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131 TheoreticalHnpproachHtoHrvaluateHtheHtasU–ensingH’erformanceHofHtrapheneH
†anoribbonW‘ligothiopheneHpompositesVVHACSoOmegaTH2022THdTH[[cXU[[da 3.9 0

130 qielectricHcontinuumHmethodsHforHquantumHchemistryVHWileyoInterdisciplinaryoReviews:o
ComputationaloMolecularoScienceTH2021THYYTHeYbYf 7.9 31

129 ’robingHvnterfacialHrffectsHonHvonizationHrnergiesgHTheH–urprisingHoanalityHofHnnionUÃaterHuydrogenH
oondingHatHtheHnirWÃaterHvnterfaceVHJournaloofotheoAmericanoChemicaloSocietyTH2021THYa]THYXYefUYX[X[ 16.4 8

128
†aturalHphargeUTransferHnnalysisgHrliminatingH–puriousHphargeUTransferH–tatesHinHTimeUqependentH
qensityHsunctionalHTheoryHviaHqiabatizationTHwithHnpplicationHtoH’rojectionUoasedHrmbeddingVH
JournaloofoChemicaloTheoryoandoComputationTH2021THYdTHaYfbUa[YX

6.4 6

127 VibrationalHexcitonHdelocalizationHprecludesHtheHuseHofHinfraredHintensitiesHasHproxiesHforHsurfactantH
accumulationHonHaqueousHsurfacesVHChemicaloScienceTH2021THY[THe][XUe]][ 9.4 2

126 rlectrostaticsTHphargeHTransferTHandHtheH†atureHofHtheHualideUÃaterHuydrogenHoondVHJournaloofo
PhysicaloChemistryoATH2021THY[bTHY[a]UY[bc 2.8 8

125 –implifiedHtuningHofHlongUrangeHcorrectedHdensityHfunctionalsHforHuseHinHsymmetryUadaptedH
perturbationHtheoryVHJournaloofoChemicaloPhysicsTH2021THYbbTHX]aYX] 3.9 6

124 –oftwareHforHtheHfrontiersHofHquantumHchemistrygHnnHoverviewHofHdevelopmentsHinHtheH“UphemHbH
packageVHJournaloofoChemicaloPhysicsTH2021THYbbTHXeaeXY 3.9 115

123 †eatTH–impleTHandHÃronggHqebunkingHrlectrostaticHsallaciesH”egardingH†oncovalentHvnteractionsVH
JournaloofoPhysicaloChemistryoATH2021THY[bTHdY[bUdY]d 2.8 3

122 uiddenHuemibondingHinHtheHnqueousHuydroxylH”adicalVHJournaloofoPhysicaloChemistryoLettersTH2021TH
Y[THeXb]UeXcX 6.4 1

121 ’redictingHandH nderstandingH†onUpovalentHvnteractionsH singH†ovelHsormsHofH–ymmetryUndaptedH
’erturbationHTheoryVHAccountsoofoChemicaloResearchTH2021THbaTH]cdfU]cfX 24.3 6

120 †onadiabaticHdynamicsHwithHspinUflipHvsHlinearUresponseHtimeUdependentHdensityHfunctionalHtheorygH
nHcaseHstudyHforHtheHprotonatedH–chiff´ baseHpu†uVHJournaloofoChemicaloPhysicsTH2021THYbbTHY[aYYY 3.9 1

119 phargeH–eparationHandHphargeHTransferHinHtheHyowUyyingHrxcitedH–tatesHofH’entaceneVHJournaloofo
PhysicaloChemistryoCTH2020THY[aTH[acb]U[accc 3.8 10

118 rlectrostaticsHdoesHnotHdictateHtheHslipUstackedHarrangementHofHaromaticHˇ�Uˇ�HinteractionsVHChemicalo
ScienceTH2020THYYTHcdbeUcdcb 9.4 24

117 –tateUTargetedHrnergyH’rojectiongHnH–impleHandH”obustHnpproachHtoH‘rbitalH”elaxationHofH
†onUnufbauH–elfUponsistentHsieldH–olutionsVHJournaloofoChemicaloTheoryoandoComputationTH2020THYcTHbXcdUbXe[6.4 39

