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222 ylexibleNpolyolefinNdielectricNbyNstrategicNdesignNofNorganicNmodulesNforNharshNconditionN
electrificationaNEnergydanddEnvironmentaldScience[N2022[Ndh[Ndfcj]dfdg 35.4 5

221 xxploringNfar]from]equilibriumNultrafastNpolarizationNcontrolNinNferroelectricNoxidesNwithN
excited]stateNneuralNnetworkNquantumNmolecularNdynamicsaaNSciencedAdvances[N2022[Nk[Neabkeieh 14.3 1

220 ReviewNofNstrategiesNtowardNtheNdevelopmentNofNalloyNtwo]dimensionalNVewWNtransitionNmetalN
dichalcogenidesaaNIScience[N2021[Neg[Ndcfhfe 6.1 3

219 womain]specificNcompilersNforNdynamicNsimulationsNofNquantumNmaterialsNonNquantumNcomputersaN
QuantumdSciencedanddTechnology[N2021[Ni[Ncdgccj 5.5 2

218 wielectricNαolymerNαropertyNαredictionNUsingNRecurrentN−euralN−etworksNwithN∕ptimizationsaN
JournaldofdChemicaldInformationdanddModeling[N2021[Nid[Nedjh]edki 6.1 8

217 wielectricNvonstantNofN—iquidNWaterNweterminedNwithN−euralN−etworkNβuantumNMolecularN
wynamicsaNPhysicaldReviewdLetters[N2021[Ndei[Nedigcf 7.4 6

216 −euralN−etworkNβuantumNMolecularNwynamics[N’ntermediateNRangeN∕rderNinNzeSe[NandN−eutronN
ScatteringNxxperimentsaNJournaldofdPhysicaldChemistrydLetters[N2021[Nde[Nicec]icek 6.4 2

215 α−wmNαhysics]informedNneural]networkNsoftwareNforNmolecularNdynamicsNapplicationsaNSoftwareX[N
2021[Ndh[Ndccjkl 2.7 1

214 tutonomousNreinforcementNlearningNagentNforNchemicalNvaporNdepositionNsynthesisNofNquantumN
materialsaNNpjdComputationaldMaterials[N2021[Nj[N 10.9 4

213 varrier]specificNdynamicsNinNe‘]MoTeNobservedNbyNfemtosecondNsoftNx]rayNabsorptionNspectroscopyN
usingNanNx]rayNfree]electronNlaseraNStructuraldDynamics[N2021[Nk[Ncdghcd 3.2 5

212 SulfurizationNofNMo∕NinNtheNvhemicalNVaporNwepositionNSynthesisNofNMoSNxnhancedNbyNanN‘Sb‘N
MixtureaNJournaldofdPhysicaldChemistrydLetters[N2021[Nde[Ndllj]eccf 6.4 3

211 MechanicalNbehaviorNofNultralightNnickelNmetamaterialaNApplieddPhysicsdLetters[N2021[Nddk[Nckdlce 3.4 1

210 UnveilingNoxidationNmechanismNofNbulkNZrSeaNMRSdAdvances[N2021[Ni[Nfcf]fci 0.7 0

209 tutonomousNreinforcementNlearningNagentNforNstretchableNkirigamiNdesignNofNewNmaterialsaNNpjd
ComputationaldMaterials[N2021[Nj[N 10.9 2

208 —atticeNthermalNtransportNinNtwo]dimensionalNalloysNandNfractalNheterostructuresaNScientificdReports[N
2021[Ndd[Ndihi 4.9 2

207 ReactiveNmolecularNdynamicsNsimulationsNandNmachineNlearningaNJournaldofdPhysics:dConferenced
Series[N2020[Ndgid[Ncdedke 0.3 2

206 TowardsNsimulationNofNtheNdynamicsNofNmaterialsNonNquantumNcomputersaNPhysicaldReviewdB[N2020[N
dcd[N 3.3 7
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205 MemristiveNweviceNvharacteristicsNxngineeringNbyNvontrollingNtheNvrystallinityNofNSwitchingN—ayerN
MaterialsaNACSdApplieddElectronicdMaterials[N2020[Ne[Ndhel]dhfj 4 3

204 ttomisticNSimulationsNofNuiofoulingNandNMolecularNTransferNofNaNvross]linkedNtromaticNαolyamideN
MembraneNforNwesalinationaNLangmuir[N2020[Nfi[Njihk]jiik 4 8

203 yrequency]dependentNdielectricNconstantNpredictionNofNpolymersNusingNmachineNlearningaNNpjd
ComputationaldMaterials[N2020[Ni[N 10.9 35

202
xvolutionaryNmulti]objectiveNoptimizationNandNαareto]frontalNuncertaintyNquantificationNofN
interatomicNforcefieldsNforNthermalNconductivityNsimulationsaNComputerdPhysicsdCommunications[N
2020[Nehg[Ndcjffj

4.2 4

201 xnhancingNcombustionNperformanceNofNnano]tlbαVwyNcompositesNwithN˛†]αVwyaNCombustiondandd
Flame[N2020[Nedl[Ngij]gjj 5.3 17

200 wirectNttomicNSimulationsNofNyacetNyormationNandNxquilibriumNShapesNofNSivN−anoparticlesaNCrystald
GrowthdanddDesign[N2020[Nec[Nedgj]edhe 3.5 1

199 SynergisticallyNvhemicalNandNThermalNvouplingNbetweenNzrapheneN∕xideNandNzrapheneNyluorideN
forNxnhancingNtluminumNvombustionaNACSdApplieddMaterialsdjamp;dInterfaces[N2020[Nde[Njghd]jghk 9.5 22

198 RXMwmNtNscalableNreactiveNmolecularNdynamicsNsimulatorNforNoptimizedNtime]to]solutionaNSoftwareX[N
2020[Ndd[Ndccfkl 2.7 7

197 βuantumNwynamicsNatNScaleN2020[N 1

196 tpplicationNofNyirst]αrinciples]uasedNtrtificialN−euralN−etworkNαotentialsNtoNMultiscale]ShockN
wynamicsNSimulationsNonNSolidNMaterialsaNJournaldofdPhysicaldChemistrydLetters[N2020[Ndd[Nghfi]ghgd 6.4 6

