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179
uighlyHaccurateHfirstUprinciplesHbenchmarkHdataHsetsHforHtheHparametrizationHandHvalidationHofH
densityHfunctionalHandHotherHapproximateHmethodsVHqerivationHofHaHrobustTHgenerallyHapplicableTH
doubleUhybridHfunctionalHforHthermochemistryHandHthermochemicalHkineticsVHJournaldofdPhysicald
ChemistrydATH2008THZZ[THZ[eceUec

2.8 578

178 éaHtheoryHforHcomputationalHthermochemistrygHvnHpursuitHofHconfidentHsubUkwWmolHpredictionsVH
JournaldofdChemicaldPhysicsTH2006THZ[bTHZaaZXe 3.9 561

177 pommentHongHâ��rstimatingHtheHuartreeâ��sockHlimitHfromHfiniteHbasisHsetHcalculationsâ��H[wensenHsHP[XXbQH
TheorHphemHnccHZZ]g[cdβVHTheoreticaldChemistrydAccountsTH2006THZZbTH]]XU]]] 1.9 318

176 éaUZZgHnHhighUconfidenceHbenchmarkHdatasetHforHcomputationalHthermochemistryHderivedHfromH
firstUprinciplesHéaHdataVHChemicaldPhysicsdLettersTH2011THbZXTHZcbUZde 2.5 285

175 qoubleUhybridHfunctionalsHforHthermochemicalHkineticsVHJournaldofdPhysicaldChemistrydATH2008THZZ[TH]Ue 2.8 194

174 oenchmarkHstudyHofHqsTHfunctionalsHforHlateUtransitionUmetalHreactionsVHJournaldofdPhysicald
ChemistrydATH2006THZZXTHdXfUZc 2.8 193

173 rxplicitlyHcorrelatedHénHtheorygHéZUsZ[HandHé[UsZ[VHJournaldofdChemicaldPhysicsTH2012THZ]cTHZ[aZZa 3.9 176

172 nHcomputationalHchemistOsHguideHtoHaccurateHthermochemistryHforHorganicHmoleculesVHWileyd
InterdisciplinarydReviews:dComputationaldMoleculardScienceTH2016THcTH[f[U]ZX 7.9 137

171 “erformanceHofHabHinitioHandHdensityHfunctionalHmethodsHforHconformationalHequilibriaHofH
pPnQuP[nS[QHalkaneHisomersHPnHjHaUeQVHJournaldofdPhysicaldChemistrydATH2009THZZ]THZZfdaUe] 2.8 134

170 oioinspiredHgrapheneHmembraneHwithHtemperatureHtunableHchannelsHforHwaterHgatingHandH
molecularHseparationVHNaturedCommunicationsTH2017THeTH[XZZ 17.4 130

169 oasisHsetHconvergenceHofHpostUpp–qHcontributionsHtoHmolecularHatomizationHenergiesVHJournaldofd
ChemicaldPhysicsTH2007THZ[dTHXcaZXa 3.9 127

168
oenchmarkHthermochemistryHofHtheHpPnQuP[nS[QHalkaneHisomersHPnHjH[UeQHandHperformanceHofHqsTH
andHcompositeHabHinitioHmethodsHforHdispersionUdrivenHisomericHequilibriaVHJournaldofdPhysicald
ChemistrydATH2009THZZ]THea]aUad

2.8 110

167
nccurateHreactionHbarrierHheightsHofHpericyclicHreactionsgH–urprisinglyHlargeHdeviationsHforHtheH
po–U”o]HcompositeHmethodHandHtheirHconsequencesHinHqsTHbenchmarkHstudiesVHJournaldofd
ComputationaldChemistryTH2015TH]cTHc[[U][

3.5 92

166 zodelHforHtheHexceptionalHreactivityHofHperoxiredoxinsH[HandH]HwithHhydrogenHperoxidegHaHkineticH
andHcomputationalHstudyVHJournaldofdBiologicaldChemistryTH2011TH[ecTHZeXaeUbb 5.4 92

165 “rotonHenhancedHdynamicHbatteryHchemistryHforHaproticHlithiumUoxygenHbatteriesVHNatured
CommunicationsTH2017THeTHZa]Xe 17.4 88

164 nHsimpleHqsTUbasedHdiagnosticHforHnondynamicalHcorrelationVHTheoreticaldChemistrydAccountsTH2013TH
Z][THZ 1.9 88

163 éaUZdgHnHdiverseHandHhighUconfidenceHdatasetHofHatomizationHenergiesHforHbenchmarkingHhighUlevelH
electronicHstructureHmethodsVHJournaldofdComputationaldChemistryTH2017TH]eTH[Xc]U[Xdb 3.5 85
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162 ueatsHofHformationHofHberylliumTHboronTHaluminumTHandHsiliconHreUexaminedHbyHmeansHofHéaHtheoryVH
JournaldofdPhysicaldChemistrydATH2007THZZZTHbf]cUaa 2.8 82

161 poUprystallizationHofH–ymUTriiodoUTrifluorobenzeneHwithHoipyridylHqonorsgHHponsistentHsormationHofH
TwoHvnsteadHofHnnticipatedHThreeH‘´•´•´•vHualogenHoondsVHCrystaldGrowthdanddDesignTH2007THdTH]ecU]f[ 3.5 81

160 TheHmelatoninHconformerHspacegHbenchmarkHandHassessmentHofHwaveHfunctionHandHqsTHmethodsHforH
aHparadigmaticHbiologicalHandHpharmacologicalHmoleculeVHJournaldofdPhysicaldChemistrydATH2013THZZdTH[[cfUdd2.8 77

159
oenchmarkHabHvnitioHponformationalHrnergiesHforHtheH“roteinogenicHnminoHncidsHthroughHrxplicitlyH
porrelatedHzethodsVHnssessmentHofHqensityHsunctionalHzethodsVHJournaldofdChemicaldTheorydandd
ComputationTH2016THZ[THaaaUba

6.4 75

158
“ostUpp–qPTQHabHinitioHthermochemistryHofHhalogenHoxidesHandHrelatedHhydridesHö’öTHö’’öTHu’öTH
ö’nTHandHuö’nHPöHjHsTHplQTHandHevaluationHofHqsTHmethodsHforHtheseHsystemsVHJournaldofdPhysicald
ChemistrydATH2009THZZ]THaeX[UZc

