAidedgMoleculargDesignVH2016VHb[VHh]fWhae 4.2 21

127 wydrogenHstorageHperformanceHofHplatinumHsupportedHcarbonHnanohornsiHpHsuπHstudyHofHreactionH
mechanismsVHthermodynamicsVHandHkineticsYHInternationalgJournalgofgHydrogengEnergyVH2018VHcbVHabbbeWabbcd6.7 21

126 –icroporousVHεelfWεegregatedVHvraphenalHαolymerHçanosheetsHαreparedHbyHsehydrogenativeH
rondensationHofHpzaWαpwsHquildingHqlocksHinHtheHεolidHεtateYHChemistrygofgMaterialsVH2017VHahVHbhf]Wbhfh9.6 20

125 weteroatomHeffectHonHphotophysicalHpropertiesHofHaWRanWhydroxyphenylSbenzimidazoleHandHitsH
derivativesHasHfluorescentHdyesiHpHπsWsuπHstudyYHJournalgofgLuminescenceVH2017VH]ggVHafdWaga 3.8 20

124 xnfluenceHofHhydrogenHspilloverHonHαtWdecoratedHcarbonHnanoconesHforHenhancingHhydrogenHstorageH
capacityiHpHsuπHmechanisticHstudyYHPhysicalgChemistrygChemicalgPhysicsVH2018VHa[VHa]]hcWa]a[b 3.6 20
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123
–ultiWtriphenylamineâ��functionalizedHdithienylbenzothiadiazolesHasHholeWtransportingHnonWdopedH
redHemittersHforHefficientHsimpleHsolutionHprocessedHpureHredHorganicHlightWemittingHdiodesYHOrganicg
ElectronicsVH2015VHa]VH]]fW]ad

3.5 19

122 roumarinWbasedHdonorâ��ˇ�â��acceptorHorganicHdyesHforHaHdyeWsensitizedHsolarHcelliHphotophysicalH
propertiesHandHelectronHinjectionHmechanismYHTheoreticalgChemistrygAccountsVH2016VH]bdVH] 1.9 19

121 πheHcompleteHreactionHmechanismHofHwaεHdesulfurizationHonHanHanataseHπiOaHR[[]SHsurfaceiHaH
densityHfunctionalHtheoryHinvestigationYHCatalysisgSciencegandgTechnologyVH2017VHfVHbdeWbed 5.5 19

120 tfficientHbifunctionalHmaterialsHbasedHonHpyreneWHandHtriphenylamineWfunctionalizedHdendrimersHforH
electroluminescentHdevicesYHRSCgAdvancesVH2015VHdVHfbcg]Wfbcgh 3.7 18

119 rapabilityHofHdefectiveHgrapheneWsupportedHαd]bHandHpg]bHparticlesHforHmercuryHadsorptionYH
AppliedgSurfacegScienceVH2016VHbecVH]eeW]fd 6.7 18

118
–odulationHofHˇ�WspacerHofHcarbazoleWcarbazoleHbasedHorganicHdyesHtowardHhighHefficientH
dyeWsensitizedHsolarHcellsYHSpectrochimicagActagvgPartgA:gMoleculargandgBiomoleculargSpectroscopyVH
2017VH]fcVHfW]e

4.4 18

117 πheoreticalHinvestigationHonHtheHmechanismHandHkineticsHofHtheHringWopeningHpolymerizationHofH
˛µWcaprolactoneHinitiatedHbyHtinRxxSHalkoxidesYHJournalgofgMoleculargModelingVH2013VH]hVHdbffWgd 2 18

116
–olecularHrecognitionHofHnaphthoquinoneWcontainingHcompoundsHagainstHhumanHsçpH
topoisomeraseHxx˛–HpπαaseHdomainiHpHmolecularHmodelingHstudyYHJournalgofgMoleculargLiquidsVH2017VH
acfVHbfcWbgd

6 17

115 ’owHsusceptibilityHofHasunaprevirHtowardsHγ]ddzHandHs]egpHpointHmutationsHinHwrVHçεbZcpH
proteaseiHpHmolecularHdynamicsHsimulationYHJournalgofgMoleculargGraphicsgandgModellingVH2019VHghVH]aaW]b[2.8 17

114 çWπypeHεuperconductivityHinHanHOrganicH–ottHxnsulatorHxnducedHbyH’ightWsrivenHtlectronWsopingYH
AdvancedgMaterialsVH2017VHahVH]e[egbb 24 17

113 εignificantHenhancementHinHtheHperformanceHofHporphyrinHforHdyeWsensitizedHsolarHcellsiH
aggregationHcontrolHusingHchenodeoxycholicHacidYHNewgJournalgofgChemistryVH2017VHc]VHf[g]Wf[h] 3.6 16

112 –etadynamicsHsupportsHmolecularHdynamicsHsimulationWbasedHbindingHaffinitiesHofHeucalyptolHandH
betaWcyclodextrinHinclusionHcomplexesYHRSCgAdvancesVH2017VHfVHd[ghhWd[h]] 3.7 16

