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ChemicalnTheorynandnComputationZM2019ZMeiZMeihaejh 6.4 15

77  ierarchicalMwouplingMofMzirstaPrinciplesMMolecularMxynamicsMwithMudvancedMSamplingMMethodsbM
JournalnofnChemicalnTheorynandnComputationZM2018ZMehZMflleaflll 6.4 14

76 yquilibrationMandManalysisMofMfirstaprinciplesMmolecularMdynamicsMsimulationsMofMwaterbMJournalnofn
ChemicalnPhysicsZM2018ZMehlZMefhide 3.9 34

75 TheMroleMofMdefectsMandMexcessMsurfaceMchargesMatMfiniteMtemperatureMforMoptimizingMoxideM
photoabsorbersbMNaturenMaterialsZM2018ZMekZMeeffaeefk 27 48

74 zirstaPrinciplesMSimulationsMofMLiquidMWaterMUsingMaMxielectricaxependentM ybridMzunctionalbM
JournalnofnPhysicalnChemistrynLettersZM2018ZMmZMgdjlagdkg 6.4 67
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72 ReproducibilityMinMdensityMfunctionalMtheoryMcalculationsMofMsolidsbMScienceZM2016ZMgieZMaadgddd 33.3 784

71 vlindMtestMofMdensityafunctionalabasedMmethodsMonMintermolecularMinteractionMenergiesbMJournalnofn
ChemicalnPhysicsZM2016ZMehiZMefhedi 3.9 76

70 PerformanceMandMaccuracyMofMrecursiveMsubspaceMbisectionMforMhybridMxzTMcalculationsMinM
inhomogeneousMsystemsbMJournalnofnChemicalnTheorynandnComputationZM2015ZMeeZMhjiiajg 6.4 24

Franˆ§ois Gygi

2



69 OptimizationMalgorithmMforMtheMgenerationMofMONwVMpseudopotentialsbMComputernPhysicsn
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ChemicalnTheorynandnComputationZM2013ZMmZMilfak 6.4 42

59 wommunicationnMelectronicMstructureMofMtheMsolvatedMchlorideManionMfromMfirstMprinciplesMmolecularM
dynamicsbMJournalnofnChemicalnPhysicsZM2013ZMeglZMeleedf 3.9 43

58 vandMoffsetsMandMdielectricMpropertiesMofMtheMamorphousMSigNhcSiUeddVMinterfacenMuMfirstaprinciplesM
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57 uMdistributedMapproachMtoMverificationMandMvalidationMofMelectronicMstructureMsimulationMdataMusingM
ySTySTbMComputernPhysicsnCommunicationsZM2012ZMelgZMekhhaekhl 4.2 2
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55 uMsimplifiedMimplementationMofMvanMderMWaalsMdensityMfunctionalsMforMfirstaprinciplesMmolecularM
dynamicsMapplicationsbMJournalnofnChemicalnPhysicsZM2012ZMegjZMffhedk 3.9 39
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51 OptimizingM alleyTsMIterationMforMwomputingMtheMMatrixMPolarMxecompositionbMSIAMnJournalnonn
MatrixnAnalysisnandnApplicationsZM2010ZMgeZMfkddafkfd 1.5 27

50 uMscalableMandMaccurateMalgorithmMforMtheMcomputationMofM artreeâ��zockMexchangebMComputern
PhysicsnCommunicationsZM2010ZMeleZMliialjd 4.2 38

49 wompactMrepresentationsMofMKohnaShamMinvariantMsubspacesbMPhysicalnReviewnLettersZM2009ZMedfZMejjhdj 7.4 44

48 ImperfectMcrystalMandMunusualMsemiconductornMboronZMaMfrustratedMelementbMJournalnofnthenAmericann
ChemicalnSocietyZM2009ZMegeZMemdgam 16.4 104

