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j Paper IF Citations

188 uowHtoHobtainHreactionHfreeHenergiesHfromHfreeUenergyHprofilesVVHJournaliofiChemicaliPhysicsTH2022TH
YbcTHYYaYXb 3.9 1

187 ponductivityHmechanismHinHionicH[qHcarbonHnitridesgHfromHhydratedHionHmotionHtoHenhancedH
photocatalysisVHAdvancediMaterialsTH2021THe[YXdXcY 24 10

186
rfficientHlowUscalingHcomputationHofH–zöHshieldingsHatHtheHsecondUorderHzˆ‚llerUPlessetH
perturbationHtheoryHlevelHwithHpholeskyUdecomposedHdensitiesHandHanHattenuatedHpoulombH
metricVVHJournaliofiChemicaliPhysicsTH2021THYbbTH[[aYXd

3.9 2

185 nHflavinUinspiredHcovalentHorganicHframeworkHforHphotocatalyticHalcoholHoxidationVVHChemicaliScience
TH2021THY[THYbYa]UYbYbX 9.4 2

184 üheHrnzymaticHqecarboxylationHzechanismHofHbUparboxyH−racilgHnHpomprehensiveH·uantumH
phemicalHøtudyVHJournaliofiChemicaliTheoryiandiComputationTH2021THYdTHfcUYXa 6.4

183
yowUøcalingHüensorHuypercontractionHinHtheHpholeskyHzolecularH rbitalHoasisHnppliedHtoH
øecondU rderHzˆ‚llerUPlessetHPerturbationHüheoryVHJournaliofiChemicaliTheoryiandiComputationTH
2021THYdTH[YYU[[Y

6.4 6

182 zorphologyHpontrolHinH[qHparbonH–itridesgHvmpactHofHParticleHøizeHonH ptoelectronicHPropertiesH
andHPhotocatalysisVHAdvancediFunctionaliMaterialsTH2021TH]YTH[YX[ace 15.6 18

181 ncceleratingHseminumericalHsockUexchangeHcalculationsHusingHmixedHsingleUHandHdoubleUprecisionH
arithmethicVHJournaliofiChemicaliPhysicsTH2021THYbaTH[YaYYc 3.9 2

180 vnterfacialHrngineeringHforHvmprovedHPhotocatalysisHinHaHphargeHøtoringH[qHparbonH–itridegH
zelamineHsunctionalizedHPolyPheptazineHimideQVHAdvancediEnergyiMaterialsTH2021THYYTH[XX]XYc 21.8 21

179 nHscaledHexplicitlyHcorrelatedHsY[HcorrectionHtoHsecondUorderHzˆ‚llerUPlessetHperturbationHtheoryVH
JournaliofiChemicaliPhysicsTH2021THYbaTHXaaYXY 3.9 2

178 ·uantitativeHpomparisonHofHrxperimentalHandHpomputedHvöUøpectraHrxtractedHfromHnbHvnitioH
zolecularHqynamicsVHJournaliofiChemicaliTheoryiandiComputationTH2021THYdTHfebUffb 6.4 6

177 uighlyHrfficientHöesolutionUofUvdentityHqensityHsunctionalHüheoryHpalculationsHonHpentralHandH
traphicsHProcessingH−nitsVHJournaliofiChemicaliTheoryiandiComputationTH2021THYdTHYbY[UYb[Y 6.4 8

176
PhotocatalyticHuydrogenHrvolutiongHvnterfacialHrngineeringHforHvmprovedHPhotocatalysisHinHaHphargeH
øtoringH[qHparbonH–itridegHzelamineHsunctionalizedHPolyPheptazineHimideQHPndvVHrnergyHzaterVH
cW[X[YQVHAdvancediEnergyiMaterialsTH2021THYYTH[YdXX[e

21.8

175 nmineUyinkedHpovalentH rganicHsrameworksHasHaHPlatformHforHPostsyntheticHøtructureH
vnterconversionHandHPoreUWallHzodificationVHJournaliofitheiAmericaniChemicaliSocietyTH2021THYa]TH]a]XU]a]e16.4 23

174 øoftwareHforHtheHfrontiersHofHquantumHchemistrygHnnHoverviewHofHdevelopmentsHinHtheH·UphemHbH
packageVHJournaliofiChemicaliPhysicsTH2021THYbbTHXeaeXY 3.9 115

173 yagrangianUoasedHzinimalU verheadHoatchingHøchemeHforHtheHrfficientHvntegralUqirectHrvaluationH
ofHtheHöPnHporrelationHrnergyVHJournaliofiChemicaliTheoryiandiComputationTH2021THYdTHbc[]Ubc]a 6.4 2

172
pombiningHtraphicsHProcessingH−nitsTHøimplifiedHüimeUqependentHqensityHsunctionalHüheoryTHandH
siniteUqifferenceHpouplingsHtoHnccelerateH–onadiabaticHzolecularHqynamicsVHJournaliofiPhysicali
ChemistryiLettersTH2020THYYTH]fbbU]fcY

6.4 3
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171 vmportantHcomponentsHforHaccurateHhyperfineHcouplingHconstantsgHelectronHcorrelationTHdynamicH
contributionsTHandHsolvationHeffectsVHMoleculariPhysicsTH2020THYYeTHeYdd[bYb 1.7 1

170 vonothermalHøynthesisHofHvmideUyinkedHpovalentH rganicHsrameworksVHAngewandteiChemieiyi
InternationaliEditionTH2020THbfTHYbdbXUYbdbe 16.4 57

169 vonothermalHøynthesisHofHvmideUyinkedHpovalentH rganicHsrameworksVHAngewandteiChemieTH2020TH
Y][THYbeeXUYbeee 3.6 8

168 öationalHqesignHofHpovalentHpobaloximeUpovalentH rganicHsrameworkHuybridsHforHrnhancedH
PhotocatalyticHuydrogenHrvolutionVHJournaliofitheiAmericaniChemicaliSocietyTH2020THYa[THY[YacUY[Ybc 16.4 57

167 pomputationalHqesignHandHøynthesisHofHaHqeeplyHöedUøhiftedHandHoistableHnzobenzeneVHJournaliofi
theiAmericaniChemicaliSocietyTH2020THYa[THcb]eUcbad 16.4 54

166
PredictingHsH–zöHphemicalHøhiftsgHnHpombinedHpomputationalHandHrxperimentalHøtudyHofHaH
ürypanosomalH xidoreductaseUvnhibitorHpomplexVHAngewandteiChemieiyiInternationaliEditionTH2020TH
bfTHY[ccfUY[cd]

