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161 yonTlinearFandFnonTlocalFbehaviourFinFspontaneouslyFelectricalFsolidsUFPhysicaliChemistryiChemicali
PhysicsSF2018SFYWSF]XXYT]XXa 3.6 8

160 lssigningFaFstructuralFmotifFusingFspontaneousFmolecularFdipoleForientationFinFthinFfilmsUFPhysicali
ChemistryiChemicaliPhysicsSF2018SFYWSFYdWZcTYdW[[ 3.6 7

159 plectrophilicityFofFoxalicFacidFmonomerFisFenhancedFinFtheFdimerFbyFintermolecularFprotonFtransferUF
PhysicaliChemistryiChemicaliPhysicsSF2017SFXdSFYdbaWTYdbaa 3.6 3

158 oifferentFnonformationsFofFYNToeoxycytidineFinFtheFrasFandF“olidF…haseseFnompetitionFbetweenF
tntraTFandFtntermolecularFsydrogenFmondsUFJournaliofiPhysicaliChemistryiASF2016SFXYWSFcXddTcYXW 2.8 8

157 lFnomparativeF“tudyFofFxethanolFldsorptionFandFoissociationFoverF×zZOWWXPFandFRezZOWWXPUF
TopicsiiniCatalysisSF2015SF]cSFa]]Taa[ 2.3 5

156 tmportanceFofF”imeF“caleFandFwocalFpnvironmentFinFplectronTorivenF…rotonF”ransferUF”heFlnionFofF
lcetoaceticFlcidUFJournaliofitheiAmericaniChemicaliSocietySF2015SFXZbSFX[ZYdT[W 16.4 9

155 tntermolecularFinteractionsFbetweenFmoleculesFinFvariousFconformationalFstateseFtheFdimerFofF
oxalicFacidUFJournaliofiPhysicaliChemistryiASF2014SFXXcSFbZc]TdX 2.8 11

154 nommunicationeFRemarkableFelectrophilicityFofFtheFoxalicFacidFmonomereFanFanionFphotoelectronF
spectroscopyFandFtheoreticalFstudyUFJournaliofiChemicaliPhysicsSF2014SFX[WSFYYXXWZ 3.9 11

153
oiscoveryFofFxostF“tableF“tructuresFofFyeutralFandFlnionicF…henylalanineFthroughFlutomatedF
“canningFofF”automericFandFnonformationalF“pacesUFJournaliofiChemicaliTheoryiandiComputationSF
2013SFdSF[Zb[TcX

6.4 5

152 tnfluenceFofFprototropicFreactionsFonFtheFabsorptionFandFfluorescenceFspectraFofFmethylF
pTdimethylaminobenzoateFandFitsFtwoForthoFderivativesUFJournaliofiFluorescenceSF2011SFYXSFXb[dTaY 2.4 10

151 ““neFaFtoolFforFconstructingFlibrariesFforFsystematicFscreeningFofFconformersUFJournaliofi
ComputationaliChemistrySF2011SFZYSFYW[bT][ 3.5 7

150 tsFelectronegativityFaFusefulFdescriptorFforFtheFpseudoTalkaliFmetalFys[jUFChemistryi-iAiEuropeani
JournalSF2011SFXbSFXZXdbTYW] 4.8 13

149 ReactivityFofFhydrogenFandFmethanolFonFOWWXPFsurfacesFofF×zZSFRezZSF×zZVRezZFandFRezZV×zZUF
CatalysisiTodaySF2011SFXa]SF[XT[c 5.3 29

148 marrierTfreeFprotonFtransferFinducedFbyFelectronFattachmentFtoFtheFcomplexesFbetweenF
XTmethylcytosineFandFformicFacidUFMoleculariPhysicsSF2010SFXWcSFYaYXTYaZX 1.7 7

147
”heoreticalFinvestigationsFonFtheFformationFandFdehydrogenationFreactionFpathwaysFofF
sOysYmsYPOnPsFOnFhFXT[PFoligomerseFimportanceFofFdihydrogenFinteractionsUFInorganiciChemistrySF
2010SF[dSFbbXWTYW

5.1 36

146 ”heFanionicFOdTmethyladeninePTOXTmethylthyminePFbaseFpairFsolvatedFbyFformicFacidUFlF
computationalFandFphotoelectronFspectroscopyFstudyUFJournaliofiPhysicaliChemistryiBSF2010SFXX[SFXXZ]ZTaY3.4 8