116
 singHntomicHponfiningH’otentialsHforHteometryH‘ptimizationHandHVibrationalHsrequencyH
palculationsHinH“uantumUphemicalHzodelsHofHrnzymeHnctiveH–itesVHJournaloofoPhysicaloChemistryoBTH
2020THY[aTHYY]dUYYad

3.4 7

115 ”einterpretingHˇ�UstackingVHPhysicaloChemistryoChemicaloPhysicsTH2020TH[[TH[aedXU[aeec 3.6 18
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114 –ilverHclustersHtuneHupHelectronicHpropertiesHofHgrapheneHnanoflakesgHnHcomprehensiveHtheoreticalH
studyVHJournaloofoMolecularoLiquidsTH2020TH[fdTHYYYfX[ 6 27

113 rnergyU–creenedHzanyUoodyHrxpansiongHnH’racticalHYetHnccurateHsragmentationHzethodHforH
“uantumHphemistryVHJournaloofoChemicaloTheoryoandoComputationTH2020THYcTHadbUaed 6.4 27

112 npproachHtoHsemtosecondH–timulatedH”amanH–pectroscopygHvnvestigatingHVibrationalHzodesH
’robedHinHrxcitedU–tateH”elaxationHofH“uaterthiophenesVHJournaloofoPhysicaloChemistryoATH2020THY[aTHc]bcUc]c[2.8 1

111 ”oleHofHhemibondingHinHtheHstructureHandHultravioletHspectroscopyHofHtheHaqueousHhydroxylHradicalVH
PhysicaloChemistryoChemicaloPhysicsTH2020TH[[TH[de[fU[deaa 3.6 6

110
uowHÃellHqoesHaH–olvatedH‘ctaUacidHpapsuleH–hieldHtheHrmbeddedHphromophorelHnHpomputationalH
nnalysisHoasedHonHanHnnisotropicHqielectricHpontinuumHzodelVHJournaloofoPhysicaloChemistryoBTH2020TH
Y[aTHcffeUdXXa

3.4 4

109 vntrinsicallyHsmoothHdiscretisationHofHponnollyOsHsolventUexcludedHmolecularHsurfaceVHMolecularo
PhysicsTH2020THYYeTHeYcaa]ea 1.7 9

108 vnvestigationHofHtheH”esonanceH”amanH–pectrumHofHtheHuydratedHrlectronVHJournaloofoPhysicalo
ChemistryoBTH2019THY[]THeXdaUeXeb 3.4 17

107 –tructureHofHtheHaqueousHelectronVHPhysicaloChemistryoChemicaloPhysicsTH2019TH[YTH[Xb]eU[Xbcb 3.6 27

106
VariationalHsormulationHofHtheHteneralizedHzanyUoodyHrxpansionHwithH–elfUponsistentHphargeH
rmbeddinggH–impleHandHporrectHnnalyticHrnergyHtradientHforHsragmentUoasedHzolecularHqynamicsVH
JournaloofoPhysicaloChemistryoLettersTH2019THYXTH]eddU]eec

6.4 13

105 nccurateHandHrfficientHabHvnitioHpalculationsHforH–upramolecularHpomplexesgH–ymmetryUndaptedH
’erturbationHTheoryHwithHzanyUoodyHqispersionVHJournaloofoPhysicaloChemistryoLettersTH2019THYXTH[dXcU[dYa6.4 35

104
nnalyticHgradientHforHtheH“zWzzUrwaldHmethodHusingHchargesHderivedHfromHtheHelectrostaticH
potentialgHTheoryTHimplementationTHandHapplicationHtoHabHinitioHmolecularHdynamicsHsimulationHofH
theHaqueousHelectronVHJournaloofoChemicaloPhysicsTH2019THYbXTHYaaYYb

3.9 20

103 –elfUconsistentHchargeHembeddingHatHveryHlowHcostTHwithHapplicationHtoHsymmetryUadaptedH
perturbationHtheoryVHJournaloofoChemicaloPhysicsTH2019THYbYTHX]YYX[ 3.9 12

102 santasyHversusHrealityHinHfragmentUbasedHquantumHchemistryVHJournaloofoChemicaloPhysicsTH2019TH
YbYTHYdXfXY 3.9 53