16.4 6

165 uighlyHrfficientTHyinearUøcalingHøeminumericalHrxactUrxchangeHzethodHforHtraphicHProcessingH
−nitsVHJournaliofiChemicaliTheoryiandiComputationTH2020THYcTHYabcUYace 6.4 23

164 PredictingHYfsH–zöHphemicalHøhiftsgHnHpombinedHpomputationalHandHrxperimentalHøtudyHofHaH
ürypanosomalH xidoreductaseâ��vnhibitorHpomplexVHAngewandteiChemieTH2020THY][THY[dcfUY[dd] 3.6 2

163 öangeUøeparatedHqensityUsunctionalHüheoryHinHpombinationHwithHtheHöandomHPhaseH
npproximationgHnnHnccuracyHoenchmarkVHJournaliofiChemicaliTheoryiandiComputationTH2020THYcTH[febU[ffa6.4 8

162 nHsermiHsmearingHvariantHofHtheHüammUqancoffHapproximationHforHnonadiabaticHdynamicsHinvolvingH
øUøHtransitionsgH≤alidationHandHapplicationHtoHazobenzeneVHJournaliofiChemicaliPhysicsTH2020THYb]THXfaYXa3.9 1

161 nHrangeUseparatedHgeneralizedHxohnUøhamHmethodHincludingHaHlongUrangeHnonlocalHrandomHphaseH
approximationHcorrelationHpotentialVHJournaliofiChemicaliPhysicsTH2020THYb]TH[aaYYe 3.9 3

160 WhyHProlinelHvnfluenceHofHöingUøizeHonHtheHpollagenHüripleHuelixVHOrganiciLettersTH2020TH[[TH]aeU]bY 6.2 13

159
rfficientHöeducedUøcalingHøecondU rderHzˆ‚llerUPlessetHPerturbationHüheoryHwithH
pholeskyUqecomposedHqensitiesHandHanHnttenuatedHpoulombHzetricVHJournaliofiChemicaliTheoryi
andiComputationTH2020THYcTHcebcUcece

6.4 8

158
vdentificationHofHtheHsubtypeUselectiveHøirtbHinhibitorHbalsalazideHthroughHsystematicHønöHanalysisH
andHrationalizationHviaHtheoreticalHinvestigationsVHEuropeaniJournaliofiMedicinaliChemistryTH2020TH
[XcTHYY[cdc

6.8 4

157 yinearHandHsublinearHscalingHcomputationHofHtheHelectronicHgUtensorHatHtheHdensityHfunctionalHtheoryH
levelVHJournaliofiChemicaliPhysicsTH2019THYbXTHX[aYXa 3.9 2

156 vntegralHpartitionHboundsHforHfastHandHeffectiveHscreeningHofHgeneralHoneUTHtwoUTHandHmanyUelectronH
integralsVHJournaliofiChemicaliPhysicsTH2019THYbXTHXaaYXY 3.9 11

155 øustainedHøolarHuHrvolutionHfromHaHühiazolo[bTaU]thiazoleUoridgedHpovalentH rganicHsrameworkHandH
–ickelUühiolateHplusterHinHWaterVHJournaliofitheiAmericaniChemicaliSocietyTH2019THYaYTHYYXe[UYYXf[ 16.4 137

154 øubUstoichiometricH[qHcovalentHorganicHframeworksHfromHtriUHandHtetratopicHlinkersVHNaturei
CommunicationsTH2019THYXTH[cef 17.4 40

(2019-2020)
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153 öeactionHzechanismHforHtheH–UtlycosidicHoondHpleavageHofHbUsormylcytosineHbyHühymineHq–nH
tlycosylaseVHJournaliofiPhysicaliChemistryiBTH2019THY[]THaYd]UaYdf 3.4 4

152 øtructureHrlucidationHofHaHzelamUzelemHndductHbyHaHpombinedHnpproachHofHøynchrotronHXUrayH
qiffractionHandHqsüHpalculationsVHChemistryiyiAiEuropeaniJournalTH2019TH[bTHeaYbUea[a 4.8 6

151 palculatingHfreeHenergiesHfromHtheHvibrationalHdensityHofHstatesHfunctiongH≤alidationHandHcriticalH
assessmentVHJournaliofiChemicaliPhysicsTH2019THYbXTHYfaYYY 3.9 6

150 øtructuralHvnsightsHintoHPolyPueptazineHvmidesQgHnHyightUøtoringHparbonH–itrideHzaterialHforHqarkH
PhotocatalysisVHChemistryiofiMaterialsTH2019TH]YTHdadeUdaec 9.6 75

149 nHcomparisonHofHcomputationalHmethodologiesHforHtheHstructuralHmodellingHofHbiologicallyHrelevantH
zincHcomplexesVHJournaliofiMoleculariModelingTH2019TH[bTH[be 2 1

148 yowUøcalingHøelfUponsistentHzinimizationHofHaHqensityHzatrixHoasedHöandomHPhaseHnpproximationH
zethodHinHtheHntomicH rbitalHøpaceVHJournaliofiChemicaliTheoryiandiComputationTH2019THYbTHaaceUaadd 6.4 12

147 ·zWzzHøtudyHofHtheH−racilHq–nHtlycosylaseHöeactionHzechanismgHnHpompetitionHbetweenHnspYabH
andHuisYaeVHJournaliofiChemicaliTheoryiandiComputationTH2019THYbTHa]aaUa]bX 6.4 6

146 vdentifyingHsreeHrnergyHuotUøpotsHinHzolecularHüransformationsVHJournaliofiPhysicaliChemistryiATH
2019THY[]TH[Yc]U[YdX 2.8 4

145 zolecularHvnsightsHintoHparbonHqioxideHøorptionHinHuydrazoneUoasedHpovalentH rganicHsrameworksH
withHüertiaryHnmineHzoietiesVHChemistryiofiMaterialsTH2019TH]YTHYfacUYfbb 9.6 44

144 nHøchwarzHinequalityHforHcomplexHbasisHfunctionHmethodsHinHnonUuermitianHquantumHchemistryVH
JournaliofiChemicaliPhysicsTH2019THYbYTHYeaYXa 3.9 5

143 –onadiabaticHzolecularHqynamicsHonHtraphicsHProcessingH−nitsgHPerformanceHandHnpplicationHtoH
öotaryHzolecularHzotorsVHJournaliofiChemicaliTheoryiandiComputationTH2019THYbTHccadUccbf 6.4 7