111 γoleHofHεnHpromoterHinHçiZplaObHcatalystHforHtheHdeoxygenationHofHstearicHacidHandHcokeHformationiH
experimentalHandHtheoreticalHstudiesYHCatalysisgSciencegandgTechnologyVH2019VHhVHbbe]Wbbfa 5.5 16

110
tlectronicHandHphotophysicalHpropertiesHofHaWRanWhydroxyphenylSbenzoxazoleHandHitsHderivativesH
enhancingHinHtheHexcitedWstateHintramolecularHprotonHtransferHprocessesiHpHπsWsuπHstudyHonH
substitutionHeffectYHJournalgofgLuminescenceVH2015VH]efVH]baW]bh

3.8 16

109 ptomisticHmechanismsHunderlyingHtheHactivationHofHtheHvHproteinWcoupledHsweetHreceptorH
heterodimerHbyHsugarHalcoholHrecognitionYHScientificgReportsVH2019VHhVH][a[d 4.9 16

108 αushWαullHçWpnnulatedHαeryleneWqasedHεensitizersHforHsyeWεensitizedHεolarHrellsiHπheoreticalH
αropertyHπuningHbyHsuπZπssuπYHChemistrySelectVH2017VHaVHhgahWhgbf 1.8 15

107 sensityHfunctionalHtheoryHstudyHofHelementalHmercuryHadsorptionHonHboronHdopedHgrapheneH
surfaceHdecoratedHbyHtransitionHmetalsYHAppliedgSurfacegScienceVH2016VHbeaVH]c[W]cd 6.7 15

106 rombinedHexperimentalHandHtheoreticalHinvestigationHonHuluorescenceHγesonanceHtnergyHπransferH
ofHdyeHloadedHonH’π’HzeoliteYHMicroporousgandgMesoporousgMaterialsVH2017VHac]VHbfaWbga 5.3 14
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105 –odificationHofHsWpWˇ�WpHconfigurationHtowardHaHhighWperformanceHtriphenylamineWbasedHsensitizerH
forHdyeWsensitizedHsolarHcellsiHaHtheoreticalHinvestigationYHChemPhysChemVH2014VH]dVHbg[hW]g 3.2 14

104 synamicsHsimulationsHofHexcitedWstateHtripleHprotonHtransferHinHfWazaindoleHcomplexesHwithHwaterVH
waterâ��methanolHandHmethanolYHJournalgofgPhotochemistrygandgPhotobiologygA:gChemistryVH2013VHaeeVHagWbe4.7 14

103 –olecularHsynamicsHεimulationHγevealsHtheHεelectiveHqindingHofHwumanH’eukocyteHpntigenHpllelesH
pssociatedHwithHqehˆ§etPsHsiseaseYHPLoSgONEVH2015VH][VHe[]bddfd 3.7 14

102 –olecularHinsightsHintoHinclusionHcomplexesHofHmansononeHtHandHwHenantiomersHwithHvariousH
˛†WcyclodextrinsYHJournalgofgMoleculargGraphicsgandgModellingVH2018VHfhVHfaWg[ 2.8 14

101
πheoreticalHstudyHonHinfluenceHofHgeometryHcontrollingHoverHtheHexcitedWstateHintramolecularH
protonHtransferHofH][Whydroxybenzo[HhH]quinolineHandHitsHderivativesYHComputationalgandgTheoreticalg
ChemistryVH2017VH]]]bVHcaWd]

2 13

100 tffectHofHsurfaceHmodificationHofHpolyRlWlactideWcoW˛µWcaprolactoneSHmembranesHbyHlowWpressureH
plasmaHonHsupportHcellHbiocompatibilityYHSurfacegandgCoatingsgTechnologyVH2016VHb[eVHbagWbbd 4.4 13

99 wowHstrongHisHtheHedgeHeffectHinHtheHadsorptionHofHanticancerHdrugsHonHaHgrapheneHclusternYHJournalg
ofgMoleculargModelingVH2016VHaaVHgd 2 13

98 πheoreticalHandHtxperimentalHεtudiesHonHxnclusionHromplexesHofHαinostrobinHandH˛†WryclodextrinsYH
ScientiagPharmaceuticaVH2018VHgeVH 4.3 13

97
pHsuπHstudyHofHtheHunusualHsubstrateWassistedHmechanismHofHεerratiaHmarcescensHchitinaseHqH
revealsHtheHroleHofHsolventHandHmutationalHeffectHonHcatalysisYHJournalgofgMoleculargGraphicsgandg
ModellingVH2015VHdeVHdbWh

2.8 13

96 romputationalHscreeningHofHfattyHacidHsynthaseHinhibitorsHagainstHthioesteraseHdomainYHJournalgofg
BiomoleculargStructuregandgDynamicsVH2018VHbeVHc]]cWc]ad 3.6 13

