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168 qoubleUhybridHdensityHfunctionalsHforHtheHcondensedHphasegHtradientsTHstressHtensorTHandH
auxiliaryUdensityHmatrixHmethodHaccelerationVVHJournalgofgChemicalgPhysicsTH2022THYbcTHXdaYXd 3.9 1

167 −owardsHelectronicHstructureUbasedHabUinitioHmolecularHdynamicsHsimulationsHwithHhundredsHofH
millionsHofHatomsVHParallelgComputingTH2022THYYYTHYX[f[X 1 3

166
rfficientHandHlowUscalingHlinearUresponseHtimeUdependentHdensityHfunctionalHtheoryH
implementationHforHcoreUlevelHspectroscopyHofHlargeHandHperiodicHsystemsVHPhysicalgChemistryg
ChemicalgPhysicsTH2021TH[]THad]cUadac

3.6 6

165 sirstUprinciplesHcorrectionHschemeHforHlinearUresponseHtimeUdependentHdensityHfunctionalHtheoryH
calculationsHofHcoreHelectronicHstatesVHJournalgofgChemicalgPhysicsTH2021THYbbTHX]aYXe 3.9 3

164 p [xgHnnHelectronicHstructureHandHmolecularHdynamicsHsoftwareHpackageHUHQuickstepgHrfficientHandH
accurateHelectronicHstructureHcalculationsVHJournalgofgChemicalgPhysicsTH2020THYb[THYfaYX] 3.9 421

163 z [UHandHé nUoasedHnbHvnitioHzolecularHqynamicsHandHzonteHparloHøamplingH2020THb[]Uba]

162 zodellingHelectrochemicalHsystemsHwithHfiniteHfieldHmolecularHdynamicsVHJPhysgEnergyTH2020TH[THX][XXb 4.9 32

161 QuantifyingHtheHhydrationHstructureHofHsodiumHandHpotassiumHionsgHtakingHadditionalHstepsHonH
wacobOsHyadderVHPhysicalgChemistrygChemicalgPhysicsTH2020TH[[THYXcaYUYXcb[ 3.6 24

160 qoubleUuybridHqs−HsunctionalsHforHtheHpondensedH hasegHtaussianHandH laneHWavesH
vmplementationHandHrvaluationVHMoleculesTH2020TH[bTH 4.8 6

159 pouplingHofHøurfaceHphemistryHandHrlectricHqoubleHyayerHatH−i–HrlectrochemicalHvnterfacesVHJournalg
ofgPhysicalgChemistrygLettersTH2019THYXTH]edYU]edc 6.4 36

158
øtableHandHtunableHphosphonicHacidHdipoleHlayerHforHbandHedgeHengineeringHofH
photoelectrochemicalHandHphotovoltaicHheterojunctionHdevicesVHEnergygandgEnvironmentalgScienceTH
2019THY[THYfXYUYfXf

35.4 32

157 qopøégHnHyibraryHforHqenseHzatrixHzultiplicationsHonHqistributedHt UUncceleratedHøystemsH2019TH 1

156 −owardHtWHpalculationsHonH−housandsHofHntomsVHJournalgofgPhysicalgChemistrygLettersTH2018THfTH]XcU]Y[ 6.4 65

155 øecondHgenerationHparU arrinelloHzqgHapplicationHtoHtheHhUo…WéhPYYYQHnanomeshVHEuropeang
PhysicalgJournalgBTH2018THfYTHY 1.2 5

154 z [UHandHé nUoasedHnbHvnitioHzolecularHqynamicsHandHzonteHparloHøamplingH2018THYU[Y 1

153 yargeUøcaleHpomputationHofH…uclearHzagneticHéesonanceHøhiftsHforH aramagneticHøolidsHUsingH
p [xVHJournalgofgChemicalgTheorygandgComputationTH2018THYaTH]ddU]fa 6.4 25

152 sirstU rinciplesHøimulationsHofHanHnqueousHp–W tPYYYQHvnterfaceVHJournalgofgPhysicalgChemistrygCTH
2018THY[[TH[aXceU[aXdc 3.8 23
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151 rxploringHtheHyimitationHofHzolecularHWaterH–xidationHpatalystsVHJournalgofgPhysicalgChemistrygCTH
2018THY[[THY[aXaUY[aY[ 3.8 27