142 sindingHöeactiveHponfigurationsgHnHzachineHyearningHnpproachHforHrstimatingHrnergyHoarriersH
nppliedHtoHøirtuinHbVHJournaliofiChemicaliTheoryiandiComputationTH2019THYbTHcccXUcccd 6.4 8

141 üheoreticalHinvestigationsHofHtheHhydrogenHbondHinHaHtetraamidoWdiaminoHquaternizedHmacrocycleVH
MoleculariPhysicsTH2019THYYdTHY[dcUY[ec 1.7 1

140 nccurateHandHrfficientHParallelHvmplementationHofHanHrffectiveHyinearUøcalingHqirectHöandomHPhaseH
npproximationHzethodVHJournaliofiChemicaliTheoryiandiComputationTH2018THYaTH[bXbU[bYb 6.4 17

139 uHrvolutionHwithHpovalentH rganicHsrameworkHPhotocatalystsVHACSiEnergyiLettersTH2018TH]THaXXUaXf 20.1 208

138 pommunicationgHqensityHfunctionalHtheoryHmodelHforHmultiUreferenceHsystemsHbasedHonHtheH
exactUexchangeHholeHnormalizationVHJournaliofiChemicaliPhysicsTH2018THYaeTHY[YYXY 3.9 2

137 oaseUvndependentHq–nHoaseUrxcisionHöepairHofHeU xoguanineVHJournaliofitheiAmericaniChemicali
SocietyTH2018THYaXTHab[[Uab[c 16.4 8

136 üopochemicalHconversionHofHanHimineUHintoHaHthiazoleUlinkedHcovalentHorganicHframeworkHenablingH
real´ structureHanalysisVHNatureiCommunicationsTH2018THfTH[cXX 17.4 138
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135 taugeUoriginHdependenceHinHelectronicHgUtensorHcalculationsVHJournaliofiChemicaliPhysicsTH2018THYaeTH[YaYXY3.9 6

134 rfficientHandHyinearUøcalingHøeminumericalHzethodHforHyocalHuybridHqensityHsunctionalsVHJournaliofi
ChemicaliTheoryiandiComputationTH2018THYaTH]abYU]abe 6.4 19

133 rffectHofHq–nHrnvironmentHonHrlectronicallyHrxcitedHøtatesHofHzethyleneHolueHrvaluatedHbyHaH
ühreeUyayeredH·zW·zWzzH –v zHøchemeVHJournaliofiChemicaliTheoryiandiComputationTH2018THYaTHa[feUa]Xe6.4 12

132 yowUscalingHanalyticalHgradientsHforHtheHdirectHrandomHphaseHapproximationHusingHanHatomicHorbitalH
formalismVHJournaliofiChemicaliPhysicsTH2018THYafTH[aaYYY 3.9 9

131 nnHimprovedHmolecularHpartitioningHschemeHforHnumericalHquadraturesHinHdensityHfunctionalHtheoryVH
JournaliofiChemicaliPhysicsTH2018THYafTH[XaYYY 3.9 11

130 rfficientHcalculationHofHbeyondHöPnHcorrelationHenergiesHinHtheHdielectricHmatrixHformalismVHJournali
ofiChemicaliPhysicsTH2018THYaeTH[XaYXa 3.9 19

129
øelectedU–ucleiHzethodHforHtheHpomputationHofHuyperfineHpouplingHponstantsHwithinH
øecondU rderHzˆ‚llerUPlessetHPerturbationHüheoryVHJournaliofiChemicaliTheoryiandiComputationTH
2018THYaTH]XYaU]X[a

6.4 3

128 üailorUzadeHPhotoconductiveHPyreneUoasedHpovalentH rganicHsrameworksHforH≤isibleUyightHqrivenH
uydrogenHtenerationVHAdvancediEnergyiMaterialsTH2018THeTHYdX][de 21.8 100

127 øtructureUpropertyUactivityHrelationshipsHinHaHpyridineHcontainingHazineUlinkedHcovalentHorganicH
frameworkHforHphotocatalyticHhydrogenHevolutionVHFaradayiDiscussionsTH2017TH[XYTH[adU[ca 3.6 70

126 ·uantumUphemicalHøtudyHofHtheHqiscriminationHagainstHd–üPHinHtheH–ucleotideHndditionHöeactionHinH
theHnctiveHøiteHofHö–nHPolymeraseHvvVHJournaliofiChemicaliTheoryiandiComputationTH2017THY]THYcffUYdXb 6.4 4

125 ≤anishingU verheadHyinearUøcalingHöandomHPhaseHnpproximationHbyHpholeskyHqecompositionHandH
anHnttenuatedHpoulombUzetricVHJournaliofiChemicaliTheoryiandiComputationTH2017THY]THYcadUYcbb 6.4 32

124 vnfluenceHofHpouplingHandHrmbeddingHøchemesHonH·zHøizeHponvergenceHinH·zWzzHnpproachesH
forHtheHrxampleHofHaHProtonHüransferHinHq–nVHJournaliofiChemicaliTheoryiandiComputationTH2017THY]THYYX[UYYXd6.4 52

123 puUöesponsiveHnminoprolineUpontainingHpollagenHüripleHuelicesVHChemistryiyiAiEuropeaniJournalTH
2017TH[]THdf]eUdfaa 4.8 17

122 uybridHpP−WtP−HvntegralHrngineHforHøtrongUøcalingHnbHvnitioHzethodsVHJournaliofiChemicaliTheoryi
andiComputationTH2017THY]TH]Yb]U]Ybf 6.4 45

121 rmployingH penpyHtoHnccelerateHnbHvnitioHpalculationsHonHtraphicsHProcessingH−nitsVHJournaliofi
ChemicaliTheoryiandiComputationTH2017THY]TH[dY[U[dYc 6.4 12

120 –uclearHzagneticHøhieldingsHofHøtackedHnromaticHandHnntiaromaticHzoleculesVHJournaliofiChemicali
TheoryiandiComputationTH2017THY]THYfb[UYfc[ 6.4 7

119 öeinhartHnhlrichsHPYfaXU[XYcQVHAngewandteiChemieiyiInternationaliEditionTH2017THbcTH]dU]e 16.4