195 yield]’nducedNvarrierN—ocalizationNTransitionNinNwielectricNαolymersaNJournaldofdPhysicaldChemistryd
Letters[N2020[Ndd[Nfhe]fhk 6.4 4

194 TellureneNαhotodetectorNwithN‘ighNzainNandNWideNuandwidthaNACSdNano[N2020[Ndg[Nfcf]fdc 16.7 55

193 uoltzmannNmachineNmodelingNofNlayeredNMoSeNsynthesisNonNaNquantumNannealeraNComputationald
MaterialsdScience[N2020[Ndjf[Ndclgel 3.2 2

192 −euralN−etworkNMolecularNwynamicsNatNScaleN2020[N 2

191 wifferencesNinNSbeTefNgrowthNbyNpulsedNlaserNandNsputterNdepositionaNActadMaterialia[N2020[Necc[Nkdd]kec8.4 4

190 αhotoexcitationN’nducedNUltrafastN−onthermalNtmorphizationNinNSbTeaNJournaldofdPhysicaldChemistryd
Letters[N2020[Ndd[Ndcege]dcegl 6.4 5

189 zrowthN”ineticsNandNttomisticNMechanismsNofN−ativeN∕xidationNofNZrSSeNandNMoSNvrystalsaNNanod
Letters[N2020[Nec[Nkhle]khll 11.5 6

188 SimultaneousN∕bservationNofNvarrier]SpecificNRedistributionNandNvoherentN—atticeNwynamicsNinN
e‘]MoTeNwithNyemtosecondNvore]—evelNSpectroscopyaNACSdNano[N2020[Ndg[Ndhkel]dhkgc 16.7 15
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187 ∕pticallyN’nducedNThree]StageNαicosecondNtmorphizationNinN—ow]TemperatureNSrTi∕aNJournaldofd
PhysicaldChemistrydLetters[N2020[Ndd[Nlich]lide 6.4 2

186 zame]xngine]tssistedNResearchNplatformNforNScientificNcomputingNVzxtRSWNinNVirtualNRealityaN
SoftwareX[N2019[Nl[Ndde]ddi 2.7 5

185 xffectsNofNchemicalNdefectsNonNanisotropicNdielectricNresponseNofNpolyethyleneaNAIPdAdvances[N2019[N
l[Ncghcee 1.5 5

184 −anoindentationNonNMonolayerNMoSN”irigamiaNACSdOmega[N2019[Ng[Nllhe]llhi 3.9 4

183 wefectN‘ealingNinN—ayeredNMaterialsmNtNMachineN—earning]tssistedNvharacterizationNofNMoSNvrystalN
αhasesaNJournaldofdPhysicaldChemistrydLetters[N2019[Ndc[Nejfl]ejgg 6.4 11

182 tnisotropicNstructuralNdynamicsNofNmonolayerNcrystalsNrevealedNbyNfemtosecondNsurfaceNX]rayN
scatteringaNNaturedPhotonics[N2019[Ndf[Ngeh]gfc 33.9 19

181 ThermalNconductivityNofNMoSeNmonolayersNfromNmolecularNdynamicsNsimulationsaNAIPdAdvances[N
2019[Nl[Ncfhcge 1.5 13

180 RapidNandNreversibleNlithiationNofNdopedNbiogenousNironNoxideNnanoparticlesaNScientificdReports[N2019
[Nl[Ndkek 4.9 2

179 StructuralNphaseNtransitionsNinNaNMoWSeeNmonolayermNMolecularNdynamicsNsimulationsNandN
variationalNautoencoderNanalysisaNPhysicaldReviewdB[N2019[Ndcc[N 3.3 4

178 βXMwmNtnNopen]sourceNprogramNforNnonadiabaticNquantumNmolecularNdynamicsaNSoftwareX[N2019[N
dc[Ndccfcj 2.7 21

177 αhonon]SuppressedNtugerNScatteringNofNvhargeNvarriersNinNwefectiveNTwo]wimensionalNTransitionN
MetalNwichalcogenidesaNNanodLetters[N2019[Ndl[Nicjk]icki 11.5 27

176 Two]wimensionalN—ateralNxpitaxyNofNe‘NVMoSeW]dTUNVReSeWNαhasesaNNanodLetters[N2019[Ndl[Niffk]ifgh 11.5 18

175 ∕pticalNvontrolNofN−on]xquilibriumNαhononNwynamicsaNNanodLetters[N2019[Ndl[Nglkd]glkl 11.5 18

174 ‘ot]varrierNwynamicsNandNvhemistryNinNwielectricNαolymersaNJournaldofdPhysicaldChemistrydLetters[N
2019[Ndc[Nflfj]flgf 6.4 6

173 ‘ydrogenNuondNαreservingNStressNReleaseNMechanismN’sN”eyNtoNtheNResilienceNofNtramidNyibersaN
JournaldofdPhysicaldChemistrydB[N2019[Ndef[Nljdl]ljef 3.4 2

172
zuidelinesNforNcreatingNartificialNneuralNnetworkNempiricalNinteratomicNpotentialNfromNfirst]principlesN
molecularNdynamicsNdataNunderNspecificNconditionsNandNitsNapplicationNtoN˛–]tgSeaNJournaldofd
ChemicaldPhysics[N2019[Ndhd[Ndegfcf

3.9 12

171 xlectrostrictiveNvavitationNinNWaterN’nducedNbyNaNSn∕N−anoparticleaNACSdOmega[N2019[Ng[Neeejg]eeejl 3.9 1

170 ThermodynamicNintegrationNbyNneuralNnetworkNpotentialsNbasedNonNfirst]principlesNdynamicN
calculationsaNPhysicaldReviewdB[N2019[Ndcc[N 3.3 7
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169 −euralN−etworkNtnalysisNofNwynamicNyractureNinNaN—ayeredNMaterialaNMRSdAdvances[N2019[Ng[Nddcl]dddj 0.7 2

168 αolytypismNinNultrathinNtelluriumaNyDdMaterials[N2019[Ni[Ncdhcdf 5.9 48

167 ScalableNReactiveNMolecularNwynamicsNSimulationsNforNvomputationalNSynthesisaNComputingdind
SciencedanddEngineering[N2019[Ned[Nig]jh 1.5 3