145 lmmoniaThydrogenFbromideFandFammoniaThydrogenFiodideFcomplexeseFanionFphotoelectronFandF
abFinitioFstudiesUFJournaliofiPhysicaliChemistryiASF2010SFXX[SFXZ]bTaZ 2.8 14
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144 nombinatorialTcomputationalTchemoinformaticsFOnZPFapproachFtoFfindingFandFanalyzingFlowTenergyF
tautomersUFJournaliofiComputer-AidediMoleculariDesignSF2010SFY[SFaYbTZc 4.2 9

143 “tructureFandF“tabilityFofFsydrogenFnlathratesFofFlmmoniaFmoraneUFMaterialsiResearchiSocietyi
SymposiaiProceedingsSF2009SFXYXaSFX 1

142 nomparisonFofFsomeFrepresentativeFdensityFfunctionalFtheoryFandFwaveFfunctionFtheoryFmethodsF
forFtheFstudiesFofFaminoFacidsUFJournaliofiComputationaliChemistrySF2009SFZWSF]cdTaWW 3.5 53

141 plectrostaticFpotentialFmapsFofFdamagedFoylFstudiedFbyFimageFanalysisFtoolsUFcTzxoguanineFandF
abasicFsiteFlesionsUFJournaliofiMoleculariModelingSF2009SFX]SFcXbTYb 2 1

140
”hermodynamicFandF“tructuralFtnvestigationsFofFlmmoniumFmorohydrideSFaF“olidFwithFaFsighestF
nontentFofF”hermodynamicallyFandFvineticallyFlccessibleFsydrogenUFChemistryiofiMaterialsSF2009SF
YXSF[Z]aT[Z]c

9.6 48

139 —isualizationFofFxolecularFzrbitalsFandFtheFRelatedFplectronFoensitiesUFJournaliofiChemicaliTheoryi
andiComputationSF2008SF[SFacdTdZ 6.4 25

138 “olvationFfreeFenergiesFofFmoleculesUF”heFmostFstableFanionicFtautomersFofFuracilUFPhysicali
ChemistryiChemicaliPhysicsSF2008SFXWSF[[[YTc 3.6 16

137 nylindricalFprojectionFofFelectrostaticFpotentialFandFimageFanalysisFtoolsFforFdamagedFoyleFtheF
substitutionFofFthymineFwithFthymineFglycolUFJournaliofiPhysicaliChemistryiBSF2008SFXXYSFYXdcTYWa 3.4 3

136 “tableF—alenceFlnionsFofFyucleicFlcidFmasesFandFoylF“trandFmreaksFtnducedFbyFwowFpnergyF
plectronsUFChallengesiandiAdvancesiiniComputationaliChemistryiandiPhysicsSF2008SFaXdTaab 0.7 14

135 pffectFofFexcessFelectronFandFoneFwaterFmoleculeFonFrelativeFstabilityFofFtheFcanonicalFandF
zwitterionicFtautomersFofFglycineUFJournaliofiChemicaliPhysicsSF2008SFXYcSFXY]XWX 3.9 7

134 …hotoelectronFspectrumFofFvalenceFanionsFofFuracilFandFfirstTprinciplesFcalculationsFofFexcessF
electronFbindingFenergiesUFJournaliofiChemicaliPhysicsSF2008SFXYdSFW][ZWd 3.9 37

133 plectronTdrivenFacidTbaseFchemistryeFprotonFtransferFfromFhydrogenFchlorideFtoFammoniaUFScienceSF
2008SFZXdSFdZaTd 33.3 67

132 “tructureFandFsinglyFoccupiedFmolecularForbitalFanalysisFofFanionicFtautomersFofFguanineUFJournaliofi
ComputationaliChemistrySF2008SFYdSFXYbbTdX 3.5 2

131 —alenceFanionsFinFcomplexesFofFadenineFandFdTmethyladenineFwithFformicFacideFstabilizationFbyF
intermolecularFprotonFtransferUFJournaliofitheiAmericaniChemicaliSocietySF2007SFXYdSFXYXaTY[ 16.4 37