150 yocalHsittingHofHtheHxohnUøhamHqensityHinHaHtaussianHandH laneHWavesHøchemeHforHyargeUøcaleH
qensityHsunctionalH−heoryHøimulationsVHJournalgofgChemicalgTheorygandgComputationTH2017THY]TH[[X[U[[Ya6.4 5

149 vnsightHintoHPpoQ yrphyrinHndsorptionHonHnuPYYYQgHrffectsHofHuerringboneHéeconstructionHandH
qynamicsHofHzetalationVHJournalgofgPhysicalgChemistrygCTH2017THY[YTHYYaYcUYYa[d 3.8 13

148  ostUøynthesisHnmineHooraneHsunctionalizationHofHaHzetalU–rganicHsrameworkHandHvtsHUnusualH
phemicalHuydrogenHéeleaseH henomenonVHChemistrygwgAgEuropeangJournalTH2017TH[]THee[]Uee[e 4.8 5

147 sastHevaluationHofHsolidHharmonicHtaussianHintegralsHforHlocalHresolutionUofUtheUidentityHmethodsH
andHrangeUseparatedHhybridHfunctionalsVHJournalgofgChemicalgPhysicsTH2017THYacTHX]aYXb 3.9 8

146 −heHimpactHofHmetalationHonHadsorptionHgeometryTHelectronicHlevelHalignmentHandHUπUstabilityHofH
organicHmacrocyclesHonH−i–PYYXQVHNanoscaleTH2017THfTHedbcUedc] 7.7 5

145 zappingHtheHsreeHrnergyHofHyithiumHøolvationHinHtheH roticHvonicHyiquidHrthylammonuimH…itrategHnH
zetadynamicsHøtudyVHChemSusChemTH2017THYXTH]Xe]U]XfX 8.3 7

144 vncreasingHtheHrfficiencyHofHøparseHzatrixUzatrixHzultiplicationHwithHaH[VbqHnlgorithmHandH
–neUøidedHz vH2017TH 5

143  eriodicHtWHcalculationsHinHtheHtaussianHandHplaneUwavesHschemeVHPhysicalgReviewgBTH2017THfbTH 3.3 23

142 zassHdensityHfluctuationsHinHquantumHandHclassicalHdescriptionsHofHliquidHwaterVHJournalgofgChemicalg
PhysicsTH2017THYacTH[aabXY 3.9 37

141 tWHinHtheHtaussianHandH laneHWavesHøchemeHwithHnpplicationHtoHyinearHncenesVHJournalgofgChemicalg
TheorygandgComputationTH2016THY[TH]c[]U]b 6.4 71

140 t UUncceleratedHøparseHzatrixâ��zatrixHzultiplicationHforHyinearHøcalingHqensityHsunctionalH−heoryH
2016THYd]UYfX 18

139 yargeUøcaleHpubicUøcalingHéandomH haseHnpproximationHporrelationHrnergyHpalculationsHUsingHaH
taussianHoasisVHJournalgofgChemicalgTheorygandgComputationTH2016THY[THbebYUbebf 6.4 47

138 sromHporphyrinsHtoHpyrphyrinsgHadsorptionHstudyHandHmetalationHofHaHmolecularHcatalystHonHnuPYYYQVH
NanoscaleTH2016THeTHdfbeUce 7.7 25

137
pomputingHtheHxirkwoodHgUsactorHbyHpombiningHponstantHzaxwellHrlectricHsieldHandHrlectricH
qisplacementHøimulationsgHnpplicationHtoHtheHqielectricHponstantHofHyiquidHWaterVHJournalgofg
PhysicalgChemistrygLettersTH2016THdTH[cfcUdXY

6.4 50

136 sormationHandHpropertiesHofHaHterpyridineUbasedH[qHz–sHonHtheHsurfaceHofHwaterVH2DgMaterialsTH
2016TH]THX[bX[c 5.9 4

135 pomputationalHvnvestigationHandHqesignHofHpobaltHnquaHpomplexesHforHuomogeneousHWaterH
–xidationVHJournalgofgPhysicalgChemistrygCTH2016THY[XTHdfccUdfdb 3.8 31