101 vnteractionHofHtrapheneH“uantumHqotsHwithH‘ligothiophenegHnHpomprehensiveHTheoreticalH–tudyVH
JournaloofoPhysicaloChemistryoCTH2019THY[]TH[fbbcU[fbdX 3.8 17

100 TheH’oissonUooltzmannHmodelHforHimplicitHsolvationHofHelectrolyteHsolutionsgH“uantumHchemicalH
implementationHandHassessmentHviaH–echenovHcoefficientsVHJournaloofoChemicaloPhysicsTH2019THYbYTH[[aYYY3.9 20

99
ntomicH‘rbitalHvmplementationHofHrxtendedH–ymmetryUndaptedH’erturbationHTheoryHPö–n’TQHandH
oenchmarkHpalculationsHforHyargeH–upramolecularHpomplexesVHJournaloofoChemicaloTheoryoando
ComputationTH2018THYaTH[fbbU[fde

6.4 30

98 –elfUconsistentHpredictorWcorrectorHalgorithmsHforHstableHandHefficientHintegrationHofHtheH
timeUdependentHxohnU–hamHequationVHJournaloofoChemicaloPhysicsTH2018THYaeTHXaaYYd 3.9 23

97
“uantumHchemistryHinHarbitraryHdielectricHenvironmentsgHTheoryHandHimplementationHofH
nonequilibriumH’oissonHboundaryHconditionsHandHapplicationHtoHcomputeHverticalHionizationH
energiesHatHtheHairWwaterHinterfaceVHJournaloofoChemicaloPhysicsTH2018THYaeTH[[[e]a

3.9 20
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96
qoubleUbufferedTHheterogeneousHp’ HSHt’ HintegralHdigestionHalgorithmHforHsingleUexcitationH
calculationsHinvolvingHaHlargeHnumberHofHexcitedHstatesVHJournaloofoComputationaloChemistryTH2018TH
]fTH[Yd]U[Ye[

3.5 2

95 nH–impleHporrectionHforH†onadditiveHqispersionHwithinHrxtendedH–ymmetryUndaptedH’erturbationH
TheoryHPö–n’TQVHJournaloofoChemicaloTheoryoandoComputationTH2018THYaTHbY[eUbYa[ 6.4 13

94 –tandardHgridsHforHhighUprecisionHintegrationHofHmodernHdensityHfunctionalsgH–tU[HandH–tU]VHJournalo
ofoComputationaloChemistryTH2017TH]eTHecfUee[ 3.5 47

93 nccuracyHofHfiniteUdifferenceHharmonicHfrequenciesHinHdensityHfunctionalHtheoryVHJournaloofo
ComputationaloChemistryTH2017TH]eTHYcdeUYcea 3.5 10

92 TheHuydratedHrlectronVHAnnualoReviewoofoPhysicaloChemistryTH2017THceTHaadUad[ 15.7 88

91 rvidenceHforH–ingletHsissionHqrivenHbyHVibronicHpoherenceHinHprystallineHTetraceneVHJournaloofo
PhysicaloChemistryoLettersTH2017THeTHYaa[UYaae 6.4 75

90 ‘nHtheHaccuracyHofHtheHgeneralTHstateUspecificHpolarizableUcontinuumHmodelHforHtheHdescriptionHofH
correlatedHgroundUHandHexcitedHstatesHinHsolutionVHPhysicaloChemistryoChemicaloPhysicsTH2017THYfTHYcaaUYcba3.6 45

89  nderstandingHtheHmanyUbodyHexpansionHforHlargeHsystemsVHvvvVHpriticalHroleHofHfourUbodyHtermsTH
counterpoiseHcorrectionsTHandHcutoffsVHJournaloofoChemicaloPhysicsTH2017THYadTHYcYd[f 3.9 19

88
ÃhatHvsHtheH‘ptoelectronicHrffectHofHtheHpapsuleHonHtheHtuestHzoleculeHinHnqueousHuostWtuestH
pomplexeslHnHpombinedHpomputationalHandH–pectroscopicH’erspectiveVHJournaloofoPhysicalo
ChemistryoCTH2017THY[YTHYbaeYUYbaee