166 StructuralNαhaseNTransformationNinNStrainedNMonolayerNMoWSeNtlloyaNACSdNano[N2018[Nde[Nfgik]fgji 16.7 38

165 vhemicalNVaporNwepositionNSynthesisNofNMoSeN—ayersNfromNtheNwirectNSulfidationNofNMo∕fNSurfacesN
UsingNReactiveNMolecularNwynamicsNSimulationsaNJournaldofdPhysicaldChemistrydC[N2018[Ndee[Njglg]jhcf 3.8 29

164 Shock]inducedNmicrostructuralNresponseNofNmono]NandNnanocrystallineNSivNceramicsaNJournaldofd
ApplieddPhysics[N2018[Ndef[Ndghlce 2.5 19

163 tNReactiveNMolecularNwynamicsNStudyNofNttomisticNMechanismsNwuringNSynthesisNofNMoSeN—ayersNbyN
vhemicalNVaporNwepositionaNMRSdAdvances[N2018[Nf[Nfcj]fdd 0.7 3

162 Semiconductor]metalNstructuralNphaseNtransformationNinNMoTeNmonolayersNbyNelectronicNexcitationaN
Nanoscale[N2018[Ndc[Nejge]ejgj 7.7 25

161 αlaneNshockNloadingNonNmono]NandNnano]crystallineNsiliconNcarbideaNApplieddPhysicsdLetters[N2018[N
dde[Ndddlcl 3.4 15

160 xfficientNwiscoveryNofN∕ptimalN−]—ayeredNTMwvN‘etero]StructuresaNMRSdAdvances[N2018[Nf[Nflj]gce 0.7 4

159 MultiobjectiveNgeneticNtrainingNandNuncertaintyNquantificationNofNreactiveNforceNfieldsaNNpjd
ComputationaldMaterials[N2018[Ng[N 10.9 19

158 yaceting[NzrainNzrowth[NandNvrackN‘ealingNinNtluminaaNACSdNano[N2018[Nde[Nlcch]lcdc 16.7 10

157 xlectronicN∕riginNofN∕ptically]’nducedNSub]αicosecondN—atticeNwynamicsNinNMoSeNMonolayeraNNanod
Letters[N2018[Ndk[Ngihf]gihk 11.5 14

156 MolecularNSimulationNofNMoSNxxfoliationaNScientificdReports[N2018[Nk[Ndijid 4.9 9

155 tctiveNlearningNforNacceleratedNdesignNofNlayeredNmaterialsaNNpjdComputationaldMaterials[N2018[Ng[N 10.9 71

154 αhoto]inducedNlatticeNcontractionNinNlayeredNmaterialsaNJournaldofdPhysicsdCondenseddMatter[N2018[N
fc[Nfe—Tce 1.8 3

153 RoleNofN‘NTransferNinNtheNzas]αhaseNSulfidationNαrocessNofNMo∕mNtNβuantumNMolecularNwynamicsN
StudyaNJournaldofdPhysicaldChemistrydLetters[N2018[Nl[Nihdj]ihef 6.4 6

152 yreeNenergyNofNhydrationNandNheatNcapacityNofNcalciumNdipicolinateNinNuacillusNsporeNcoresaNAppliedd
PhysicsdLetters[N2018[Nddf[Nddfjce 3.4 1

(2018-2019)
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151 xnergeticNαerformanceNofN∕pticallyNtctivatedNtluminumbzrapheneN∕xideNvompositesaNACSdNano[N
2018[Nde[Nddfii]ddfjh 16.7 51

150 Telluride]uasedNttomicallyNThinN—ayersNofNTernaryNTwo]wimensionalNTransitionNMetalN
wichalcogenideNtlloysaNChemistrydofdMaterials[N2018[Nfc[Njeie]jeik 9.6 23

149 tnisotropicNfrictionalNheatingNandNdefectNgenerationNinNcyclotrimethylene]trinitramineNmolecularN
crystalsaNApplieddPhysicsdLetters[N2018[Ndde[Neddicg 3.4 6

148 MultistageNreactionNpathwaysNinNdetonatingNRwXN2017[N 4

147 αicosecondNamorphizationNofNSi∕NstishoviteNunderNtensionaNSciencedAdvances[N2017[Nf[Nediceffl 14.3 11

146 ReNwopingNinNewNTransitionNMetalNwichalcogenidesNasNaN−ewNRouteNtoNTailorNStructuralNαhasesNandN
’nducedNMagnetismaNAdvanceddMaterials[N2017[Nel[Ndjcfjhg 24 130

145 MultipleNReactionNαathwaysNinNShockedNe[g[i]Triamino]d[f[h]trinitrobenzeneNvrystalaNJournaldofd
PhysicaldChemistrydC[N2017[Nded[Ndicel]dicfg 3.8 14

144 ReactivityNofNSulfurNMoleculesNonNMo∕NVcdcWNSurfaceaNJournaldofdPhysicaldChemistrydLetters[N2017[Nk[Nieci]iedc6.4 8

143 zelNphaseNinNhydratedNcalciumNdipicolinateaNApplieddPhysicsdLetters[N2017[Nddd[Nedfjcd 3.4 3

142 UltrafastNnon]radiativeNdynamicsNofNatomicallyNthinNMoSeaNNaturedCommunications[N2017[Nk[Ndjgh 17.4 35

141 vomputationalNSynthesisNofNMoSN—ayersNbyNReactiveNMolecularNwynamicsNSimulationsmN’nitialN
SulfidationNofNMo∕NSurfacesaNNanodLetters[N2017[Ndj[Ngkii]gkje 11.5 45

140 tnalysisNofNkillingNofNgrowingNcellsNandNdormantNandNgerminatedNsporesNofNuacillusNspeciesNbyNblackN
siliconNnanopillarsaNScientificdReports[N2017[Nj[Ndjjik 4.9 15

139 Shock]’nducedNwecompositionNofNd[Nf[Nh]triamino]e[Ng[Ni]trinitrobenzenemNtNReactive]yorce]yieldN
MolecularNwynamicsNStudyaNMRSdAdvances[N2016[Nd[Ndegj]dehf 0.7 2

138 −anocarbonNsynthesisNbyNhigh]temperatureNoxidationNofNnanoparticlesaNScientificdReports[N2016[Ni[Negdcl4.9 14

137 vrystallineNanisotropyNofNshock]inducedNphenomenamN∕mni]directionalNmultiscaleNshockNtechniqueaN
ApplieddPhysicsdLetters[N2016[Ndck[Ncjdlcd 3.4 10

