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k Paper IF Citations

189 nctivationâ��–elaxationGTechniquegGnnGefficientGwayGtoGfindGminimaGandGsaddleGpointsGofGpotentialG
energyGsurfacesUGComputationalfMaterialsfScienceSG2022SGZWfSGYYY_c_ 3.2 0

188 “olyphenolT“eptideGvnteractionsGinGzitigationGofGnlzheimerNsGqiseasegG–oleGofGoiosurfaceTvnducedG
nggregationUGJournalfoffAlzheimernsfDiseaseSG2021SGeYSG__Tbb 4.3 0

187 porilaginGandGYS_ScTTriTTgalloyT˛†TqTglucosegGpotentialGinhibitorsGofG—n–—Tpo½TZGvariantsUGPhysicalf
ChemistryfChemicalfPhysicsSG2021SGZ_SGYaed_TYaeee 3.6 3

186 TheGenergyGlandscapeGgovernsGductilityGinGdisorderedGmaterialsUGMaterialsfHorizonsSG2021SGeSGYZaZTYZbZ 14.4 7

185 papturingGtheGvronGparburizationGzechanismsGfromGtheG—urfaceGtoGoulkUGJournalfoffPhysicalf
ChemistryfCSG2020SGYZaSGZebcfTZebdf 3.8 6

184 vdentifyingGflowGdefectsGinGamorphousGalloysGusingGmachineGlearningGoutlierGdetectionGmethodsUG
ScriptafMaterialiaSG2020SGYecSGYebTYef 5.6 17

183 OrderGandGdisorderGatGtheGpTfaceGofG—ipgGnGhybridGsurfaceGreconstructionUGAppliedfPhysicsfLettersSG
2020SGYYcSGYaYcWb 3.4 1

182
—imulationGofG—ingleG“articleGqisplacementGqamageGinG—iâ��lxtexGnlloysâ��vnteractionGofG“rimaryG
“articlesGWithGtheGzaterialGandGtenerationGofGtheGqamageG—tructureUGIEEEfTransactionsfonfNuclearf
ScienceSG2020SGcdSGYZd_TYZe_

1.7 3

181 OffTyatticeGxineticGzonteGparloGzethodsG2020SGdYbTda_ 2

180 ntomisticGxineticGzonteGparloGandG—oluteGrffectsG2020SGZa_dTZabc

179 xineticGzonteGparloG—imulationsGofGvrradiationGrffectsG2020SGdbaTdde 4

178 sindingG–eactionG“athwaysGandGTransitionG—tatesgGrTn–TnGandGdTn–TnGasGanGrfficientGandG½ersatileG
nlternativeGtoG—tringGnpproachesUGJournalfoffChemicalfTheoryfandfComputationSG2020SGYcSGcdZcTcd_a 6.4 9

177 rnthalpyTentropyGcompensationGofGatomicGdiffusionGoriginatesGfromGsofteningGofGlowGfrequencyG
phononsUGNaturefCommunicationsSG2020SGYYSG_fdd 17.4 7

176 rlucidatingGtheGroleGofGextendedGsurfaceGdefectsGatGseGsurfacesGonGpOGadsorptionGandGdissociationUG
AppliedfSurfacefScienceSG2019SGafYSGdfZTdfe 6.7 7

175 vsGuydrogenGqiffusionGalongGtrainGooundariesGsastGorG—lowlGntomisticGOriginGandGzechanisticG
zodelingUGPhysicalfReviewfLettersSG2019SGYZZSGZYbbWY 7.4 16

174 OffTyatticeGxineticGzonteGparloGzethodsG2019SGYTZf 2

173 n–T_data_analyzergGnutomatingGparallelizedGcomputationsGtoGstudyGtheGevolutionGofGmaterialsUG
SoftwareXSG2019SGfSGZ_eTZa_ 2.7 5
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172 zitigatingGnlzheimerNsGqiseaseGwithGNaturalG“olyphenolsgGnG–eviewUGCurrentfAlzheimerfResearchSG
2019SGYcSGbZfTba_ 3 27

171 UGIEEEfTransactionsfonfNuclearfScienceSG2018SGcbSGdZaTd_Y 1.7 8

170 parbonGdiffusionGpathsGandGsegregationGatGhighTangleGtiltGgrainGboundariesGinG˛–TseGstudiedGbyGusingG
aGkineticGactivationTrelationGtechniqueUGPhysicalfReviewfBSG2018SGfdSG 3.3 11

169
vnteractionGbetweenGinterstitialGcarbonGatomsGandGaG´‰GiYGYGYkGselfTinterstitialGatomsGloopGinGanGironG
matrixgGaGcombinedGqsTSGoffGlatticeGxzpGandGzqGstudyUGJournalfoffPhysicsfCondensedfMatterSG2018SG
_WSG__bfWY

1.8 1

168 —tudyGofGpointGdefectsGdiffusionGinGnickelGusingGkineticGactivationTrelaxationGtechniqueUGActaf
MaterialiaSG2018SGYaaSGcdfTcfW 8.4 16

167 ntomisticGxineticGzonteGparloGandG—oluteGrffectsG2018SGYTZW 1

166 yongTtimeGpointGdefectGdiffusionGinGorderedGnickelTbasedGbinaryGalloysgGuowGsmallGkineticG
differencesGcanGleadGtoGcompletelyGlongTtimeGstructuralGevolutionUGMaterialiaSG2018SGaSGbdbTbea 3.2 6