118 öeinhartHnhlrichsHPYfaXâ��[XYcQVHAngewandteiChemieTH2017THY[fTH]dU]e 3.6

(2017-2018)
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117 rfficientHandHnccurateHoornU ppenheimerHzolecularHqynamicsHforHyargeHzolecularHøystemsVH
JournaliofiChemicaliTheoryiandiComputationTH2017THY]THbadfUbaeb 6.4 12

116 qistanceUincludingHrigorousHupperHboundsHandHtightHestimatesHforHtwoUelectronHintegralsHoverHlongUH
andHshortUrangeHoperatorsVHJournaliofiChemicaliPhysicsTH2017THYadTHYaaYXY 3.9 8

115 øingleUøiteHPhotocatalyticHuHrvolutionHfromHpovalentH rganicHsrameworksHwithHzolecularH
pobaloximeHpoUpatalystsVHJournaliofitheiAmericaniChemicaliSocietyTH2017THY]fTHYc[[eUYc[]a 16.4 195

114 pUu´•´•´• HuydrogenHoondingVHüheHPrototypicalHzethaneUsormaldehydeHøystemgHnHpriticalHnssessmentVH
JournaliofiChemicaliTheoryiandiComputationTH2017THY]THb]dfUb]fb 6.4 14

113 pommunicationgHnlmostHerrorUfreeHresolutionUofUtheUidentityHcorrelationHmethodsHbyHnullHspaceH
removalHofHtheHparticleUholeHinteractionsVHJournaliofiChemicaliPhysicsTH2017THYacTH[YYYXc 3.9 9

112 yowUscalingHfirstUorderHpropertiesHwithinHsecondUorderHzˆ‚llerUPlessetHperturbationHtheoryHusingH
pholeskyHdecomposedHdensityHmatricesVHJournaliofiChemicaliPhysicsTH2017THYadTHX[aYXY 3.9 10

111 øhortUrangeHsecondHorderHscreenedHexchangeHcorrectionHtoHöPnHcorrelationHenergiesVHJournaliofi
ChemicaliPhysicsTH2017THYadTH[XaYXd 3.9 7

110 øcreeningHmethodsHforHlinearUscalingHshortUrangeHhybridHcalculationsHonHpP−HandHtP−HarchitecturesVH
JournaliofiChemicaliPhysicsTH2017THYacTHYaaYXe 3.9 5

109 qestabilizationHofHtheHmetalHsiteHasHaHhubHforHtheHpathogenicHmechanismHofHfiveHnyøUlinkedHmutantsH
ofHcopperTHzincHsuperoxideHdismutaseVHMetallomicsTH2016THeTHYYaYUYYbX 4.5 4

108 rxploitingH–oncovalentHvnteractionsHinHanHvmineUoasedHpovalentH rganicHsrameworkHforH·uercetinH
qeliveryVHAdvancediMaterialsTH2016TH[eTHedafUedba 24 224

107 nHqynamicHrquilibriumHofHühreeHuydrogenUoondHponformersHrxplainsHtheH–zöHøpectrumHofHtheH
nctiveHøiteHofHPhotoactiveHΠellowHProteinVHJournaliofiChemicaliTheoryiandiComputationTH2016THY[THbYdXUbYde6.4 3

106
pommunicationgHnnHeffectiveHlinearUscalingHatomicUorbitalHreformulationHofHtheHrandomUphaseH
approximationHusingHaHcontractedHdoubleUyaplaceHtransformationVHJournaliofiChemicaliPhysicsTH2016
THYaaTHX]YYXY

3.9 54

105 pomputationHofHindirectHnuclearHspinUspinHcouplingsHwithHreducedHcomplexityHinHpureHandHhybridH
densityHfunctionalHapproximationsVHJournaliofiChemicaliPhysicsTH2016THYabTHY[aYX] 3.9 7

104 vntermolecularHPYYfQønTP]YQPHühroughUøpaceHøpinUøpinHpouplingHinHaHøolidHoivalentHüinHPhosphidoH
pomplexVHInorganiciChemistryTH2016THbbTHaccfUdb 5.1 9

103 palculatedH–uclearHzagneticHöesonanceHøpectraHofHPolytwistaneHandHöelatedHuydrocarbonH
–anorodsVHJournaliofiChemicaliTheoryiandiComputationTH2015THYYTHYX[XUc 6.4 7

102 nHrigorousHandHoptimizedHstrategyHforHtheHevaluationHofHtheHooysHfunctionHkernelHinHmolecularH
electronicHstructureHtheoryVHJournaliofiComputationaliChemistryTH2015TH]cTHY]fXUe 3.5 7

101 −nravelingHtheHoaseHrxcisionHöepairHzechanismHofHuumanHq–nHtlycosylaseVHJournaliofitheiAmericani
ChemicaliSocietyTH2015THY]dTHfe[aU]Y 16.4 20

100
PreselectiveHøcreeningHforHyinearUøcalingHrxactHrxchangeUtradientHpalculationsHforHtraphicsH
ProcessingH−nitsHandHteneralHøtrongUøcalingHzassivelyHParallelHpalculationsVHJournaliofiChemicali
TheoryiandiComputationTH2015THYYTHfYeU[[

6.4 73
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99 −nexpectedHdimerizationHofHYT]UdimethylUbUmethylenebarbituricHacidHrevealedHbyHaHcombinedH
experimentalHandHcomputationalHstudyVHJournaliofiPhysicaliOrganiciChemistryTH2015TH[eTH]baU]bd 2.1 1

98 [P]øea]PSQgHnHoinaryHPhosphorusUøeleniumHpationVHChemistryiyiAiEuropeaniJournalTH2015TH[YTHfcfdUdY[ 4.8 15

97 nHtunableHazineHcovalentHorganicHframeworkHplatformHforHvisibleHlightUinducedHhydrogenH
generationVHNatureiCommunicationsTH2015THcTHebXe 17.4 702

96 üunableHWaterHandHp [HøorptionHPropertiesHinHvsostructuralHnzineUoasedHpovalentH rganicH
srameworksHthroughHPolarityHrngineeringVHChemistryiofiMaterialsTH2015TH[dTHdedaUdeeY 9.6 136

95 ndvancesHinHmolecularHquantumHchemistryHcontainedHinHtheH·UphemHaHprogramHpackageVHMoleculari
PhysicsTH2015THYY]THYeaU[Yb 1.7 2068

94 nHreducedUscalingHdensityHmatrixUbasedHmethodHforHtheHcomputationHofHtheHvibrationalHuessianH
matrixHatHtheHselfUconsistentHfieldHlevelVHJournaliofiChemicaliPhysicsTH2015THYa[THXfaYXY 3.9 16

