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l Paper IF Citations

264 zanoalloysfGfromGtheoryGtoGapplicationsGofGalloyGclustersGandGnanoparticlesVGChemicalcReviewsTG2008TG
ZXdTGd`aUeZX 68.1 2867

263 qvolvingGbetterGnanoparticlesfGseneticGalgorithmsGforGoptimisingGclusterGgeometriesVGDaltonc
TransactionsTG2003TG`Ze] 4.3 491

262 ThreeUdimensionalGatomicUscaleGstructureGofGsizeUselectedGgoldGnanoclustersVGNatureTG2008TG`aZTG`bUd 50.4 371

261 TheoreticalGstudyGofGouâ��muGnanoalloyGclustersGusingGaGgeneticGalgorithmVGJournalcofcChemicalcPhysics
TG2002TGZZbTGZa]bUZaaX 3.9 306

260 slobalGoptimizationGofGbimetallicGclusterGstructuresVGuVG izeUmismatchedGmgUouTGmgUziTGandGmuUouG
systemsVGJournalcofcChemicalcPhysicsTG2005TGZ[[TGZe`]Xd 3.9 276

259 slobalGoptimizationGofGbimetallicGclusterGstructuresVGuuVG izeUmatchedGmgU}dTGmgUmuTGandG}dU}tG
systemsVGJournalcofcChemicalcPhysicsTG2005TGZ[[TGZe`]Xe 3.9 180

258 TheGapplicationGofGaGgeneticGalgorithmGforGsolvingGcrystalGstructuresGfromGpowderGdiffractionGdataVG
ChemicalcPhysicscLettersTG1997TG[dXTGZdeUZea 2.5 170

257  earchingGforGtheGoptimumGstructuresGofGalloyGnanoclustersVGPhysicalcChemistrycChemicalcPhysicsTG
2008TGZXTGb`XUe 3.6 170

256 slobalGoptimizationGofGclustersGusingGelectronicGstructureGmethodsVGInternationalcJournalcofc
QuantumcChemistryTG2013TGZZ]TG[XeZU[ZXe 2.1 155

255 TheGseneticGmlgorithmfGroundationsGandGmpllicationsGinG tructureG olutionGfromG}owderGpiffractionG
pataVGActacCrystallographicacSectioncA:cFoundationscandcAdvancesTG1998TGa`TGb][Ub`a 150

254 TheoreticalG tudiesGofG}alladiumâ��soldGzanoclustersfG}dâ��muGolustersGwithGupGtoGaXGmtomsVGJournalc
ofcPhysicalcChemistrycCTG2009TGZZ]TGeZ`ZUeZa[ 3.8 144

253  tructuralGmotifsTGmixingTGandGsegregationGeffectsGinG]dUatomGbinaryGclustersVGJournalcofcChemicalc
PhysicsTG2008TGZ[dTGZ]`aZc 3.9 136

252  izeUdependentGsubnanometerG}dGclusterGO}d`TG}dbTGandG}dZcPGwaterGoxidationGelectrocatalysisVG
ACScNanoTG2013TGcTGadXdUZc 16.7 125

251 unvestigationGofGtheGstructuresGofGyg{GclustersGusingGaGgeneticGalgorithmVGPhysicalcChemistryc
ChemicalcPhysicsTG2001TG]TGaX[`UaX]` 3.6 123

250  uperdenseGcarbonTGodfGsupercubaneGorGanalogGofGVgammaVUsiliconkVGJournalcofcthecAmericanc
ChemicalcSocietyTG1989TGZZZTGdZXUdZe 16.4 120

249 TheoreticalGmodelsGofGclusterGbondingVGStructurecandcBondingTG1987TG[eUdc 0.9 119

248 mGgeneticGalgorithmGforGtheGstructuralGoptimizationGofGyorseGclustersVGTheoreticalcChemistryc
AccountsTG2000TGZX`TGZ[]UZ]X 1.9 115
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247 seometriesGandGsegregationGpropertiesGofGplatinumâ��palladiumGnanoalloyGclustersVGDaltonc
TransactionscRSCTG2002TG`]ca 112

246  tructureUnondingG–elationshipsGinGtheGxavesG}hasesVGZeitschriftcFurcAnorganischecUndcAllgemeinec
ChemieTG1992TGbZbTGZXaUZ[X 1.3 103

245
–elativeGelectronGdonorGstrengthsGofGtetrathiafulveneGderivativesfGeffectsGofGchemicalGsubstitutionsG
andGtheGmolecularGenvironmentGfromGaGcombinedGphotoelectronGandGelectrochemicalGstudyVGJournalc
ofcthecAmericancChemicalcSocietyTG1990TGZZ[TG]]X[U]]Xc