2.8 71

157 TowardHaHéaUsZ[HapproachgHpanHexplicitlyHcorrelatedHandHorbitalUbasedHabHinitioHpp–qPTQHlimitsHbeH
reconciledlVHJournaldofdChemicaldPhysicsTH2016THZaaTH[ZaZXZ 3.9 69

156 olueHphosphoreneHmonolayersHasHpotentialHnanoHsensorsHforHvolatileHorganicHcompoundsHunderH
pointHdefectsVHApplieddSurfacedScienceTH2019THaecTHb[Ubd 6.7 68

155 nssessmentHofHtheoreticalHproceduresHforHcalculatingHbarrierHheightsHforHaHdiverseHsetHofH
waterUcatalyzedHprotonUtransferHreactionsVHJournaldofdPhysicaldChemistrydATH2012THZZcTHa[ZZU[Z 2.8 65

154 –tableHroomUtemperatureHmolecularHnegativeHdifferentialHresistanceHbasedHonHmoleculeUelectrodeH
interfaceHchemistryVHJournaldofdthedAmericandChemicaldSocietyTH2004THZ[cTHZZcaeUbd 16.4 65

153 ooraneUlewisHbaseHcomplexesHasHhomolyticHhydrogenHatomHdonorsVHChemistrydsdAdEuropeandJournalTH
2010THZcTHcecZUb 4.8 64

152 ueatsHofHformationHofHtheHaminoHacidsHreUexaminedHbyHmeansHofHéZUsZ[HandHé[UsZ[HtheoriesVH
TheoreticaldChemistrydAccountsTH2014THZ]]THZ 1.9 63

151 –electiveHsp]HpUuHactivationHofHketonesHatHtheHbetaHpositionHbyHvrPvQVH’riginHofHregioselectivityHandH
waterHeffectVHJournaldofdthedAmericandChemicaldSocietyTH2006THZ[eTHZ[aXXUZ 16.4 63

150 qirectingHarylUvHversusHnrylUorHbondHactivationHbyHnickelHviaHaHringHwalkingHprocessVHInorganicd
ChemistryTH2008THadTHbZZaU[Z 5.1 60

149 rnhancementHinHhydrogenHstorageHcapacitiesHofHlightHmetalHfunctionalizedHooronâ��traphdiyneH
nanosheetsVHCarbonTH2019THZadTHZffU[Xb 10.4 59

148 nccurateHquantumHchemicalHenergiesHforHtetrapeptideHconformationsgHwhyHz“[HdataHwithHanH
insufficientHbasisHsetHshouldHbeHhandledHwithHcautionVHPhysicaldChemistrydChemicaldPhysicsTH2013THZbTHdX[eU]Z3.6 57

147
oenchmarkHatomizationHenergyHofHethanegHvmportanceHofHaccurateHzeroUpointHvibrationalHenergiesH
andHdiagonalHoornâ��’ppenheimerHcorrectionsHforHaHâ��simpleâ��HorganicHmoleculeVHComputationaldandd
TheoreticaldChemistryTH2007THeZZTH]abU]b]

57

146 “erformanceHofHéaHtheoryHforHspectroscopicHconstantsHandHelectricalHpropertiesHofHsmallHmoleculesVH
JournaldofdChemicaldPhysicsTH2010THZ]]THZaaZX[ 3.9 56

145 rconomicalHpostUpp–qPTQHcomputationalHthermochemistryHprotocolHandHapplicationsHtoHsomeH
aromaticHcompoundsVHJournaldofdPhysicaldChemistrydATH2009THZZ]THdcZXU[X 2.8 55

(2009-2007)

3



144 “latinumHstilbazolesgHringUwalkingHcoupledHwithHarylUhalideHbondHactivationVHJournaldofdthedAmericand
ChemicaldSocietyTH2005THZ[dTHf][[U] 16.4 54

143 •eactionHbarrierHheightsHforHcycloreversionHofHheterocyclicHringsgHnnHnchillesâ��HheelHforHqsTHandH
standardHabHinitioHproceduresVHChemicaldPhysicsTH2015THabeTHZUe 2.3 51

142 vnorganicHacidUcatalyzedHtautomerizationHofHvinylHalcoholHtoHacetaldehydeVHChemicaldPhysicsdLettersTH
2014THbf[TH]]XU]]] 2.5 50

141
qeterminationHofHoarrierHueightsHforH“rotonHrxchangeHinH–mallHéaterTHnmmoniaTHandHuydrogenH
sluorideHplustersHwithHtaPz“[QUTypeTHz“nTHandH–p–Uz“nH“roceduresUnHpaveatVHJournaldofdChemicald
TheorydanddComputationTH2012THeTH]Z[eU]c

6.4 50

140 ueatsHofHformationHofHplatonicHhydrocarbonHcagesHbyHmeansHofHhighUlevelHthermochemicalH
proceduresVHJournaldofdComputationaldChemistryTH2016TH]dTHafUbe 3.5 47

139 rxplicitlyHcorrelatedHbenchmarkHcalculationsHonHpeueHisomerHenergyHseparationsgHhowHaccurateHareH
qsTTHdoubleUhybridTHandHcompositeHabHinitioHprocedureslVHMoleculardPhysicsTH2012THZZXTH[addU[afZ 1.7 47

138 rfficientHandHselectiveHsensingHofHnitrogenUcontainingHgasesHbyH–i[o‘HnanosheetsHunderHpristineH
andHpreUoxidizedHconditionsVHApplieddSurfacedScienceTH2019THacfTHddbUdeX 6.7 47

137 “otassiumH“olyPueptazineHvmideQgHTransitionHzetalUsreeH–olidU–tateHTripletH–ensitizerHinHpascadeH
rnergyHTransferHandH[]S[βUcycloadditionsVHAngewandtedChemiedsdInternationaldEditionTH2020THbfTHZbXcZUZbXce16.4 46

136 ueterologousHbiosynthesisHofHelsinochromeHnHshedsHlightHonHtheHformationHofHtheHphotosensitiveH
perylenequinoneHsystemVHChemicaldScienceTH2019THZXTHZabdUZacb 9.4 44