93 nHbaseUindependentHrepairHmechanismHforHq–nHglycosylaseUUnoHdiscriminationHwithinHtheHactiveH
siteVHScientificiReportsTH2015THbTHYX]cf 4.9 17

92 xineticHandHüheoreticalHøtudiesHofHoetaUyactoneHöeactivityUnH·uantitativeHøcaleHforHoiologicalH
npplicationVHChemPlusChemTH2015THeXTHYcd]UYcdf 2.8 5

91
øtructuralTHoiochemicalTHandHpomputationalHøtudiesHöevealHtheHzechanismHofHøelectiveHnldehydeH
qehydrogenaseHYnYHvnhibitionHbyHpytotoxicHquocarmycinHnnaloguesVHAngewandteiChemieiyi
InternationaliEditionTH2015THbaTHY]bbXUa

16.4 22

90 [P]øea]SgHnHoinaryHPhosphorusHøeleniumHpationVHChemistryiyiAiEuropeaniJournalTH2015TH[YTHfbddUfbdd 4.8 2

89 vmportanceHofHdipoleHmomentsHandHambientHpolarityHforHtheHconformationHofHXaaUProHmoietiesHUHaH
combinedHexperimentalHandHtheoreticalHstudyVHChemicaliScienceTH2015THcTHcd[bUcd]X 9.4 34

88 øpinHcomponentUscaledHsecondUorderHzˆ‚llerUPlessetHperturbationHtheoryHforHcalculatingH–zöH
shieldingsVHJournaliofiChemicaliTheoryiandiComputationTH2015THYYTH]dUaa 6.4 10

87 oenchmarkingHuydrogenHandHparbonH–zöHphemicalHøhiftsHatHusTHqsüTHandHzP[HyevelsVHJournaliofi
ChemicaliTheoryiandiComputationTH2014THYXTHbd[Ue 6.4 118

86 øensitivityHofHabHvnitioHvsHrmpiricalHzethodsHinHpomputingHøtructuralHrffectsHonH–zöHphemicalH
øhiftsHforHtheHrxampleHofHPeptidesVHJournaliofiChemicaliTheoryiandiComputationTH2014THYXTHY[[U]] 6.4 17

85 pholeskyUdecomposedHdensityHzP[HwithHdensityHfittinggHaccurateHzP[HandHdoubleUhybridHqsüH
energiesHforHlargeHsystemsVHJournaliofiChemicaliPhysicsTH2014THYaXTH[[aYY[ 3.9 48

84 rffectHofHincludingHtorsionalHparametersHforHhistidineUmetalHinteractionsHinHclassicalHforceHfieldsHforH
metalloproteinsVHJournaliofiPhysicaliChemistryiBTH2014THYYeTHY]YXcUYY 3.4 12

83 üotalHsynthesisHofHtheHproposedHstructureHofHtrichodermatideHnVHJournaliofiOrganiciChemistryTH2014TH
dfTHfeY[Ud 4.2 10

82 öiboseUprotonatedHq–nHbaseHexcisionHrepairgHaHcombinedHtheoreticalHandHexperimentalHstudyVH
AngewandteiChemieiyiInternationaliEditionTH2014THb]THYXXaaUe 16.4 34
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81 pommunicationgHnHreducedHscalingHwUengineHbasedHreformulationHofHø øUzP[HusingHgraphicsH
processingHunitsVHJournaliofiChemicaliPhysicsTH2014THYaYTHXbYYXc 3.9 32

80 öiboseUProtonatedHq–nHoaseHrxcisionHöepairgHnHpombinedHüheoreticalHandHrxperimentalHøtudyVH
AngewandteiChemieTH2014THY[cTHYX[XeUYX[Y[ 3.6 5

79 yinearUscalingHselfUconsistentHfieldHmethodsHforHlargeHmoleculesVHWileyiInterdisciplinaryiReviews:i
ComputationaliMoleculariScienceTH2013TH]THcYaUc]c 7.9 78

78 qeaminationTHoxidationTHandHpUpHbondHcleavageHreactivityHofHbUhydroxymethylcytosineTH
bUformylcytosineTHandHbUcarboxycytosineVHJournaliofitheiAmericaniChemicaliSocietyTH2013THY]bTHYabf]Uf 16.4 73

77 nnHextrapolationHmethodHforHtheHefficientHcalculationHofHmolecularHresponseHpropertiesHwithinH
oornU ppenheimerHmolecularHdynamicsVHPhysicaliChemistryiChemicaliPhysicsTH2013THYbTHf]f[Uc 3.6 1

76 PreUselectiveHscreeningHforHmatrixHelementsHinHlinearUscalingHexactHexchangeHcalculationsVHJournaliofi
ChemicaliPhysicsTH2013THY]eTHY]aYYa 3.9 86

75 nHlinearUHandHsublinearUscalingHmethodHforHcalculatingH–zöHshieldingsHinHatomicHorbitalUbasedH
secondUorderHzˆ‚llerUPlessetHperturbationHtheoryVHJournaliofiChemicaliPhysicsTH2013THY]eTHYdaYXa 3.9 25

74 zolecularHtweezersHwithHvaryingHanionsgHaHcomparativeHstudyVHJournaliofiOrganiciChemistryTH2013TH
deTHcd[YU]a 4.2 47

73 yinearUscalingHsymmetryUadaptedHperturbationHtheoryHwithHscaledHdispersionVHJournaliofiChemicali
PhysicsTH2013THY]fTHYeaYXa 3.9 18

72 rfficientHdistanceUincludingHintegralHscreeningHinHlinearUscalingHzˆ‚llerUPlessetHperturbationHtheoryVH
JournaliofiChemicaliPhysicsTH2013THY]eTHXYaYXY 3.9 61

71 ponvergenceHofHrlectronicHøtructureHwithHtheHøizeHofHtheH·zHöegiongHrxampleHofH·zWzzH–zöH
øhieldingsVHJournaliofiChemicaliTheoryiandiComputationTH2012THeTH[[cXUdY 6.4 95

70 qistanceUdependentHøchwarzUbasedHintegralHestimatesHforHtwoUelectronHintegralsgHreliableHtightnessH
vsVHrigorousHupperHboundsVHJournaliofiChemicaliPhysicsTH2012THY]cTHYaaYXd 3.9 63

69 –ucleiUselectedH–zöHshieldingHcalculationsgHaHsublinearUscalingHquantumUchemicalHmethodVHJournali
ofiChemicaliPhysicsTH2011THY]aTHXdaYX[ 3.9 40