16.4 97

244  tructuresGandGopticalGpropertiesGofG`UaGnmGbimetallicGmgmuGnanoparticlesVGFaradaycDiscussionsTG
2008TGZ]dTG]b]Uc]gGdiscussionG`[ZU]` 3.6 93

243 mtomicGandGyolecularGolusters 89

242 popantUinducedG[pU]pGtransitionGinGsmallGmuUcontainingGclustersfGprTUglobalGoptimisationGofG
dUatomGmuUmgGnanoalloysVGNanoscaleTG2012TG`TGZZXeUZa 7.7 87

241 umplementationGofGxamarckianGconceptsGinGaGseneticGmlgorithmGforGstructureGsolutionGfromGpowderG
diffractionGdataVGChemicalcPhysicscLettersTG2000TG][ZTGZd]UZeX 2.5 87

240 mGyixedG tructuralGyotifGinG]`UmtomG}dâ��}tGolustersVGJournalcofcPhysicalcChemistrycCTG2007TGZZZTG[e]bU[e`Z3.8 86

239 yolecularGorbitalGcalculationsGrelevantGtoGtheGhyperclosoGvsVGisoUclosoGcontroversyGinG
metallaboranesVGInorganiccChemistryTG1986TG[aTG]][ZU]][] 5.1 85

238 mGtheoreticalGstudyGofGatomGorderingGinGcopperâ��goldGnanoalloyGclustersVGJournalcofcMaterialsc
ChemistryTG2002TGZ[TG[eZ]U[e[[ 83

237  tructuresGandGohemicalG{rderingGofG mallGouâ��mgGolustersVGJournalcofcPhysicalcChemistrycCTG2010TG
ZZ`TGZ][aaUZ][bb 3.8 81

236 ohargeGtransferGdrivenGsurfaceGsegregationGofGgoldGatomsGinGZ]UatomGmuâ��mgGnanoalloysGandGitsG
relevanceGtoGtheirGstructuralTGopticalGandGelectronicGpropertiesVGActacMaterialiaTG2008TGabTG[]c`U[]dX 8.4 80

235 TheoreticalGinvestigationGofGisomerGstabilityGinGplatinumâ��palladiumGnanoalloyGclustersVGJournalcofc
MaterialscChemistryTG2004TGZ`TGZbeZUZcX` 79

234  tructuresGandGenergeticsGofGedGatomG}dU}tGnanoalloysfGpotentialGstabilityGofGtheGxearyGtetrahedronG
forGbimetallicGnanoparticlesVGPhysicalcChemistrycChemicalcPhysicsTG2007TGeTGa[X[Ud 3.6 77

233  pectroscopyGofGgrowingGandGevaporatingGwaterGdropletsfGexploringGtheGvariationGinGequilibriumG
dropletGsizeGwithGrelativeGhumidityVGJournalcofcPhysicalcChemistrycATG2006TGZZXTGdZZbU[a 2.8 76

232 }tUfreeGsilverGnanoalloyGelectrocatalystsGforGoxygenGreductionGreactionGinGalkalineGmediaVGCatalysisc
SciencecandcTechnologyTG2016TGbTG]]ZcU]]`X 5.5 75

231 }oolUnosmfGaGparallelisedGgenerationUfreeGgeneticGalgorithmGforGtheGabGinitioGglobalGoptimisationGofG
nanoalloyGclustersVGPhysicalcChemistrycChemicalcPhysicsTG2015TGZcTG[ZX`UZ[ 3.6 72

230 mGselectiveGblockingGmethodGtoGcontrolGtheGovergrowthGofG}tGonGmuGnanorodsVGJournalcofcthec
AmericancChemicalcSocietyTG2013TGZ]aTGbaa`UbZ 16.4 72
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229 TheGdevelopmentGofGmetallicGbehaviourGinGclustersVGPhilosophicalcTransactionscSeriescApc
MathematicalpcPhysicalpcandcEngineeringcSciencesTG1998TG]abTG[ZZU[]X 3 71

228  tructureTGyeltingTGandGThermalG tabilityGofGaaGmtomGmgâ��muGzanoalloysVGJournalcofcPhysicalc
ChemistrycCTG2007TGZZZTGeZacUeZba 3.8 68

227 yodellingGaluminiumGclustersGwithGanGempiricalGmanyUbodyGpotentialVGChemicalcPhysicsTG1998TG[]bTGZXcUZ[Z2.3 64

226 pevelopmentsGinGgeneticGalgorithmGtechniquesGforGstructureGsolutionGfromGpowderGdiffractionGdataVG
ZeitschriftcFurcKristallographiecqcCrystallinecMaterialsTG2004TG[ZeTGd]dUd`b 1 63

