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151 qonjugatedHpolymersHandHaromaticityWHChemicaliReviewsUH2005UH[ZcUHabbfVf[ 68.1 396

150 qonformationalHwnformationHfromHπibrationalHSpectraHofHStyreneUHtransVStilbeneUHandHcisVStilbeneWH
JournaliofiPhysicaliChemistryiAUH1997UH[Z[UHaf]aVafa[ 2.8 261

149 SingleVpondHTorsionalHÅotentialsHinHqonjugatedHSystemshHHoHqomparisonHofHabwnitioHandHrensityH
tunctionalH−esultsWHJournaliofiPhysicaliChemistryiAUH1997UH[Z[UHeb]dVebaa 2.8 247

148 TheHeffectsHofHelectronHcorrelationHonHtheHdegreeHofHbondHalternationHandHelectronicHstructureHofH
oligomersHofHpolyacetyleneWHJournaliofiChemicaliPhysicsUH1997UH[ZeUHde[]Vde][ 3.9 136

147 −apidHandHstableHdeterminationHofHrotationHmatricesHbetweenHsphericalHharmonicsHbyHdirectH
recursionWHJournaliofiChemicaliPhysicsUH1999UH[[[UHff]cVffa[ 3.9 121

146 qhromogenicHandHfluorogenicHsensingHofHqu]THbasedHonHcoumarinWHTetrahedronUH2011UHdeUH]egbV]fZ] 2.4 116

145 qycloadditionH−eactionsHofH[UaVqyclohexadieneHonHtheHSiliconQZZ[RHSurfaceWHJournaliofitheiAmericani
ChemicaliSocietyUH1999UH[][UH[[a[[V[[a[e 16.4 108

144 SurfaceVstabilizedHamorphousHgermaniumHnanoparticlesHforHlithiumVstorageHmaterialWHJournaliofi
PhysicaliChemistryiBUH2005UH[ZgUH]Ze[gV]a 3.4 104

143
πibrationalHossignmentHofHollHbdHtundamentalsHofHqdZHandHqdZdVhHHScaledH×uantumH‘echanicalH
−esultsHÅerformedHinH−edundantHwnternalHqoordinatesHandHqomparedHtoHsxperimentsWHJournaliofi
PhysicaliChemistryiAUH2000UH[ZbUH[Z]V[[]

2.8 78

142 pondHlengthHalternationHandHaromaticityHinHlargeHannulenesWHJournaliofiChemicaliPhysicsUH1998UH[ZfUHddf[Vddff3.9 77

141 ’ewHregioisomericHnaphtholVsubstitutedHthiazoleHbasedHratiometricHfluorescenceHsensorHforHZn]TH
withHaHremarkableHredHshiftHinHemissionHspectraWHTetrahedronUH2012UHdfUHdbeVdca 2.4 50

140 zimitationsHofHcurrentHdensityHfunctionalHtheoriesHforHtheHdescriptionHofHpartialHˇ�VbondHbreakingWH
ChemicaliPhysicsiLettersUH1997UH]edUH]ddV]df 2.5 48

139 slucidatingHmolecularHstructuresHofHnonalkylatedHandHshortVchainHalkylHQnHonalyticalHqhemistryUH2014
UHfdUHaaZZVe 7.8 44

138 rirectHabsoluteHpyaHpredictionsHandHprotonHtransferHmechanismsHofHsmallHmoleculesHinHaqueousH
solutionHbyH×‘X‘‘V‘rWHJournaliofiPhysicaliChemistryiBUH2013UH[[eUHd]dgVec 3.4 44

137 ’ewHparallelHoptimalVparameterHfastHmultipoleHmethodHQ–Åt‘‘RWHJournaliofiComputationali
ChemistryUH2001UH]]UH[bfbV[cZ[ 3.5 44

136 ÅristineH‘ultiwalledHqarbonH’anotubeXÅolyethyleneH’anocompositesHbyHwmmobilizedHqatalystsWH
ChemistryiofiMaterialsUH2008UH]ZUHbcffVbcgb 9.6 43

135 qycloadditionHreactionsHofHacrylonitrileHonHtheHSiQ[ZZRV]HxH[HsurfaceWHJournaliofitheiAmericani
ChemicaliSocietyUH2002UH[]bUHd[d]Ve 16.4 43
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134 ÅassiveHandHactiveHoxidationHofHSiQ[ZZRHbyHatomicHoxygenhHaHtheoreticalHstudyHofHpossibleHreactionH
mechanismsWHJournaliofitheiAmericaniChemicaliSocietyUH2002UH[]bUHfeaZVbZ 16.4 43

133
sliminatingHspinVcontaminationHofHspinVflipHtimeHdependentHdensityHfunctionalHtheoryHwithinHlinearH
responseHformalismHbyHtheHuseHofHzerothVorderHmixedVreferenceHQ‘−RHreducedHdensityHmatrixWH
JournaliofiChemicaliPhysicsUH2018UH[bgUH[Zb[Z[

3.9 39

132 odsorptionHofHWaterHonHtheHSiQ[ZZRHSurfacehHHonHobHwnitioHandH×‘X‘‘HqlusterHStudyWHJournaliofi
PhysicaliChemistryiBUH2001UH[ZcUHbZagVbZbb 3.4 38