68 nHyinearUøcalingHzP[HzethodHforHyargeHzoleculesHbyHöigorousHvntegralUøcreeningHpriteriaVH
ZeitschriftiFuriPhysikalischeiChemieTH2010TH[[aTH]fdUaY[ 3.1 39

67 üheoretischeHphemieH[XXfVHNachrichteniAusiDeriChemieTH2010THbeTH]]YU]]e 0.1

66 ·uantumUchemicalHsimulationHofHsolidUstateH–zöHspectragHtheHexampleHofHaHmolecularHtweezerH
hostâ��guestHcomplexVHMoleculariPhysicsTH2010THYXeTH]]]U]a[ 1.7 15

65 pombiningHtheHadvantagesHofHsemiUdirectHschemesHandHlinearUscalingHselfUconsistentHfieldHmethodsVH
MoleculariPhysicsTH2010THYXeTH[d[bU[d]Y 1.7 1

64 üuningHtheHcisWtransHponformerHöatioHofHXaaâ��ProHnmideHoondsHbyHvntramolecularHuydrogenHoondsgH
üheHrffectHonHPPvvHuelixHøtabilityVHAngewandteiChemieTH2010THY[[THcaceUcadY 3.6 27
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63 ·uantumUphemicalHandHpombinedH·uantumUphemicalWzolecularUzechanicalHøtudiesHonHtheH
øtabilizationHofHaHüwinHnrginineHPairHinHndenovirusHndYYVHAngewandteiChemieTH2010THY[[THYXYadUYXYbY 3.6 7

62 üuningHtheHcisWtransHconformerHratioHofHXaaUProHamideHbondsHbyHintramolecularHhydrogenHbondsgH
theHeffectHonHPPvvHhelixHstabilityVHAngewandteiChemieiyiInternationaliEditionTH2010THafTHc][aUd 16.4 94

61
·uantumUchemicalHandHcombinedHquantumUchemicalWmolecularUmechanicalHstudiesHonHtheH
stabilizationHofHaHtwinHarginineHpairHinHadenovirusHndYYVHAngewandteiChemieiyiInternationaliEditionTH
2010THafTHffbYUb

16.4 22

60 nHyinearUøcalingHzP[HzethodHforHyargeHzoleculesHbyHöigorousHvntegralUøcreeningHpriteriaH2010THYXdUY[[

59 yinearUscalingHatomicHorbitalUbasedHsecondUorderHzˆ‚llerUPlessetHperturbationHtheoryHbyHrigorousH
integralHscreeningHcriteriaVHJournaliofiChemicaliPhysicsTH2009THY]XTHXcaYXd 3.9 122

58 nnHarginineHswitchHinHtheHspeciesHoHadenovirusHknobHdeterminesHhighUaffinityHengagementHofH
cellularHreceptorHpqacVHJournaliofiVirologyTH2009THe]THcd]Uec 6.6 47

57 nHcombinedHexperimentalHandHtheoreticalHstudyHofHtheHpuUdependentHbindingHmodeHofH–nqSHbyH
waterUsolubleHmolecularHclipsVHJournaliofiPhysicaliOrganiciChemistryTH2009TH[[THddfUdfX 2.1 14

56 rffectsHofHterminalHfunctionalHgroupsHonHtheHstabilityHofHtheHpolyprolineHvvHstructuregHaHcombinedH
experimentalHandHtheoreticalHstudyVHJournaliofitheiAmericaniChemicaliSocietyTH2009THY]YTHYbadaUe[ 16.4 108

55 nHconvergenceHstudyHofH·zWzzHisomerizationHenergiesHwithHtheHselectedHsizeHofHtheH·zHregionHforH
peptidicHsystemsVHJournaliofiPhysicaliChemistryiATH2009THYY]THYYd]aUaY 2.8 86

54 pholeskyUdecomposedHdensitiesHinHyaplaceUbasedHsecondUorderHzˆ‚llerUPlessetHperturbationHtheoryVH
JournaliofiChemicaliPhysicsTH2009THY]XTH[XaYY[ 3.9 46

53 üighterHmultipoleUbasedHintegralHestimatesHandHparallelHimplementationHofHlinearUscalingHn UzP[H
theoryVHPhysicaliChemistryiChemicaliPhysicsTH2008THYXTH]]]bUaa 3.6 71

52 uierarchicalHselfUassemblyHofHaminopyrazoleHpeptidesHintoHnanorosettesHinHwaterVHJournaliofithei
AmericaniChemicaliSocietyTH2008THY]XTHbecUfY 16.4 18

51 yinearUscalingHfixedUnodeHdiffusionHquantumHzonteHparlogHaccountingHforHtheHnodalHinformationHinHaH
densityHmatrixUbasedHschemeVHJournaliofiChemicaliPhysicsTH2008THY[eTHY]aYXa 3.9 4

50
rfficientHlinearUscalingHcalculationHofHresponseHpropertiesgHdensityHmatrixUbasedH
yaplaceUtransformedHcoupledUperturbedHselfUconsistentHfieldHtheoryVHJournaliofiChemicaliPhysicsTH
2008THY[eTH[[YYX[

3.9 48

49 nnHatomicHorbitalUbasedHreformulationHofHenergyHgradientsHinHsecondUorderHzˆ‚llerUPlessetH
perturbationHtheoryVHJournaliofiChemicaliPhysicsTH2008THY[eTHYbaYXY 3.9 57

48 ühinUfilmHpropertiesHofHq–nHandHö–nHbasesgHaHcombinedHexperimentalHandHtheoreticalHstudyVH
ChemPhysChemTH2008THfTHdaXUd 3.2 22

47 yinearUscalingHpholeskyHdecompositionVHJournaliofiComputationaliChemistryTH2008TH[fTHYXXaUYX 3.5 34

46 zolecularHrecognitionHinHmolecularHtweezersHsystemsgHquantumUchemicalHcalculationHofH–zöH
chemicalHshiftsVHPhysicaliChemistryiChemicaliPhysicsTH2007THfTHabb[Uc[ 3.6 21

(2007-2010)
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45 uelicalHpackingHofHdiscoticHhexaphenylHhexaUperiUhexabenzocoronenesgHtheoryHandHexperimentVH
JournaliofiPhysicaliChemistryiBTH2007THYYYTHdaeYUd 3.4 71