165 OffTyatticeGxineticGzonteGparloGzethodsG2018SGYTZf

164 oenchmarkingGtheGperformanceGofGplaneTwaveGvsUGlocalizedGorbitalGbasisGsetGmethodsGinGqsTG
modelingGofGmetalGsurfacegGaGcaseGstudyGforGseTOYYWPUGJournalfoffComputationalfScienceSG2018SGZfSGYc_TYcd3.4 4

163
parbonGadsorptionGonGandGdiffusionGthroughGtheGseOYYWPGsurfaceGandGinGbulkgGqevelopingGaGnewG
strategyGforGtheGuseGofGempiricalGpotentialsGinGcomplexGmaterialGsetTupsUGPhysicafStatusfSolidifoBp:f
BasicfResearchSG2017SGZbaSGYcWWaWe

1.3 13

162 nlgorithmicGdevelopmentsGofGtheGkineticGactivationTrelaxationGtechniquegGnccessingGlongTtimeG
kineticsGofGlargerGandGmoreGcomplexGsystemsUGJournalfoffChemicalfPhysicsSG2017SGYadSGYbZdYZ 3.9 10

161 —trainTdrivenGdiffusionGprocessGduringGsiliconGoxidationGinvestigatedGbyGcouplingGdensityGfunctionalG
theoryGandGactivationGrelaxationGtechniqueUGJournalfoffChemicalfPhysicsSG2017SGYadSGWbadWY 3.9 3

160
—tructuralGandGthermodynamicalGpropertiesGofGearlyGhumanGamylinGoligomersGusingGreplicaG
exchangeGmolecularGdynamicsgGmutationGeffectGofGthreeGkeyGresiduesGsYbSGuYeGandGsZ_UGPhysicalf
ChemistryfChemicalfPhysicsSG2017SGYfSG_YZfWT_YZff

3.6 8

159 rnergyGlandscapeGandGdiffusionGkineticsGofGlithiatedGsilicongGnGkineticGactivationTrelaxationGtechniqueG
studyUGPhysicalfReviewfBSG2017SGfcSG 3.3 9

158 TheGroleGofGemergingGgrainGboundaryGatGironGsurfaceSGtemperatureGandGhydrogenGonGmetalGdustingG
initiationUGActafMaterialiaSG2017SGY_bSG_aWT_ad 8.4 8

157 qiffusionGmechanismsGofGpGinGYWWSGYYWGandGYYYGseGsurfacesGstudiedGusingGkineticG
activationTrelaxationGtechniqueUGActafMaterialiaSG2017SGY_cSG_W_T_Ya 8.4 11

156 —imulationGofG—ingleG“articleGqisplacementGqamageGinG—iliconâ��“artGvvgGtenerationGandGyongTTimeG
–elaxationGofGqamageG—tructureUGIEEEfTransactionsfonfNuclearfScienceSG2017SGcaSGYaYTYae 1.7 39

155 —timulatingGaGpanadianGnarrativeGforGclimateUGFacetsSG2017SGZSGY_YTYaf 2.3 3

(2017-2019)
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154 NaG_GseGZGO—OGaGPGZGO—OG_GNPGasGaGpotentialGhighGcapacityGcathodeGmaterialUGMaterialsfSciencefandf
EngineeringfB:fSoliduStatefMaterialsfforfAdvancedfTechnologySG2016SGZYYSGYebTYfW 3.1 1

153 sreeTrnergyGyandscapeGofGtheGnminoTTerminalGsragmentGofGuuntingtinGinGnqueousG—olutionUG
BiophysicalfJournalSG2016SGYYWSGYWdbTee 2.9 11

152 qiffusionGpropertiesGofGseâ��pGsystemsGstudiedGbyGusingGkineticGactivationâ��relaxationGtechniqueUG
ComputationalfMaterialsfScienceSG2016SGYYZSGfcTYWc 3.2 17

151 vnsightsGonGfiniteGsizeGeffectsGinGabGinitioGstudyGofGpOGadsorptionGandGdissociationGonGseGYYWGsurfaceUG
JournalfoffAppliedfPhysicsSG2016SGYZWSGWbb_WY 2.5 14

150 vnfluenceGofGsurfaceGvacancyGdefectsGonGtheGcarburisationGofGseGYYWGsurfaceGbyGcarbonGmonoxideUG
JournalfoffChemicalfPhysicsSG2016SGYabSGWaadYW 3.9 10

149 qiffusionGofGpointGdefectsGinGcrystallineGsiliconGusingGtheGkineticGactivationTrelaxationGtechniqueG
methodUGPhysicalfReviewfBSG2015SGfYSG 3.3 25

148 sollowingGatomisticGkineticsGonGexperimentalGtimescalesGwithGtheGkineticGnctivationâ��–elaxationG
TechniqueUGComputationalfMaterialsfScienceSG2015SGYWWSGYYYTYZ_ 3.2 21

147 —trongGyongT–angeG–elaxationsGofG—tructuralGqefectsGinGtrapheneG—imulatedGUsingGaGNewG
—emiempiricalG“otentialUGJournalfoffPhysicalfChemistryfCSG2015SGYYfSGfcacTfcbb 3.8 18

146 “robingGtheGuuntingtinGYTYdGmembraneGanchorGonGaGphospholipidGbilayerGbyGusingGallTatomG
simulationsUGBiophysicalfJournalSG2015SGYWeSGYYedTfe 2.9 16

145 “robingG“otentialGrnergyG—urfaceGrxplorationG—trategiesGforGpomplexG—ystemsUGJournalfoffChemicalf
TheoryfandfComputationSG2015SGYYSGYfdWTd 6.4 1