3.8 12

87
nnalyticHderivativeHcouplingsHandHfirstUprinciplesHexcitonWphononHcouplingHconstantsHforHanHabHinitioH
srenkelUqavydovHexcitonHmodelgHTheoryTHimplementationTHandHapplicationHtoHcomputeHtripletH
excitonHmobilityHparametersHforHcrystallineHtetraceneVHJournaloofoChemicaloPhysicsTH2017THYacTH[[aYYX

3.9 18

86
”eparameterizationHofHanHnccurateTHsewU’arameterHvmplicitH–olvationHzodelHforH“uantumH
phemistrygHpompositeHzethodHforHvmplicitH”epresentationHofH–olventTHpzv”–HvVHYVYVHJournaloofo
ChemicaloTheoryoandoComputationTH2016THY[THa]]eUac

6.4 13

85 yocalHrxcitationHnpproximationsHtoHTimeUqependentHqensityHsunctionalHTheoryHforHrxcitationH
rnergiesHinH–olutionVHJournaloofoChemicaloTheoryoandoComputationTH2016THY[THYbdUcc 6.4 16

84
’airU’airHnpproximationHtoHtheHteneralizedHzanyUoodyHrxpansiongHnnHnlternativeHtoHtheHsourUoodyH
rxpansionHforHabHvnitioH’redictionHofH’roteinHrnergeticsHviaHzolecularHsragmentationVHJournaloofo
ChemicaloTheoryoandoComputationTH2016THY[THbd[Uea

6.4 42

83 pomputationHofHuydrationHsreeHrnergiesH singHtheHzultipleHrnvironmentH–ingleH–ystemH“uantumH
zechanicalWzolecularHzechanicalHzethodVHJournaloofoChemicaloTheoryoandoComputationTH2016THY[TH]][Uaa6.4 36

82  nderstandingHtheHmanyUbodyHexpansionHforHlargeHsystemsVHvvVHnccuracyHconsiderationsVHJournaloofo
ChemicaloPhysicsTH2016THYaaTHYcaYXb 3.9 46

81 rnergyHqecompositionHnnalysisHwithHaH–tableHphargeUTransferHTermHforHvnterpretingHvntermolecularH
vnteractionsVHJournaloofoChemicaloTheoryoandoComputationTH2016THY[TH[bcfUe[ 6.4 62

80
oeyondHTimeUqependentHqensityHsunctionalHTheoryH singH‘nlyH–ingleHrxcitationsgHzethodsHforH
pomputationalH–tudiesHofHrxcitedH–tatesHinHpomplexH–ystemsVHAccountsoofoChemicaloResearchTH2016TH
afTHf]YUaY

24.3 61

79 TheHuydratedHrlectronHatHtheH–urfaceHofH†eatHyiquidHÃaterHnppearsHToHoeHvndistinguishableHfromH
theHoulkH–peciesVHJournaloofotheoAmericanoChemicaloSocietyTH2016THY]eTHYXedfUec 16.4 42
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78 nH–tructuralHzodelHforHaH–elfUnssembledH†anotubeH’rovidesHvnsightHintoHvtsHrxcitonHqynamicsVH
JournaloofoPhysicaloChemistryoCTH2015THYYfTHY]faeUY]fbc 3.8 19

77 ÃhatHvsHtheH’riceHofH‘penU–ourceH–oftwarelVHJournaloofoPhysicaloChemistryoLettersTH2015THcTH[dbYUa 6.4 8

76 nccurateHdescriptionHofHintermolecularHinteractionsHinvolvingHionsHusingHsymmetryUadaptedH
perturbationHtheoryVHJournaloofoChemicaloTheoryoandoComputationTH2015THYYTH[ad]Uec 6.4 70

75 nnalyticHderivativeHcouplingsHinHtimeUdependentHdensityHfunctionalHtheorygH“uadraticHresponseH
theoryHversusHpseudoUwavefunctionHapproachVHJournaloofoChemicaloPhysicsTH2015THYa[THXcaYXf 3.9 43

74
yowU–calingH“uantumHphemistryHnpproachHtoHrxcitedU–tateH’ropertiesHviaHanHabHvnitioHrxcitonH
zodelgHnpplicationHtoHrxcitationHrnergyHTransferHinHaH–elfUnssembledH†anotubeVHJournaloofoPhysicalo
ChemistryoLettersTH2015THcTHa]fXUc