134 yiquidHWaterHthroughHqensityUsunctionalHzolecularHqynamicsgH laneUWaveHvsHntomicU–rbitalHoasisH
øetsVHJournalgofgChemicalgTheorygandgComputationTH2016THY[TH]abcUc[ 6.4 19
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133 −hermalHrffectsHonHpu]…u] bv]H erovskiteHfromHnbHvnitioHzolecularHqynamicsHøimulationsVHJournalg
ofgPhysicalgChemistrygCTH2015THYYfTHeffYUeffd 3.8 101

132 WettingHofHwaterHonHhexagonalHboronHnitrideméhPYYYQgHaHQzWzzHmodelHbasedHonHatomicHchargesH
derivedHforHnanoUstructuredHsubstratesVHPhysicalgChemistrygChemicalgPhysicsTH2015THYdTHYa]XdUYc 3.6 29

131 qividingHaHcomplexHreactionHinvolvingHaHhypervalentHiodineHreagentHintoHthreeHlimitingHmechanismsH
byHabHinitioHmolecularHdynamicsVHJournalgofgComputationalgChemistryTH2015TH]cTHdebUfa 3.5 29

130 …onUinnocentHadsorptionHofHpoUpyrphyrinHonHrutilePYYXQVHPhysicalgChemistrygChemicalgPhysicsTH2015TH
YdTH[[eacUba 3.6 18

129 rnablingHsimulationHatHtheHfifthHrungHofHqs−gHyargeHscaleHé nHcalculationsHwithHexcellentHtimeHtoH
solutionVHComputergPhysicsgCommunicationsTH2015THYedTHY[XUY[f 4.2 35

128
sorcesHandHstressHinHsecondHorderHzˆ‚llerU lessetHperturbationHtheoryHforHcondensedHphaseHsystemsH
withinHtheHresolutionUofUidentityHtaussianHandHplaneHwavesHapproachVHJournalgofgChemicalgPhysicsTH
2015THYa]THYX[eX]

3.9 50

127  robingHtheHstructuralHandHdynamicalHpropertiesHofHliquidHwaterHwithHmodelsHincludingHnonUlocalH
electronHcorrelationVHJournalgofgChemicalgPhysicsTH2015THYa]THXbabXc 3.9 78

126 ouildingHolocksHforH−woUqimensionalHzetalâ��–rganicHsrameworksHponfinedHatHtheHnirâ��WaterH
vnterfacegHnnHnbHvnitioHzolecularHqynamicsHøtudyVHJournalgofgPhysicalgChemistrygCTH2015THYYfTHaX[]UaX]X 3.8 12

125 sunctionalizationHofHpe–[PYHYHYQHbyHqepositionHofHømallH…iHplustersgHrffectsHonHp–[HndsorptionHandH
–HπacancyHsormationVHChemCatChemTH2015THdTHc[bUc]a 5.2 27

124 øiteUselectiveHadsorptionHofHphthalocyanineHonHhUo…WéhPYYYQHnanomeshVHPhysicalgChemistryg
ChemicalgPhysicsTH2014THYcTHY[]daUea 3.6 39

123 qielectricHpropertiesHofHwaterHiceTHtheHiceHvhWXvHphaseHtransitionTHandHanHassessmentHofHdensityH
functionalHtheoryVHJournalgofgPhysicalgChemistrygBTH2014THYYeTHbfXUc 3.4 29

122 pontrolHofHmolecularHorganizationHandHenergyHlevelHalignmentHbyHanHelectronicallyHnanopatternedH
boronHnitrideHtemplateVHACSgNanoTH2014THeTHa]XUa[ 16.7 68

121 øynthesisHandHhydrogenHadsorptionHpropertiesHofHinternallyHpolarizedH[TcUazulenedicarboxylateH
basedHmetalâ��organicHframeworksVHJournalgofgMaterialsgChemistrygATH2014TH[THYee[]UYee]X 13 22

120 qescribingHtheHchemicalHbondingHinHpdXHandHpdX–]Hâ��HnHquantumHchemicalHtopologyHstudyVHChemicalg
PhysicsTH2014THa]]TH[[U]X 2.3 8