131
wnterionicHhydrationHstructuresHofH’aqlHinHaqueousHsolutionhHaHcombinedHstudyHofHquantumH
mechanicalHclusterHcalculationsHandH×‘XstÅV‘rHsimulationsWHJournaliofiPhysicaliChemistryiBUH2013UH
[[eUH]fgVgc

3.4 37

130
vighlyHselectiveHimidazoleVappendedHgU[ZV’U’mVdiaminomethylanthraceneHfluorescentHprobeHforH
switchVonHZn]THdetectionHandHswitchVoffHv]Å–bâ��HandHq’â��HdetectionHinHfZNHaqueousHr‘S–UHandH
applicationsHtoHsequentialHlogicHgateHoperationsWHSensorsiandiActuatorsiB:iChemicalUH2017UH]beUHfbZVfbg

8.5 34

129 qonformationalHStudiesHofHπibrationalHÅropertiesHandHslectronicHStatesHofHzeucoemeraldineHpaseH
andHwtsH–ligomersWHMacromoleculesUH1997UHaZUHd]ZVdaZ 5.5 33

128 roHzocalizedHStructuresHofH[[b]VHandH[[f]onnulenesHsxistmWHJournaliofitheiAmericaniChemicaliSocietyUH
1997UH[[gUH[[ggbV[[ggc 16.4 33

127 wnaccuracyHofHdensityHfunctionalHtheoryHcalculationsHforHdihydrogenHbindingHenergeticsHontoHqaH
cationHcentersWHPhysicaliReviewiLettersUH2009UH[ZaUH][d[Z] 7.4 32

126 –xidativeHdenitrogenationHwithHTi–]nporousHcarbonHcatalystHforHpurificationHofHfuelhHqhemicalH
aspectsWHAppliediCatalysisiB:iEnvironmentalUH2019UH]bZUH][cV]]b 21.8 30

125 ’ewHregioisomericHnaphtholâ��thiazoleHbasedHâ��turnVonâ��HfluorescentHchemosensorHforHolaTWH
TetrahedronUH2013UHdgUHgdZZVgdZf 2.4 27

124 ‘easurementHofHqonstructionHpw‘HπalueHpasedHonHaHqaseHStudyHofHaHzargeVScaleHpuildingHÅrojectWH
JournaliofiManagementiiniEngineeringi-iASCEUH2017UHaaUHZcZ[eZZc 5.3 27

123 TranslationHsymmetryHbreakdownHinHlowVdimensionalHlatticesHofHpentagonalHringsWHJournaliofi
PhysicaliChemistryiLettersUH2015UHdUHbc]cVa[ 6.4 26

122 ‘echanismsHbehindHtheHgenerationHofHprotonatedHionsHforHpolyaromaticHhydrocarbonsHbyH
atmosphericHpressureHphotoionizationWHAnalyticaliChemistryUH2012UHfbUH[[bdVc[ 7.8 26

121 ’ewHimplementationHofHaHcombinedHquantumHmechanicalHandHmolecularHmechanicalHmethodHusingH
modifiedHgeneralizedHhybridHorbitalsWHJournaliofiChemicaliPhysicsUH2007UH[]eUH]Zb[Z] 3.9 26

120 vydrophobicHandHhydrophilicHassociationsHofHaHmethanolHpairHinHaqueousHsolutionWHJournaliofi
PhysicaliChemistryiBUH2012UH[[dUH[b]cbVdZ 3.4 25

119 orgonVmatrixVisolationH−amanHspectraHandHdensityHfunctionalHstudyHofH[UaVbutadieneHconformersWH
TheoreticaliChemistryiAccountsUH1999UH[Z]UH[gdV]Zd 1.9 25

118 resignHofHsingletHfissionHchromophoresHwithHcyclicHQalkylRQaminoRHcarbeneHbuildingHblocksWHJournaliofi
ChemicaliPhysicsUH2019UH[cZUH]abaZd 3.9 24

117 ×uantumHmechanicalXeffectiveHfragmentHpotentialHmolecularHdynamicsHQ×‘XstÅV‘rRHstudyHonH
intraVmolecularHprotonHtransferHofHglycineHinHwaterWHChemicaliPhysicsiLettersUH2012UHcagVcbZUH][fV]][ 2.5 23
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116 qomparativeHstudyHofHsurfaceHcycloadditionsHofHethyleneHandH]VbuteneHonHtheHSiQ[ZZRV]HxH[HsurfaceWH
JournaliofiPhysicaliChemistryiBUH2005UH[ZgUHcZdeVe] 3.4 23

115 TheHinitialHmechanismsHofHol]–aHatomicHlayerHdepositionHonH–vXSiQ[HZHZRV]Hˆ�H[HsurfaceHbyH
triVmethylaluminumHandHwaterWHChemicaliPhysicsiLettersUH2006UHb]dUHadcVadg 2.5 23

114 ΠnusualHflexibilityHofH]UcVbisQbVpyridylethynylRthiopheneHselfVassembledHwithHqoQ’qSR]HinHaHnovelH
coordinationHpolymerWHChemicaliCommunicationsUH2003UH]c]fVg 5.8 22