6.4 31

73 nnHefficientHandHaccurateHapproximationHtoHtimeUdependentHdensityHfunctionalHtheoryHforHsystemsH
ofHweaklyHcoupledHmonomersVHJournaloofoChemicaloPhysicsTH2015THYa]THX]aYXc 3.9 22

72 nccurateHandHefficientHquantumHchemistryHcalculationsHforHnoncovalentHinteractionsHinHmanyUbodyH
systemsgHtheHö–n’THfamilyHofHmethodsVHJournaloofoPhysicaloChemistryoATH2015THYYfTH[]bUb[ 2.8 65

71 ndvancesHinHmolecularHquantumHchemistryHcontainedHinHtheH“UphemHaHprogramHpackageVHMolecularo
PhysicsTH2015THYY]THYeaU[Yb 1.7 2068

70 TheH“uantumHphemistryHofHyooselyUooundHrlectronsVHReviewsoinoComputationaloChemistryTH2015TH]fYUbYd 24

69 pomparisonHofHtheHzarcusHandH’ekarHpartitionsHinHtheHcontextHofHnonUequilibriumTH
polarizableUcontinuumHsolvationHmodelsVHJournaloofoChemicaloPhysicsTH2015THYa]TH[XaYXa 3.9 40

68
–pinUflipTHtensorHequationUofUmotionHconfigurationHinteractionHwithHaHdensityUfunctionalHcorrectiongH
nHspinUcompleteHmethodHforHexploringHexcitedUstateHpotentialHenergyHsurfacesVHJournaloofoChemicalo
PhysicsTH2015THYa]TH[]aYXd

3.9 42

67 rxperimentalHbenchmarkHdataHandHsystematicHevaluationHofHtwoHaHposterioriTHpolarizableUcontinuumH
correctionsHforHverticalHexcitationHenergiesHinHsolutionVHJournaloofoPhysicaloChemistryoATH2015THYYfTHbaacUca2.8 97

66
nbHvnitioHvmplementationHofHtheHsrenkelUqavydovHrxcitonHzodelgHnH†aturallyH’arallelizableH
npproachHtoHpomputingHpollectiveHrxcitationsHinHprystalsHandHnggregatesVHJournaloofoChemicalo
TheoryoandoComputationTH2014THYXTHb]ccUdc

6.4 58

65 rxcitedUstateHdeactivationHpathwaysHinHuracilHversusHhydratedHuracilgHsolvatochromaticHshiftHinHtheH
PYQnˇ�RHstateHisHtheHkeyVHJournaloofoPhysicaloChemistryoBTH2014THYYeTHdeXcUYd 3.4 37

64 ‘pticalHspectroscopyHofHtheHbulkHandHinterfacialHhydratedHelectronHfromHabHinitioHcalculationsVH
JournaloofoPhysicaloChemistryoATH2014THYYeTHdbXdUYb 2.8 48

63 nimingHforHbenchmarkHaccuracyHwithHtheHmanyUbodyHexpansionVHAccountsoofoChemicaloResearchTH
2014THadTH[e[eU]c 24.3 69

62 –ymmetryUadaptedHperturbationHtheoryHwithHxohnU–hamHorbitalsHusingHnonUempiricallyHtunedTH
longUrangeUcorrectedHdensityHfunctionalsVHJournaloofoChemicaloPhysicsTH2014THYaXTHXaaYXe 3.9 24

61 nnalyticHderivativeHcouplingsHforHspinUflipHconfigurationHinteractionHsinglesHandHspinUflipH
timeUdependentHdensityHfunctionalHtheoryVHJournaloofoChemicaloPhysicsTH2014THYaYTHXcaYXa 3.9 66
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60  nderstandingHtheHmanyUbodyHexpansionHforHlargeHsystemsVHvVH’recisionHconsiderationsVHJournaloofo
ChemicaloPhysicsTH2014THYaYTHXYaYXe 3.9 59

59
nnHimprovedHtreatmentHofHempiricalHdispersionHandHaHmanyUbodyHenergyHdecompositionHschemeHforH
theHexplicitHpolarizationHplusHsymmetryUadaptedHperturbationHtheoryHPö–n’TQHmethodVHJournaloofo
ChemicaloPhysicsTH2013THY]fTHX]aYXd