144 nmyloidG˛†G“roteinGandGnlzheimerNsGqiseasegGWhenGpomputerG—imulationsGpomplementG
rxperimentalG—tudiesUGChemicalfReviewsSG2015SGYYbSG_bYeTc_ 68.1 426

143 nggregationGprocessGofGn˛†YTaWwithGnonTn˛†amyloidGcomponentGof˛–TsynucleinUGJournalfoffPhysics:f
ConferencefSeriesSG2015SGcaWSGWYZWWe 0.3

142 nGnovelGintercalationGcathodeGmaterialGforGsodiumTbasedGbatteriesUGElectrochemistryf
CommunicationsSG2015SGbZSGfTYZ 5.1 1

141 qistinctGhelixGpropensitiesGandGmembraneGinteractionsGofGhumanGandGratGvn““OYTYfPGmonomersGinG
anionicGlipidGbilayersUGJournalfoffPhysicalfChemistryfBSG2015SGYYfSG__ccTdc 3.4 25

140 TheGO“r“GproteinGmodelgGfromGsingleGmoleculesSGamyloidGformationSGcrowdingGandGhydrodynamicsG
toGqNnV–NnGsystemsUGChemicalfSocietyfReviewsSG2014SGa_SGaedYTf_ 58.5 118

139
ntomisticGmechanismsGofGhuntingtinGNTterminalGfragmentGinsertionGonGaGphospholipidGbilayerG
revealedGbyGmolecularGdynamicsGsimulationsUGProteins:fStructuretfFunctionfandfBioinformaticsSG2014SG
eZSGYaWfTZd

4.2 10

138 —trainGeffectsGandGintermixingGatGtheG—iGsurfacegGvmportanceGofGlongTrangeGelasticGcorrectionsGinG
firstTprinciplesGcalculationsUGPhysicalfReviewfBSG2014SGfWSG 3.3 8

137 UnderstandingGlongTtimeGvacancyGaggregationGinGirongGnGkineticGactivationTrelaxationGtechniqueG
studyUGPhysicalfReviewfBSG2014SGfWSG 3.3 33
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136 rarlyGoligomerizationGstagesGforGtheGnonTamyloidGcomponentGofG˛–TsynucleinGamyloidUGJournalfoff
ChemicalfPhysicsSG2014SGYaYSGY_bYW_ 3.9 11

135 OligomerizationGofGuuntingtinGNTTerminalGsragmentGonGaG“hospholipidGoilayerG–evealedGbyG
zolecularGqynamicsG—imulationsUGBiophysicalfJournalSG2014SGYWcSGffaTYWWa 2.9 1

134 xineticsGofGnmyloidGtrowthUGModecularfMedicinefandfMedicinalSG2013SGZWfTZ_d 1

133 pontributionGofGvacanciesGtoGrelaxationGinGamorphousGmaterialsgGnGkineticGactivationTrelaxationG
techniqueGstudyUGPhysicalfReviewfBSG2013SGedSG 3.3 30

132 –eplenishGandGrelaxgGexplainingGlogarithmicGannealingGinGionTimplantedGcT—iUGPhysicalfReviewfLettersSG
2013SGYYYSGYWbbWZ 7.4 29

131
yongTtimeGrelaxationGofGionTbombardedGsiliconGstudiedGwithGtheGkineticGactivationTrelaxationG
techniquegGzicroscopicGdescriptionGofGslowGagingGinGaGdisorderedGsystemUGPhysicalfReviewfBSG2013SG
eeSG

3.3 24

130 TunableGmagneticGstatesGinGhexagonalGboronGnitrideGsheetsUGAppliedfPhysicsfLettersSG2012SGYWYSGY_ZaWb 3.4 25

129 zolecularGdynamicsGsimulationsGofGtheGbacterialGnopGtransporterG—n½YeccGinGtheGclosedGformUG
JournalfoffPhysicalfChemistryfBSG2012SGYYcSGZf_aTaZ 3.4 34

128 —tructuresGofGn˛†YdTaZGtrimersGinGisolationGandGwithGfiveGsmallTmoleculeGdrugsGusingGaGhierarchicalG
computationalGprocedureUGJournalfoffPhysicalfChemistryfBSG2012SGYYcSGeaYZTZZ 3.4 92

127
nllTatomGstabilityGandGoligomerizationGsimulationsGofGpolyglutamineGnanotubesGwithGandGwithoutG
theGYdTaminoTacidGNTterminalGfragmentGofGtheGuuntingtinGproteinUGJournalfoffPhysicalfChemistryfBSG
2012SGYYcSGYZYceTdf

3.4 11

126 yargeGloopGconformationGsamplingGusingGtheGactivationGrelaxationGtechniqueSGn–TTnouveauGmethodUG
Proteins:fStructuretfFunctionfandfBioinformaticsSG2012SGeWSGYee_Tfa 4.2 4

125 qistinctGdimerizationGforGvariousGalloformsGofGtheGamyloidTbetaGproteingGn˛†OYTaWPSGn˛†OYTaZPSGandG
n˛†OYTaWPOqZ_NPUGJournalfoffPhysicalfChemistryfBSG2012SGYYcSGaWa_Tbb 3.4 90

124 xineticsGofGamyloidGaggregationgGaGstudyGofGtheGtNN””NαGprionGsequenceUGPLoSfComputationalf
BiologySG2012SGeSGeYWWZdeZ 5 35

123 pommentGonGIzechanismGofGvoidGnucleationGandGgrowthGinGbccGsegGatomisticGsimulationsGatG
experimentalGtimeGscalesIUGPhysicalfReviewfLettersSG2012SGYWeSGZYfcWYhGauthorGreplyGZYfcWZ 7.4 17