95 –echanisticHstudyHofHrOHoxidationHbyHçHaHOHoverHpgHfHpuHeHclusterHinvestigatedHbyHsuπHmethodsYH
AppliedgCatalysisgA:gGeneralVH2017VHdbgVHhhW][e 5.1 12

94
weteroatomHsubstitutionHeffectHonHelectronicHstructuresVHphotophysicalHpropertiesVHandH
excitedWstateHintramolecularHprotonHtransferHprocessesHofHbWhydroxyflavoneHandHitsHanaloguesiHpH
πsWsuπHstudyYHJournalgofgMoleculargStructureVH2019VH]]hdVHag[Waha

3.4 12

93
txcitedWstateHintramolecularHprotonHtransferHreactionsHofHaVdWbisRanWbenzoxazolylShydroquinoneH
andHitsHwaterHclusterHexhibitingHsingleHandHdoubleHprotonHtransferiHpHπsWsuπHdynamicsHsimulationYH
JournalgofgMoleculargLiquidsVH2019VHageVH]][ggh

6 12

92 txcitedWstateHprotonWtransferHreactionsHofHfWazaindoleHwithHwaterVHammoniaHandHmixedH
waterâ��ammoniaiHmicrosolvatedHdynamicsHsimulationYHMoleculargSimulationVH2015VHc]VH]]ffW]]ge 2 12

91 tffectsHofHalkoxideHalterationHonHtheHringWopeningHpolymerizationHofH˛µWcaprolactoneHinitiatedHbyH
nWqubεnOγiHaHsuπHstudyYHStructuralgChemistryVH2015VHaeVHehdWf[b 1.8 12

90 –etalHclusterWdepositedHgrapheneHasHanHadsorptiveHmaterialHforHmWxyleneYHNewgJournalgofgChemistry
VH2015VHbhVHhed[Whedg 3.6 12

89 πinHRxVSHalkoxideHinitiatorHdesignHforHpolyHRdWlactideSHsynthesisHusingHsuπHcalculationsYHComputationalg
andgTheoreticalgChemistryVH2013VH][a[VH]a]W]ae 2 12

88 εtructuralHdynamicsHandHbindingHfreeHenergyHofHneralWcyclodextrinsHinclusionHcomplexesiHmolecularH
dynamicsHsimulationYHMoleculargSimulationVH2017VHcbVH]bdeW]beb 2 12
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87 pnchoringHnumberWperformanceHrelationshipHofHzincWporphyrinHsensitizersHforHdyeWsensitizedHsolarH
cellsiHpHcombinedHexperimentalHandHtheoreticalHstudyYHDyesgandgPigmentsVH2017VH]beVHehfWf[e 4.6 12

86 qindingHspecificityHofHpolypeptideHsubstratesHinHçεaqZçεbproHserineHproteaseHofHdengueHvirusHtypeH
aiHpHmolecularHdynamicsHεtudyYHJournalgofgMoleculargGraphicsgandgModellingVH2015VHe[VHacWbb 2.8 12

85 αroteinWproteinHinteractionsHbetweenHεWrçπZchitosanZtvuHandHtvuHreceptoriHaHmodelHofHdrugH
deliveryHsystemYHJournalgofgBiomoleculargStructuregandgDynamicsVH2016VHbcVH]h]hWah 3.6 11

84 ronformationHstudyHofHeWcyclodextriniHγeplicaHexchangeHmolecularHdynamicsHsimulationsYH
CarbohydrategPolymersVH2016VH]c]VHhhW][d 10.3 11

83 –echanisticHstudyHofHçOHoxidationHonHrrâ��phthalocyanineiHtheoreticalHinsightYHRSCgAdvancesVH2017VH
fVHggdgWgged 3.7 11

82 πheoreticalHstudyHofHlinkerWtypeHeffectHinHcarbazoleâ��carbazoleWbasedHdyesHonHperformancesHofH
dyeWsensitizedHsolarHcellsYHTheoreticalgChemistrygAccountsVH2014VH]bbVH] 1.9 11

81 πheoreticalHstudyHonHexcitedWstateHintermolecularHprotonHtransferHreactionsHofH
]wWpyrrolo[bVaWh]quinolineHwithHwaterHandHmethanolYHTheoreticalgChemistrygAccountsVH2013VH]baVH] 1.9 11

80 tffectHofHtributyltinHalkoxidesHchainHlengthHonHtheHringWopeningHpolymerizationHofHnWcaprolactoneiH
zineticsHstudiesHbyHnonWisothermalHsεrYHThermochimicagActaVH2015VHdhhVH]Wf 2.9 10

79
tffectHofHnumberHandHdifferentHtypesHofHprotonHdonorsHonHexcitedWstateHintramolecularHsingleHandH
doubleHprotonHtransferHinHbipyridineHderivativesiHtheoreticalHinsightsYHNewgJournalgofgChemistryVH
2020VHccVHg[]gWg[b]