119 porrectionHtoHJoulkHyiquidHWaterHatHnmbientH−emperatureHandH ressureHfromHz [H−heoryJVHJournalg
ofgPhysicalgChemistrygLettersTH2014THbTH]XccUd 6.4 16

118 øparseHmatrixHmultiplicationgH−heHdistributedHblockUcompressedHsparseHrowHlibraryVHParallelg
ComputingTH2014THaXTHadUbe 1 94

117 qehalogenationHandHcouplingHofHaHpolycyclicHhydrocarbonHonHanHatomicallyHthinHinsulatorVHACSgNanoTH
2014THeTHcbdYUf 16.7 42

116
rlectronHtransferHmodifiesHchemicalHpropertiesHofHpdXHfullereneHsurfacegHnnHabHinitioHmolecularH
dynamicsHstudyHofHpdX–]HmolozonidesHdopedHwithHlightHatomsVHChemicalgPhysicsgLettersTH2014TH
cXbUcXcTHf]Ufd

2.5 2

Juerg Hutter

4



115 cp[kgHatomisticHsimulationsHofHcondensedHmatterHsystemsVHWileygInterdisciplinarygReviews:g
ComputationalgMoleculargScienceTH2014THaTHYbU[b 7.9 1578

114 phemicalHéeactionsHonHzetalUsupportedHuexagonalHooronH…itrideHvnvestigatedHwithHqensityH
sunctionalH−heoryVHChimiaTH2014THceTHbfcUcXY 1.3 9

113
øignificantHsubstituentHeffectHonHtheHanomerizationHofHpyranosidesgHmechanismHofHanomerizationH
andHsynthesisHofHaHYT[UcisHglucosamineHoligomerHfromHtheHYT[UtransHanomerVHChemistrygwgAgEuropeang
JournalTH2014TH[XTHY[aU][

4.8 20

112 éamanHspectraHfromHabHinitioHmolecularHdynamicsHandHitsHapplicationHtoHliquidHøUmethyloxiraneVH
JournalgofgChemicalgPhysicsTH2014THYaYTHXfabX] 3.9 43

111 uexagonalHboronHnitrideHonHtransitionHmetalHsurfacesVHTheoreticalgChemistrygAccountsTH2013THY][THY 1.9 85

110 oulkHyiquidHWaterHatHnmbientH−emperatureHandH ressureHfromHz [H−heoryVHJournalgofgPhysicalg
ChemistrygLettersTH2013THaTH]db]U]dbf 6.4 117

109
vmpactHofHdonorUacceptorHfunctionalizationHonHtheHpropertiesHofHlinearlyHˇ�UconjugatedHoligomersgH
establishingHquantitativeHrelationshipsHforHtheHsubstituentHandHsubstituentHcooperativeHeffectH
basedHonHquantumHchemicalHcalculationsVHJournalgofgOrganicgChemistryTH2013THdeTHY[ceYUf

4.2 7

108 rfficientHyinearUøcalingHqensityHsunctionalH−heoryHforHzolecularHøystemsVHJournalgofgChemicalg
TheorygandgComputationTH2013THfTHaa[YUd 6.4 23

107 zoirˆ'HbeatingsHinHgrapheneHonHéuPXXXYQVHPhysicalgReviewgBTH2013THeeTH 3.3 35

106 poverageHrffectHofHtheHp–[HndsorptionHzechanismsHonHpe–[PYYYQHbyHsirstH rinciplesHnnalysisVH
JournalgofgPhysicalgChemistrygCTH2013THYYdTHYdXYUYdYY 3.8 79

105 øtructuralHandHelectronicHpropertiesHofHaHlargeUscaleHzoirˆ'HpatternHofHhexagonalHboronHnitrideHonH
puPYYYQHstudiedHwithHdensityHfunctionalHtheoryVHNanoscaleTH2013THbTHbbefUfb 7.7 30

104 …onlocalHvanHderHWaalsHfunctionalsgHtheHcaseHofHrareUgasHdimersHandHsolidsVHJournalgofgChemicalg
PhysicsTH2013THY]eTH[XaYX] 3.9 37