122 UnderstandingGtheGrsThandGclosingGpathwayGusingGnonTbiasedGinteratomicGpotentialsUGJournalfoff
ChemicalfPhysicsSG2012SGY_cSGW_bYWY 3.9 14

121 sirstGstagesGofGsiliconGoxidationGwithGtheGactivationGrelaxationGtechniqueUGPhysicalfReviewfBSG2012SG
ecSG 3.3 6

120 OptimizationGofGtheGxineticGnctivationT–elaxationGTechniqueSGanGoffTlatticeGandGselfTlearningGkineticG
zonteTparloGmethodUGJournalfoffPhysics:fConferencefSeriesSG2012SG_aYSGWYZWWd 0.3 14

119 TheGnctivationT–elaxationGTechniquegGn–TGNouveauGandGxineticGn–TUGJournalfoffAtomictfMoleculartf
andfOpticalfPhysicsSG2012SGZWYZSGYTYa 41

(2012-2014)
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118 uolographicGmultiscaleGmethodGusedGwithGnonTbiasedGatomisticGforcefieldsGforGsimulationGofGlargeG
transformationsGinGproteinUGJournalfoffPhysics:fConferencefSeriesSG2012SG_aYSGWYZWYb 0.3 1

117 rnergyGlandscapeGofGsmallGclustersGofGselfTinterstitialGdumbbellsGinGironUGPhysicalfReviewfBSG2011SGe_SG 3.3 69

116 xineticGactivationTrelaxationGtechniqueUGPhysicalfReviewfESG2011SGeaSGWacdWa 2.4 108

115 UseGofGUmbrellaG—amplingGtoGpalculateGtheGrntranceVrxitG“athwayGforGβT“roT“rolinalGvnhibitorGinG
“rolylGOligopeptidaseUGJournalfoffChemicalfTheoryfandfComputationSG2011SGdSGYbe_Tfa 6.4 27

114 qistinctGzorphologiesGforGnmyloidGoetaG“roteinGzonomergGn˛†YTaWSGn˛†YTaZSGandGn˛†YTaWOqZ_NPUG
JournalfoffChemicalfTheoryfandfComputationSG2011SGdSGZbeaTfZ 6.4 71

113 —tructureGandGthermodynamicsGofGamylinGdimerGstudiedGbyGuamiltonianTtemperatureGreplicaG
exchangeGmolecularGdynamicsGsimulationsUGJournalfoffPhysicalfChemistryfBSG2011SGYYbSG_YacTba 3.4 61

112 nmorphousGsiliconGunderGmechanicalGshearGdeformationsgG—hearGvelocityGandGtemperatureGeffectsUG
PhysicalfReviewfBSG2011SGe_SG 3.3 7

111 prystallizationGofGamorphousGsiliconGinducedGbyGmechanicalGshearGdeformationsUGPhysicalfReviewfBSG
2011SGeaSG 3.3 15

110 nGmultiscaleGapproachGtoGcharacterizeGtheGearlyGaggregationGstepsGofGtheGamyloidTformingGpeptideG
tNN””NαGfromGtheGyeastGprionGsupT_bUGPLoSfComputationalfBiologySG2011SGdSGeYWWZWbY 5 68

109 OptimizedGenergyGlandscapeGexplorationGusingGtheGabGinitioGbasedGactivationTrelaxationGtechniqueUG
JournalfoffChemicalfPhysicsSG2011SGY_bSGW_aYWZ 3.9 72

108 —pontaneousGformationGofGpolyglutamineGnanotubesGwithGmolecularGdynamicsGsimulationsUGJournalf
offChemicalfPhysicsSG2010SGY_ZSGYcbYWZ 3.9 22

107 rvolutionGofGtheGpotentialTenergyGsurfaceGofGamorphousGsiliconUGPhysicalfReviewfLettersSG2010SGYWbSGWabbW_7.4 46

106
rffectGofGtheGdisulfideGbondGonGtheGmonomericGstructureGofGhumanGamylinGstudiedGbyGcombinedG
uamiltonianGandGtemperatureGreplicaGexchangeGmolecularGdynamicsGsimulationsUGJournalfoffPhysicalf
ChemistryfBSG2010SGYYaSGdWdYTd

3.4 60

105 ThermodynamicsGandGdynamicsGofGamyloidGpeptideGoligomerizationGareGsequenceGdependentUG
Proteins:fStructuretfFunctionfandfBioinformaticsSG2009SGdbSGfbaTc_ 4.2 102

104
—tructuresGandGthermodynamicsGofGnlzheimerNsGamyloidTbetaGnbetaOYcT_bPGmonomerGandGdimerGbyG
replicaGexchangeGmolecularGdynamicsGsimulationsgGimplicationGforGfullTlengthGnbetaGfibrillationUG
JournalfoffPhysicalfChemistryfBSG2009SGYY_SGdcceTdb

3.4 92

103 –eplicaGexchangeGmolecularGdynamicsGsimulationsGofGcoarseTgrainedGproteinsGinGimplicitGsolventUG
JournalfoffPhysicalfChemistryfBSG2009SGYY_SGZcdTda 3.4 67

102
TheGbetaTstrandTloopTbetaTstrandGconformationGisGmarginallyGpopulatedGinGbetaZTmicroglobulinG
OZWTaYPGpeptideGinGsolutionGasGrevealedGbyGreplicaGexchangeGmolecularGdynamicsGsimulationsUG
BiophysicalfJournalSG2008SGfbSGbYWTd