47 IterativeMcalculationsMofMdielectricMeigenvalueMspectrabMPhysicalnReviewnBZM2009ZMkmZM 3.3 77

46 VisualManalysisMofMinteraprocessMcommunicationMforMlargeascaleMparallelMcomputingbMIEEEnTransactionsn
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45 PracticalMalgorithmsMtoMfacilitateMlargeascaleMfirstaprinciplesMmolecularMdynamicsbMJournalnofnPhysics:n
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43 WaterMconfinedMinMnanotubesMandMbetweenMgrapheneMsheetsnMaMfirstMprincipleMstudybMJournalnofnthen
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42 xielectricMpropertiesMofMiceMandMliquidMwaterMfromMfirstaprinciplesMcalculationsbMPhysicalnReviewn
LettersZM2008ZMeddZMehkjde 7.4 59

41 yfficientMiterativeMmethodMforMcalculationsMofMdielectricMmatricesbMPhysicalnReviewnBZM2008ZMklZM 3.3 88

40 MeltingMofMiceMunderMpressurebMProceedingsnofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesn
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38 uMfirstaprinciplesMmolecularMdynamicsMstudyMofMcalciumMinMwaterbMChemPhysChemZM2005ZMjZMekhiam 3.2 77

37 LinearMscalingMfirstaprinciplesMmolecularMdynamicsMwithMcontrolledMaccuracybMComputernPhysicsn
CommunicationsZM2004ZMejfZMfhagj 4.2 52

36 yarlyMchemistryMinMhotMandMdenseMnitromethanenMmolecularMdynamicsMsimulationsbMJournalnofn
ChemicalnPhysicsZM2004ZMefdZMedehjaig 3.9 94

35 TowardsManMassessmentMofMtheMaccuracyMofMdensityMfunctionalMtheoryMforMfirstMprinciplesMsimulationsM
ofMwaterbMIIbMJournalnofnChemicalnPhysicsZM2004ZMefeZMihddam 3.9 326

34 TowardsManMassessmentMofMtheMaccuracyMofMdensityMfunctionalMtheoryMforMfirstMprinciplesMsimulationsM
ofMwaterbMJournalnofnChemicalnPhysicsZM2004ZMefdZMgddaee 3.9 458
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33 uMfirstMprinciplesMsimulationMofMrigidMwaterbMJournalnofnChemicalnPhysicsZM2004ZMefdZMiemfal 3.9 73

32 SelfahealingMofMwdSeMnanocrystalsnMfirstaprinciplesMcalculationsbMPhysicalnReviewnLettersZM2004ZMmfZMfekhde 7.4 200

31 MeltingMofMlithiumMhydrideMunderMpressurebMPhysicalnReviewnLettersZM2003ZMmeZMekiidf 7.4 68

30 zirstaprinciplesMmolecularMdynamicsMsimulationsMinMaMcontinuumMsolventbMInternationalnJournalnofn
QuantumnChemistryZM2003ZMmgZMegmaehk 2.1 112

29 womputationMofMMaximallyMLocalizedMWannierMzunctionsMusing´ a´ simultaneousMdiagonalizationM
algorithmbMComputernPhysicsnCommunicationsZM2003ZMeiiZMeaj 4.2 68

28 StructureMandMbondingMofMdenseMliquidMoxygenMfromMfirstMprinciplesMsimulationsbMPhysicalnReviewn
LettersZM2003ZMmeZMfjiidg 7.4 24

27 xensityMfunctionalMtheoryMforMefficientMabMinitioMmolecularMdynamicsMsimulationsMinMsolutionbMJournaln
ofnComputationalnChemistryZM2002ZMfgZMjjfaj 3.5 145

26 wonformationalMdynamicsMofMtheMdimethylMphosphateManionMinMsolutionbMChemicalnPhysicsnLettersZM
2001ZMghfZMhghahhd 2.5 17

25 uMfirstMprinciplesMmolecularMdynamicsMsimulationMofMtheMhydratedMmagnesiumMionbMChemicalnPhysicsn
LettersZM2001ZMghgZMihmaiii 2.5 152

24 xissociationMofMwaterMunderMpressurebMPhysicalnReviewnLettersZM2001ZMlkZMfjiide 7.4 144

23 ubMinitioMsimulationsMofMcompressedMliquidMdeuteriumbMPhysicalnReviewnBZM2000ZMjeZMmdmamef 3.3 71