135 ThermoresponsiveHtrapheneHzembranesHwithH•eversibleHtatingH•egularityHforH–martHsluidHpontrolVH
AdvanceddFunctionaldMaterialsTH2019TH[fTHZeXebXZ 15.6 43

134 ‘y’HpropertiesHofHmetallabenzeneUbasedHchromophoresgHaHtimeUdependentHdensityHfunctionalH
studyVHJournaldofdPhysicaldChemistrydATH2005THZXfTHbabaUc[ 2.8 43

133
•emarkableHimprovementHinHhydrogenHstorageHcapacitiesHofHtwoUdimensionalHcarbonHnitrideH
PgUp]‘aQHnanosheetsHunderHselectedHtransitionHmetalHdopingVHInternationaldJournaldofdHydrogend
EnergyTH2020THabTH]X]bU]Xab

6.7 43

132 rlementalH–ubstitutionHofHTwoUqimensionalHTransitionHzetalHqichalcogenidesHPzo–eHandHzoTeQgH
vmplicationsHforHrnhancedHtasH–ensingVHACSdSensorsTH2019THaTH[cacU[cb] 9.2 42

131 rvaluationHofHtheHheatsHofHformationHofHcorannuleneHandHpcXHbyHmeansHofHhighUlevelHtheoreticalH
proceduresVHJournaldofdPhysicaldChemistrydATH2013THZZdTHZe]aUa[ 2.8 42

130 qrasticHvmprovementHinHtasU–ensingHpharacteristicsHofH“hosphoreneH‘anosheetsHunderH·acancyH
qefectsHandHrlementalHsunctionalizationVHJournaldofdPhysicaldChemistrydCTH2018THZ[[TH[XZecU[XZf] 3.8 41

129 nssessmentHofHtheoreticalHproceduresHforHaHdiverseHsetHofHisomerizationHreactionsHinvolvingH
doubleUbondHmigrationHinHconjugatedHdienesVHChemicaldPhysicsTH2014THaaZTHZccUZdd 2.3 39

128 TheHlowestHsingletUtripletHexcitationHenergyHofHo‘gHnHconvergedHcoupledHclusterHperspectiveVH
JournaldofdChemicaldPhysicsTH2006THZ[bTHZaa]Z] 3.9 39

127 –ensingHofHvolatileHorganicHcompoundsHonHtwoUdimensionalHnitrogenatedHholeyHgrapheneTH
graphdiyneTHandHtheirHheterostructureVHCarbonTH2020THZc]TH[Z]U[[] 10.4 38
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126 oasisHsetHconvergenceHofHpp–qPTQHequilibriumHgeometriesHusingHaHlargeHandHdiverseHsetHofHmolecularH
structuresVHJournaldofdChemicaldPhysicsTH2016THZabTHZXaZXZ 3.9 38

125 •eversibleHhydrogenHstorageHpropertiesHofHdefectUengineeredHpa‘HnanosheetsHunderHambientH
conditionsVHCarbonTH2019THZb[TH]aaU]b] 10.4 37

124 phemicallyHinducedHrepairTHadhesionTHandHrecyclingHofHpolymersHmadeHbyHinverseHvulcanizationVH
ChemicaldScienceTH2020THZZTHbb]dUbbac 9.4 37

123
–olUtelHautoUcombustionHsynthesisHandHphysicochemicalHpropertiesHofHoanl[’aHnanoparticleshH
electrochemicalHhydrogenHstorageHperformanceHandHdensityHfunctionalHtheoryVHRenewabledEnergyTH
2017THZZaTHZaZfUZa[c

8.1 37

122
‘luHandH‘lplHhomolyticHbondHdissociationHenergiesHandHradicalHstabilizationHenergiesgHnnH
assessmentHofHtheoreticalHproceduresHthroughHcomparisonHwithHbenchmarkUqualityHé[wHdataVH
InternationaldJournaldofdQuantumdChemistryTH2012THZZ[THZec[UZede

2.1 37

121 ntomizationHenergiesHofHtheHcarbonHclustersHpHnHPnHjH[â��ZXQHrevisitedHbyHmeansHofHéaHtheoryHasHwellH
asHdensityHfunctionalTHtnTHandHpo–HmethodsVHMoleculardPhysicsTH2009THZXdTHfddUffX 1.7 37

120 •ealUtimeH[qH‘z•HidentificationHofHanalytesHundergoingHcontinuousHchromatographicHseparationVH
JournaldofdthedAmericandChemicaldSocietyTH2004THZ[cTHZ[c[Ub 16.4 35

119 “inningHtheHmostHstableHuxpy’zHisomersHinHspaceHbyHmeansHofHhighUlevelHtheoreticalHproceduresVH
ChemicaldPhysicsTH2014THa]cUa]dTH[[U[e 2.3 32

118 ‘ovelHgreenHphosphoreneHasHaHsuperiorHchemicalHgasHsensingHmaterialVHJournaldofdHazardousd
MaterialsTH2021THaXZTHZ[]]aX 12.8 32

117 TheH–ccH‘onUpovalentHvnteractionsHoenchmarkH•econsideredHUsingHrxplicitlyHporrelatedHzethodsH
‘earHtheHoasisH–etHyimitVHAustraliandJournaldofdChemistryTH2018THdZTH[]e 1.2 30

116 •eactiveHpompressionHzoldingH“ostUvnverseH·ulcanizationgHnHzethodHtoHnssembleTH•ecycleTHandH
•epurposeH–ulfurH“olymersHandHpompositesVHChemistrydsdAdEuropeandJournalTH2020TH[cTHZXX]bUZXXaa 4.8 29

115 povalencyHandHvonicityHqoH‘otH’pposeHrachH’therU•elationshipHoetweenH–iU’HoondHpharacterHandH
oasicityHofH–iloxanesVHChemistrydsdAdEuropeandJournalTH2018TH[aTHZb[dbUZb[ec 4.8 28