3.6 10

78
tffectsHofHtheHsecondHhydrationHshellHonHexcitedWstateHmultipleHprotonHtransferiHdynamicsH
simulationsHofHfWazaindoleiRwaOS]â��dHclustersHinHtheHgasHphaseYHTheoreticalgChemistrygAccountsVH2014
VH]bbVH]

1.9 10

77 γeactionHandHfreeWenergyHpathwaysHofHhydrogenHactivationHonHpartiallyHpromotedHmetalHedgeHofH
ro–oεHandHçi–oεiHpHsuπHandHthermodynamicsHstudyYHFuelgProcessinggTechnologyVH2017VH]eeVHa]fWaaf 7.2 10

76
tffectHofHnitrogenHsubstitutionHandHˇ�WconjugationHonHphotophysicalHpropertiesHandHexcitedHstateH
intramolecularHprotonHtransferHreactionsHofHmethylHsalicylateHderivativesiHπheoreticalHinvestigationYH
JournalgofgPhotochemistrygandgPhotobiologygA:gChemistryVH2020VHbghVH]]aaef

4.7 10

75 πheHnumberHdensityHeffectHofHçWsubstitutedHdyesHonHtheHπiOaHsurfaceHinHdyeHsensitizedHsolarHcellsiHaH
theoreticalHstudyYHRSCgAdvancesVH2015VHdVH]]dchW]]ddf 3.7 9

74
zineticsHandHthermodynamicsHanalysisHforHringWopeningHpolymerizationHofH˛µWcaprolactoneHinitiatedH
byHtributyltinHnWbutoxideHusingHdifferentialHscanningHcalorimetryYHJournalgofgThermalgAnalysisgandg
CalorimetryVH2015VH]]hVHdefWdfh

4.1 9

73 γevealingHtheHeffectHofHçWcontentHinHueHdopedHgrapheneHonHitsHcatalyticHperformanceHforHdirectH
oxidationHofHmethaneHtoHmethanolYHAppliedgSurfacegScienceVH2020VHdafVH]cegbb 6.7 9

72 pHrrWphthalocyanineHmonolayerHasHaHpotentialHcatalystHforHçOHreductionHinvestigatedHbyHsuπH
calculationsYHRSCgAdvancesVH2016VHeVHa[d[[Wa[d[e 3.7 9

71
πheoreticalHdesignHofHcoumarinHderivativesHincorporatingHauxiliaryHacceptorHwithHsWˇ�WpWˇ�WpH
configurationHforHdyeWsensitizedHsolarHcellsYHJournalgofgPhotochemistrygandgPhotobiologygA:gChemistry
VH2016VHbaaWbabVH]eWae

4.7 9

70
rombinedHexperimentalHandHtheoreticalHinvestigationHonHphotophysicalHpropertiesHofH
transWazobenzeneHconfinedHinH’π’HzeoliteiHtffectHofHcisWisomerHformingYHMicroporousgandg
MesoporousgMaterialsVH2014VH]hfVHbcgWbdf

5.3 9
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69 πheoreticalHxnvestigationHonHtheHtlectronicHandHOpticalHαropertiesHofHαolyRfluorenevinyleneSH
serivativesHasH’ightWtmittingH–aterialsYHInternationalgJournalgofgPhotoenergyVH2011VHa[]]VH]Wh 2.1 9

68 αhysicalHxnsightHonH–echanismHofHαhotoinducedHrhargeHπransferHinH–ultipolarHαhotoactiveH
–oleculesYHScientificgReportsVH2018VHgVH][[gh 4.9 9

67 εcreeningHofHhepatitisHrHçεdqHpolymeraseHinhibitorsHcontainingHbenzothiadiazineHcoreiHaHsteeredH
molecularHdynamicsYHJournalgofgBiomoleculargStructuregandgDynamicsVH2017VHbdVH]fcbW]fdf 3.6 8

66 uormationHofHtxcimersHinHxsoquinolinylHαyrazolateHαtRxxSHromplexesiHγoleHofHrooperativityHtffectsYH
InorganicgChemistryVH2020VHdhVH]gadbW]gaeb 5.1 8

65 pHsisposableHandHulexibleHvrapheneHtlectrodeHuabricatedHbyHxnkjetHαrintingHofHanHpqueousH
εurfactantWfreeHvrapheneHOxideHsispersionYHChemistrygLettersVH2015VHccVHg[[Wg[a 1.7 8

64
xnfluenceHofHbutylHgroupHofHtinHchlorideHinitiatorsHonHtheHnonWisothermalHsεrHringWopeningH
polymerizationHofH˛µWcaprolactoneiHπheHstudiesHofHkineticsVHmechanismHandHpolymerHsynthesisYH
ThermochimicagActaVH2020VHegbVH]fgcdg