113 sfficientHimplementationsHofHanalyticHenergyHgradientHforHmixedVreferenceHspinVflipH
timeVdependentHdensityHfunctionalHtheoryHQ‘−StVTrrtTRWHJournaliofiChemicaliPhysicsUH2019UH[cZUH[fb[[[3.9 21

112
sfficientHparallelHimplementationsHofH×‘X‘‘V−s‘rHQquantumHmechanicalXmolecularH
mechanicsVreplicaVexchangeH‘rRHandHumbrellaHsamplinghHisomerizationHofHv]–]HinHaqueousH
solutionWHJournaliofiPhysicaliChemistryiBUH2013UH[[eUHeggdVfZZ]

3.4 21

111 rensityHtunctionalHStudiesHofHπibrationalHÅropertiesHofHvq’UHv]–UHqv]–UHqvbUHandHq]vbWHThei
JournaliofiPhysicaliChemistryUH1996UH[ZZUH[dcaZV[dcae 21

110 TheoreticalHstudyHofHq]ZHfullereneHdimerizationhHaHfacileH[]T]]HcycloadditionWHChemicaliPhysicsi
LettersUH2002UHacgUHbbdVbc] 2.5 21

109
qonicalHwntersectionsHinH–rganicH‘oleculeshHpenchmarkingH‘ixedV−eferenceHSpinVtlipH
TimeVrependentHrtTHQ‘−StVTrVrtTRHvsHSpinVtlipHTrVrtTWHJournaliofiPhysicaliChemistryiAUH2019UH
[]aUHdbccVdbd]

2.8 20

108 qonsistenciesHbetweenHexperimentsHandHquantumHcalculationsHofHstrainedHqâ��qHsingleHbondHlengthsWH
ChemicaliCommunicationsUH1997UH][ggV]]ZZ 5.8 20

107 ’ewHwnterpretationHofHtheHπalenceHTautomerismHofH[UdV‘ethano[[Z]annulenesHandHwtsHopplicationH
toHtullereneHrerivativesWHJournaliofiPhysicaliChemistryiAUH1998UH[Z]UHab]gVabae 2.8 20

106 resignHandHphotoisomerizationHdynamicsHofHaHnewHfamilyHofHsyntheticH]VstrokeHlightHdrivenH
molecularHrotaryHmotorsWHChemicaliCommunicationsUH2019UHccUHc]beVc]cZ 5.8 19

105 SolventHelectronicHpolarizationHeffectsHonH’aQTRV’aQTRHandHqlQVRVqlQVRHpairHassociationsHinHaqueousH
solutionWHJournaliofiPhysicaliChemistryiBUH2013UH[[eUHg]eaVg 3.4 19

104 SelectiveHfluorescenceHsensingHofHsalicylicHacidsHusingHaHsimpleHpyrenesulfonamideHreceptorWHRSCi
AdvancesUH2015UHcUH]ad[aV]ad][ 3.7 18

103
odsorptiveHrenitrogenationHofH‘odelHtuelHwithHquqlVzoadedHodsorbentshHqontributionHofH
˛ VqomplexationHandHrirectHwnteractionHbetweenHodsorbatesHandHquprousHwonsWHJournaliofiPhysicali
ChemistryiCUH2017UH[][UH[[dZ[V[[dZf

3.8 17

102
ÅerformanceHonalysisHandH–ptimizationHofH‘ixedV−eferenceHSpinVtlipHTimeVrependentHrensityH
tunctionalHTheoryHQ‘−StVTrrtTRHforHπerticalHsxcitationHsnergiesHandHSingletVTripletHsnergyHuapsWH
JournaliofiPhysicaliChemistryiAUH2019UH[]aUHegg[VfZZZ

2.8 17

101 TheoreticalHmodellingHofHtheHdynamicsHofHprimaryHphotoprocessHofHcyclopropanoneWHPhysicali
ChemistryiChemicaliPhysicsUH2019UH][UH]bfgV]bgf 3.6 17

100
rirectHsimulationsHofHanharmonicHinfraredHspectraHusingHquantumHmechanicalXeffectiveHfragmentH
potentialHmolecularHdynamicsHQ×‘XstÅV‘rRhHmethanolHinHwaterWHJournaliofiPhysicaliChemistryiAUH
2012UH[[dUHfgdcVe[

2.8 17

99 wsHaH[WgZHˆ�Hqâ��qHbondHlengthHinHpolymericHfulleridesHpossiblemWHChemicaliPhysicsiLettersUH1998UH]f]UHa[fVa]b 2.5 17
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98 qycloadditionHisomerizationsHofHadsorbedH[UaVcyclohexadieneHonHSiQ[ZZRV]x[HsurfacehHfirstHneighborH
interactionsWHJournaliofitheiAmericaniChemicaliSocietyUH2005UH[]eUHfbfcVg[ 16.4 17

97 qoherentHintermolecularHprotonHtransferHinHtheHacidVbaseHreactionHofHexcitedHstateHpyranineWH
PhysicaliChemistryiChemicaliPhysicsUH2017UH[gUH[f]baV[f]c[ 3.6 16