136 RotationNmechanismNofNmethylammoniumNmoleculesNinNorganometalNhalideNperovskiteNinNcubicN
phasemNtnNabNinitioNmolecularNdynamicsNstudyaNJournaldofdChemicaldPhysics[N2016[Ndgh[Neeghcf 3.9 11

135 TheNnatureNofNfree]carrierNtransportNinNorganometalNhalideNperovskitesaNScientificdReports[N2016[Ni[Ndlhll4.9 35

134 tnNextended]—agrangianNschemeNforNchargeNequilibrationNinNreactiveNmolecularNdynamicsN
simulationsaNComputerdPhysicsdCommunications[N2015[Ndle[Nld]li 4.2 20
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133 ReactiveNMolecularNwynamicsNSimulations[NwataNtnalyticsNandNVisualizationaNMaterialsdResearchd
SocietydSymposiadProceedings[N2015[Ndjhi[Nd

132 tNcrossoverNinNanisotropicNnanomechanochemistryNofNvanNderNWaalsNcrystalsaNApplieddPhysicsdLetters[N
2015[Ndcj[Nefdlcf 3.4 9

131 ReactiveNMolecularNwynamicsNStudyNofN∕xidationNofNtggregatedNtluminumN−anoparticlesaNMaterialsd
ResearchdSocietydSymposiadProceedings[N2015[Ndjhk[Nd 1

130 MultistageNreactionNpathwaysNinNdetonatingNhighNexplosivesaNApplieddPhysicsdLetters[N2014[Ndch[Necgdcf 3.4 21

129 MetascalableNβuantumNMolecularNwynamicsNSimulationsNofN‘ydrogen]on]wemandN2014[N 4

128 SmallNinterferingNribonucleicNacidNinducesNliquid]to]rippleNphaseNtransformationNinNaNphospholipidN
membraneaNApplieddPhysicsdLetters[N2014[Ndch[Nddfjce 3.4 5

127 tNdivide]conquer]recombineNalgorithmicNparadigmNforNlargeNspatiotemporalNquantumNmolecularN
dynamicsNsimulationsaNJournaldofdChemicaldPhysics[N2014[Ndgc[Ndkthel 3.9 50

126 UniversalNstretchedNexponentialNrelaxationNinNnanoconfinedNwateraNApplieddPhysicsdLetters[N2014[N
dch[Ndidlcj 3.4 14

125 −anoindentationNofN−itlNandN−iftlNcrystalsNonNVdccW[NVddcW[NandNVdddWNsurfacesmNtNmolecularN
dynamicsNstudyaNApplieddPhysicsdLetters[N2014[Ndcg[Ndgdlcg 3.4 14

124 uondingNandNstructureNofNceramic]ceramicNinterfacesaNPhysicaldReviewdLetters[N2013[Nddd[Nciidcf 7.4 13

123 tnalysisNofNscalableNdata]privatizationNthreadingNalgorithmsNforNhybridNMα’b∕penMαNparallelizationN
ofNmolecularNdynamicsaNJournaldofdSupercomputing[N2013[Nii[Ngci]gfc 2.5 13

122 vholesterolNtranslocationNinNaNphospholipidNmembraneaNBiophysicaldJournal[N2013[Ndcg[Negel]fi 2.9 60

121 vollectiveNoxidationNbehaviorNofNaluminumNnanoparticleNaggregateaNApplieddPhysicsdLetters[N2013[N
dce[Needlcg 3.4 9

120 —argeNnonadiabaticNquantumNmolecularNdynamicsNsimulationsNonNparallelNcomputersaNComputerd
PhysicsdCommunications[N2013[Ndkg[Nd]k 4.2 32

119 −anobubbleNcollapseNonNaNsilicaNsurfaceNinNwatermNbillion]atomNreactiveNmolecularNdynamicsN
simulationsaNPhysicaldReviewdLetters[N2013[Nddd[Ndkghcf 7.4 49

118 SizeNeffectNonNtheNoxidationNofNaluminumNnanoparticlemNMultimillion]atomNreactiveNmolecularN
dynamicsNsimulationsaNJournaldofdApplieddPhysics[N2013[Nddg[Ndfgfde 2.5 36

117 ∕xidationNwynamicsNofNaNvhainNofNtluminumN−anoparticlesaNMaterialsdResearchdSocietydSymposiad
Proceedings[N2013[Ndhed[Nd

116 ∕xidationNwynamicsNofNtluminumN−anorodsaNMaterialsdResearchdSocietydSymposiadProceedings[N2013[N
dhed[Nd

(2013-2015)
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115 ‘ierarchicalNparallelizationNandNoptimizationNofNhigh]orderNstencilNcomputationsNonNmulticoreN
clustersaNJournaldofdSupercomputing[N2012[Nie[Nlgi]lii 2.5 10

114 SupercrystalsNofNw−t]yunctionalizedNzoldN−anoparticlesmNtNMillion]ttomNMolecularNwynamicsN
SimulationNStudyaNJournaldofdPhysicaldChemistrydC[N2012[Nddi[Ndlhjl]dlhkh 3.8 20

113 ’onNdynamicsNatNporousNaluminaNsurfacesaNApplieddPhysicsdLetters[N2012[Ndcd[Ncifdci 3.4 4

112 ‘eat]’nitiatedN∕xidationNofNanNtluminumN−anoparticleaNMaterialsdResearchdSocietydSymposiad
Proceedings[N2012[Ndgch[N 5

111 xffectsNofNsolvationNshellsNandNclusterNsizeNonNtheNreactionNofNaluminumNclustersNwithNwateraNAIPd
Advances[N2011[Nd[Ncgedgl 1.5 10

110 xxploitingNhierarchicalNparallelismsNforNmolecularNdynamicsNsimulationNonNmulticoreNclustersaN
JournaldofdSupercomputing[N2011[Nhj[Nec]ff 2.5 6

109 Sulfur]impurityNinducedNamorphizationNofNnickelaNJournaldofdApplieddPhysics[N2011[Nddc[Ncifhcd 2.5 2

108 αorationNofNlipidNbilayersNbyNshock]inducedNnanobubbleNcollapseaNApplieddPhysicsdLetters[N2011[Nlk[Ncefjcd3.4 35