103 rlectronHporrelationHinHtheHpondensedH haseHfromHaHéesolutionHofHvdentityHnpproachHoasedHonHtheH
taussianHandH laneHWavesHøchemeVHJournalgofgChemicalgTheorygandgComputationTH2013THfTH[cbaUdY 6.4 99

102 øimulationHofHndsorptionH rocessesHatHzetallicHvnterfacesgHnnHvmageHphargeHnugmentedHQzWzzH
npproachVHJournalgofgChemicalgTheorygandgComputationTH2013THfTHbXecUfd 6.4 56

101
øecondU–rderHzˆ‚llerU lessetH erturbationH−heoryHinHtheHpondensedH hasegHnnHrfficientHandH
zassivelyH arallelHtaussianHandH laneHWavesHnpproachVHJournalgofgChemicalgTheorygandg
ComputationTH2012THeTHaYddUee

6.4 106

100 phiralHdistortionHofHconfinedHiceHoligomersHP…HjHbTcQVHLangmuirTH2012TH[eTHYb[acUbX 4 10

99 yocalHqisorderHinHyithiumHvmideHfromHqensityHsunctionalHøimulationHandH…zéHøpectroscopyVHJournalg
ofgPhysicalgChemistrygCTH2012THYYcTHYebddUYebe] 3.8 5

98 yinearHøcalingHøelfUponsistentHsieldHpalculationsHwithHzillionsHofHntomsHinHtheHpondensedH haseVH
JournalgofgChemicalgTheorygandgComputationTH2012THeTH]bcbUd] 6.4 111
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97 ooronHnitrideHonHpuPYYYQgHanHelectronicallyHcorrugatedHmonolayerVHNanogLettersTH2012THY[THbe[YUe 11.5 168

96 parâ�� arrinelloHmolecularHdynamicsVHWileygInterdisciplinarygReviews:gComputationalgMoleculargScienceTH
2012TH[THcXaUcY[ 7.9 94

95 éealUworldHpredictionsHfromHabHinitioHmolecularHdynamicsHsimulationsVHTopicsgingCurrentgChemistryTH
2012TH]XdTHYXfUb] 74

94 …anoUiceHmodelsHforHtheHwaterHaggregatesHobservedHonHtheHhUo…WéhPYYYQHnanomeshVHJournalgofg
PhysicsgCondensedgMatterTH2012TH[aTHaabXX[ 1.8 3

93 rndocyclicHcleavageHinHglycosidesHwithH[T]UtransHcyclicHprotectingHgroupsVHJournalgofgthegAmericang
ChemicalgSocietyTH2011THY]]THbcYXUf 16.4 61

92 vnvestigationHofHUo…WéhPYYYQH…anomeshHvnteractingHwithHWaterHandHntomicHuydrogenVHChimiaTH2011
THcbTH[bcU[bf 1.3 7

91 øemiempiricalHselfUconsistentHpolarizationHdescriptionHofHbulkHwaterTHtheHliquidUvaporHinterfaceTHandH
cubicHiceVHJournalgofgPhysicalgChemistrygATH2011THYYbTHcXacUb] 2.8 21

90 vnvestigationHofHooronH…itrideH…anomeshHvnteractingHwithHWaterVHJournalgofgPhysicalgChemistrygCTH
2011THYYbTHY]cebUY]cf[ 3.8 39

89 pomparativeHstudyHofHtheHnatureHofHchemicalHbondingHofHcorrugatedHgrapheneHonHéuPXXXYQHandH
éhPYYYQHbyHelectronicHstructureHcalculationsVHSurfacegScienceTH2011THcXbTHY]cXUY]ce 1.8 56

88 –nHtheHemergenceHofHmolecularHstructureVHPhysicalgReviewgATH2011THe]TH 2.6 44

87 rxtractingHelementsHofHmolecularHstructureHfromHtheHallUparticleHwaveHfunctionVHJournalgofgChemicalg
PhysicsTH2011THY]bTH[Xa]X[ 3.9 36

86 nnHatomisticHpictureHofHtheHregenerationHprocessHinHdyeHsensitizedHsolarHcellsVHProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTH2010THYXdTHae]XU] 11.5 82