22 WaterMunderMpressurebMPhysicalnReviewnLettersZM2000ZMlhZMfhfmagf 7.4 135

21 TheMsolvationMofMNaXMinMwaternMzirstaprinciplesMsimulationsbMJournalnofnChemicalnPhysicsZM2000ZMeegZMhjjlahjkg3.9 220

20 QuantumMMechanicalMSimulationsMofMMicrofractureMinMaMwomplexMMaterialbMPhysicalnReviewnLettersZM
1999ZMlfZMghkjaghkm 7.4 21

19 WettingMSiliconMwarbideMwithMNitrogennMuMTheoreticalMStudybMPhysicalnReviewnLettersZM1999ZMlgZMfddjafddm7.4 8

18 zirstaprinciplesMsimulationsMofMorganicMcompoundsnMSolidMwOfMunderMpressurebMComputationaln
MaterialsnScienceZM1998ZMedZMjgajj 3.2 6

17 InfluenceMofMstressMandMdefectsMonMtheMsiliconaterminatedMSiwUddeVMsurfaceMstructurebMPhysicalnReviewn
BZM1998ZMikZMeffiiaeffje 3.3 60

16 VibrationalMandMelectronicMpropertiesMofMneutralMandMnegativelyMchargedMwfdMclustersbMPhysicaln
ReviewnBZM1998ZMikZMeljdaeljk 3.3 79
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15 zirstaprinciplesMcalculationsMofMSiwUddeVMsurfaceMcoreMlevelMshiftsbMAppliednPhysicsnLettersZM1998ZMkfZMemdfaemdh3.4 18

14 ReconstructionMandMThermalMStabilityMofMtheMwubicMSiwMUddeVMSurfacesbMPhysicalnReviewnLettersZM1996ZM
kkZMidmdaidmg 7.4 73

13 RealaspaceMadaptiveacoordinateMelectronicastructureMcalculationsbMPhysicalnReviewnBZM1995ZMifZMRfffmaRffgf3.3 168

12 ubMinitioMmolecularMdynamicsMinMadaptiveMcoordinatesbMPhysicalnReviewnBZM1995ZMieZMeeemdaeeemg 3.3 59

11 ubMinitioMstudyMofMpositronMtrappingMatMaMvacancyMinM–ausbMPhysicalnReviewnLettersZM1994ZMkfZMgfehagfek 7.4 64

10 ylectronicastructureMcalculationsMinMadaptiveMcoordinatesbMPhysicalnReviewnBZM1993ZMhlZMeejmfaeekdd 3.3 163

9 ReconstructionMofMtheMdiamondMUeMeMeVMsurfacebMPhysicanB:nCondensednMatterZM1993ZMeliZMigmaihe 2.8 1

8 xopingainducedMdistortionsMandMbondingMinMKjwjdMandMRbjwjdbMPhysicalnReviewnLettersZM1992ZMjlZMlfgalfj7.4 57

7 ReconstructionMofMtheMdiamondMUeeeVMsurfacebMPhysicalnReviewnLettersZM1992ZMjmZMfmhkafmid 7.4 111

6 ImpurityMstatesMinMdopedMfullerenesnMwimvMandMwimNbMChemicalnPhysicsnLettersZM1992ZMemdZMeimaejf 2.5 155

5 StructuralMandMelectronicMpropertiesMofMwkdbMChemicalnPhysicsnLettersZM1992ZMelmZMfheafhh 2.5 75

4 SelfaconsistentMelectronicMstructureMofMaMvortexMlineMinMaMtypeaIIMsuperconductorbMPhysicalnReviewnBZM
1991ZMhgZMkjdmakjfe 3.3 308

3 ylectronicMtunnelingMintoManMisolatedMvortexMinMaMcleanMtypeaIIMsuperconductorbMPhysicalnReviewnBZM
1990ZMheZMlffalfi 3.3 91

2 ungularMbandMstructureMofMaMvortexMlineMinMaMtypeaIIMsuperconductorbMPhysicalnReviewnLettersZM1990ZM
jiZMelfdaelfg 7.4 55

1 ylectronMchargeMdensityMofMalkaliMhalidesMbeyondMtheMrigidaionMapproximationbMSolidnStaten
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