107 ttomisticNmechanismsNofNrapidNenergyNtransportNinNlight]harvestingNmoleculesaNApplieddPhysicsd
Letters[N2011[Nlk[Nddffce 3.4 10

106 wefectNmigrationNandNrecombinationNinNnanoindentationNofNsilicaNglassaNApplieddPhysicsdLetters[N2011[N
ll[Ndddlci 3.4 30

105 ’nteractionNpotentialNforNaluminumNnitridemNtNmolecularNdynamicsNstudyNofNmechanicalNandNthermalN
propertiesNofNcrystallineNandNamorphousNaluminumNnitrideaNJournaldofdApplieddPhysics[N2011[Ndcl[Ncffhdg2.5 50

104 MolecularNdynamicsNsimulationsNofNrapidNhydrogenNproductionNfromNwaterNusingNaluminumNclustersN
asNcatalyzersaNPhysicaldReviewdLetters[N2010[Ndcg[Ndeidce 7.4 78

103 xmbrittlementNofNmetalNbyNsoluteNsegregation]inducedNamorphizationaNPhysicaldReviewdLetters[N
2010[Ndcg[Ndhhhce 7.4 58

102 −anoductilityNinducedNbrittleNfractureNinNshockedNhighNperformanceNceramicsaNApplieddPhysicsdLetters
[N2010[Nlj[Ndddlcf 3.4 23

101 xnhancedNreactivityNofNnanoenergeticNmaterialsmNtNfirst]principlesNmolecularNdynamicsNstudyNbasedN
onNdivide]and]conquerNdensityNfunctionalNtheoryaNApplieddPhysicsdLetters[N2009[Nlh[Ncgfddg 3.4 32

100 ResponseNtoNâ��vommentNonNâ��−anoindentationNhardnessNanisotropyNofNaluminaNcrystalmNaN
molecular]dynamicsNstudyâ��â��N[tpplaNαhysaN—ettaNlg[NdgidcdNVecclW]aNApplieddPhysicsdLetters[N2009[Nlg[Ndgidce3.4 2

99 ’nteractionNpotentialsNforNaluminaNandNmolecularNdynamicsNsimulationsNofNamorphousNandNliquidN
aluminaaNJournaldofdApplieddPhysics[N2008[Ndcf[Nckfhcg 2.5 104

98 weformationNmechanismsNandNdamageNinN˛–]aluminaNunderNhypervelocityNimpactNloadingaNJournaldofd
ApplieddPhysics[N2008[Ndcf[Nckfhck 2.5 36
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97 weN−ovoNUltrascaleNttomisticNSimulationsN∕nN‘igh]xndNαarallelNSupercomputersaNInternationald
JournaldofdHighdPerformancedComputingdApplications[N2008[Nee[Nddf]dek 1.8 41

96 MolecularNdynamicsNnanoindentationNsimulationNofNanNenergeticNmaterialaNApplieddPhysicsdLetters[N
2008[Nlf[Ndjdlck 3.4 11

95 wivide]and]conquerNdensityNfunctionalNtheoryNonNhierarchicalNreal]spaceNgridsmNαarallelN
implementationNandNapplicationsaNPhysicaldReviewdB[N2008[Njj[N 3.3 58

94 xlectronicNprocessesNinNfastNthermiteNchemicalNreactionsmNaNfirst]principlesNmolecularNdynamicsN
studyaNPhysicaldReviewdE[N2008[Njj[Nciidcf 2.4 64

93 −anoindentationNhardnessNanisotropyNofNaluminaNcrystalmNtNmolecularNdynamicsNstudyaNAppliedd
PhysicsdLetters[N2008[Nle[Ndidlcg 3.4 20

92 tNscalableNparallelNalgorithmNforNlarge]scaleNreactiveNforce]fieldNmolecularNdynamicsNsimulationsaN
ComputerdPhysicsdCommunications[N2008[Ndjk[Njf]kj 4.2 63

91 MultimillionNatomNsimulationsNofNdynamicsNofNwingNcracksNandNnanoscaleNdamageNinNglass[NandN
hypervelocityNimpactNdamageNinNceramicsaNComputerdPhysicsdCommunications[N2007[Ndjj[Nece]ech 4.2 5

90 αarallelNhistoryNmatchingNandNassociatedNforecastNatNtheNcenterNforNinteractiveNsmartNoilfieldN
technologiesaNJournaldofdSupercomputing[N2007[Ngd[Ndcl]ddj 2.5 1

89 MultimillionNttomNReactiveNSimulationsNofN−anostructuredNxnergeticNMaterialsaNJournaldofd
PropulsiondanddPower[N2007[Nef[Nikk]ile 1.8 13

88 ’nteractionNofNvoidsNandNnanoductilityNinNsilicaNglassaNPhysicaldReviewdLetters[N2007[Nll[Ndhhhci 7.4 51

87 wynamicNtransitionNinNtheNstructureNofNanNenergeticNcrystalNduringNchemicalNreactionsNatNshockNfrontN
priorNtoNdetonationaNPhysicaldReviewdLetters[N2007[Nll[Ndgkfcf 7.4 113

86 tNdivide]and]conquerbcellular]decompositionNframeworkNforNmillion]to]billionNatomNsimulationsNofN
chemicalNreactionsaNComputationaldMaterialsdScience[N2007[Nfk[Nige]ihe 3.2 82

85
’nteractionNpotentialNforNsiliconNcarbidemNtNmolecularNdynamicsNstudyNofNelasticNconstantsNandN
vibrationalNdensityNofNstatesNforNcrystallineNandNamorphousNsiliconNcarbideaNJournaldofdApplieddPhysics
[N2007[Ndcd[Ndcfhdh

2.5 208

84 zridNapplications]]]SustainableNadaptiveNgridNsupercomputingN2006[N 3

83 tNαerspectiveNonNModelingNMaterialsNinNxxtremeNxnvironmentsmN∕xidationNofN
Ultrahigh]TemperatureNveramicsaNMRSdBulletin[N2006[Nfd[Ngdc]gdk 3.2 38

82 N2006[N 10

81 MultimillionNatomNsimulationsNofNdynamicsNofNoxidationNofNanNaluminumNnanoparticleNandN
nanoindentationNonNceramicsaNJournaldofdPhysicaldChemistrydB[N2006[Nddc[Nfjej]ff 3.4 58