85  rotonationUqependentHoindingHofHéutheniumHoipyridylHpomplexesHtoHtheHnnatasePYXYQHøurfaceVH
JournalgofgPhysicalgChemistrygCTH2010THYYaTHe]feUeaXa 3.8 96

84 nuxiliaryHqensityHzatrixHzethodsHforHuartreeUsockHrxchangeHpalculationsVHJournalgofgChemicalg
TheorygandgComputationTH2010THcTH[]aeUca 6.4 321

83 …anoUiceHonHboronHnitrideHnanomeshgHaccessingHprotonHdisorderVHChemPhysChemTH2010THYYTH]ffUaX] 3.2 31

82 …anotextureHøwitchingHofHøingleUyayerHuexagonalHooronH…itrideHonHéhodiumHbyHvntercalationHofH
uydrogenHntomsVHAngewandtegChemieTH2010THY[[THc[bcUc[cX 3.6 2

81 …anotextureHswitchingHofHsingleUlayerHhexagonalHboronHnitrideHonHrhodiumHbyHintercalationHofH
hydrogenHatomsVHAngewandtegChemiegwgInternationalgEditionTH2010THafTHcY[XUa 16.4 62

80 nHQzWzzHinvestigationHofHthymineHdimerHradicalHanionHsplittingHcatalyzedHbyHq…nHphotolyaseVH
ChemPhysChemTH2009THYXTHaXXUYX 3.2 67
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79 yowUoarrierH athwayHforHendoUpleavageHvnducedHnnomerizationHofH yranosidesHwithH
…UoenzylU[T]UtransUoxazolidinoneHtroupsVHEuropeangJournalgofgOrganicgChemistryTH2009TH[XXfTHYY[dUYY]Y3.2 21

78
vsobaricUisothermalHmolecularHdynamicsHsimulationsHutilizingHdensityHfunctionalHtheorygHanH
assessmentHofHtheHstructureHandHdensityHofHwaterHatHnearUambientHconditionsVHJournalgofgPhysicalg
ChemistrygBTH2009THYY]THYYfbfUca

3.4 302

77 zagneticHlinearHresponseHpropertiesHcalculationsHwithHtheHtaussianHandHaugmentedUplaneUwaveH
methodVHJournalgofgChemicalgPhysicsTH2009THY]YTHXYaYXc 3.9 45

76 nccurateHuartreeUsockHenergyHofHextendedHsystemsHusingHlargeHtaussianHbasisHsetsVHPhysicalgReviewg
BTH2009THeXTH 3.3 42

75 éobustH eriodicHuartreeUsockHrxchangeHforHyargeUøcaleHøimulationsHUsingHtaussianHoasisHøetsVH
JournalgofgChemicalgTheorygandgComputationTH2009THbTH]XYXU[Y 6.4 189

74 nHøchemeHforHtheHrvaluationHofHrlectronHqelocalizationHandHponjugationHrfficiencyHinHyinearlyH
ˇ�UponjugatedHøystemsVHJournalgofgChemicalgTheorygandgComputationTH2009THbTHbXcUYa 6.4 25

73 nbHvnitioHzolecularHqynamicsgHoasicH−heoryHandHndvancedHzethodsH2009TH 990

72 nbHinitioHmolecularHdynamicsHusingHhybridHdensityHfunctionalsVHJournalgofgChemicalgPhysicsTH2008TH
Y[eTH[YaYXa 3.9 182

71 pomputationalHstudyHofHthymineHdimerHradicalHanionHsplittingHinHtheHselfUrepairHprocessHofHduplexH
q…nVHJournalgofgthegAmericangChemicalgSocietyTH2008THY]XTH]aa]UbX 16.4 59

70 oeyondHisotropicHtumblingHmodelsgHnuclearHspinHrelaxationHinHliquidsHfromHfirstHprinciplesVH
ChemPhysChemTH2008THfTH[]Y]Uc 3.2 26

69 parU arrinelloHzolecularHqynamicsHøimulationsHofHpapl[HnqueousHøolutionsVHJournalgofgChemicalg
TheorygandgComputationTH2008THaTHddfUef 6.4 63

68 …otesHonHJrwaldHsummationHofHelectrostaticHmultipoleHinteractionsHupHtoHquadrupolarHlevelJH[wVH
phemVH hysVHYYfTHdadYHP[XX]Q]VHJournalgofgChemicalgPhysicsTH2008THY[fTHXdaYX[ 3.9 42