2.9 11

101 —elfTassemblyGofGtheGbetaZTmicroglobulinGNu½Ty—”GpeptideGusingGaGcoarseTgrainedGproteinGmodelG
revealsGaGbetaTbarrelGspeciesUGJournalfoffPhysicalfChemistryfBSG2008SGYYZSGaaYWTe 3.4 71
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100 TheGcomplexGfoldingGpathwaysGofGproteinGnGsuggestGaGmultipleTfunnelledGenergyGlandscapeUGJournalf
offChemicalfPhysicsSG2008SGYZeSGWabYWY 3.9 16

99 rnergyGlandscapesGofGtheGmonomerGandGdimerGofGtheGnlzheimerNsGpeptideGnbetaOYTZePUGJournalfoff
ChemicalfPhysicsSG2008SGYZeSGYZbYWe 3.9 24

98 –oleGofGtheGregionGZ_TZeGinGnbetaGfibrilGformationgGinsightsGfromGsimulationsGofGtheGmonomersGandG
dimersGofGnlzheimerNsGpeptidesGnbetaaWGandGnbetaaZUGCurrentfAlzheimerfResearchSG2008SGbSGZaaTbW 3 91

97 NumericalGcharacterizationGofGtheGtaGinterstitialGselfTdiffusionGmechanismsGinGtansUGJournalfoff
AppliedfPhysicsSG2008SGYW_SGYY_bWZ 2.5 9

96 xineticGactivationTrelaxationGtechniquegGnnGoffTlatticeGselfTlearningGkineticGzonteGparloGalgorithmUG
PhysicalfReviewfBSG2008SGdeSG 3.3 114

95 —elfTassemblyGofGamyloidTformingGpeptidesGbyGmolecularGdynamicsGsimulationsUGFrontiersfinf
BiosciencefufLandmarkSG2008SGY_SGbceYTfZ 2.8 37

94 rxploringGenergyGlandscapesGofGproteinGfoldingGandGaggregationUGFrontiersfinfBiosciencefufLandmarkSG
2008SGY_SGaafbTbYc 2.8 12

93 nbGinitioGstudyGofGtheGdiffusionGmechanismsGofGgalliumGinGaGsiliconGmatrixUGEuropeanfPhysicalfJournalf
BSG2008SGcaSGYcbTYdZ 1.2 11

92 nbTinitioGsimulationsGofGselfTdiffusionGmechanismsGinGsemiconductorsUGPhysicafB:fCondensedfMatterSG
2007SGaWYTaWZSGcbeTccY 2.8 4

91 nbGinitioGcharacterizationGofGarsenicGvacancyGdiffusionGpathwaysGinGtansGwithG—vr—TTnT–TUGAppliedf
PhysicsfA:fMaterialsfSciencefandfProcessingSG2007SGecSG_WfT_YZ 2.6 7

90 “robingGamyloidGfibrilGformationGofGtheGNstnvyGpeptideGbyGcomputerGsimulationsUGJournalfoff
ChemicalfPhysicsSG2007SGYZcSGWcbYWY 3.9 29

89 —amplingGsmallTscaleGandGlargeTscaleGconformationalGchangesGinGproteinsGandGmolecularGcomplexesUG
JournalfoffChemicalfPhysicsSG2007SGYZcSGYWbYWY 3.9 7

88 talliumGselfTinterstitialGrelaxationGinGtansgGnnGabGinitioGcharacterizationUGPhysicalfReviewfBSG2007SGdcSG 3.3 19

87 —elfTorganizedGcriticalityGinGtheGintermediateGphaseGofGrigidityGpercolationUGPhysicalfReviewfESG2007SG
dbSGWbcYWe 2.4 26

86 pomputationalGsimulationsGofGtheGearlyGstepsGofGproteinGaggregationUGPrionSG2007SGYSG_Te 2.3 59

85 poarseTgrainedGproteinGmolecularGdynamicsGsimulationsUGJournalfoffChemicalfPhysicsSG2007SGYZcSGWZbYWY 3.9 84

84 TheGconformationsGofGtheGamyloidTbetaGOZYT_WPGfragmentGcanGbeGdescribedGbyGthreeGfamiliesGinG
solutionUGJournalfoffChemicalfPhysicsSG2006SGYZbSGWeafYY 3.9 60

83 —elfTorganizationGwithGequilibrationgGaGmodelGforGtheGintermediateGphaseGinGrigidityGpercolationUG
PhysicalfReviewfESG2006SGdaSGWYcYYc 2.4 54

(2006-2008)
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82 ThermallyGactivatedGchargeGreversibilityGofGgalliumGvacanciesGinGtansUGJournalfoffAppliedfPhysicsSG
2006SGYWWSGWe_bZY 2.5 11

81 phargeTdependentGmigrationGpathwaysGforGtheGtaGvacancyGinGtansUGPhysicalfReviewfBSG2006SGdaSG 3.3 8

80 rxploitingGmemoryGinGeventTbasedGsimulationsUGJournalfoffNonuCrystallinefSolidsSG2006SG_bZSGaaZaTaaZf 3.9 3

79 n–Tv—TgGanGactivatedGmethodGinGinternalGcoordinateGspaceGforGsamplingGproteinGenergyGlandscapesUG
Proteins:fStructuretfFunctionfandfBioinformaticsSG2006SGc_SGfcdTdb 4.2 13

78 —tructuresGofGsolubleGamyloidGoligomersGfromGcomputerGsimulationsUGProteins:fStructuretfFunctionf
andfBioinformaticsSG2006SGcbSGYeWTfY 4.2 52