80 tNcrossoverNinNtheNmechanicalNresponseNofNnanocrystallineNceramicsaNScience[N2005[Nfcl[Nldd]g 33.3 185

(2005-2008)
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79
xmbeddedNdivide]and]conquerNalgorithmNonNhierarchicalNreal]spaceNgridsmNparallelNmolecularN
dynamicsNsimulationNbasedNonNlinear]scalingNdensityNfunctionalNtheoryaNComputerdPhysicsd
Communications[N2005[Ndij[Ndhd]dig

4.2 57

78 wynamicsNofNvonsolidationNandNvrackNzrowthNinN−anocluster]tssembledNtmorphousNSiliconN−itrideaN
JournaldofdthedAmericandCeramicdSociety[N2005[Nkd[Ngff]gfi 3.8 20

77 urittleNdynamicNfractureNofNcrystallineNcubicNsiliconNcarbideNVfv]SivWNviaNmolecularNdynamicsN
simulationaNJournaldofdApplieddPhysics[N2005[Nlk[Ndcfheg 2.5 79

76 ttomisticNmechanismsNofNamorphizationNduringNnanoindentationNofNSivmNtNmolecularNdynamicsN
studyaNPhysicaldReviewdB[N2005[Njd[N 3.3 50

75 ∕xidationNofNaluminumNnanoclustersaNPhysicaldReviewdB[N2005[Njd[N 3.3 78

74 ttomisticNprocessesNduringNnanoindentationNofNamorphousNsiliconNcarbideaNApplieddPhysicsdLetters[N
2005[Nki[Ncedldh 3.4 28

73
vouplingNatomisticNandNcontinuumNlengthNscalesNinNheteroepitaxialNsystemsmNMultiscaleN
molecular]dynamicsbfinite]elementNsimulationsNofNstrainNrelaxationNinNSiâ��Sif−gNnanopixelsaNPhysicald
ReviewdB[N2005[Nje[N

3.3 6

72 xffectNofNgeometryNonNstressNrelaxationNinN’ntsâ��zatsNrectangularNnanomesasmNMultimillion]atomN
molecularNdynamicsNsimulationsaNJournaldofdApplieddPhysics[N2005[Nlk[Nddgfdf 2.5 2

71 wynamicsNofNwingNcracksNandNnanoscaleNdamageNinNglassaNPhysicaldReviewdLetters[N2005[Nlh[Ndfhhcd 7.4 33

70 StrategicNtpplicationNofNtsia]αacificNzR’wNforNUltrascaleNMaterialsNSimulationsaNJournaldofdthedSocietyd
ofdMechanicaldEngineers[N2005[Ndck[Nkdh]kdj 0

69 V’RTUt—’ZtT’∕−]tWtRxNtαα—’vtT’∕−NyRtMxW∕R”Ny∕RN‘’xRtRv‘’vt—NMU—T’Svt—xN
S’MU—tT’∕−SN∕−NtNzR’waNLecturedNotesdSeriesrdInstitutedfordMathematicaldSciences[N2005[Neel]egf 0.1

68 xnvironmentalNeffectsNofN‘e∕NonNfractureNinitiationNinNsiliconmNtNhybridN
electronic]density]functionalbmolecular]dynamicsNstudyaNJournaldofdApplieddPhysics[N2004[Nlh[Nhfdi]hfef 2.5 42

67 ttomisticNmechanismsNforNwurtzite]to]rocksaltNstructuralNtransformationNinNcadmiumNselenideN
underNpressureaNPhysicaldReviewdB[N2004[Njc[N 3.3 70

66 —arge]scaleNmolecularNdynamicsNsimulationsNofNalkanethiolNself]assembledNmonolayersaNJournaldofd
ChemicaldPhysics[N2004[Nded[Ngfef]fc 3.9 63

65 −anoindentation]inducedNamorphizationNinNsiliconNcarbideaNApplieddPhysicsdLetters[N2004[Nkh[Nfjk]fkc 3.4 67

64 xlectricNfieldNinducedNswitchingNofNpolyVethyleneNglycolWNterminatedNself]assembledNmonolayersmNaN
parallelNmolecularNdynamicsNsimulationaNJournaldofdChemicaldPhysics[N2004[Nded[Nhgej]ff 3.9 22

63 Short]NandNintermediate]rangeNstructuralNcorrelationsNinNamorphousNsiliconNcarbidemNtNmolecularN
dynamicsNstudyaNPhysicaldReviewdB[N2004[Njc[N 3.3 59

62 ’mmersiveNandN’nteractiveNxxplorationNofNuillion]ttomNSystemsaNPresence:dTeleoperatorsdanddVirtuald
Environments[N2003[Nde[Nkh]lh 2.9 22
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61 MultimillionNttomNMolecularNwynamicsNSimulationsNofN−anostructuresNonNαarallelNvomputersaN
JournaldofdNanoparticledResearch[N2003[Nh[Nddl]dfh 2.3 18

60 MultiresolutionNatomisticNsimulationsNofNdynamicNfractureNinNnanostructuredNceramicsNandNglassesaN
InternationaldJournaldofdFracture[N2003[Nded[Njd]jl 2.3 21

59 ScalableNandNportableNimplementationNofNtheNfastNmultipoleNmethodNonNparallelNcomputersaN
ComputerdPhysicsdCommunications[N2003[Ndhf[Nggh]gid 4.2 44

58 −anoindentationNofNsiliconNnitridemNtNmultimillion]atomNmolecularNdynamicsNstudyaNApplieddPhysicsd
Letters[N2003[Nke[Nddk]dec 3.4 66

57 MolecularNdynamicsNstudyNofNstructural[Nmechanical[NandNvibrationalNpropertiesNofNcrystallineNandN
amorphousNzadâ��x’nxtsNalloysaNJournaldofdApplieddPhysics[N2003[Nlg[Nfkgc]fkgk 2.5 27

56 Structural[Nmechanical[NandNvibrationalNpropertiesNofNzadâ��x’nxtsNalloysmNtNmolecularNdynamicsN
studyaNApplieddPhysicsdLetters[N2003[Nke[Ndchj]dchl 3.4 24

55 ’ntsbzatsNsquareNnanomesasmNMultimillion]atomNmolecularNdynamicsNsimulationsNonNparallelN
computersaNJournaldofdApplieddPhysics[N2003[Nlg[Nijie]ijjf 2.5 12