96
‘echanisticHstudyHonHloweringHtheHsensitivityHofHpositiveHatmosphericHpressureHphotoionizationH
massHspectrometricHanalyseshHsizeVdependentHreactivityHofHsolventHclustersWHRapidiCommunicationsi
iniMassiSpectrometryUH2015UH]gUH]ZgcV[Z[

2.2 15

95 odsorptionHreactionsHofHdimethylaluminumHisopropoxideHandHwaterHonHtheHvXSiQ[ZZRV]HxH[HsurfacehH
initialHreactionsHforHatomicHlayerHdepositionHofHol]–aWHJournaliofiPhysicaliChemistryiBUH2006UH[[ZUH[[]eeVfa3.4 15

94 zigandVSpecificHrissolutionHofHwronH–xidesHinHtrozenHSolutionsWHEnvironmentaliScienceiramp;i
TechnologyUH2018UHc]UH[aeddV[aeea 10.3 15

93 osymmetricHTransportH‘echanismsHofHvydroniumHandHvydroxideHwonsHinHomorphousHSolidHWaterhH
vydroxideHuoesHprownianHwhileHvydroniumHvopsWHJournaliofiPhysicaliChemistryiLettersUH2014UHcUH]cdfVe]6.4 14

92 wnitialHadsorptionHmechanismsHofHTiqlbHonH–vXSiQ[ZZRV]ˆ�[WHChemicaliPhysicsiLettersUH2008UHbceUHdgVea 2.5 14

91 ’ewHdeepHcavitandHwithHimidazoquinoxalineHflapshHformationHofHstaticHhelicalHalkaneHinclusionH
complexesHbyHenhancedHqvXpiHinteractionsWHChemicaliCommunicationsUH2009UHbge[Va 5.8 13

90 qonformationalHinformationHfromHvibrationalHspectraHofHpolyanilineWHSyntheticiMetalsUH1997UHfcUH[ZeaV[Zed3.6 13

89 oHstairVshapedHmolecularHsilverQZRHchainWHAngewandteiChemiei-iInternationaliEditionUH2008UHbeUHfagZVa 16.4 13

88 otomisticHmodelingHofHmorphologicalHevolutionHduringHsimultaneousHetchingHandHoxidationHofH
SiQ[ZZRWHSurfaceiScienceUH2004UHcccUHc[Vde 1.8 13

87 qonformationalHtingerprintsHinHtheHw−HandH−amanHSpectraHofH–ligoanilineshHHoHqombinedHTheoreticalH
andHsxperimentalHStudyWHChemistryiofiMaterialsUH1999UH[[UHfccVfce 9.6 13

86
–xidativeHdenitrogenationHofHliquidHfuelHoverHW]’ncarbonHcatalystHderivedHfromHaH
phosphotungstinicHacidHencapsulatedHmetalâ��azolateHframeworkWHAppliediCatalysisiB:iEnvironmentalUH
2021UH]fcUH[[gfb]

21.8 13

85 tastH–verlapHsvaluationsHforH’onadiabaticH‘olecularHrynamicsHSimulationshHopplicationsHtoH
StVTrrtTHandHTrrtTWHJournaliofiChemicaliTheoryiandiComputationUH2019UH[cUHff]Vfg[ 6.4 13

84 qomparativeHprotonHtransferHefficienciesHofHhydroniumHandHhydroxideHinHaqueousHsolutionhHprotonH
transferHvsHprownianHmotionWHJournaliofiPhysicaliChemistryiBUH2014UH[[fUH[ade[Vf 3.4 12

83 odsorptionsHofHv–qlHonHwceHSurfacehHsffectsHofHzongV−angeHslectrostaticsUHSurfaceHveterogeneityUH
andHvydrogenHrisordersHofHwceHqrystalWHJournaliofiPhysicaliChemistryiCUH2012UH[[dUHadgbVaeZ[ 3.8 12

82 oHsolventVsoluteHcooperativeHmechanismHforHsymmetryVbreakingHchargeHtransferWHPhysicaliChemistryi
ChemicaliPhysicsUH2020UH]]UH[[[cV[[][ 3.6 12

81 WhichHhydrogenHatomHofHtolueneHprotonatesHÅovHmoleculesHinHQTRVmodeHoÅÅwH‘SHanalysismWHJournali
ofitheiAmericaniSocietyiforiMassiSpectrometryUH2013UH]bUHa[dVg 3.5 11
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80 −educingHtheHscalingHofHtheHfragmentHmolecularHorbitalHmethodHusingHtheHmultipoleHmethodWH
ChemicaliPhysicsiLettersUH2012UHcbaUH[cgV[dc 2.5 11

79 odsorptionsHofHtormicHandHoceticHocidsHonHwceHSurfacehHSurfaceHpindingHqonfigurationsHandHaH
ÅossibilityHofHwnterfacialHÅrotonHTransferWHJournaliofiPhysicaliChemistryiCUH2013UH[[eUHb[f[Vb[ff 3.8 11