114
qy]nl[Pnl’aQ]HceramicHnanogarnetsgH–olUgelHautoUcombustionHsynthesisTHcharacterizationHandHjointH
experimentalHandHcomputationalHstructuralHanalysisHforHelectrochemicalHhydrogenHstorageH
performancesVHJournaldofdAlloysdanddCompoundsTH2018THdaaTHbdaUbe[

5.7 26

113
–tudyHofHdualHencapsulationHpossibilityHofHhydrophobicHandHhydrophilicHdrugsHintoHaHnanocarrierH
basedHonHbioUpolymerHcoatedHgrapheneHoxideHusingHdensityHfunctionalHtheoryTHmolecularHdynamicsH
simulationHandHexperimentalHmethodsVHJournaldofdMoleculardLiquidsTH2018TH[c[TH[XaU[Zd

6 26

112 rffectHofHsubstituentsHonHtheHstrengthHofH‘UöHPöHjHuTHsTHandHplQHbondHdissociationHenergiesgHaH
highUlevelHquantumHchemicalHstudyVHJournaldofdPhysicaldChemistrydATH2011THZZbTHbafcUbXa 2.8 26

111 traphiticHcarbonHnitrideHnanoHsheetsHfunctionalizedHwithHselectedHtransitionHmetalHdopantsgHanH
efficientHwayHtoHstoreHp’VHNanotechnologyTH2018TH[fTHaZbbX[ 3.4 23

110
uowHreliableHisHqsTHinHpredictingHrelativeHenergiesHofHpolycyclicHaromaticHhydrocarbonHisomerslH
comparisonHofHfunctionalsHfromHdifferentHrungsHofHjacobOsHladderVHJournaldofdComputationald
ChemistryTH2017TH]eTH]dXU]e[

3.5 23

109 oasisHsetHconvergenceHofHexplicitlyHcorrelatedHdoubleUhybridHdensityHfunctionalHtheoryHcalculationsVH
JournaldofdChemicaldPhysicsTH2011THZ]bTHZaaZZf 3.9 23
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108 zetalHfunctionalizedHinorganicHnanoUsheetsHasHpromisingHmaterialsHforHcleanHenergyHstorageVH
ApplieddSurfacedScienceTH2019THadZTHeedUef[ 6.7 23

107 TailoringHtheHcapabilityHofHcarbonHnitrideHPp‘QHnanosheetsHtowardHhydrogenHstorageHuponHlightH
transitionHmetalHdecorationVHNanotechnologyTH2019TH]XTHXdbaXa 3.4 23

106 sromHuighUrnergyHpuHvsomersHwithHnH“lanarHTetracoordinateHparbonHntomHtoHnnHrxperimentallyH
xnownHparbeneVHJournaldofdPhysicaldChemistrydATH2018THZ[[THfXbaUfXca 2.8 23

105 ueatsHofHsormationHforHpr’THpr’[THandHpr’]gHnnHrxtremeHphallengeHforHolackUooxHpompositeH
“roceduresVHJournaldofdChemicaldTheorydanddComputationTH2012THeTH]ZbfUcc 6.4 22

104 nHdatasetHofHhighlyHaccurateHhomolyticH‘lorHbondHdissociationHenergiesHobtainedHbyHzeansHofHé[H
theoryVHInternationaldJournaldofdQuantumdChemistryTH2016THZZcTHb[UcX 2.1 22

103 rffectHofHsubstituentsHonHtheHpreferredHmodesHofHoneUelectronHreductiveHcleavageHofH‘UplHandH‘UorH
bondsVHJournaldofdPhysicaldChemistrydATH2013THZZdTHacXUd[ 2.8 20

102 panHqsTHandHabHinitioHmethodsHdescribeHallHaspectsHofHtheHpotentialHenergyHsurfaceHofH
cycloreversionHreactionslVHMoleculardPhysicsTH2016THZZaTH[ZU]] 1.7 18

101
uighlyHnccurateHpp–qTP”QWpo–H•eactionHoarrierHueightsHforHaHqiverseH–etHofHTransitionH–tructuresgH
oasisH–etHponvergenceHandHpostUrffectiveHnpproachesHforHrstimatingH“ostUpp–qPTQHpontributionsVH
JournaldofdPhysicaldChemistrydATH2019THZ[]THcd[XUcd][

2.8 18

100 TheHadsorptionHandHmigrationHbehaviorHofHdivalentHmetalsHPzgTHpaTHandH−nQHonHpristineHandH
defectiveHgrapheneVHCarbonTH2020THZc]TH[dcU[ed 10.4 17

99 sunctionalizedHTwoUqimensionalH‘anoporousHtrapheneHasHrfficientHtlobalHnnodeHzaterialsHforHyiUTH
‘aUTHxUTHzgUTHandHpaUvonHoatteriesVHJournaldofdPhysicaldChemistrydCTH2020THZ[aTHfd]aUfdab 3.8 17

98 nnHassessmentHofHtheoreticalHproceduresHforHˇ�UconjugationHstabilisationHenergiesHinHenonesVH
MoleculardPhysicsTH2015THZZ]THZ[eaUZ[fc 1.7 16

97 oondHordersHforHintermolecularHinteractionsHinHcrystalsgHchargeHtransferTHionicityHandHtheHeffectHonH
intramolecularHbondsVHIUCrJTH2018THbTHc]bUcac 4.7 16

96 [nl[’aβPUQTHaHoenchmarkHtasU“haseHplassHvvHzixedU·alenceH•adicalHnnionHforHtheHrvaluationHofH
”uantumUphemicalHzethodsVHJournaldofdChemicaldTheorydanddComputationTH2016THZ[TH]dfcUeXc 6.4 15

95 taPz“[QUöxgHnH·ariantHofHtheHtaPz“[QUcöHpompositeHzethodHwithHrxpandedHnpplicabilityHforH
zainUtroupHrlementsHupHtoH•adonVHJournaldofdChemicaldTheorydanddComputationTH2019THZbTHaadeUaaea 6.4 15

94 vnversionHandHrotationHprocessesHinvolvingHnonUplanarHaromaticHcompoundsHcatalyzedHbyHextendedH
polycyclicHaromaticHhydrocarbonsVHChemicaldPhysicsdLettersTH2014THcZaTHZbcUZcZ 2.5 15