44
øtructureHofHmolecularHtweezerHcomplexesHinHtheHsolidHstategH–zöHexperimentsTHXUrayH
investigationsTHandHquantumHchemicalHcalculationsVHJournaliofitheiAmericaniChemicaliSocietyTH2007TH
Y[fTHY[f]U]X]

16.4 48

43
yinearUscalingHmethodHforHcalculatingHnuclearHmagneticHresonanceHchemicalHshiftsHusingH
gaugeUincludingHatomicHorbitalsHwithinHuartreeUsockHandHdensityUfunctionalHtheoryVHJournaliofi
ChemicaliPhysicsTH2007THY[dTHXbaYX]

3.9 81

42
nHdensityHmatrixUbasedHmethodHforHtheHlinearUscalingHcalculationHofHdynamicHsecondUHandH
thirdUorderHpropertiesHatHtheHuartreeUsockHandHxohnUøhamHdensityHfunctionalHtheoryHlevelsVHJournali
ofiChemicaliPhysicsTH2007THY[dTH[XaYX]

3.9 52

41 nddingHelectronUnuclearHcuspsHtoHtaussianHbasisHfunctionsHforHmolecularHquantumHzonteHparloH
calculationsVHPhysicaliReviewiBTH2007THdcTH 3.3 7

40 qensityHmatrixUbasedHvariationalHquantumHzonteHparloHprovidingHanHasymptoticallyHlinearHscalingH
behaviorHforHtheHlocalHenergyVHPhysicaliReviewiBTH2007THdbTH 3.3 11

39 yinearUøcalingHzethodsHinH·uantumHphemistryVHReviewsiiniComputationaliChemistryTH2007THYUe[ 69

38
zolecularHtweezerHandHclipHinHaqueousHsolutiongHunexpectedHselfUassemblyTHpowerfulHhostUguestH
complexHformationTHquantumHchemicalHYuH–zöHshiftHcalculationVHJournaliofitheiAmericaniChemicali
SocietyTH2006THY[eTHae]YUaY

16.4 100

37
Wasserstoffbrˆ…ckenbindungenHmitHpyanidionenlHqieHøtrukturenHvonH
YT]UqiisopropylUaTbUdimethylimidazoliumcyanidHundHYUvsopropylU]TaTbUtrimethylimidazoliumcyanidVH
ZeitschriftiFuriAnorganischeiUndiAllgemeineiChemieTH2006THc][TH[[ceU[[db

1.3 7

36 üheHJazidoHgaucheHeffectJUimplicationsHforHtheHconformationHofHazidoprolinesVHJournaliofithei
AmericaniChemicaliSocietyTH2006THY[eTHYacfdUdX] 16.4 98

35 ndvancesHinHmethodsHandHalgorithmsHinHaHmodernHquantumHchemistryHprogramHpackageVHPhysicali
ChemistryiChemicaliPhysicsTH2006THeTH]Yd[UfY 3.6 2371

34 zultipoleUbasedHintegralHestimatesHforHtheHrigorousHdescriptionHofHdistanceHdependenceHinH
twoUelectronHintegralsVHJournaliofiChemicaliPhysicsTH2005THY[]THYeaYXY 3.9 65

33 øelectiveHcomplexationHofH–UalkylpyridiniumHsaltsgHbindingHofH–nqSHinHwaterVHChemistryiyiAiEuropeani
JournalTH2005THYYTHaddUfa 4.8 52

32 öigorousHintegralHscreeningHforHelectronHcorrelationHmethodsVHJournaliofiChemicaliPhysicsTH2005TH
Y[]THYeaYX[ 3.9 103

31 nbHinitioH–zöHspectraHforHmolecularHsystemsHwithHaHthousandHandHmoreHatomsgHaHlinearUscalingH
methodVHAngewandteiChemieiyiInternationaliEditionTH2004THa]THaaebUf 16.4 119

30 nbHvnitioH–zöHøpectraHforHzolecularHøystemsHwithHaHühousandHandHzoreHntomsgHnHyinearUøcalingH
zethodVHAngewandteiChemieTH2004THYYcTHabebUabef 3.6 12

29 nHstudyHofHaHmoleculartweezerHhostUguestHsystemHbyHaHcombinationHofHquantumUchemicalH
calculationsHandHsolidUstateH–zöHexperimentsVHSolidiStateiNucleariMagneticiResonanceTH2002TH[[THY[eUb] 3.1 50

28 sastHevaluationHofHaHlinearHnumberHofHlocalHexchangeHmatricesVHChemicaliPhysicsiLettersTH2002TH]beTHa]UbX2.5 17
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27
øtrukturHundHqynamikHdesHWirtUtastUxomplexesHeinerHmolekularenHPinzettegHøyntheseTH
sestkˆ¶rperU–zöUøpektroskopieHundHquantenchemischeHöechnungenVHAngewandteiChemieTH2001TH
YY]THdaXUda]

3.6 11

26
øtructureHandHqynamicsHofHtheHuostâ��tuestHpomplexHofHaHzolecularHüweezergHpouplingHøynthesisTH
øolidUøtateH–zöTHandH·uantumUphemicalHpalculationsVHAngewandteiChemieiyiInternationaliEditionTH
2001THaXTHdYdUd[X

16.4 85

25
øtructureHassignmentHinHtheHsolidHstateHbyHtheHcouplingHofHquantumHchemicalHcalculationsHwithH–zöH
experimentsgHaHcolumnarHhexabenzocoroneneHderivativeVHJournaliofitheiAmericaniChemicaliSocietyTH
2001THY[]TH[bfdUcXc

16.4 136

24
øtructureHandHqynamicsHofHtheHuostUtuestHpomplexHofHaHzolecularHüweezergHpouplingHøynthesisTH
øolidUøtateH–zöTHandH·uantumUphemicalHpalculationsHøVPVoVHthanksHtheHnlexanderHvonHuumboldtH
soundationHforHaHresearchHfellowshipVHpV VHacknowledgesHfinancialHsupportHbyHaHyiebigHJuabilitationJH
fellowshipHfromHtheHsondsHderHphemischenHvndustrieHPspvQVHühisHworkHwasHsupportedHbyHtheH
qeutscheHsorschungsgemeinschaftHPøsoHab[QHandHtheHspvVHWeHthankHqrVHvngoHøchnellHforHhisH
involvementHinHtheHearlyHpartHofHthisHprojectTHqVHAngewandteiChemieiyiInternationaliEditionTH2001THaXTHdYdUd[X