54 ScalableNttomisticNSimulationNtlgorithmsNforNMaterialsNResearchaNScientificdProgramming[N2002[Ndc[Neif]ejc1.4 18

53 αressure]inducedNstructuralNtransformationNinNzatsmNtNmolecular]dynamicsNstudyaNPhysicaldReviewdB[N
2002[Nih[N 3.3 24

52 MultimillionNatomNsimulationNofNmaterialsNonNparallelNcomputersNâ��Nnanopixel[NinterfacialNfracture[N
nanoindentation[NandNoxidationaNApplieddSurfacedScience[N2001[Ndke[Nehk]eig 6.7 19

51 ‘ybridNfinite]elementbmolecular]dynamicsbelectronic]density]functionalNapproachNtoNmaterialsN
simulationsNonNparallelNcomputersaNComputerdPhysicsdCommunications[N2001[Ndfk[Ndgf]dhg 4.2 123

50
—inear]scalingNdensity]functional]theoryNcalculationsNofNelectronicNstructureNbasedNonNreal]spaceN
gridsmNdesign[Nanalysis[NandNscalabilityNtestNofNparallelNalgorithmsaNComputerdPhysicsdCommunications[N
2001[Ndgc[Nfcf]fdg

4.2 106

49 StructuralNtransformation[Namorphization[NandNfractureNinNnanowiresmNtNmultimillion]atomNmolecularN
dynamicsNstudyaNApplieddPhysicsdLetters[N2001[Njk[Nffek]fffc 3.4 32

48 wynamicNyractureNMechanismsNinN−anostructuredNandNtmorphousNSilicaNzlassesNMillion]ttomN
MolecularNwynamicsNSimulationsaNMaterialsdResearchdSocietydSymposiadProceedings[N2001[Njcf[Nd 9

47 Million]atomNmolecularNdynamicsNsimulationNofNflatN’ntsNoverlayersNwithNself]limitingNthicknessNonN
zatsNsquareNnanomesasaNApplieddPhysicsdLetters[N2001[Njk[Nfjdj]fjdl 3.4 11

46 vouplingNlengthNscalesNforNmultiscaleNatomistics]continuumNsimulationsmNatomisticallyNinducedN
stressNdistributionsNinNSibSif−gNnanopixelsaNPhysicaldReviewdLetters[N2001[Nkj[Nckidcg 7.4 66

45 vriticalNlateralNsizeNforNstressNdomainNformationNinN’ntsbzatsNsquareNnanomesasmNtN
multimillion]atomNmolecularNdynamicsNstudyaNApplieddPhysicsdLetters[N2001[Njl[Nghjj]ghjl 3.4 17

44 vouplingNofN—engthNScalesmN‘ybridNMolecularNwynamicsNandNyiniteNxlementNtpproachNforNMultiscaleN
−anodeviceNSimulationsaNMaterialsdResearchdSocietydSymposiadProceedings[N2000[Nihf[Nd

(2000-2003)
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43 TopologyNofNamorphousNgalliumNarsenideNonNintermediateNlengthNscalesmNtNmolecularNdynamicsN
studyaNJournaldofdApplieddPhysics[N2000[Nkj[Njjck]jjdd 2.5 30

42 tmorphizationNandNanisotropicNfractureNdynamicsNduringNnanoindentationNofNsiliconNnitridemNtN
multimillionNatomNmolecularNdynamicsNstudyaNApplieddPhysicsdLetters[N2000[Njj[Ngffe]gffg 3.4 44

41 MultimillionNttomNSimulationsNofN−anostructuredNMaterialsNonNαarallelNvomputersaNProgressdofd
TheoreticaldPhysicsdSupplement[N2000[Ndfk[Ndjh]dlc 10

40 MolecularNdynamicsNsimulationNofNstructuralNtransformationNinNsiliconNcarbideNunderNpressureaN
PhysicaldReviewdLetters[N2000[Nkg[Nfffk]gd 7.4 158

39 Sintering[Nstructure[NandNmechanicalNpropertiesNofNnanophaseNSivmNtNmolecular]dynamicsNandN
neutronNscatteringNstudyaNApplieddPhysicsdLetters[N2000[Njj[Nddfe]ddfg 3.4 37

38 wynamicsNofN∕xidationNofNtluminumN−anoclustersNusingNVariableNvhargeNMolecular]wynamicsN
SimulationsNonNαarallelNvomputersaNPhysicaldReviewdLetters[N1999[Nke[Ngkii]gkil 7.4 267

37 Variable]chargeNinteratomicNpotentialsNforNmolecular]dynamicsNsimulationsNofNTi∕eaNJournaldofd
ApplieddPhysics[N1999[Nki[Nfcfi]fcgd 2.5 60

36 Multimillion]ttomNSimulationsNofNttomic]—evelNSurfaceNStressesNandNαressureNwistributionNonN
’ntsbzatsNMesasaNMaterialsdResearchdSocietydSymposiadProceedings[N1999[Nhkg[Neil 1

35 MolecularNwynamicsNSimulationsNofN−anoindentationNofNSiliconN−itrideaNMaterialsdResearchdSocietyd
SymposiadProceedings[N1998[Nhfl[Nddl 2

34 ∕xidationNwynamicsNofN−anophaseNtluminumNvlustersmNtNMolecularNwynamicsNStudyaNMaterialsd
ResearchdSocietydSymposiadProceedings[N1997[Ngkd[Nieh 2

33 MolecularNwynamicsNStudyN∕fNSibSif−gN’nterfaceaNMaterialsdResearchdSocietydSymposiadProceedings[N
1996[Nggi[Ndhj 3

32 yractureNinNSiliconN−itrideNandNtluminaNthinNyilmsmNaNMolecularNwynamicsNStudyaNMaterialsdResearchd
SocietydSymposiadProceedings[N1996[Nggi[Ndif

31 MolecularNwynamicsNSimulationsNofNyractureNinNtmorphousNSilicaaNMaterialsdResearchdSocietyd
SymposiadProceedings[N1996[Nghh[Neij 1

30 yractureNofN−anophaseNveramicsmNtNMolecular]wynamicsNStudyaNMaterialsdResearchdSocietydSymposiad
Proceedings[N1996[Nghj[Ndkj