77 nggregatingGtheGamyloidGnbetaOYYTZbPGpeptideGintoGaGfourTstrandedGbetaTsheetGstructureUGProteins:f
StructuretfFunctionfandfBioinformaticsSG2006SGcbSGeddTee 4.2 21

76 sollowingGtheGaggregationGofGamyloidTformingGpeptidesGbyGcomputerGsimulationsUGJournalfoff
ChemicalfPhysicsSG2005SGYZZSGYdafWa 3.9 57

75 rxploringGtheGearlyGstepsGofGamyloidGpeptideGaggregationGbyGcomputersUGAccountsfoffChemicalf
ResearchSG2005SG_eSGeebTfY 24.3 81

74 —elfTvacanciesGinGgalliumGarsenidegGnnGabGinitioGcalculationUGPhysicalfReviewfBSG2005SGdYSG 3.3 51

73 yiquidâ��liquidGphaseGtransitionGinG—tillingerâ��WeberGsiliconUGJournalfoffPhysicsfCondensedfMatterSG2005SG
YdSGZZcfTZZdf 1.8 35

72 nctivatedGsamplingGinGcomplexGmaterialsGatGfiniteGtemperaturegGtheGproperlyGobeyingGprobabilityG
activationTrelaxationGtechniqueUGJournalfoffChemicalfPhysicsSG2005SGYZ_SGZaadWd 3.9 4

71 NucleationGandGcrystallizationGprocessGofGsiliconGusingGtheG—tillingerTWeberGpotentialUGPhysicalf
ReviewfBSG2005SGdYSG 3.3 34

70 NavigationGandGanalysisGofGtheGenergyGlandscapeGofGsmallGproteinsGusingGtheGactivationTrelaxationG
techniqueUGPhysicalfBiologySG2005SGZSG—YWYTd 3 6

69 rxploringGtheGearlyGstepsGofGaggregationGofGamyloidTformingGpeptideGxssrUGJournalfoffPhysicsf
CondensedfMatterSG2004SGYcSG—bWadT—bWba 1.8 10

68 oinaryGcontinuousGrandomGnetworksUGJournalfoffPhysicsfCondensedfMatterSG2004SGYcSG—bYe_T—bYfW 1.8 8

67 “athwayGcomplexityGofGnlzheimerNsGbetaTamyloidGnbetaYcTZZGpeptideGassemblyUGStructureSG2004SGYZSGYZabTbb5.2 121

66 pomplexGfoldingGpathwaysGinGaGsimpleGbetaThairpinUGProteins:fStructuretfFunctionfandfBioinformaticsSG
2004SGbcSGacaTda 4.2 76

65 vnGsilicoGassemblyGofGnlzheimerNsGnbetaYcTZZGpeptideGintoGbetaTsheetsUGJournalfoffthefAmericanf
ChemicalfSocietySG2004SGYZcSGYYbWfTYc 16.4 125
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64 —amplingGtheGselfTassemblyGpathwaysGofGxssrGhexamersUGBiophysicalfJournalSG2004SGedSG_caeTbc 2.9 69

63 —amplingGtheGdiffusionGpathsGofGaGneutralGvacancyGinGsiliconGwithGquantumGmechanicalGcalculationsUG
PhysicalfReviewfBSG2004SGdWSG 3.3 70

62 rxploringGtheGsoldingGandGnggregationGzechanismsGofGnmyloidTsormingG“eptidesGbyGpomputerG
—imulationsG2004SG_dfT_eY

61 NumericalG—tudiesGOfGTheGqynamicsGOfG—ilicongG–elaxationSGNucleationGnndGrnergyGyandscapeUG
MaterialsfResearchfSocietyfSymposiafProceedingsSG2003SGdcZSGYYYY

60 –elationshipGbetweenGdynamicalGheterogeneitiesGandGstretchedGexponentialGrelaxationUGPhysicalf
ReviewfESG2003SGceSGWaYYYW 2.4 14

59 —amplingGtheGcomplexGenergyGlandscapeGofGaGsimpleG˛†ThairpinUGJournalfoffChemicalfPhysicsSG2003SG
YYfSGcaW_TcaWc 3.9 54

58 rnergyGlandscapeGofGrelaxedGamorphousGsiliconUGPhysicalfReviewfBSG2003SGceSG 3.3 35

57 pharacterizationGofGtheGstretchedTexponentialGtrapTtimeGdistributionsGinGoneTdimensionalGcoupledG
mapGlatticesUGPhysicalfReviewfESG2002SGccSGWccZWb 2.4 8

56 rxploringGtheGenergyGlandscapeGofGproteinsgGnGcharacterizationGofGtheGactivationTrelaxationG
techniqueUGJournalfoffChemicalfPhysicsSG2002SGYYdSGYY_dfTYY_ed 3.9 46

55 pommentGonGâ��oosonGpeakGinGamorphousGsilicongGnGnumericalGstudyâ��UGPhysicalfReviewfBSG2002SGccSG 3.3 5

54 —tretchedTexponentialGdynamicsGinGaGchainGofGcoupledGchaoticGoscillatorsUGEurophysicsfLettersSG2002SG
cWSGeZdTe__ 1.6 8

53
–ecentGdevelopmentsGinGtheGstudyGofGcontinuousGrandomGnetworksUGThefPhilosophicalfMagazine:f
PhysicsfoffCondensedfMatterfBtfStatisticalfMechanicstfElectronictfOpticalfandfMagneticfPropertiesSG
2002SGeZSGYdYTYe_