67 qirectHenergyHfunctionalHminimizationHunderHorthogonalityHconstraintsVHJournalgofgChemicalgPhysicsTH
2008THY[eTHXeaYY] 3.9 45

66 nHsmoothHscriptUlYUnormHsparsenessHfunctionHforHorbitalHbasedHlinearHscalingHtotalHenergyH
minimizationVHJournalgofgChemicalgPhysicsTH2008THY[eTHXcaYXd 3.9 13

65
ntomisticHsimulationsHofHaHsolidWliquidHinterfacegHaHcombinedHforceHfieldHandHfirstHprinciplesH
approachHtoHtheHstructureHandHdynamicsHofHacetonitrileHnearHanHanataseHsurfaceVHJournalgofgPhysicsg
CondensedgMatterTH2008TH[XTHXca[Xc

1.8 17

64 vnnerUshellHspectroscopyHbyHtheHtaussianHandHaugmentedHplaneHwaveHmethodVHPhysicalgChemistryg
ChemicalgPhysicsTH2007THfTHYbffUcYX 3.6 69

63 taussianHbasisHsetsHforHaccurateHcalculationsHonHmolecularHsystemsHinHgasHandHcondensedHphasesVH
JournalgofgChemicalgPhysicsTH2007THY[dTHYYaYXb 3.9 2003

62 −owardsHaHrationalHdesignHofHrutheniumHp–[HhydrogenationHcatalystsHbyHnbHinitioHmetadynamicsVH
ChemistrygwgAgEuropeangJournalTH2007THY]THce[eUaX 4.8 60

(2007-2009)
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61 zolecularHdynamicsHsimulationHofHliquidHwatergHhybridHdensityHfunctionalsVHJournalgofgPhysicalg
ChemistrygBTH2006THYYXTH]cebUfY 3.4 222

60 øimulatingHfluidUphaseHequilibriaHofHwaterHfromHfirstHprinciplesVHJournalgofgPhysicalgChemistrygATH2006
THYYXTHcaXUc 2.8 125

59 qensityHfunctionalHembeddingHforHmolecularHsystemsVHChemicalgPhysicsgLettersTH2006THa[YTHYcU[X 2.5 71

58 vonicHliquidsHfromHparU arrinelloHsimulationsTHpartHvgHliquidHnlpl]VHJournalgofgPhysicalgChemistrygBTH
2006THYYXTHYYadbUeX 3.4 29

57 nHdensityUfunctionalHapproachHtoHpolarizableHmodelsgHaHximUtordonHresponseHdensityHinteractionH
potentialHforHmolecularHsimulationsVHJournalgofgChemicalgPhysicsTH2005THY[]THXdaYXe 3.9 12

56 p zqgHparU arrinelloHmolecularHdynamicsVHZeitschriftgFurgKristallographiegwgCrystallinegMaterialsTH
2005TH[[XTH 1 26

55 qualUlevelHparallelismHforHabHinitioHmolecularHdynamicsgHéeachingHteraflopHperformanceHwithHtheH
p zqHcodeVHParallelgComputingTH2005TH]YTHYUYd 1 51

54 QuickstepgHsastHandHaccurateHdensityHfunctionalHcalculationsHusingHaHmixedHtaussianHandHplaneH
wavesHapproachVHComputergPhysicsgCommunicationsTH2005THYcdTHYX]UY[e 4.2 3322

53 −heHinfluenceHofHtemperatureHandHdensityHfunctionalHmodelsHinHabHinitioHmolecularHdynamicsH
simulationHofHliquidHwaterVHJournalgofgChemicalgPhysicsTH2005THY[[THYabYb 3.9 417

52 vsobaricUisothermalHmonteHcarloHsimulationsHfromHfirstHprinciplesgHapplicationHtoHliquidHwaterHatH
ambientHconditionsVHChemPhysChemTH2005THcTHYefaUfXY 3.2 93

51 parU arrinelloHmolecularHdynamicsHonHmassivelyHparallelHcomputersVHChemPhysChemTH2005THcTHYdeeUf] 3.2 93
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