93 ’P]“QHSHp’[HcollisionsHatHhyperthermalHenergiesgHdynamicsHofHnonreactiveHscatteringTHoxygenH
isotopeHexchangeTHandHoxygenUatomHabstractionVHJournaldofdPhysicaldChemistrydATH2012THZZcTHcaUea 2.8 15

92 pomputationalHdesignHofHeffectiveTHbioinspiredHu’plHantioxidantsgHtheHroleHofHintramolecularHplSH
andHuSHshiftsVHJournaldofdthedAmericandChemicaldSocietyTH2012THZ]aTHZf[aXUb 16.4 15

91 TowardHvmprovedH“erformanceHofHnllU’rganicH‘itroxideH•adicalHoatteriesHwithHvonicHyiquidsgHnH
TheoreticalH“erspectiveVHACSdSustainabledChemistrydanddEngineeringTH2019THdTHb]cdUb]db 8.3 14
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90 ˛–UuydrogenHnbstractionHbyHâ�¢’uHandHâ�¢–uH•adicalsHfromHnminoHncidsHandHTheirH“eptideHqerivativesVH
JournaldofdChemicaldTheorydanddComputationTH2016THZ[THZcXcUZ] 6.4 14

89 ueatHofHformationHforHpHcXHbyHmeansHofHtheHtaPz“[QHthermochemicalHprotocolHthroughHreactionsHinH
whichHpHcXHisHbrokenHdownHintoHcorannuleneHandHsumaneneVHChemicaldPhysicsdLettersTH2016THca]TH]aU]e 2.5 14

88 “ostUpp–qPTQHcontributionsHtoHtotalHatomizationHenergiesHinHmultireferenceHsystemsVHJournaldofd
ChemicaldPhysicsTH2018THZafTHX]aZX[ 3.9 14

87 éaHthermochemistryHofH“[HandH“aVHvsHtheHp’qnTnHheatHofHformationHofHtheHphosphorusHatomH
correctlVHMoleculardPhysicsTH2007THZXbTH[affU[bXb 1.7 14

86 rvaluationHofHdensityHfunctionalHtheoryHforHaHlargeHandHdiverseHsetHofHorganicHandHinorganicH
equilibriumHstructuresVHJournaldofdComputationaldChemistryTH2021THa[THZbfXUZcXZ 3.5 14

85 TheHuighH“erformanceHofHpholineHnrginateHforHoiomassH“retreatmentHvsHqueHtoH•emarkablyH–trongH
uydrogenHoondingHbyHtheHnnionVHACSdSustainabledChemistrydanddEngineeringTH2018THcTHaZZbUaZ[Z 8.3 13

84 rnergeticHandHspectroscopicHpropertiesHofHtheHlowUlyingHpuHisomersgHaHhighUlevelHabHinitioH
perspectiveVHPhysicaldChemistrydChemicaldPhysicsTH2017THZfTHZdcebUZdcfd 3.6 13

83 TheoreticalH–tudiesHofH–ipuHvsomersHqelineateHThreeHyowUyyingH–ilylidenesHnreHzissingHinHtheH
yaboratoryVHJournaldofdPhysicaldChemistrydATH2020THZ[aTHfedUZXX[ 2.8 13

82
zechanisticHvnsightsHintoHéaterUpatalyzedHsormationHofHyevoglucosenoneHfromHnnhydrosugarH
vntermediatesHbyHzeansHofHuighUyevelHTheoreticalH“roceduresVHAustraliandJournaldofdChemistryTH
2016THcfTHfa]

1.2 13

81 “erformanceHofHqsTHforHpHvsomerizationHrnergiesgHnH‘oticeableHrxceptionHtoHwacobOsHyadderVH
JournaldofdPhysicaldChemistrydATH2019THZ[]TH[bdU[cc 2.8 13

80 uowHlargeHareHpostUpp–qPTQHcontributionsHtoHtheHtotalHatomizationHenergiesHofHmediumUsizedH
alkaneslVHChemicaldPhysicsdLettersTH2016THcabTHZZeUZ[[ 2.5 12

79 z·’UZXgHnHtasU“haseH’xideHoenchmarkHforHyocalizationWqelocalizationHinHzixedU·alenceH–ystemsVH
JournaldofdChemicaldTheorydanddComputationTH2018THZaTH]bZ[U]b[] 6.4 12

78 nHcoordinationHcontrolledHarylUhalideHoxidativeHadditionHtoHplatinumVHChemistrydsdAdEuropeandJournal
TH2009THZbTHZXX[bUe 4.8 12

77 pommentHonHJ•evisedHelectronHaffinityHofH–scHfromHkineticHdataJH[wVHphemVH“hysVHZ]cTHZ[ZZX[H
P[XZ[QβVHJournaldofdChemicaldPhysicsTH2012THZ]cTHZfdZXZ 3.9 12

76 •estrictedU’penU–hellHtaPz“[QUTypeH“roceduresVHJournaldofdPhysicaldChemistrydATH2016THZ[XTHf[ffUf]Xa 2.8 11

75 “arapheromonesHforHThynnineHéaspsVHJournaldofdChemicaldEcologyTH2016THa[THZdU[] 2.7 11

74 oasisHsetHconvergenceHofHhighUorderHcoupledHclusterHmethodsHupHtoHpp–qT”bcdHforHaHhighlyH
multireferenceHmoleculeVHChemicaldPhysicsdLettersTH2019THd]dTHZ]ceZX 2.5 11

73 –neakingHupHonHtheHpriegeeHintermediateHfromHbelowgH“redictedHphotoelectronHspectrumHofHtheH
pu[’’â��HanionHandHé]UsZ[HelectronHaffinityHofHpu[’’VHChemicaldPhysicsdLettersTH2013THbebTHZbU[X 2.5 11

(2013-2016)
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72 pomputationalHinvestigationHintoHtheHgasUphaseHozonolysisHofHtheHconjugatedHmonoterpeneH
˛–UphellandreneVHPhysicaldChemistrydChemicaldPhysicsTH2016THZeTH[dffZU[eXX[ 3.6 11

71 –ensitivityHenhancementHofHstaneneHtowardsHtoxicH–’[HandHu[–VHApplieddSurfacedScienceTH2019THafbTHZa]c[[6.7 10