78 ThermalHdecompositionHmechanismsHofHmethylamineUHethylamineUHandH[VpropylamineHonHSiQ[ZZRV]Hˆ�H
[HsurfaceWHJournaliofiChemicaliPhysicsUH2011UH[abUH[gbeZ[ 3.9 11

77 ThermalHrecompositionH‘echanismsHofH‘ethanolUHsthanolUHandH[VÅropanolHonHtheHSiQ[ZZRV]Hˆ�H[H
SurfaceWHJournaliofiPhysicaliChemistryiCUH2008UH[[]UHdgZeVdg[a 3.8 11

76 odsorptionHofHTiqlbHonHvXSiQ[HZHZRV]Hˆ�H[HSurfaceWHChemicaliPhysicsiLettersUH2008UHbd[UH]bgV]ca 2.5 10

75 qhemistryHonHSiliconHSurfacesf][Vfc[ 10

74 riboronVHandHriazaVropedHonthracenesHandHÅhenanthreneshHTheirHslectronicHStructuresHforHpeingH
SingletHtissionHqhromophoresWHJournaliofiPhysicaliChemistryiAUH2020UH[]bUHf[cgVf[e] 2.8 10

73 veartbeatHdetectionHusingHaHropplerHradarHsensorHbasedHonHtheHscalingHfunctionHofHwaveletH
transformWHMicrowaveiandiOpticaliTechnologyiLettersUH2019UHd[UH[eg]V[egd 1.2 9

72 uaucheHeffectsHofHglucopyranoseHbyH×‘X‘‘V‘rHsimulationsWHTheoreticaliChemistryiAccountsUH2015UH
[abUH[ 1.9 9

71 rualHfunctionHofHaHlivingHpolymerizationHinitiatorHthroughHtheHformationHofHaHchainVendVprotectingH
clusterhHdensityHfunctionalHtheoryHcalculationWHPhysicaliChemistryiChemicaliPhysicsUH2014UH[dUH]bg]gVac 3.6 9

70 rirectHdeterminationHofHmultipoleHmomentsHofHqartesianHuaussianHfunctionsHinHsphericalHpolarH
coordinatesWHJournaliofiChemicaliPhysicsUH2004UH[]ZUHacacVba 3.9 9

69 SurfaceHreactionHmechanismsHofHhydrazineHonHSiQ[ZZRV]HxH[HsurfacehH’vaHdesorptionHpathwaysWH
JournaliofiChemicaliPhysicsUH2004UH[]ZUHgegVfe 3.9 9

68 uroundHandHexcitedHstatesHofHol]–]HandHitsHanionWHChemicaliPhysicsiLettersUH2005UHb[[UH]geVaZ[ 2.5 9

67 wmpactHofHtheHrynamicHslectronHqorrelationHonHtheHΠnusuallyHzongHsxcitedVStateHzifetimeHofH
ThymineWHJournaliofiPhysicaliChemistryiLettersUH2021UH[]UHbaagVbabd 6.4 9

66 obHinitioHstudyHofHyubasVtypeHdihydrogenHfixationHontoHdVorbitalHstatesHofHqaHadatomsWHChemicali
PhysicsiLettersUH2011UHc[aUH]cdV]dZ 2.5 8

65 qlusterHstudyHofHsurfaceHradicalsHofHSiQ[[[RVeHˆ�HeHreconstructedHsurfaceWHTheoreticaliChemistryi
AccountsUH2008UH[]ZUHegVfa 1.9 8

64
‘ixedV−eferenceHSpinVtlipHTimeVrependentHrensityHtunctionalHTheoryHQ‘−StVTrrtTRHasHaHSimpleH
yetHoccurateH‘ethodHforHriradicalsHandHriradicaloidsWHJournaliofiChemicaliTheoryiandiComputationUH
2021UH[eUHfbfVfcg

6.4 8

63 veatHofHformationHpredictionsHofHvariousHnitroVsubstitutedHazolesHbyHub‘Å]VSt‘HschemeWH
TheoreticaliChemistryiAccountsUH2015UH[abUH[ 1.9 7
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62 qomputationHofH‘olecularHwonizationHsnergiesHΠsingHanHsnsembleHrensityHtunctionalHTheoryH
‘ethodWHJournaliofiChemicaliTheoryiandiComputationUH2020UH[dUHbbfgVbcZb 6.4 7

61 oHprioriHpredictionHofHheatsHofHvaporizationHandHsublimationHbyHstÅ]V‘rWHJournaliofiPhysicali
ChemistryiBUH2014UH[[fUHbfedVf] 3.4 7

60 SurfaceH−eactionHofH[U]UVrichloroethyleneHonHSiQ[ZZRV]Hˆ�H[hHwmportanceHofHSurfaceHwsomerizationH
qhannelWHJournaliofiPhysicaliChemistryiCUH2008UH[[]UHga]eVgaac 3.8 7

59 SurfaceHSQ’R]HreactionHbyHv]–HonHchlorinatedHSiQ[ZZRV]HxH[HsurfaceWHJournaliofiPhysicaliChemistryiBUH
2005UH[ZgUH[ZgZgV[b 3.4 7