130
tsomersFandFnonformersFofFsOysYmsYPnsFzligomerseFF–nderstandingFtheFreometriesFandF
plectronicF“tructureFofFmoronâ��yitrogenâ��sydrogenFnompoundsFasF…otentialFsydrogenF“torageF
xaterialsUFJournaliofiPhysicaliChemistryiCSF2007SFXXXSFZYd[TZYdd

3.8 38

129 QuantumFmechanicalFenergyTbasedFscreeningFofFcombinatoriallyFgeneratedFlibraryFofFtautomersUF
”au”reneFaFtautomerFgeneratorFprogramUFJournaliofiChemicaliInformationiandiModelingSF2007SF[bSFacaTd[6.1 31

128 orivingFforceFforFtheF×zZOWFWFXPFsurfaceFrelaxationUFSurfaceiScienceSF2007SFaWXSFX[cXTX[cc 1.8 33

127 tntermolecularFprotonFtransferFinducedFbyFexcessFelectronFattachmentFtoFadenineOformicFacidPnF
OnhYSFZPFhydrogenTbondedFcomplexesUFChemicaliPhysicsSF2007SFZ[YSFYX]TYYY 2.3 20
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126
oifferencesFinFelectrostaticFpotentialFaroundFoylFfragmentsFcontainingFadenineFandF
cToxoTadenineUFlnFanalysisFbasedFonFregularFcylindricalFprojectionUFJournaliofiMoleculariGraphicsiandi
ModellingSF2007SFYaSFYcYTd

2.8 6

125 nanFanFexcessFelectronFlocalizeFonFaFpurineFmoietyFinFtheFadenineâ��thymineF×atsonâ��nrickFbaseFpairjF
lFcomputationalFstudyUFInternationaliJournaliofiQuantumiChemistrySF2007SFXWbSFYYY[TYYZY 2.1 8

124 oifferencesFinFelectrostaticFpotentialFaroundFoylFfragmentsFcontainingFguanineFandF
cToxoTguanineUFTheoreticaliChemistryiAccountsSF2007SFXXbSFYdXTYda 1.9 4

123 noupledTclusterFandFexplicitlyFcorrelatedFperturbationTtheoryFcalculationsFofFtheFuracilFanionUF
JournaliofiChemicaliPhysicsSF2007SFXYaSFWc]XWX 3.9 59

122 …hotoelectronFspectroscopyFofFadiabaticallyFboundFvalenceFanionsFofFrareFtautomersFofFtheFnucleicF
acidFbasesUFJournaliofiChemicaliPhysicsSF2007SFXYbSFXb[ZWd 3.9 54

121 mandFoffsetFandFmagneticFpropertyFengineeringFforFepitaxialFinterfaceseFlFmonolayerFofFxYzZF
OxhllSraS“cS”iSyiPFatFtheF˛–â��qeYzZâ��˛–â��nrYzZFOWWWXPFinterfaceUFPhysicaliReviewiBSF2007SFb]SF 3.3 6

120 moundFanionicFstatesFofFadenineUFProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitedi
StatesiofiAmericaSF2007SFXW[SF[cW[Tb 11.5 58

119 ldiabaticallyFboundFvalenceFanionsFofFguanineUFJournaliofiPhysicaliChemistryiBSF2007SFXXXSFX[WbZTa 3.4 27

118 raseousFarginineFconformersFandFtheirFuniqueFintramolecularFinteractionsUFJournaliofiPhysicali
ChemistryiASF2006SFXXWSFXYYcYTdX 2.8 96

117 znFtheFunusualFstabilityFofFvalenceFanionsFofFthymineFbasedFonFveryFrareFtautomerseFlF
computationalFstudyUFJournaliofiPhysicaliChemistryiBSF2006SFXXWSFY[adaTbWb 3.4 41

116 tntermolecularFprotonFtransferFinFanionicFcomplexesFofFuracilFwithFalcoholsUFJournaliofiPhysicali
ChemistryiBSF2005SFXWdSFXZZcZTdX 3.4 55

115 “tructureFandFenergeticsFofFclusteredFdamageFsitesUFRadiationiResearchSF2005SFXa[SF]cYT] 3.1 4

114 “tabilizationFofFveryFrareFtautomersFofFuracilFbyFanFexcessFelectronUFPhysicaliChemistryiChemicali
PhysicsSF2005SFbSFYXXaTY] 3.6 72