70 patalysisHbyH“ureHtrapheneUsromH–upportingHnctorHtoH“rotagonistHthroughH–hapeH
pomplementarityVHJournaldofdOrganicdChemistryTH2019THeaTHZZ]a]UZZ]ad 4.2 10

69 TheoreticalH–tudiesHofHTwoHxeyHyowUyyingHparbenesHofHpuHzissingHinHtheHyaboratoryVHJournaldofd
PhysicaldChemistrydATH2019THZ[]THccZeUcc[d 2.8 10

68 rstimatingHtheHpp–qHbasisUsetHlimitHenergyHfromHsmallHbasisHsetsgHbasisUsetHextrapolationsHvsH
additivityHschemesVHAIPdAdvancesTH2015THbTHXbdZae 1.5 10

67
xineticsHandHThermodynamicsHofH•eactionsHvnvolvingHpriegeeHvntermediatesgHnnHnssessmentHofH
qensityHsunctionalHTheoryHandHnbHvnitioHzethodsHThroughHpomparisonHwithHpp–qTP”QWpo–HqataVH
JournaldofdComputationaldChemistryTH2020THaZTH][eU]]f

3.5 10

66 nnHextendedH‘UuHbondTHdrivenHbyHaHconservedHsecondUorderHinteractionTHorientsHtheHflavinH‘bH
orbitalHinHcholesterolHoxidaseVHScientificdReportsTH2017THdTHaXbZd 4.9 9

65 xaliumU“olyheptazinimidgHrinHˆ…bergangsmetallfreierHsestkˆ¶rperUTriplettU–ensibilisatorHinH
xaskadenenergietransferHundH[]S[βUpycloadditionenVHAngewandtedChemieTH2020THZ][THZbZd[UZbZeX 3.6 9

64 “redictingHtheHprimaryHfragmentsHinHmassHspectrometryHusingHabHinitioH•obyâ��touldHbondHindicesVH
InternationaldJournaldofdQuantumdChemistryTH2018THZZeTHe[bcX] 2.1 9

63 pomputationalHinsightsHforHtheHhydrideHtransferHandHdistinctiveHrolesHofHkeyHresiduesHinHcholesterolH
oxidaseVHScientificdReportsTH2017THdTHZd[cb 4.9 9

62 zanganeseUpatalyzedHuydroborationHofHTerminalH’lefinsHandHzetalUqependentH–electivityHinH
vnternalH’lefinHvsomerizationUuydroborationVHInorganicdChemistryTH2021THcXTHafaUbXa 5.1 9

61
”uantumHchemicalHelectronHimpactHmassHspectrumHpredictionHforHdeHnovoHstructureHelucidationgH
nssessmentHagainstHexperimentalHreferenceHdataHandHcomparisonHtoHcompetitiveHfragmentationH
modelingVHInternationaldJournaldofdQuantumdChemistryTH2018THZZeTHe[bacX

2.1 8

60 rvaluationHofHtheHperformanceHofHz“aUbasedHproceduresHforHaHwideHrangeHofHthermochemicalHandH
kineticHpropertiesVHChemicaldPhysicsTH2016THaeXTH[]U]b 2.3 8

59 uighUresolutionHstructuresHofHcholesterolHoxidaseHinHtheHreducedHstateHprovideHinsightsHintoHredoxH
stabilizationVHActadCrystallographicadSectiondD:dBiologicaldCrystallographyTH2014THdXTH]ZbbUcc 8

58 TheHquestHforHtheHcarbeneHbentUpentadiynylideneHisomerHofHpbu[VHChemicaldPhysicsTH2018THbZbTHaZZUaZd 2.3 8

57 “ristineHtrapheneHasHaH•acemizationHpatalystHforHnxiallyHphiralHov‘’yVHChemPhysChemTH2020TH[ZTHZcdbUZceZ3.2 7

56 nccurateHThermochemicalHandHxineticH–tabilitiesHofHpHvsomersVHJournaldofdPhysicaldChemistrydATH2018TH
Z[[THadceUaddd 2.8 7

55 –tructureUnctivityH–tudiesHofH–emiochemicalsHfromHtheH–piderH’rchidHpaladeniaHplicataHforH–exualH
qeceptionVHJournaldofdChemicaldEcologyTH2018THaaTHa]cUaa] 2.7 7

Amir Karton

8



54 parnosineHandHparcinineHqerivativesH•apidlyH•eactHwithHuypochlorousHncidHtoHsormHphloraminesH
andHqichloraminesVHChemicaldResearchdindToxicologyTH2019TH][THbZ]Ub[b 4 6

53
vnvestigationHofHanHUnusualHprystalHuabitHofHuydrochlorothiazideH•evealsHyargeH“olarHrnantiopureH
qomainsHandHaH“ossibleHprystalH‘ucleationHzechanismVHAngewandtedChemiedsdInternationaldEditionTH
2019THbeTHZX[bbUZX[bf

16.4 6

52 nHcomputationalHinvestigationHofHtheHsulphuricHacidUcatalysedHZTaUhydrogenHtransferHinHhigherH
priegeeHintermediatesVHInternationaldJournaldofdQuantumdChemistryTH2018THZZeTHe[bbff 2.1 6

51 rffectiveHbasisHsetHextrapolationsHforHpp–qTTHpp–qTP”QTHandHpp–qT”HcorrelationHenergiesVHJournald
ofdChemicaldPhysicsTH2020THZb]THX[aZX[ 3.9 6

50 patalysisHonH“ristineH[qHzaterialsHviaHqispersionHandHrlectrostaticHvnteractionsVHJournaldofdPhysicald
ChemistrydATH2020THZ[aTHcfddUcfeb 2.8 6

49 panHforceHfieldsHdevelopedHforHcarbonHnanomaterialsHdescribeHtheHisomerizationHenergiesHofH
fullereneslVHChemicaldPhysicsdLettersTH2021THddfTHZ]eeb] 2.5 6

48 ”uantumHmechanicalHtunnellinggHtheHmissingHtermHtoHachieveHsubUkwHmolHbarrierHheightsVHPhysicald
ChemistrydChemicaldPhysicsTH2021TH[]THZXeeeUZXefe 3.6 6