16.4 3

23 ·UphemH[VXgHaHhighUperformanceHabHinitioHelectronicHstructureHprogramHpackageVHJournaliofi
ComputationaliChemistryTH2000TH[YTHYb][UYbae 3.5 588

22 yinearHscalingHexchangeHgradientsHforHuartreeâ��sockHandHhybridHdensityHfunctionalHtheoryVHChemicali
PhysicsiLettersTH2000TH][dTH[YcU[[] 2.5 72

21 nnHabHinitioHstudyHofHtheHrelationHbetweenH–zöHchemicalHshiftsHandHsolidUstateHstructuresgH
hexabenzocoroneneHderivativesVHPhysicaliChemistryiChemicaliPhysicsTH2000TH[TH[Yb]U[Ybf 3.6 41

20
prossedUbeamHreactionHofHcarbonHatomsHwithHsulfurHcontainingHmoleculesVHvVHphemicalHdynamicsHofH
thioformylHPupøHX[nlQHformationHfromHreactionHofHpP]PjQHwithHhydrogenHsulfideTHu[øPXYnYQVHJournali
ofiChemicaliPhysicsTH1999THYYXTH[]fYU[aX]

3.9 25

19 poupledUclusterHabHinitioHinvestigationHofHsingletWtripletHpu[øHisomersHandHtheHreactionHofHatomicH
carbonHwithHhydrogenHsulfideHtoHupøWuøpVHJournaliofiChemicaliPhysicsTH1999THYYXTHffe[Uffee 3.9 30

18 –eutralU–eutralHöeactionsHinHtheHvnterstellarHzediumVHvvVHvsotopeHrffectsHinHtheHsormationHofHyinearH
andHpyclicHp]uHandHp]qHöadicalsHinHvnterstellarHrnvironmentsVHAstrophysicaliJournalTH1999THbYXTHdeaUdee 4.7 21

17 yocalityHandHøparsityHofHnbHvnitioH neUParticleHqensityHzatricesHandHyocalizedH rbitalsVHJournaliofi
PhysicaliChemistryiATH1998THYX[TH[[YbU[[[[ 2.8 83

16 pombinedHcrossedHmolecularHbeamsHandHabinitioHinvestigationHofHtheHformationHofHcarbonUbearingH
moleculesHinHtheHinterstellarHmediumHviaHneutralâ��neutralHreactionsVHFaradayiDiscussionsTH1998THYXfTHYe]U[Xa3.6 91

15 yinearHandHsublinearHscalingHformationHofHuartreeâ��sockUtypeHexchangeHmatricesVHJournaliofi
ChemicaliPhysicsTH1998THYXfTHYcc]UYccf 3.9 277

14 üheHformationHofHupøHandHupøuHmoleculesHandHtheirHroleHinHtheHcollisionHofHcometHøhoemakerUyevyH
fHwithHwupiterVHScienceTH1998TH[dfTHYYeYUa 33.3 32

13 sourierHtransformHmillimeterUwaveHspectroscopyHofHtheHupøHradicalHinHtheH[nlHgroundHelectronicH
stateVHJournaliofiChemicaliPhysicsTH1998THYXeTHeebfUeec] 3.9 28

12
prossedUbeamHreactionHofHcarbonHatomsHwithHhydrocarbonHmoleculesVHvvvgHphemicalHdynamicsHofH
propynylidyneHPlUp]uhXH[˛ jQHandHcyclopropynylidyneHPcUp]uhXH[o[QHformationHfromHreactionHofH
pP]PjQHwithHacetyleneTHp[u[PXHY˛£gSQVHJournaliofiChemicaliPhysicsTH1997THYXcTHYd[fUYdaY

3.9 79

11 nHcoupledUclusterHabHinitioHstudyHofHtripletHp]u[HandHtheHneutralâ��neutralHreactionHtoHinterstellarH
p]uVHJournaliofiChemicaliPhysicsTH1997THYXcTHaYaYUaYbY 3.9 102

10 nHreformulationHofHtheHcoupledHperturbedHselfUconsistentHfieldHequationsHentirelyHwithinHaHlocalH
atomicHorbitalHdensityHmatrixUbasedHschemeVHChemicaliPhysicsiLettersTH1997TH[dXTH]ffUaXb 2.5 104

(1997-2001)
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9 nHcombinedHexperimentalHandHtheoreticalHstudyHonHtheHformationHofHinterstellarHp]uHisomersVH
ScienceTH1996TH[daTHYbXeUYY 33.3 133

8 nnHnbHvnitioHøtudyHofHnlkaliHualideHplustersHwithHanHnlkaliHrxcessgHzY]XY[TH[zY]XY[]STH[zYaXY[]STH
[zYaXY[][STHandH[z[]X[[]SVHZeitschriftiFuriElektrotechnikiUndiElektrochemieTH1995THffTHYYfYUYYfc 7

7 nnHabHinitioHtreatmentHofHtheHelectronicHabsorptionHspectraHofHexcessUelectronHalkaliHhalideHclustersH
–anSYplnHupHtoH–aYeplYdVHJournaliofiChemicaliPhysicsTH1995THYX]THdaXYUdaXd 3.9 45

6 rxcessUelectronHalkaliHhalideHclustersHxnSYplnHandHyinSYsngHnHtheoreticalHstudyVHJournaliofiChemicali
PhysicsTH1994THYXYTHbfddUbfec 3.9 40

5 nnHabHinitioHinvestigationHofHstructureHandHenergeticsHofHclustersHxnplnHandHyinsnVHZeitschriftiFuri
ElektrotechnikiUndiElektrochemieTH1994THfeTH]aUad 42

4 nbHinitioHstudiesHofHsmallHsodiumâ��sodiumHhalideHclustersTH–anplnHandH–anplnâ��YHPnâ�⁄aQVHJournaliofi
ChemicaliPhysicsTH1992THfdTH[bb]U[bcX 3.9 70

3 üheoreticalHüreatmentHofHøodiumHphlorideHplustersVHZeitschriftiFuriElektrotechnikiUndiElektrochemie
TH1992THfcTHY[edUY[fa 20

2 nnHabHinitioHinvestigationHofHclustersH–anplnVHJournaliofiChemicaliPhysicsTH1992THfdTH]aedU]afd 3.9 59

1 nnabHinitioHinvestigationHofHstructureHandHinversionHbarrierHofHtriisopropylamineHandHrelatedHaminesH
andHphosphinesVHTheoreticaiChimicaiActaTH1992THe[TH[dYU[ea 26
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