2.9 8

63 πheoreticalHinvestigationHofHaWRiminomethylSphenolHinHtheHgasHphaseHasHaHprototypeHofHultrafastH
excitedWstateHintramolecularHprotonHtransferYHChemicalgPhysicsgLettersVH2016VHedfVH]]bW]]g 2.5 8

62 πheoreticalHinsightsHintoHphotoinducedHprotonHtransferHofHfWhydroxyquinolineHviaHintermolecularH
hydrogenWbondedHwireHofHmixedHmethanolHandHwaterYHTheoreticalgChemistrygAccountsVH2016VH]bdVH] 1.9 8

61
tffectsHofHˇ�WexpansionVHanHadditionalHhydroxylHgroupVHandHsubstitutionHonHtheHexcitedHstateHsingleH
andHdoubleHprotonHtransferHofHaWhydroxybenzaldehydeHandHitsHrelativeHcompoundsiHπsWsuπHstaticH
andHdynamicHstudyYHNewgJournalgofgChemistryVH2019VHcbVH]h][fW]h]]h

3.6 8

60 qindingHpatternHandHsusceptibilityHofHepigallocatechinHgallateHagainstHenvelopeHproteinHhomodimerH
ofHZikaHvirusiHpHmolecularHdynamicsHstudyYHJournalgofgMoleculargLiquidsVH2019VHafcVH]c[W]cf 6 8

59
pHεolidWεtateH’uminescentHrdRxxSHεupramolecularHroordinationHurameworkHqasedHonH–ixedH
’uminophoresHasHaHεensorHforHsiscriminativelyHεelectiveHsetectionHofHpmineHVaporsYHInorganicg
ChemistryVH2020VHdhVHe]feWe]ge

5.1 8

58
xntramolecularHhydrogenHbondHâ��HenhancedHelectroluminescenceHperformanceHofHhybridizedHlocalH
andHchargeHtransferHRw’rπSHexcitedWstateHblueWemissiveHmaterialsYHJournalgofgMaterialsgChemistrygCVH
2021VHhVHchfWd[f

7.1 8

57 πsWsuπHεtudyHofHpbsorptionHandHtmissionHεpectraHofHaWRaPWpminophenylSbenzothiazoleHserivativesH
inHWaterYHJournalgofgFluorescenceVH2017VHafVHfcdWfdc 2.4 7

56 ravityHrlosureHofHaWwydroxypropylW˛†WryclodextriniHγeplicaHtxchangeH–olecularHsynamicsH
εimulationsYHPolymersVH2019VH]]VH 4.5 7

55 πheoreticalHmechanisticHstudyHofHrOHcatalyticHoxidationHbyHOaHonHanHultraWsmallH]bWatomHbimetallicH
pgfpueHclusterYHAppliedgCatalysisgA:gGeneralVH2020VHdhdVH]]fd[d 5.1 7

54
’ocalHstructureHelucidationHandHreactionHmechanismHofHlightHnaphthaHaromatizationHoverHvaH
embeddedHwWZε–WdHzeoliteiHrombinedHsuπHandHexperimentalHstudyYHMicroporousgandgMesoporousg
MaterialsVH2020VHb[eVH]][c]c

5.3 7

53 zineticHandHmechanisticHinvestigationHofHtheHringWopeningHpolymerizationHofHlWlactideHinitiatedHbyH
nqubεnOnquHusingH]wWç–γYHReactiongKineticsugMechanismsgandgCatalysisVH2016VH]]hVHbg]Wbha 1.6 7

52 ppplicationHofHtheHreactionHclassHtransitionHstateHtheoryHtoHtheHkineticsHofHhydrogenHabstractionH
reactionsHofHalkanesHbyHatomicHchlorineYHComputationalgandgTheoreticalgChemistryVH2013VH][]]VHedWfc 2 7

(2013-2011)
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51 tlectrochemicalHsetectionHofHwumanHxnterleukinW]dHusingHaHvrapheneHOxideW–odifiedH
εcreenWαrintedHrarbonHtlectrodeYHAnalyticalgLettersVH2017VHd[VH]]]aW]]ad 2.2 7

50 πheoreticalHxnsightsHintoHtxcitedWεtateHxntermolecularHαrotonHπransfersHofHaVfWsiazaindoleHinHWaterH
UsingHaH–icrosolvationHppproachYHJournalgofgPhysicalgChemistrygAVH2021VH]adVHdb]cWdbad 2.8 7

49 romputationalHscreeningHofHchalconesHactingHagainstHtopoisomeraseHxx˛–HandHtheirHcytotoxicityH
towardsHcancerHcellHlinesYHJournalgofgEnzymegInhibitiongandgMedicinalgChemistryVH2019VHbcVH]bcW]cb 5.6 7

48
romparisonHofHxmplicitHandHtxplicitHεolvationH–odelsHforHxotaWryclodextrinHronformationHpnalysisH
fromHγeplicaHtxchangeH–olecularHsynamicsYHJournalgofgChemicalgInformationgandgModelingVH2017VH
dfVHffgWfge