47 –ulphuricHacidUcatalysedHformationHofHhemiacetalHfromHglyoxalHandHethanolVHChemicaldPhysicsdLetters
TH2017THcdbTH[dU]a 2.5 5

46 qecipheringHtheHexceptionalHselectivityHofHsemipinacolHrearrangementsHinHcisUfusedH˛†UlactamHdiolsH
usingHhighUlevelHquantumHchemicalHmethodsVHOrganicdChemistrydFrontiersTH2019THcTHd[bUd]Z 5.2 5

45 –pontaneousHshapeHandHphaseHcontrolHofHcolloidalH−n–eHnanocrystalsHbyHtailoringH–eHprecursorH
reactivityVHCrystEngCommTH2019TH[ZTH[fbbU[fcZ 3.3 5

44 TheHpu]pu’’Hâ��priegeeHintermediateâ��HandHitsHaniongHvsomersTHinfraredHspectraTHandHé]UsZ[H
energeticsVHChemicaldPhysicsdLettersTH2015THc[ZTHZf]UZfe 2.5 5

43 zoirˆ'HpatternsHarisingHfromHbilayerHgraphoneWgrapheneHsuperlatticeVHNanodResearchTH2020THZ]THZXcXUZXca10 5

42 panH“opularHqsTHnpproximationsHandHTruncatedHpoupledHplusterHTheoryHqescribeHtheH“otentialH
rnergyH–urfaceHofHtheHoerylliumHqimerlVHAustraliandJournaldofdChemistryTH2018THdZTHeXa 1.2 5

41 pomputationalHdesignHofHbioUinspiredHcarnosineUbasedHu’orHantioxidantsVHJournaldofd
ComputersAideddMoleculardDesignTH2017TH]ZTHfXbUfZ] 4.2 5

40
–tabilityHofHtheHchlorinatedHderivativesHofHtheHq‘nW•‘nHnucleobasesTHpurineHandHpyrimidineHtowardH
radicalHformationHviaHhomolyticHplplHbondHdissociationVHInternationaldJournaldofdQuantumdChemistryTH
2017THZZdTHe[b]Zf

2.1 5

39 TheHreactionHofHtheHbenzeneHcationHwithHacetylenesHforHtheHgrowthHofH“nusHinHtheHinterstellarH
mediumVHChemicaldPhysicsdLettersTH2014THbfbUbfcTHZ]UZf 2.5 5

38 ToHbridgeHorHnotHtoHbridgegHTheHroleHofHsulfuricHacidHinHtheHoeckmannHrearrangementVHChemicald
PhysicsdLettersTH2016THcbfTHZXXUZXa 2.5 5

37 panHdensityHfunctionalHtheoryHâ��popeâ��HwithHhighlyHfluxionalHshapeshiftingHmoleculeslVHChemicald
PhysicsTH2021THbaXTHZZZXZ] 2.3 5

(2021-2019)
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36 rxperimentalHandHTheoreticalH–tudyHofHtheHphemicalH‘etworkHofHtheHuydrogenationHofH‘’HonH
vnterstellarHqustHtrainsVHACSdEarthdanddSpacedChemistryTH2019TH]THZZfcUZ[Xd 3.2 4

35 nHpomputationalHvnvestigationHofHtheHUncatalysedHandHéaterUpatalysedHncylH•earrangementsHinH
vngenolHrstersVHAustraliandJournaldofdChemistryTH2018THdZTH[Z[ 1.2 4

34 ThermochemistryHofHtuanineHTautomersH•eUrxaminedHbyHzeansHofHuighUyevelHpp–qPTQHpompositeH
nbHvnitioHzethodsVHAustraliandJournaldofdChemistryTH2019THd[THcXd 1.2 4

33 ThermochemicalHstabilitiesHofHgiantHfullerenesHusingHdensityHfunctionalHtightHbindingHtheoryHandH
isodesmicUtypeHreactionsVHJournaldofdComputationaldChemistryTH2021THa[TH[[[U[]X 3.5 4

32 pp–qTP”QWpo–HthermochemistryHforHtheHqbhHUkHqZXhHisomerizationHinHtheHpZXHcarbonHclustergH
tettingHtheHrightHanswerHforHtheHrightHreasonVHChemicaldPhysicsdLettersTH2018THdXcTHZfU[] 2.5 4

31 rmpoweringHhydrogenHstorageHpropertiesHofHhaeckeliteHmonolayersHviaHmetalHatomH
functionalizationVHApplieddSurfacedScienceTH2021THbbcTHZafdXf 6.7 4

30 vnvestigationHofHanHUnusualHprystalHuabitHofHuydrochlorothiazideH•evealsHyargeH“olarHrnantiopureH
qomainsHandHaH“ossibleHprystalH‘ucleationHzechanismVHAngewandtedChemieTH2019THZ]ZTHZX]cZUZX]cb 3.6 3

29 ThermochemistryHofHphosphorusHsulfideHcagesgHanHextremeHchallengeHforHhighUlevelHabHinitioH
methodsVHStructuraldChemistryTH2019TH]XTHZccbUZcdb 1.8 3

28 oenchmarkHstudyHofHqsTHandHcompositeHmethodsHforHbondHdissociationHenergiesHinHargonH
compoundsVHChemicaldPhysicsTH2020THb]ZTHZZXcdc 2.3 3

27 vmprovedHndsorptionHandHzigrationHofHqivalentHvonsH’verHpa‘H‘anosheetsgH“otentialHnnodeHforH
qivalentHoatteriesVHSurfacesdanddInterfacesTH2020TH[ZTHZXXdbe 4.1 3

26 ˇ�Uˇ�HpatalysisHinHparbonHslatlandUslippingH[eβnnnuleneHonHtrapheneVHChemistrydsdAdEuropeandJournalTH
2021TH[dTH]a[XU]a[c 4.8 3

25 “rototypicalHˇ�Uˇ�HdimersHreUexaminedHbyHmeansHofHhighUlevelHpp–qTP”QHcompositeHabHinitioHmethodsVH
JournaldofdChemicaldPhysicsTH2021THZbaTHZ[aZZd 3.9 3