58 qomputationHofH‘olecularHslectronHoffinitiesHΠsingHanHsnsembleHrensityHtunctionalHTheoryH
‘ethodWHJournaliofiPhysicaliChemistryiAUH2020UH[]bUHeegcVefZb 2.8 7

57 oHtheoreticalHstudyHofHthermalH[[Ua]VsigmatropicHrearrangementsHofHaVtrimethylsilylV[VpyrazolinehH
concertedHvsWHstepwiseHmechanismsWHJournaliofiComputationaliChemistryUH2006UH]eUH]]fVae 3.5 6

56
–ptimizationHofHThreeHStateHqonicalHwntersectionsHbyHodaptiveHÅenaltyHtunctionHolgorithmHinH
qonnectionHwithHtheH‘ixedV−eferenceHSpinVtlipHTimeVrependentHrensityHtunctionalHTheoryH
‘ethodHQ‘−StVTrrtTRWHJournaliofiPhysicaliChemistryiAUH2021UH[]cUH[ggbV]ZZd

2.8 6

55
tastHandHoccurateHqomputationHofH’onadiabaticHqouplingH‘atrixHslementsHΠsingHtheHTruncatedH
zeibnizHtormulaHandH‘ixedV−eferenceHSpinVtlipHTimeVrependentHrensityHtunctionalHTheoryWHJournali
ofiPhysicaliChemistryiLettersUH2021UH[]UHbe]]Vbe]f

6.4 6

54 vowHpeneficialHwsHtheHoccountHofHroublyVsxcitedHqonfigurationsHinHzinearH−esponseHTheorymWH
JournaliofiChemicaliTheoryiandiComputationUH2021UH[eUHgecVgfb 6.4 6

53 SulfuricHocidHtormationHviaHvS–H–xidationHbyHv–HinHtheHotmosphereWHJournaliofiPhysicaliChemistryiA
UH2019UH[]aUHfafcVfagZ 2.8 5

52 sfficientHThermalH−eactionsHofHSulfurHrioxideHonHwceHSurfacesHatHzowHTemperaturehHoHqombinedH
sxperimentalHandHTheoreticalHStudyWHACSiEarthiandiSpaceiChemistryUH2017UH[UHcZaVc[Z 3.2 5

51 oHnewHpartitionHofHtheHatomicHpolarHtensorhHtheHbenzeneHmoleculeWHChemicaliPhysicsiLettersUH1996UH
]daUHdgeVeZ] 2.5 5

50 sffectsHofHexternalHelectricHfieldHandHanisotropicHlongVrangeHreactivityHonHchargeHseparationH
probabilityWHJournaliofiChemicaliPhysicsUH2017UH[beUH[bb[[[ 3.9 4

49 zikeVchargeHionHpairsHofHhydroniumHandHhydroxideHinHaqueousHsolutionmWHPhysicaliChemistryiChemicali
PhysicsUH2015UH[eUH[d]aaVe 3.6 4

48 ureenPsHfunctionHofHtheHSmoluchowskiHequationHwithHreactionHsinkhHopplicationHtoHgeminateHandH
bulkHrecombinationHreactionsWHJournaliofiChemicaliPhysicsUH2020UH[c]UH[ab[Z] 3.9 4

47 ‘icroscopicHnatureHofHmobileHfluorideHanionsHonHsp]HcarbonHsurfacesWHChemicaliPhysicsiLettersUH2013
UHceZUHfcVfg 2.5 4

46 qhaUHqhoiUHandHÅarkH−eplyhWHPhysicaliReviewiLettersUH2010UH[ZbUH 7.4 4

45 TheoreticalHStudyHofHwnitialHodsorptionsHandHSubsequentHSurfaceH−earrangementsHofHvâ��qmqâ��–vHonH
SiQ[ZZRV]Hˆ�H[HSurfaceWHJournaliofiPhysicaliChemistryiCUH2010UH[[bUH[b[feV[b[g] 3.8 4
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44 πibrationalHpropertiesHofH[aa]Q[UaUcRVcyclophaneHandHbridgedVhexaprismaneWHJournaliofiMoleculari
StructureUH2003UHdccUHac[Vacg 3.4 4

43 odsorptionH−eactionsHofHTrimethylgalliumHandHorsineHonHvXSiQ[ZZRV]x[HSurfaceWHBulletiniofithei
KoreaniChemicaliSocietyUH2009UHaZUH[fZcV[f[Z 1.2 4

42 odsorptionH‘echanismsHofH’vaHonHqhlorinatedHSiQ[ZZRV]ˆ�[HSurfaceWHBulletiniofitheiKoreaniChemicali
SocietyUH2012UHaaUHeecVeef 1.2 4

41 qonformationalHfreeHenergyHsurfacesHofHnonVionizedHglycineHinHaqueousHsolutionWHTheoreticali
ChemistryiAccountsUH2016UH[acUH[ 1.9 4

40 wnternalHqonversionHbetweenHprightHQ[RHandHrarkHQ]RHStatesHinHsVVputadieneHandHsVVvexatrieneWH
JournaliofiPhysicaliChemistryiLettersUH2021UH[]UHge]ZVge]g 6.4 4