6.1 6

47 xnfluenceHofHphenylWattachedHsubstituentsHonHtheHvibrationalHandHelectronicHspectraHofH
mesoWtetraphenylporphyriniHpHsuπHstudyYHComputationalgandgTheoreticalgChemistryVH2015VH][eaVH]W][ 2 6

46 πheoreticalHstudyHofHefficiencyHcomparisonHofHπiHRxVSHalkoxidesHasHinitiatorsHforHringWopeningH
polymerizationHofH˛µWcaprolactoneYHComputationalgandgTheoreticalgChemistryVH2016VH][h[VH]fWaa 2 6

45
vlycanHbindingHandHspecificityHofHviralHinfluenzaHneuraminidasesHbyHclassicalHmolecularHdynamicsHandH
replicaHexchangeHmolecularHdynamicsHsimulationsYHJournalgofgBiomoleculargStructuregandgDynamicsVH
2019VHbfVHbbdcWbbed

3.6 6

44 OrganicHsensitizersHwithHmodifiedHdiRthiophenWaWylSphenylamineHdonorHunitsHforHdyeWsensitizedHsolarH
cellsiHaHcomputationalHstudyYHTheoreticalgChemistrygAccountsVH2014VH]bbVH] 1.9 6

43
pHπsWsuπHmolecularHscreeningHforHfluorescenceHprobeHbasedHonHexcitedWstateHintramolecularH
protonHtransferHofHaâ��WhydroxychalconeHderivativesYHJournalgofgPhotochemistrygandgPhotobiologygA:g
ChemistryVH2021VHc][VH]]b]ed

4.7 6

42 OxotitaniumWporphyrinHforHselectiveHcatalyticHreductionHofHçOHbyHçwbiHaHtheoreticalHmechanismH
studyYHNewgJournalgofgChemistryVH2018VHcaVH]eg[eW]eg]b 3.6 6

41
xmidazoleWbasedHsolidWstateHfluorophoresHwithHcombinedHtεxαπHandHpxtHfeaturesHasH
selfWabsorptionWfreeHnonWdopedHemittersHforHelectroluminescentHdevicesYHDyesgandgPigmentsVH2021VH
]hbVH][hcgg

4.6 6

40 xnteractionsHofHw’pWsγHandHπopoisomeraseHxHtpitopeH–odulatedHveneticHγiskHforHεystemicH
εclerosisYHScientificgReportsVH2019VHhVHfcd 4.9 5

39 tncapsulationHofHalphaWmangostinHandHhydrophilicHbetaWcyclodextrinsHrevealedHbyHallWatomH
molecularHdynamicsHsimulationsYHJournalgofgMoleculargLiquidsVH2019VHaggVH]][hed 6 5

38
ratalyticHreductionHmechanismHofHdeoxygenationHofHçOHviaHtheHrOWreactionHpathwayHusingH
nanoalloyHpgfpueHclustersiHdensityHfunctionalHtheoryHinvestigationYHNewgJournalgofgChemistryVH2018VH
caVH]c]a[W]c]af

3.6 5

37 sεrHzineticsHpnalysisHforHtheHεynthesisHofHπhreeWprmsHαolyR˛µWcaprolactoneSHUsingHpluminumH
πriWsecWqutoxideHasHxnitiatorYHInternationalgJournalgofgChemicalgKineticsVH2015VHcfVHfbcWfcb 1.4 5

36 πheoreticalHεtudyHonHuactorsHxnfluencingHtheHtfficiencyHofHsâ��ˇ�nâ��pnâ��ˇ�â��pHxsoindigoWqasedHεensitizerH
forHsyeWεensitizedHεolarHrellsYHJournalgofgElectronicgMaterialsVH2020VHchVHb]gWbba 1.9 5

35 tffectHofHs]egVHmutationHinHçεbZcpHwrVHproteaseHonHsusceptibilitiesHofHfaldaprevirHandH
danoprevirYHMoleculargBioSystemsVH2016VH]aVHbeeeWbefb 5

34 πheoreticalHαredictionHandHpnalysisHofHtheHUVZVisibleHpbsorptionHandHtmissionHεpectraHofHrhiralH
rarbonHçanoringsYHJournalgofgPhysicalgChemistrygAVH2018VH]aaVHfagcWfaha 2.8 5
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33 πheoreticalHanalysisHofHorientationsHandHtautomerizationHofHgenisteinHinH˛†WcyclodextrinYHJournalgofg
MoleculargLiquidsVH2018VHaedVH]eWab 6 5

32
πheoreticalHstudyHofHheteroatomHandHsubstituentHeffectsHonHexcitedWstateHintramolecularHprotonH
transfersHandHelectronicHpropertiesHofHaminoWtypeHhydrogenHbondingHmoleculesYHJournalgofg
LuminescenceVH2021VHabgVH]]gae[