113 plectronicFstructureFdifferencesFinF∕rzYFvsFsfzYUFJournaliofiPhysicaliChemistryiASF2005SFXWdSFXX]YXT] 2.8 102

112 —alenceFandFdipoleTboundFanionsFofFtheFmostFstableFtautomersFofFguanineUFJournaliofitheiAmericani
ChemicaliSocietySF2005SFXYbSFaddTbWa 16.4 80

111 wowTtemperatureFpolymorphsFofF∕rzYFandFsfzYeFlFdensityTfunctionalFtheoryFstudyUFPhysicaliReviewi
BSF2005SFbYSF 3.3 163

110 l”FbaseFpairFanionsFversusFOdTmethylTlPOXTmethylT”PFbaseFpairFanionsUFJournaliofitheiAmericani
ChemicaliSocietySF2005SFXYbSFa[[ZT]W 16.4 82

109 “tabilizationFofFveryFrareFtautomersFofFXTmethylcytosineFbyFanFexcessFelectronUFJournaliofiPhysicali
ChemistryiASF2005SFXWdSFXX[d]T]WZ 2.8 32
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108 RoleFofFwaterFinFelectronTinitiatedFprocessesFandFradicalFchemistryeFissuesFandFscientificFadvancesUF
ChemicaliReviewsSF2005SFXW]SFZ]]TdW 68.1 469

107
”hermodynamicFpropertiesFofFmolecularFboraneFaminesFandFtheF[ms[TΠ[ys[RΠFsaltFforFchemicalF
hydrogenFstorageFsystemsFfromFabFinitioFelectronicFstructureFtheoryUFJournaliofiPhysicaliChemistryiA
SF2005SFXWdSF]XYdTZ]

2.8 184

106 lnionFofFtheFformicFacidFdimerFasFaFmodelFforFintermolecularFprotonFtransferFinducedFbyFaFpiQF
excessFelectronUFJournaliofiChemicaliPhysicsSF2005SFXYYSFYW[ZW[ 3.9 23

105 tnteractionFwithFglycineFincreasesFstabilityFofFaFmutagenicFtautomerFofFuracilUFlFdensityFfunctionalF
theoryFstudyUFJournaliofitheiAmericaniChemicaliSocietySF2005SFXYbSFYYZcT[c 16.4 33

104 oylFstrandFbreaksFinducedFbyFconcertedFinteractionFofFsFradicalsFandFlowTenergyFelectronsUF
EuropeaniPhysicaliJournaliDSF2005SFZ]SF[YdT[Z] 1.3 63

103 yanoscaffoldFmediatesFhydrogenFreleaseFandFtheFreactivityFofFammoniaFboraneUFAngewandtei
Chemiei-iInternationaliEditionSF2005SF[[SFZ]bcTcY 16.4 711

102 qindingFadiabaticallyFboundFanionsFofFguanineFthroughFaFcombinatorialFcomputationalFapproachUF
AngewandteiChemiei-iInternationaliEditionSF2005SF[[SFa]c]Tc 16.4 41

101 qindingFldiabaticallyFmoundFlnionsFofFruanineFthroughFaFnombinatorialFnomputationalFlpproachUF
AngewandteiChemieSF2005SFXXbSFab[ZTab[a 3.6 4

100 marrierTfreeFintermolecularFprotonFtransferFinducedFbyFexcessFelectronFattachmentFtoFtheFcomplexF
ofFalanineFwithFuracilUFJournaliofiChemicaliPhysicsSF2004SFXYWSFaWa[TbX 3.9 52

99 qirstTprinciplesFstudyFofFnoncommutativeFbandFoffsetsFatF˛–â��nrYzZV˛–â��qeYzZOWWWXPFinterfacesUF
PhysicaliReviewiBSF2004SFadSF 3.3 32

98 “r”izZâ��“iOWWXPFepitaxialFinterfaceeFlFdensityFfunctionalFtheoryFstudyUFPhysicaliReviewiBSF2004SFbWSF 3.3 28

97 lccurateFvalenceFbandFmaximumFdeterminationFforF“r”izZOWWXPUFSurfaceiScienceSF2004SF]][SFcXTcd 1.8 71

96 marrierTfreeFprotonFtransferFinFanionicFcomplexFofFthymineFwithFglycineUFPhysicaliChemistryiChemicali
PhysicsSF2004SFaSF[Z]XT[Z]b 3.6 47