39
qorrelationHbetweenHexperimentalHdataHofHprotonationHofHaromaticHcompoundsHatHQTRHatmosphericH
pressureHphotoionizationHandHtheoreticallyHcalculatedHenthalpiesWHRapidiCommunicationsiiniMassi
SpectrometryUH2017UHa[UH[Z]aV[ZaZ

2.2 3

38 TimeVdependentHelectronHtransferHrateHbetweenHgeminateHionsHwithHstrongHqoulombHinteractionH
andHdistanceVdependentHreactivityWHJournaliofiChemicaliPhysicsUH2019UH[cZUH][b[Zb 3.9 3

37 tastHandHaccurateHpredictionsHofHheatHofHformationHbyHub‘Å]VSt‘HparameterizationHschemehHonH
applicationHtoHimidazoleHderivativesWHChemicaliPhysicsiLettersUH2014UHcggUHceVd] 2.5 3

36 ‘eanHuradientHqhargehHoHnewHdefinitionHofHatomicHchargeHusingHinducedHatomicHgradientWHChemicali
PhysicsiLettersUH2012UHc]bUH[ZeV[[[ 2.5 3

35 πisibleHlaserâ��inducedHphotoreductionHofHsilverHbVnitrobenzenethiolateHrevealedHbyH−amanH
scatteringHspectroscopyWHJournaliofiRamaniSpectroscopyUH2009UHb[UHnXaVnXa 2.3 3

34 qycloadditionH−eactionsHofH[VÅyrazolineHonHtheHSiQ[ZZRH]Hˆ�H[HSurfacehHHoHÅossibleH−outeHtoHanHSi’H
wnterfacialHroubleHpondWHJournaliofiPhysicaliChemistryiBUH2003UH[ZeUHdfcaVdfcf 3.4 3

33
StructuralHorHpopulationHdynamicshHwhatHisHrevealedHbyHtheHtimeVresolvedHphotoelectronH
spectroscopyHofH[UaVcyclohexadienemHoHstudyHwithHanHensembleHdensityHfunctionalHtheoryHmethodWH
PhysicaliChemistryiChemicaliPhysicsUH2020UH]]UH[ecdeV[ecea

3.6 3

32 −eliefHofHexcitedVstateHantiaromaticityHenablesHtheHsmallestHredHemitterWHNatureiCommunicationsUH
2021UH[]UHcbZg 17.4 3

31 WhatHouthenticationHTechnologyHShouldHpeHqhosenHforHqonstructionH‘anpowerH‘anagementmWH
ProcediaiEngineeringUH2017UH[gdUHaZgVa[b 2

30 –neVrimensionalHÅrojectionHofHqollectiveHπariablesHforHsffectiveHSamplingHofHqomplexHqhemicalH
−eactionHqoordinatesWHJournaliofiChemicaliTheoryiandiComputationUH2018UH[bUH]a[]V]a][ 6.4 2

29 ’aTUHtâ��UHprâ��UHandHqlâ��HodsorptionsHandHÅenetrationsHonHanHwceHSurfaceWHACSiEarthiandiSpaceiChemistry
UH2018UH]UHcdVda 3.2 2

28 veatHofHformationHpredictionHbyHub‘Å]VSt‘HschemeshHonHapplicationHtoHvariousHnitroazoleH
derivativesWHComputationaliandiTheoreticaliChemistryUH2018UH[[aZUH[bfV[cg 2 2

27 –riginHofHocidVpaseHqatalyticHsffectsHonHtormaldehydeHvydrationWHJournaliofiPhysicaliChemistryiAUH
2016UH[]ZUHgcgfVgdZd 2.8 2

Cheol-Ho Choi

8



26 oHprioriHpredictionsHofHmolecularHdensityHbyHstÅ]V‘rWHTheoreticaliChemistryiAccountsUH2016UH[acUH[ 1.9 2

25 SynthesisHandHcharacterizationHofHaHnovelHlaserHablationHsensitiveHtriazeneHincorporatedHepoxyHresinWH
ElectroniciMaterialsiLettersUH2014UH[ZUH[eaV[f] 2.9 2

24 odsorptionHmechanismsHofHisoxazoleHandHoxazoleHonHSiQ[ZZRV]Hˆ�H[HsurfacehHSiV’HdativeHbondHadditionH
vsWH[bT]]HcycloadditionWHJournaliofiChemicaliPhysicsUH2011UH[acUH]bbeZe 3.9 2

23 −elativisticHpotentialHenergyHsurfacesHofHinitialHoxidationsHofHSiQ[ZZRHbyHatomicHoxygenhHtheH
importanceHofHsurfaceHdimerHtripletHstateWHJournaliofiChemicaliPhysicsUH2012UH[adUH][beZb 3.9 2

22 qycloadditionH−eactionsHofHrienesHonHtheHSwQ[ZZRV]Hˆ�H[HSurfaceWHInternationaliJournaliofiModerni
PhysicsiBUH2003UH[eUH[]ZcV[][Z 1.1 2

21 obHinitioHelectronicHstructureHstudiesHofH’a]–vHandHitsHanionWHChemicaliPhysicsiLettersUH2001UHabgUHcaZVcad2.5 2