3.9 52

58 ’eriodicHboundaryHconditionsHforH“zWzzHcalculationsgHrwaldHsummationHforHextendedHtaussianH
basisHsetsVHJournaloofoChemicaloPhysicsTH2013THY]fTH[aaYXe 3.9 38

57 rfficientHzonomerUoasedH“uantumHphemistryHzethodsHforHzolecularHandHvonicHplustersVHAnnualo
ReportsoinoComputationaloChemistryTH2013THfTH[bUbe 1.8 31

56 zanyUoodyHrxpansionHwithH‘verlappingHsragmentsgHnnalysisHofHTwoHnpproachesVHJournaloofo
ChemicaloTheoryoandoComputationTH2013THfTHYaXeUYc 6.4 44

55 nchievingHtheHpp–qPTQHoasisU–etHyimitHinH–izableHzolecularHplustersgHpounterpoiseHporrectionsHforH
theHzanyUoodyHrxpansionVHJournaloofoPhysicaloChemistryoLettersTH2013THaTH[cdaUeX 6.4 34

54 npproachingHtheHcompleteUbasisHlimitHwithHaHtruncatedHmanyUbodyHexpansionVHJournaloofoChemicalo
PhysicsTH2013THY]fTH[[aYX[ 3.9 20

53 vmprovingHteneralizedHoornHzodelsHbyHrxploitingHponnectionsHtoH’olarizableHpontinuumHzodelsVHvvVH
porrectionsHforH–altHrffectsVHJournaloofoChemicaloTheoryoandoComputationTH2012THeTHa]eYUf[ 6.4 8

52 nccurateHvntermolecularHvnteractionsHatHqramaticallyH”educedHpostgHö’olS–n’THwithHrmpiricalH
qispersionVHJournaloofoPhysicaloChemistryoLettersTH2012TH]TH][aYU][ae 6.4 49

51 oreakdownHofHtheHsingleUexchangeHapproximationHinHthirdUorderHsymmetryUadaptedHperturbationH
theoryVHJournaloofoPhysicaloChemistryoATH2012THYYcTH]Xa[Ud 2.8 33

50
”apidHcomputationHofHintermolecularHinteractionsHinHmolecularHandHionicHclustersgHselfUconsistentH
polarizationHplusHsymmetryUadaptedHperturbationHtheoryVHPhysicaloChemistryoChemicaloPhysicsTH2012TH
YaTHdcdfUff

3.6 48

49 vmprovingHteneralizedHoornHzodelsHbyHrxploitingHponnectionsHtoH’olarizableHpontinuumHzodelsVHvVH
nnHvmprovedHrffectiveHpoulombH‘peratorVHJournaloofoChemicaloTheoryoandoComputationTH2012THeTHYfffU[XYY6.4 13

48 nHgeneralizedHmanyUbodyHexpansionHandHaHunifiedHviewHofHfragmentUbasedHmethodsHinHelectronicH
structureHtheoryVHJournaloofoChemicaloPhysicsTH2012THY]dTHXcaYY] 3.9 146

47
–tructureHofHtheHaqueousHelectrongHassessmentHofHoneUelectronHpseudopotentialHmodelsHinH
comparisonHtoHexperimentalHdataHandHtimeUdependentHdensityHfunctionalHtheoryVHJournaloofoPhysicalo
ChemistryoATH2011THYYbTHYaadXUe]

2.8 58

46
TheoreticalHcharacterizationHofHfourHdistinctHisomerHtypesHinHhydratedUelectronHclustersTHandH
proposedHassignmentsHforHphotoelectronHspectraHofHwaterHclusterHanionsVHJournaloofotheoAmericano
ChemicaloSocietyTH2011THY]]THYfeefUff

16.4 49

45
TimeUqependentHqensityUsunctionalHqescriptionHofHtheHPYQyaH–tateHinH’olycyclicHnromaticH
uydrocarbonsgHphargeUTransferHpharacterHinHqisguiselVHJournaloofoChemicaloTheoryoandoComputationTH
2011THdTHY[fcU]Xc

6.4 148

44
nH–impleHnlgorithmHforHqeterminingH‘rthogonalTH–elfUponsistentHrxcitedU–tateHÃaveHsunctionsHforH
aH–tateU–pecificHuamiltoniangHnpplicationHtoHtheH‘pticalH–pectrumHofHtheHnqueousHrlectronVHJournalo
ofoChemicaloTheoryoandoComputationTH2011THdTH[XebUf]