95
pxperimentalFdeterminationFofFvalenceFbandFmaximaFforF“r”izZSF”izYSFandF“rzFandFtheFassociatedF
valenceFbandFoffsetsFwithF“iOWWXPUFJournaliofiVacuumiScienceiriTechnologyianiOfficialiJournaliofithei
AmericaniVacuumiSocietyiByiMicroelectronicsiProcessingiandiPhenomenaSF2004SFYYSFYYW]

240

94 pxcessFplectronFlttachmentFtnducesFmarrierTqreeF…rotonF”ransferFinFlnionicFnomplexesFofF”hymineF
andF–racilFwithFqormicFlcidUFJournaliofiPhysicaliChemistryiBSF2004SFXWcSFadXdTadYX 3.4 44

93 pffectFofFsydrogenFmondingFonFmarrierTqreeF…rotonF”ransferFinFlnionicFnomplexesFofF–racilFwithF
×eakFlcidseFO–â�ƒsnyPâ��FversusFO–â�ƒsY“Pâ��UFIsraeliJournaliofiChemistrySF2004SF[[SFX]bTXbW 3.4 28

92 “tructuralFcriteriaFforFtheFrationalFdesignFofFselectiveFligandseFconvergentFhydrogenFbondingFsitesF
forFtheFnitrateFanionUFJournaliofitheiAmericaniChemicaliSocietySF2004SFXYaSFbdY]TZ[ 16.4 80

91 nonsequencesFofFprotonFtransferFinFguanidineUFJournaliofiPhysicaliOrganiciChemistrySF2003SFXaSFdXTXWa 2.1 95
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90 pxcessFplectronFlttachmentFtnducesFmarrierTqreeF…rotonF”ransferFinFminaryFnomplexesFofF–racilF
withFsY“eFandFsY“FbutFyotFwithFsYzUFJournaliofiPhysicaliChemistryiBSF2003SFXWbSFbccdTbcd] 3.4 53

89 qormationFofFtheFcOXˆ�XPFnuFmonolayerFonFnazOXWWPeFlFtheoreticalFstudyUFPhysicaliReviewiBSF2003SF
acSF 3.3 5

88 marrierTfreeFintermolecularFprotonFtransferFinFtheFuracilTglycineFcomplexFinducedFbyFexcessFelectronF
attachmentUFEuropeaniPhysicaliJournaliDSF2002SFYWSF[ZXT[Zd 1.3 72

87 “olvatedFelectronsFinFveryFsmallFclustersFofFpolarFmoleculeseFOsqPOZPOTPUFPhysicaliReviewiLettersSF2002SF
ccSFX[ZWWX 7.4 61

86 plectronFbindingFenergiesFofFdipoleTboundFanionsFatFtheFcoupledFclusterFlevelFwithFsingleSFdoubleSF
andFtripleFexcitationseFsnyâ��FandFsynâ��UFJournaliofiChemicaliPhysicsSF2002SFXXaSFZYdbTZYdd 3.9 27

85 zxidesSF“ilicidesSFandF“ilicatesFofF∕irconiumFandFsafniumfFoensityFqunctionalF”heoryF“tudyUF
MaterialsiResearchiSocietyiSymposiaiProceedingsSF2002SFbXaSFa]X

84 nomputationalF“tudyFofFsydrogenTmondedFnomplexesFbetweenFtheFxostF“tableF”automersFofF
rlycineFandF–racilUFJournaliofiPhysicaliChemistryiASF2002SFXWaSFb[YZTb[ZZ 2.8 47

83 ”hermodynamicFstabilityFofFhighTvFdielectricFmetalFoxidesF∕rzYFandFsfzYFinFcontactFwithF“iFandF
“izYUFAppliediPhysicsiLettersSF2002SFcWSFXcdbTXcdd 3.4 316

82 lnFabFinitioFstudyFofFtheFbetaineFanionâ��dipoleTboundFanionicFstateFofFaFmodelFzwitterionFsystemUF
JournaliofiChemicaliPhysicsSF2001SFXX[SFXWabZTXWacX 3.9 48

81 yonTionicFandFzwitterionicFformsFofFneutralFarginineFâ��FanFabFinitioFstudyUFChemicaliPhysicsiLettersSF
2001SFZZbSFX[ZTX]W 2.5 49