29 Structure[NMechanicalNαroperties[NandNwynamicNyractureNinN−anophaseNSiliconN−itrideNviaNαarallelN
MolecularNwynamicsaNMaterialsdResearchdSocietydSymposiadProceedings[N1996[Nghj[Nech

28 wistributionNofNRingsNandN’ntermediateNRangeNvorrelationsNinNSilicaNzlassNUnderNαressureN]NtN
MolecularNwynamicsNStudyaNMaterialsdResearchdSocietydSymposiadProceedings[N1995[Ngck[Nfff 4

27 αhononsNinNgraphiticNtubulesmNtNtight]bindingNmolecularNdynamicsNstudyaNJournaldofdChemicaldPhysics[N
1995[Ndcf[Niilj]ijch 3.9 97

26 —argeNScaleNMolecularNwynamicsNStudyNofNtmorphousNvarbonNandNzraphiteNonNαarallelNMachinesaN
MaterialsdResearchdSocietydSymposiadProceedings[N1995[Ngck[Nddf 3

Priya D Vashishta

12



25 xarlyNStagesNofNSinteringNofNSif−gN−anoclustersNViaNαarallelNMolecularNwynamicsaNMaterialsdResearchd
SocietydSymposiadProceedings[N1995[Ngck[Ndkd

24 wynamicsNandNMorphologyNofNvracksNinNSiliconN−itrideNyilmsmNtNMolecularNwynamicsNStudyNonNαarallelN
vomputersaNMaterialsdResearchdSocietydSymposiadProceedings[N1995[Ngck[Nech

23 MolecularNwynamicsNSimulationsNofNSiSeeN−anowiresaNMaterialsdResearchdSocietydSymposiad
Proceedings[N1995[Ngck[Ngkl 1

22 SinteringNofNtmorphousNSif−gN−anoclustersmNtNMolecularNwynamicsNStudyNofNStressNtnalysisaN
MaterialsdResearchdSocietydSymposiadProceedings[N1995[Ngck[Nhjf 1

21 wynamicsNandNMorphologyNofNvracksNinNSiliconN−itrideNyilmsmNtNMolecularNwynamicsNStudyNonNαarallelN
vomputersaNMaterialsdResearchdSocietydSymposiadProceedings[N1995[Ngcl[Ndd

20 Structure[NMechanicalNαroperties[NandNThermalNTransportNinNMicroporousNSiliconN−itrideNViaNαarallelN
MolecularNwynamicsaNMaterialsdResearchdSocietydSymposiadProceedings[N1995[Ngck[Ndjh 1

19 zrowthNofNporeNinterfacesNandNroughnessNofNfractureNsurfacesNinNporousNsilicamNMillionNparticleN
molecular]dynamicsNsimulationsaNPhysicaldReviewdLetters[N1994[Njf[Neffi]effl 7.4 56

18 −onlinearNelectronNdynamicsNinNaNresonantNtunnelingNdiodemN—angevin]quantum]dynamicsN
simulationsNonNaNmassivelyNparallelNcomputeraNApplieddPhysicsdLetters[N1994[Nig[Nehil]ehjd 3.4 5

17 MultiresolutionNmolecularNdynamicsNalgorithmNforNrealisticNmaterialsNmodelingNonNparallelN
computersaNComputerdPhysicsdCommunications[N1994[Nkf[Ndlj]edg 4.2 58

16 StructureNofNringsNinNvitreousNSi∕eaNPhysicaldReviewdB[N1993[Ngj[Nfchf]fcie 3.3 198

15 αhonon]inducedNelectronNlocalizationNandNmagnetic]fieldNeffectsNinNaNdoubleNquantumNdotaNAppliedd
PhysicsdLetters[N1993[Nie[Nfgjc]fgje 3.4 9

14 αhononNdispersionNandNdensityNofNstatesNofNsolidNvicaNApplieddPhysicsdLetters[N1993[Nif[Nfdhe]fdhg 3.4 21

13 xffectNofNpressureNonNintermolecularNandNintramolecularNphononsNinNsolidNvicaNJournaldofdChemicald
Physics[N1993[Nll[Ndcccd]dccdc 3.9 4

12 StructuralNtransformation[Nintermediate]rangeNorder[NandNdynamicalNbehaviorNofNSi∕eNglassNatNhighN
pressuresaNPhysicaldReviewdLetters[N1993[Njd[Nfdgi]fdgl 7.4 90

11 ttomisticNsimulationsNonNparallelNarchitecturesaNInternationaldJournaldofdQuantumdChemistry[N1993[N
gk[Njkd]jle 2.1 2

10 βuantumNwynamicalNSimulationNofNManyNxlectron]αhononNvoupledNSystemsNonNαarallelNvomputersaN
MaterialsdResearchdSocietydSymposiadProceedings[N1992[Neld[Njf

9 αarallelNtlgorithmsNforNMolecular]wynamicsNSimulationsNofNvoulombicNSystemsaNMaterialsdResearchd
SocietydSymposiadProceedings[N1992[Neld[Neij 3

8 vlassicalNandNβuantumNSimulationsNforN—argeNSystemsNonNαarallelNvomputersaNMaterialsdResearchd
SocietydSymposiadProceedings[N1992[Neld[Nf

(1992-1995)
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7 StructureNandNwynamicsNofN−etworkNzlassesNatN—argeNαositiveNandN−egativeNαressuresN]NtNMolecularN
wynamicsNStudyaNMaterialsdResearchdSocietydSymposiadProceedings[N1992[Nelf[Neeh

6 MolecularNwynamicsNSimulationNofNterogelNSilicaNonNαarallelNvomputersaNMaterialsdResearchdSocietyd
SymposiadProceedings[N1992[Nelf[Nefj

5 StructuralNandNwynamicalNvorrelationsNinNStishoviteNandN‘ighNwensityNSilicaNzlassaNMaterialsdResearchd
SocietydSymposiadProceedings[N1992[Nelf[Negj

4 Structure[Nyragmentation[NandNαhononsNinNSiliconNMicroclustersaNMaterialsdResearchdSocietyd
SymposiadProceedings[N1992[Nelf[Nehf

3 wynamicalNStructureNyactorNandNVibrationalN−ormalNModesNofNSi∕eNzlassaNMaterialsdResearchdSocietyd
SymposiadProceedings[N1992[Neld[Nfgf

2 ‘igh]endNclassical]quantumNatomisticNsimulationsNofNfracture 1

1
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