7

52 prystallizationGstudyGofGmodelGtetrahedralGsemiconductorsUGJournalfoffPhysicsfCondensedfMatterSG
2002SGYaSGccZdTcc_e 1.8 15

51 —amplingGactivatedGmechanismsGinGproteinsGwithGtheGactivationTrelaxationGtechniqueUGJournalfoff
MolecularfGraphicsfandfModellingSG2001SGYfSGdeTec 2.8 25

50 zOqry—GOsG“n–np–α—TnyyvNrG—vyvpONGWvTuGnGqrsrpTTs–rrGonNqtn“UGInternationalfJournalfoff
ModernfPhysicsfBSG2001SGYbSG_Zb_T_Zbd 1.1 7

49 qiffusionGinGyennardTwonesGtlassesgG—imulationG—tudiesGofGtheGnctivationG“arametersGforGpollectiveG
zechanismsUGDefectfandfDiffusionfForumSG2001SGYfaTYffSGebbTecW 0.7 1

48 —imulatingGqiffusionGatGyowGTemperaturesGinGoinaryGyennardTwonesGtlassesgGTheG
nctivationT–elaxationGTechniqueUGDefectfandfDiffusionfForumSG2001SGYfaTYffSGddbTdee 0.7 1

47 rfficientGtightTbindingGzonteGparloGstructuralGsamplingGofGcomplexGmaterialsUGEurophysicsfLettersSG
2001SGbcSGaZdTa__ 1.6 6

(2001-2004)
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46 –ealisticGmodelsGofGparacrystallineGsiliconUGPhysicalfReviewfBSG2001SGc_SG 3.3 48

45 sastGbondTtranspositionGalgorithmsGforGgeneratingGcovalentGamorphousGstructuresUGCurrentfOpinionf
infSolidfStatefandfMaterialsfScienceSG2001SGbSGafdTbWZ 12 9

44 TheGactivationâ��relaxationGtechniquegGanGefficientGalgorithmGforGsamplingGenergyGlandscapesUG
ComputationalfMaterialsfScienceSG2001SGZWSGZebTZfZ 3.2 33

43 sittingGtheG—tillingerâ��WeberGpotentialGtoGamorphousGsiliconUGJournalfoffNonuCrystallinefSolidsSG2001SG
ZeZSGZaeTZbb 3.9 136

42 oasicGmechanismsGofGstructuralGrelaxationGandGdiffusionGinGamorphousGsiliconUGMaterialsfResearchf
SocietyfSymposiafProceedingsSG2001SGccaSGZeYY 1

41 pharacterizationGofGtheGnctivationT–elaxationGTechniquegG–ecentG–esultsGonGzodelsGofGnmorphousG
—iliconUGMaterialsfResearchfSocietyfSymposiafProceedingsSG2001SGcddSGeaY 1

40 NumericalGstudiesGofGtheGvibrationalGisocoordinateGruleGinGchalcogenideGglassesUGEuropeanfPhysicalf
JournalfBSG2000SGYdSGccdTcdY 1.2 5

39 uighTqualityGcontinuousGrandomGnetworksUGPhysicalfReviewfBSG2000SGcZSGafebTaffW 3.3 206

38 npproximateGabGinitioGcalculationsGofGelectronicGstructureGofGamorphousGsiliconUGPhysicalfReviewfBSG
2000SGcZSGYb_WdTYb_YW 3.3 26

37 rlementaryGmechanismsGgoverningGtheGdynamicsGofGsilicaUGJournalfoffChemicalfPhysicsSG2000SGYYZSGfcWTfca3.9 24

36 OptimalGactivationGandGdiffusionGpathsGofGperfectGeventsGinGamorphousGsiliconUGPhysicalfReviewfBSG
2000SGcZSGYbceWTYbceb 3.3 16

35 nctivatedGmechanismsGinGamorphousGsilicongGnnGactivationTrelaxationTtechniqueGstudyUGPhysicalf
ReviewfBSG2000SGcYSGYefeTYfWc 3.3 68

34 qynamicsGofGlennardTjonesGclustersgGnGcharacterizationGofGtheGactivationTrelaxationGtechniqueUG
PhysicalfReviewfESG2000SGcZSGddZ_Te 2.4 199

33 qependenceGofGtheGvibrationalGspectraGofGamorphousGsiliconGonGtheGdefectGconcentrationGandGringG
distributionUGJournalfoffPhysicsfCondensedfMatterSG1999SGYYSGfcadTfcbe 1.8 30

32 rxploringGstructuralGmechanismsGinGdisorderedGmaterialsGusingGtheGactivationTrelaxationGtechniqueUG
ComputerfPhysicsfCommunicationsSG1999SGYZYTYZZSGZWcTZWf 4.2 4

31 rxploringGhighTdimensionalGenergyGlandscapesUGComputingfinfSciencefandfEngineeringSG1999SGYSG
daTeWSGeZ 1.5 14

30 TightTbindingGmolecularTdynamicsGstudiesGofGdefectsGandGdisorderGinGcovalentlyGbondedGmaterialsUG
ComputationalfMaterialsfScienceSG1998SGYZSGZYWTZaY 3.2 23

29 —urfaceGdiffusionGcoefficientsGbyGthermodynamicGintegrationgGpuGonGpuOYWWPUGPhysicalfReviewfBSG
1998SGbeSGYZccdTYZcdW 3.3 40
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28 TravelingGthroughGpotentialGenergyGlandscapesGofGdisorderedGmaterialsgGTheGactivationTrelaxationG
techniqueUGPhysicalfReviewfESG1998SGbdSGZaYfTZaZa 2.4 182