80 lbFinitioFelectronicFstructureFofFsnyâ��FandFsynâ��FdipoleTboundFanionsFandFaFdescriptionFofFelectronF
lossFuponFtautomerizationUFJournaliofiChemicaliPhysicsSF2001SFXX[SFb[[ZTb[[d 3.9 30

79 wowTenergyFtautomersFandFconformersFofFneutralFandFprotonatedFarginineUFJournaliofitheiAmericani
ChemicaliSocietySF2001SFXYZSFXXad]TbWb 16.4 128

78 …hotoinducedFnonadiabaticFdynamicsFinFquartetFyaZFandFvZFformedFusingFheliumFnanodropletF
isolationUFJournaliofiChemicaliPhysicsSF2001SFXX]SFXWYa] 3.9 47

77 QuasidegeneracyFofFzwitterionicFandFcanonicalFtautomersFofFarginineFsolvatedFbyFanFexcessF
electronUFJournaliofitheiAmericaniChemicaliSocietySF2001SFXYZSFXXWbZT[ 16.4 61

76 znFtheFpossibilityFofFbindingFofFtwoFelectronsFtoFdipoleFpotentialsUFInternationaliJournaliofiQuantumi
ChemistrySF2000SFbaSFXdbTYW[ 2.1 13

75 sowFtoFchooseFaFoneTelectronFbasisFsetFtoFreliablyFdescribeFaFdipoleTboundFanionUFInternationali
JournaliofiQuantumiChemistrySF2000SFcWSFXWY[TXWZc 2.1 127

74 lFbiTdipoleTboundFdianionUFChemicaliPhysicsiLettersSF2000SFZYYSFXb]TXcW 2.5 10

73 miTdipoleTboundFanionsUFInternationaliJournaliofiMassiSpectrometrySF2000SFYWXSFY[]TY]Y 1.9 8
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72 pxcitedFelectronicFstatesFofFtheFanionFofFbSbScScTtetracyanoquinodimethaneFO”nyQPUFComputationali
andiTheoreticaliChemistrySF2000SF]ZXSFZZdTZ[c 20

71 zppositeFrumplingFofFtheFxgzFandFnazFOXWWPFsurfaceseFlFdensityTfunctionalFtheoryFstudyUFPhysicali
ReviewiBSF2000SFaYSFcZXcTcZYY 3.3 35

70 lnFabFinitioFstudyFofFOsZmgTysZPâ��â��aFdipoleTboundFanionFsupportedFbyFtheFdativeFchargeTtransferF
bondFinFtheFneutralFhostUFJournaliofiChemicaliPhysicsSF2000SFXXZSFcdaXTcdac 3.9 14

69 OxgzPOTPOnPFOnFhFXT]PFclusterseFmultipoleTboundFanionsFandFphotodetachmentFspectroscopyUFPhysicali
ReviewiLettersSF2000SFc]SFZX[]Tc 7.4 47

68 wolFandFrrlFcalculationsFofFalkaliFmetalFadsorptionFatFtheFOWWXPFsurfaceFofFxgzUFJournaliofi
ChemicaliPhysicsSF2000SFXXYSFZWX[TZWYY 3.9 36

67 nomparisonFofFembeddedTatomFmodelsFandFfirstTprinciplesFcalculationsFforFllFphaseFequilibriumUF
ComputationaliMaterialsiScienceSF2000SFXcSFXddTYW[ 3.2 9

66 qirstTprinciplesFstudiesFofFadsorptionFofFnzFonFtheFyaOXWWPFsurfaceUFSurfaceiScienceSF2000SF[]ZSFXZWTXZa 1.8 4

65 sighTcoverageFadsorptionFofFalkaliFmetalsFatFtheFnazFandFxgzFOXWWPFsurfacesUFSurfaceiScienceSF2000
SF[aaSFXXXTXXc 1.8 14

64 ldsorptionFofFnzFonFxgzFsupportedFalkaliFmonolayerseFaFperiodicFdensityFfunctionalFlocalFdensityF
approximationFandFgeneralizedFgradientFapproximationFstudyUFSurfaceiScienceSF2000SF[[]SF[d]T]W] 1.8 17