24 “eryleneHoisimideHpyclophanesHasHoiarylHrnantiomerizationHpatalystsUrxplorationsHintoHˇ�Uˇ�HpatalysisH
andHuostUtuestHphiralityHTransferVVHJournaldofdOrganicdChemistryTH2022TH 4.2 2

23 porrelationHbetweenHtheHenergeticHandHthermalHpropertiesHofHpaXHfullereneHisomersgHnnHaccurateH
machineUlearningHforceHfieldHstudyVHMicrodanddNanodEngineeringTH2022THZaTHZXXZXb 3.4 2

22 pomparativeH–tudyHofHparbonHsorceHsieldsHforHtheH–imulationHofHparbonH’nionsVHAustraliandJournald
ofdChemistryTH2021TH 1.2 2

21 uighUlevelHthermochemistryHforHtheHoctasulfurHringgHnHconvergedHcoupledHclusterHperspectiveHforHaH
challengingHsecondUrowHsystemVHChemicaldPhysicsdImpactTH2021TH]THZXXXad 1.6 2

20 popeHrearrangementsHinHshapeshiftingHmoleculesHreUexaminedHbyHmeansHofHhighUlevelHpp–qTP”QH
compositeHabHinitioHmethodsVHChemicaldPhysicsdLettersTH2020THdbfTHZ]eXZe 2.5 2

19 ntomisticHsimulationsHofHtheHaggregationHofHsmallHaromaticHmoleculesHinHhomogenousHandH
heterogenousHmixturesVHPhysicaldChemistrydChemicaldPhysicsTH2020TH[[TH[ZXXbU[ZXZa 3.6 2
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18 nHcomputationalHforayHintoHtheHmechanismHandHcatalysisHofHtheHadductHformationHreactionHofH
guanineHwithHcrotonaldehydeVHJournaldofdComputationaldChemistryTH2019THaXTHc]XUc]d 3.5 2

17
“eryleneHbisimideHcyclophanesHasHreceptorsHforHplanarHtransitionHstructuresHâ��HcatalysisHofH
stereoinversionsHbyHshapeUcomplementarityHandHnoncovalentHˇ�â��ˇ�HinteractionsVHOrganicdChemistryd
FrontiersTH2021THeTHaaXeUaaZe

5.2 2

16 nccurateHueatsHofHsormationHforH“olycyclicHnromaticHuydrocarbonsgHnHuighUyevelHnbHvnitioH
“erspectiveVHJournaldofdChemicaldlamp;dEngineeringdDataTH2021THccTH]ab]U]ac[ 2.8 2

15 panHqsTHandHabHinitioHmethodsHadequatelyHdescribeHbindingHenergiesHinHstronglyHinteractingH
pcöclp[önHˇ�â��ˇ�HcomplexeslVHChemicaldPhysicsTH2017THaf]THZ[UZf 2.3 1

14 teometriesTHinteractionHenergiesHandHcomplexationHfreeHenergiesHofHZeUcrownUcHwithHneutralH
moleculesVHCrystEngCommTH2016THZeTHecb]Uecc] 3.3 1

13 zechanisticHinsightsHintoHtheHwaterUcatalysedHringUopeningHreactionHofHvitaminHrHbyHmeansHofH
doubleUhybridHdensityHfunctionalHtheoryVHChemicaldPhysicsdLettersTH2018THdXeTHZ[]UZ[f 2.5 1

12 –uperiorHperformanceHofHtheHmachineUlearningHtn“HforceHfieldHforHfullereneHstructuresVHStructurald
ChemistryTH2022TH]]THbXb 1.8 1

11 rxtensiveH•edoxH‘onUvnnocenceHinHvronHoipyridineUqiimineHpomplexesgHaHpombinedH–pectroscopicH
andHpomputationalH–tudyVHInorganicdChemistryTH2021THcXTHZe[fcUZe]Xc 5.1 1

10 trapheneUinducedHplanarizationHofHcyclooctatetraeneHderivativesVHJournaldofdComputationald
ChemistryTH2022THa]THfcUZXb 3.5 1

9 ThermochemistryHofHicosahedralHclosoUdicarboranesgHaHcompositeHabHinitioHquantumUchemicalH
perspectiveVHCanadiandJournaldofdChemistryTH2016THfaTHZXe[UZXef 0.9 1

8 zacromolecularHapproachHforHtargetedHradioimmunotherapyHinHnonUuodgkinOsHlymphomaVHChemicald
CommunicationsTH2019THbbTHZabXcUZabXf 5.8 1

7 –cavengingHpropertiesHofHyttriumHnitrideHmonolayerHtowardsHtoxicHsulfurHgasesVHApplieddSurfaced
ScienceTH2021THb]dTHZaddZZ 6.7 1

6 “olycyclicHaromaticHhydrocarbonsgHfromHsmallHmoleculesHthroughHnanoUsizedHspeciesHtowardsHbulkH
grapheneVHPhysicaldChemistrydChemicaldPhysicsTH2021TH[]THZddZ]UZdd[] 3.6 0

5 priegeeHintermediateHdecompositionHpathwaysHforHtheHformationHofHoUtoluicHacidHandH
[UmethylphenylformateVHChemicaldPhysicsdLettersTH2020THdaeTHZ]d]ff 2.5

4 nHsimpleHqsTUbasedHdiagnosticHforHnondynamicalHcorrelationVHHighlightsdindTheoreticaldChemistryTH
2014TH[bZU[bf

3
zechanisticHinsightsHintoHtheHautocatalyzedHrearrangementHofH[UbromooxazolinesHtoH
[UbromoisocyanatesHbyHmeansHofHhighUlevelHquantumHchemicalHmethodsVHJournaldofdPhysicaldOrganicd
ChemistryTH2021TH]aTHea[Za

2.1

2 sluxionalityHbyHquantumHtunnellinggHnonclassicalH[ZUhomododecahedrylHcationHrearrangementH
reUrevisitedVHChemicaldCommunicationsTH2021THbdTHZXd]bUZXd]e 5.8

1 –hapeshiftingHradicalsVHChemicaldPhysicsTH2021THbb[THZZZ]d] 2.3

(2021-2019)
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