20 ‘odelingHofHtheHTransitionHtromHoctiveHtoHÅassiveH–xidationHofHSiQ[ZZRWHMaterialsiResearchiSocietyi
SymposiaiProceedingsUH2000UHd[gUH[ea 2

19 StructuralHwsomersHandHsxcitedHStatesHofHv’aWHBulletiniofitheiKoreaniChemicaliSocietyUH2011UHa]UHadb[Vadba1.2 2

18 sxploringHrysonPsH–rbitalsHandHTheirHslectronHpindingHsnergiesHforHqonceptualizingHsxcitedHStatesH
fromH−esponseH‘ethodologyWHJournaliofiPhysicaliChemistryiLettersUH2021UH[]UHggdaVgge] 6.4 2

17 rescriptionHofHSuddenHÅolarizationHinHtheHsxcitedHslectronicHStatesHwithHanHsnsembleHrensityH
tunctionalHTheoryH‘ethodWHJournaliofiChemicaliTheoryiandiComputationUH2021UH[eUHc[]aVc[ag 6.4 2

16 qonformersHofHZwitterionicHulycineHinHoqueousHÅhaseWHBulletiniofitheiKoreaniChemicaliSocietyUH2018UH
agUH]]eV]aZ 1.2 1

15 TheHconcertedHandHstepwiseHchemisorptionHmechanismsHofHisothiazoleHandHthiazoleHonHSiQ[ZZRâ��]Hˆ�H[H
surfaceWHTheoreticaliChemistryiAccountsUH2011UH[aZUHcZeVc[a 1.9 1

14 qycloadditionHreactionsHofHcyanogenHQq]’]RHonHtheHSiQ[ZZRV]x[HsurfaceWHJournaliofiChemicaliPhysicsUH
2004UH[][UHcbbcVcZ 3.9 1

13 oHπariantHofHtheHprillouinVWignerHÅerturbationHTheoryHwithHspsteinV’esbetHÅartitioningWHBulletiniofi
theiKoreaniChemicaliSocietyUH2013UHabUHa]egVa]fa 1.2 1

12
oHrevelopmentHofHtrameworkHforHSelectingHzaborHottendanceH‘anagementHSystemHqonsideringH
qonditionHofHqonstructionHSiteWHKoreaniJournaliofiConstructioniEngineeringiandiManagementUH2015UH
[dUHdZVdg

1

11 TheoreticalHStudyHofHqycloadditionH−eactionsHofHqdZonHtheHSiQ[ZZRV]ˆ�[HSurfaceWHBulletiniofithei
KoreaniChemicaliSocietyUH2010UHa[UH[df[V[dff 1.2 1

10
SignaturesHofHqonicalHwntersectionHrynamicsHinHtheHTimeV−esolvedHÅhotoelectronHSpectrumHofH
turanhHTheoreticalH‘odelingHwithHanHsnsembleHrensityHtunctionalHTheoryH‘ethodWHInternationali
JournaliofiMoleculariSciencesUH2021UH]]UH

6.3 1

9 vowHneutralHnitrogenVcontainingHcompoundsHareHoxidizedHinHoxidativeVdenitrogenationHofHliquidH
fuelHwithHTi–ncarbonWHPhysicaliChemistryiChemicaliPhysicsUH2021UH]aUHfadfVfaeb 3.6 1

(2021-2016)
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8 zowVdimensionalHprojectionHapproachHforHefficientHsamplingHofHmolecularHrecognitionHandHpolymerH
aggregationWHPhysicaliChemistryiChemicaliPhysicsUH2020UH]]UHdgcaVdgda 3.6 0

7 ‘anifestationsHofHstrongHelectronHcorrelationHinHpolyacenehHtundamentalHgapUHdensityHofHstatesUHandH
photoconductivityWHCarboniTrendsUH2022UHeUH[ZZ[bd 0 0

6 SymmetryVbreakingHchargeHtransferHdynamicsHofHgUgâ��VbianthraceneHrevealedHbyHexperimentHandH
theoryWHEPJiWebiofiConferencesUH2019UH]ZcUHZgZZf 0.3

5 −esummationHofHtheHprillouinVWignerHÅerturbationHSeriesWHBulletiniofitheiKoreaniChemicaliSocietyUH
2018UHagUHabeVacc 1.2

4 TheoreticalHStudyHofHtheHthermalHdecompositionHofHprimaryHthiolsHonHtheHSiQ[ZZRV]X[HsurfaceH2019UHg[Vga

3 TheoreticalHStudiesHonH‘X–bQ‘kziUH’aUHyHandHXktUHqlUHprUHwRHSaltHwonHÅairsWHBulletiniofitheiKoreani
ChemicaliSocietyUH2010UHa[UH]][cV]][f 1.2

2 slectronicHStructureHofH[’iSb]VwnvestigatedHbyHSingleVqrystalHsÅ−HandHrensityHtunctionalHTheoryWH
JournaliofitheiKoreaniMagneticiResonanceiSocietyUH2012UH[dUHefVgZ

1 sntangledHiodineHandHhydrogenHperoxideHformationHinHiceWHPhysicaliChemistryiChemicaliPhysicsUH2020
UH]]UH[dca]V[dcac 3.6
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