3.8 5

31 πheoreticalHguidanceHandHexperimentalHconfirmationHonHcatalyticHtendencyHofH–WreOaHR–HlHZrVH–nVH
γuHorHruSHforHçwbWεrγHofHçOYHMoleculargSimulationVH2017VHcbVH]ac[W]ace 2 4

30 ’ocationHandHreactivityHofHextraWframeworkHcationHinHtheHalkaliHexchangedH’π’HzeolitesiHpHperiodicH
densityHfunctionalHstudyYHMicroporousgandgMesoporousgMaterialsVH2014VH]hdVHaafWabh 5.3 4

29 ’rWq’YαHralculationsHofHtheHεtructuresHandHαhotophysicalHαropertiesHofH[]Vb]πhiazolo[cVdW]pyrazineH
serivativesHinHryclohexaneHandH–ethanolYHJournalgofgPhysicalgChemistrygAVH2019VH]abVH][egdW][ehb 2.8 4

28 tffectHofHWaterH–icrosolvationHonHtheHtxcitedWεtateHαrotonHπransferHofHbWwydroxyflavoneHtnclosedH
inH˛‡WryclodextrinYHMoleculesVH2021VHaeVH 4.8 4

27 πheHinclusionHcomplexationHofHdaidzeinHwithH˛†WcyclodextrinHandHaVeWdimethylW˛†WcyclodextriniHaH
theoreticalHandHexperimentalHstudyYHMonatsheftegFˆ…rgChemieVH2018VH]chVH]fbhW]fcf 1.4 4

26
πunableHketoHemissionHofHaWRanWhydroxyphenylSbenzothiazoleHderivativesHwithHˇ�WexpansionVH
substitutionHandHadditionalHprotonHtransferHsiteHforHexcitedWstateHprotonHtransferWbasedHfluorescentH
probesiHπheoreticalHinsightsYHJournalgofgPhotochemistrygandgPhotobiologygA:gChemistryVH2021VHc]hVH]]bcd[

4.7 4

25 çuclearHquantumHeffectHandHtemperatureHdependencyHonHtheHhydrogenWbondedHstructureHofH
fWazaindoleHdimerYHTheoreticalgChemistrygAccountsVH2014VH]bbVH] 1.9 3

24 εynthesisVHphysicalHandHelectroluminescenceHpropertiesHofHbVeWdipyrenylcarbazoleHendHcappedH
oligofluorenesYHRSCgAdvancesVH2015VHdVHaedehWaedfh 3.7 3

23
tlectroanalyticalHppplicationHofHεcreenWprintedHrarbonHtlectrodeH–odifiedHwithHronductiveH
vrapheneHOxideâ��αolyRacrylicHacidSHuilmHforH’abelWfreeHsetectionHofHwumanHxmmunoglobulinHvYH
ChemistrygLettersVH2016VHcdVH]cccW]cce

1.7 3

22 εusceptibilityHofHinhibitorsHagainstHbrHproteaseHofHcoxsackievirusHp]eHandHenterovirusHpf]HcausingH
handVHfootHandHmouthHdiseaseiHpHmolecularHdynamicsHstudyYHBiophysicalgChemistryVH2016VHa]hVHhW]e 3.5 3

21 psymmetricHhydrogenHbondingHinHformicHacidâ��nitricHacidHdimerHobservedHbyHquantumHmolecularH
dynamicsHsimulationsYHTheoreticalgChemistrygAccountsVH2017VH]beVH] 1.9 2

20 πheoreticalHrationalizationHforHreducedHchargeHrecombinationHinHbulkyHcarbazoleWbasedHsensitizersH
inHsolarHcellsYHJournalgofgComputationalgChemistryVH2017VHbgVHh[]Wh[h 3.5 2

19 xnfluenceHofH–olecularHWeightHonHtheHçonWxsothermalH–eltHrrystallizationHofHqiodegradableH
αolyRsW’actideSYHKeygEngineeringgMaterialsVH2017VHfd]VHaa]Waah 0.4 2

18 πheHγoleHofH–etalHεpeciesHonHpldehydeHwydrogenationHoverHro]bHandHçi]bHεupportedHonH
˛‡WplaObR]][SHεurfacesiHpHπheoreticalHεtudyYHChemistrySelectVH2020VHdVHc[dgWc[eg 1.8 2

17 εtructureHandHelectronicHpropertiesHofHdeformedHsingleWwalledHcarbonHnanotubesiHquantumH
calculationsYHStructuralgChemistryVH2018VHahVHbhWcf 1.8 2

16
γapidHactivityHpredictionHofHwxVW]HintegraseHinhibitorsiHharnessingHdockingHenergeticHcomponentsH
forHempiricalHscoringHbyHchemometricHandHartificialHneuralHnetworkHapproachesYHJournalgofg
ComputervAidedgMoleculargDesignVH2016VHb[VHcf]Wgg