27 vdentificationGofG–elaxationGandGqiffusionGzechanismsGinGnmorphousG—iliconUGPhysicalfReviewfLetters
SG1998SGeYSGYecbTYece 7.4 55

26 pommentGonGâ��–oleGofGyatticeG½ibrationsGinGndatomGqiffusionâ��UGPhysicalfReviewfLettersSG1998SGeWSGZW_TZW_ 7.4 14

25 zultipleGphaseGchangesGinducedGbyGfrustrationGinGrandomlyGconnectedGcellularGautomataUGJournalfoff
PhysicsfASG1997SG_WSGZffbT_WWZ

24 pommentGonGâ��—ystematicGapproachGtoGgenerateGnearTperfectGperiodicGcontinuousGrandomGnetworkG
modelsgGnpplicationGtoGamorphousG—i_Naâ��UGPhysicalfReviewfBSG1997SGbcSGYaYfWTYaYfY 3.3 1

23 —tructuralSGelectronicSGandGdynamicalGpropertiesGofGamorphousGgalliumGarsenidegGnGcomparisonG
betweenGtwoGtopologicalGmodelsUGPhysicalfReviewfBSG1997SGbcSGfacYTface 3.3 22

22 snvalancheGdistributionGinGtheGsederGandGsederGmodelgGrffectsGofGquenchedGdisorderUGPhysicalf
ReviewfESG1997SGbbSG_ceZT_ceb 2.4

21 TopologyGofGnmorphousGTetrahedralG—emiconductorsGonGvntermediateGyengthG—calesUGPhysicalf
ReviewfLettersSG1997SGdeSGYaeaTYaed 7.4 57

20 —trainGbroadeningGofGtheGmagnetizationGstepsGinGdilutedGmagneticGsemiconductorsUGPhysicalfReviewf
BSG1997SGbcSGY_WfaTY_YWZ 3.3 6

19 —tructuralGandGrlectronicG“ropertiesGofGaTtansgGnGTightToindingTzolecularTqynamicsTnrtG—imulationUG
MaterialsfResearchfSocietyfSymposiafProceedingsSG1997SGafYSGac_

18 pomputerGzodellingGofGtlassesGandGtlassyGnlloysG1997SGY__TYbW

17 –andomlyGconnectedGcellularGautomatagGaGsearchGforGcriticalGconnectivitiesUGEurophysicsfLettersSG1996
SG__SGbWfTbYa 1.6 7

16 OnGtheGphaseGdiagramGofGfrustratedGOquasiTPperiodicGcellularGautomataUGJournalfoffPhysicsfASG1996SG
ZfSG_WZYT_W_c 3

15 rventToasedG–elaxationGofGpontinuousGqisorderedG—ystemsUGPhysicalfReviewfLettersSG1996SGddSGa_beTa_cY7.4 354

14 —ynchronizationGbyGqisorderGinGpoupledG—ystemsUGPhysicalfReviewfLettersSG1996SGddSGfceTfdY 7.4 49

13 —izeTmismatchGdisorderGatGtheGsurfaceGofGsemiconductorsUGPhysicalfReviewfBSG1995SGbZSGZccWTZccd 3.3 6

12 yengthGmismatchGinGrandomGsemiconductorGalloysUGv½UGteneralGmultinaryGcompoundsUGPhysicalf
ReviewfBSG1995SGbZSGYdYfYTYdYfe 3.3 3

11 –oleGofGdetailedGbalanceGonGtheGphaseGdiagramGofGfrustratedGsystemshGtheGmodifiedGnNNNvGmodelUG
JournalfoffPhysicsfASG1995SGZeSGcbbdTcbcc 1
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10 srustrationTvnducedG“haseGTransitionGinGuighTqimensionalGqeterministicGpellularGnutomataUG
EurophysicsfLettersSG1994SGZeSGbbYTbbc 1.6 5

9 OnsetGofGavalanchesGinGgranularGmediaUGPhysicalfReviewfESG1994SGafSGadYZTadYb 2.4 11

8 —tructuralGmodelGforGcrystallineGandGamorphousG—iTteGalloysUGPhysicalfReviewfBSG1993SGaeSGbYdZTbYde 3.3 37

7 yengthGdistributionsGinGmetallicGalloysUGPhysicalfReviewfBSG1992SGabSGZWYbTZWZZ 3.3 41

6 yengthGmismatchGinGrandomGsemiconductorGalloysUGvvvUGprystallineGandGamorphousG—iteUGPhysicalf
ReviewfBSG1992SGacSGYbeedTYbef_ 3.3 61

5 qynamicalGmodelsGofGhydrogenatedGamorphousGsiliconUGPhysicalfReviewfBSG1991SGa_SGfeYWTfeYd 3.3 36

4 pomputerGmodelsGforGamorphousGsiliconGhydridesUGPhysicalfReviewfBSG1990SGaYSG_dWZT_dWd 3.3 21

3 “hotometricGandGpolarimetricGvariabilityGandGmassTlossGrateGofGtheGmassiveGbinaryGWolfT–ayetGstarG
uqrG_YYeeaGOWNcGRGWbgG½PUGAstrophysicalfJournalSG1990SG_bWSGdcd 4.7 20

2 pomputerTsimulatedGmodelGstructuresGforGhydrogenatedGamorphousGsemiconductorsUGJournalfoff
NonuCrystallinefSolidsSG1989SGYYaSGZWZTZWa 3.9 1

1 –ecentGdevelopmentsGinGtheGstudyGofGcontinuousGrandomGnetworks 7
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