6.4 12

43 –ymmetricHversusHasymmetricHdiscretizationHofHtheHintegralHequationsHinHpolarizableHcontinuumH
solvationHmodelsVHChemicaloPhysicsoLettersTH2011THbXfTHddUed 2.5 58
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42 pommentHonHJqoesHtheHhydratedHelectronHoccupyHaHcavitylJVHScienceTH2011TH]]YTHY]edhHauthorHreplyHY]ed 33.3 72

41 †atureOsHmostHsquishyHiongHTheHimportantHroleHofHsolventHpolarizationHinHtheHdescriptionHofHtheH
hydratedHelectronVHInternationaloReviewsoinoPhysicaloChemistryTH2011TH]XTHYUae 7 45

40
nnHefficientTHfragmentUbasedHelectronicHstructureHmethodHforHmolecularHsystemsgHselfUconsistentH
polarizationHwithHperturbativeHtwoUbodyHexchangeHandHdispersionVHJournaloofoChemicaloPhysicsTH2011
THY]aTHXfaYYe

3.9 72

39
”esponseHtoHâ��pommentHonHâ��nHsmoothTHnonsingularTHandHfaithfulHdiscretizationHschemeHforH
polarizableHcontinuumHmodelsgHTheHswitchingWtaussianHapproachâ��â��HΣwVHphemVH’hysVHY]aTHYYdYXYH
P[XYYQ]VHJournaloofoChemicaloPhysicsTH2011THY]aTHYYdYX[

3.9 5

38 nHsimpleHpolarizableHcontinuumHsolvationHmodelHforHelectrolyteHsolutionsVHJournaloofoChemicalo
PhysicsTH2011THY]aTH[XaYYX 3.9 16

37
nHoneUelectronHmodelHforHtheHaqueousHelectronHthatHincludesHmanyUbodyHelectronUwaterH
polarizationgHoulkHequilibriumHstructureTHverticalHelectronHbindingHenergyTHandHopticalHabsorptionH
spectrumVHJournaloofoChemicaloPhysicsTH2010THY]]THYbabXc

3.9 75

36 ’olarizationUboundHquasiUcontinuumHstatesHareHresponsibleHforHtheHJblueHtailJHinHtheHopticalH
absorptionHspectrumHofHtheHaqueousHelectronVHJournaloofotheoAmericanoChemicaloSocietyTH2010THY][THYXXXXU[16.4 45

35 ’olarizableHpontinuumH”eactionUsieldH–olvationHzodelsHnffordingH–moothH’otentialHrnergyH
–urfacesVHJournaloofoPhysicaloChemistryoLettersTH2010THYTHbbcUbcY 6.4 89

34 nHsmoothTHnonsingularTHandHfaithfulHdiscretizationHschemeHforHpolarizableHcontinuumHmodelsgHtheH
switchingWtaussianHapproachVHJournaloofoChemicaloPhysicsTH2010THY]]TH[aaYYY 3.9 137

33
†oncovalentHinteractionsHinHextendedHsystemsHdescribedHbyHtheHeffectiveHfragmentHpotentialH
methodgHtheoryHandHapplicationHtoHnucleobaseHoligomersVHJournaloofoPhysicaloChemistryoATH2010TH
YYaTHY[d]fUba

2.8 91

32 TheHstaticUexchangeHelectronUwaterHpseudopotentialTHinHconjunctionHwithHaHpolarizableHwaterH
modelgHaHnewHuamiltonianHforHhydratedUelectronHsimulationsVHJournaloofoChemicaloPhysicsTH2009THY]XTHY[aYYb3.9 44

31
nHlongUrangeUcorrectedHdensityHfunctionalHthatHperformsHwellHforHbothHgroundUstateHpropertiesHandH
timeUdependentHdensityHfunctionalHtheoryHexcitationHenergiesTHincludingHchargeUtransferHexcitedH
statesVHJournaloofoChemicaloPhysicsTH2009THY]XTHXbaYY[

3.9 478

30
oothHintraUHandHinterstrandHchargeUtransferHexcitedHstatesHinHaqueousHoUq†nHareHpresentHatH
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