63 …eriodicFoensityFqunctionalFwolFandFrrlF“tudyFofFnzFldsorptionFatFtheFOWWXPF“urfaceFofFxgzUF
JournaliofiPhysicaliChemistryiBSF2000SFXW[SF[bXbT[bYY 3.4 34

62 oipoleTmoundFlnionsFofFrlycineFmasedFonFtheF∕witterionFandFyeutralF“tructuresUFJournaliofithei
AmericaniChemicaliSocietySF2000SFXYYSFXWX]dTXWXaY 16.4 130

61 znFtheFimportanceFofFexchangeFeffectsFinFthreeTbodyFinteractionseF”heFlowestFquartetFstateFofFyaZUF
JournaliofiChemicaliPhysicsSF2000SFXXYSF]b]XT]baX 3.9 52

60 sowFtoFchooseFaFoneTelectronFbasisFsetFtoFreliablyFdescribeFaFdipoleTboundFanionF2000SFcWSFXWY[ 4

59 xixedFvalenceVdipoleTboundFdianionsUFJournaliofiChemicaliPhysicsSF1999SFXXXSFd[adTd[b[ 3.9 14

58 ”heoreticalFstudyFofFtheFdipoleTboundFanionFOs……sZPâ��UFJournaliofiChemicaliPhysicsSF1999SFXXWSFYb[TYcW 3.9 38

57 sighlyFaccurateFabFinitioFcalculationFofFtheFinteractionFpotentialFforFtwoFsodiumFatomsFwithFparallelF
spinsUFJournaliofiChemicaliPhysicsSF1999SFXXWSF[ad]T[adc 3.9 19

56 plectronFbindingFenergiesFinFlinearFdipoleTboundFOsnyPnâ��FOnhYâ��]PFanionsUFChemicaliPhysicsiLettersSF
1999SFZWWSFZZXTZZc 2.5 21

55 ”heoreticalFstudyFofFtheFquadrupoleTboundFanionFOmezPYâ��UFChemicaliPhysicsiLettersSF1999SFZWZSFa]Tb] 2.5 21
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54 qavorableFperformanceFofFtheFoq”FmethodsFinFpredictingFtheFminimumTenergyFstructureFofFtheF
lowestFtripletFstateFofF×q[UFInternationaliJournaliofiQuantumiChemistrySF1999SFbZSFZadTZb] 2.1 2

53 lbFinitioFstudyFofFtheFdipoleTboundFanionFOsYzâ�ƒsnlPâ��UFJournaliofiChemicaliPhysicsSF1999SFXXXSFZWW[TZWXX 3.9 7

52 oipoleTmoundFlnionFofFtheFsyysZFtsomerFofFsydrazineUFlnFlbFtnitioF“tudyUFJournaliofiPhysicali
ChemistryiASF1999SFXWZSFaY]TaZX 2.8 29

51 seliumFnlusterFtsolationF“pectroscopyFofFllkaliFoimersFinFtheF”ripletFxanifoldUFJournaliofiPhysicali
ChemistryiASF1998SFXWYSF[d]YT[da] 2.8 133

50 plectronicF“tructureFofFoipoleTmoundFlnionsUFJournaliofiPhysicaliChemistryiASF1998SFXWYSFYaY[TYaZZ 2.8 140

49 ”heoreticalFstudyFofFtheFdipoleTboundFanionFOsYzâ�ƒysZPâ��UFJournaliofiChemicaliPhysicsSF1998SFXWcSFaZWZTaZXX3.9 41

48 ”heoreticalFstudyFofFtheFdipoleTboundFanionFOsqPYâ��UFJournaliofiChemicaliPhysicsSF1997SFXWbSFYdacTYdbZ 3.9 54

47 oispersionF“tabilizationFofF“olvatedFplectronsFandFoipoleTmoundFlnionsUFJournaliofiPhysicali
ChemistryiBSF1997SFXWXSFdX[ZTdX[a 3.4 83

46
sartreeâ��qockFandFoensityFqunctionalFxethodsFandFtRFandFyxRF“pectroscopiesFinFtheFpxaminationF
ofF”automerismFandFqeaturesFofFyeutralFdTlcridinamineFinFraseousFandFnondensedFxediaUFJournali
ofiPhysicaliChemistryiASF1997SFXWXSFYcZTYdY

2.8 38
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