4.2 2

(2016-2018)
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15 pHspectroscopicHstudyHofHindigoHdyeHinHaqueousHsolutioniHpHcombinedHexperimentalHandHπsWsuπH
studyYHJournalgofgLuminescenceVH2018VHa[cVHdegWdfa 3.8 2

14 εolventHsependenceHofHsoubleHαrotonHπransferHinHtheHuormicHpcidWuormamidineHromplexiHαathH
xntegralH–olecularHsynamicsHxnvestigationYHJournalgofgPhysicalgChemistrygAVH2017VH]a]VHfbacWfbbc 2.8 2

13 εynthesisVHπhermalVHOpticalHandHtlectrochemicalHαropertiesHofHpcridoneHandHπhioxanthoneHqasedH
αushWαullH–oleculesYHChemistrySelectVH2020VHdVH]d]g[W]d]gh 1.8 2

12 γemovalHofHwεHtoHproduceHhydrogenHinHtheHpresenceHofHrOHonHaHtransitionHmetalWdopedHZε–W]aH
catalystiHaHsuπHmechanisticHstudyYHPhysicalgChemistrygChemicalgPhysicsVH2020VHaaVH]hgffW]hggf 3.6 2

11 πheoreticalHinsightsHofHsolventHeffectHonHexcitedWstateHprotonHtransfersHofH
aWarylWbWhydroxyquinoloneYHJournalgofgMoleculargLiquidsVH2021VHbadVH]]d[bd 6 2

10
–olecularHdesignHofHaminoWtypeHhydrogenWbondingHmoleculesHforHexcitedWstateHintramolecularH
protonHtransferHRtεxαπSWbasedHfluorescentHprobeHusingHtheHπsWsuπHapproachYHNewgJournalgofg
ChemistryVH2021VHcdVH]ad[[W]ad[g

3.6 2

9
πunableHfarWredHfluorescenceHutilizingHˇ�WextensionHandHsubstitutionHonHtheHexcitedHstateH
intramolecularHprotonHtransferHRtεxαπSHofHnaphthaleneWbasedHεchiffHbasesiHpHcombinedH
experimentalHandHtheoreticalHstudyYHJournalgofgPhotochemistrygandgPhotobiologygA:gChemistryVH2022VH
cb]VH]]c[cf

4.7 2

8 tthyleneHinsertionHinHtheHpresenceHofHnewHalkoxysilaneHelectronHdonorsHforHZieglerWçattaHcatalyzedH
polyethyleneYHComputationalgandgTheoreticalgChemistryVH2017VH]]]aVH][W]h 2 1

7
εynthesisHandHcharacterizationHofHnovelHchiralHderivatizingHagentsHcontainingH˛†WketoWanthraceneH
adductsHRzppsSHbyHwWç–γiHaromaticHinfluenceHandHchiralHalcoholHabsoluteHconfigurationH
determinationYHOrganicgandgBiomoleculargChemistryVH2019VH]fVHdc]Wddc

3.9 1

6
çearWxγHazaWqOsxαYWbasedHprobeHforHtheHselectiveHsimultaneousHdetectionHofHruaUHinHaqueousH
bufferHsolutionsHandHitsHapplicationHinHbiologicalHsamplesYHJournalgofgPhotochemistrygandg
PhotobiologygA:gChemistryVH2020VHc[[VH]]aec]

4.7 1

5 çuclearHquantumHandHwZsHisotopeHeffectsHonHthreeWcenteredHbondingHdiboraneiHαathHintegralH
molecularHdynamicsHsimulationsYHInternationalgJournalgofgQuantumgChemistryVH2020VH]a[VHeae]fh 2.1 1

4 çitricHoxideHoxidationHonHwarpedHnanographeneHRrg[wb[SiHaHsuπHstudyYHTheoreticalgChemistryg
AccountsVH2019VH]bgVH] 1.9 1

3
εolidWεtateHuluorophoresHwithHrombinedHtxcitedWεtateHxntramolecularHαrotonH
πransferWpggregationWxnducedHtmissionHasHtfficientHtmittersHforHtlectroluminescentHsevicesYH
AdvancedgPhotonicsgResearchVH2022VHbVHa][[]c]

1.9 1

2
εelfWabsorptionWfreeHexcitedWstateHintramolecularHprotonHtransferHRtεxαπSHemittersHforHhighH
brightnessHandHluminousHefficiencyHorganicHfluorescentHelectroluminescentHdevicesYHMaterialsg
ChemistrygFrontiersVH2021VHdVHea]aWeaad

7.8 0

1
πunableHfluorescenceHofHxmidazo[]VaWa]pyridineHderivativesHwithHadditionalHprotonHtransferHsitesH
warnessingHexcitedWstateHintramolecularHdoubleHprotonHtransferiHπheoreticalHinsightYHJournalgofg
LuminescenceVH2022VHachVH]]h[]e

3.8
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