225 yodelingGcalciumGandGstrontiumGclustersGwithGmanyUbodyGpotentialsVGJournalcofcChemicalcPhysicsTG
1997TGZXcTG`bc`U`bdc 3.9 62

224  ilverUoopperGzanoalloyGoatalystGxayerGforGnifunctionalGmirGqlectrodesGinGmlkalineGyediaVGACSc
AppliedcMaterialsciamp;cInterfacesTG2015TGcTGZccd[UeZ 9.5 60

223  tructuresTGstabilitiesGandGorderingGinGziUmlGnanoalloyGclustersVGEuropeancPhysicalcJournalcDTG2003TG
[aTG`ZUaa 1.3 57

222 TheGnirminghamGparallelGgeneticGalgorithmGandGitsGapplicationGtoGtheGdirectGprTGglobalGoptimisationG
ofGurOzPGOzGiGZXU[XPGclustersVGNanoscaleTG2015TGcTGZ`X][Ud 7.7 56

221 mGprTGstudyGofGoxygenGdissociationGonGplatinumGbasedGnanoparticlesVGNanoscaleTG2014TGbTGZZa]UZZba 7.7 56

220 pevelopmentGofGaGmultipopulationGparallelGgeneticGalgorithmGforGstructureGsolutionGfromGpowderG
diffractionGdataVGJournalcofcComputationalcChemistryTG2003TG[`TGZcbbUc` 3.5 55

219 TheGzatureGofGnondingGbetweenGmrgonGandGyixedGsoldU ilverGTrimersVGAngewandtecChemiecqc
InternationalcEditionTG2015TGa`TGZXbcaUdX 16.4 54

218 unvestigationGofGtheGstructuresGandGchemicalGorderingGofGsmallG}dUmuGclustersGasGaGfunctionGofG
compositionGandGpotentialGparameterisationVGPhysicalcChemistrycChemicalcPhysicsTG2010TGZ[TGdbXcUZe 3.6 53

217 qnergeticTGelectronicTGandGthermalGeffectsGonGstructuralGpropertiesGofGmgUmuGnanoalloysVGACScNanoTG
2008TG[TGZbaUca 16.7 53

216  tructureGdeterminationGofGaGsteroidGdirectlyGfromGpowderGdiffractionGdataâ� VGChemicalc
CommunicationsTG1999TGZbccUZbcd 5.8 53

215 prTGstudyGofGtheGstructuresGandGenergeticsGofGedUatomGmu}dGclustersVGNanoscaleTG2013TGaTGb`bUa[ 7.7 52

214  tructureGpeterminationGofGanG{ligopeptideGpirectlyGfromG}owderGpiffractionGpataVGAngewandtec
ChemiecqcInternationalcEditionTG2000TG]eTG``ddU``eZ 16.4 52

213  ymmetrisationGschemesGforGglobalGoptimisationGofGatomicGclustersVGPhysicalcChemistrycChemicalc
PhysicsTG2013TGZaTG]ebaUcb 3.6 51

212 peterminationGofGmainGstructuralGcompositionsGofGnanoalloyGclustersGofGouxmuyGOxGSGyGâ�⁄G]XPGusingGaG
geneticGalgorithmGapproachVGInternationalcJournalcofcQuantumcChemistryTG2003TGeaTGZZ[UZ[a 2.1 51
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211
qvolvingG{pportunitiesGinG tructureG olutionGfromG}owderGpiffractionGpataUorystalG tructureG
peterminationGofGaGyolecularG ystemGwithGTwelveGVariableGTorsionGmnglesVGAngewandtecChemiecqc
InternationalcEditionTG1999TG]dTGd]ZUd]a

16.4 51

210  tructureGandGspectralGcharacteristicsGofGtheGnanoalloyGmg]muZXVGAppliedcPhysicscLettersTG2007TGeXTGZa]Z[]3.4 50

209 towGmanyGdimensionsGareGrequiredGtoGapproximateGtheGpotentialGenergyGlandscapeGofGaGmodelG
proteinkVGJournalcofcChemicalcPhysicsTG2005TGZ[[TGd`cZ` 3.9 49

208 TheGqffectGofGpispersionGoorrectionGonGtheGmdsorptionGofGo{GonGyetallicGzanoparticlesVGJournalcofc
PhysicalcChemistrycATG2015TGZZeTGecX]Ue 2.8 48

207 qmpiricalG}otentialsGforGyodelingG olidsTG urfacesTGandGolustersVGJournalcofcSolidcStatecChemistryTG
1999TGZ`aTGaZcUa`X 3.3 47

206
oUttriplebond{GhydrogenGbondGmediatedGchainGreversalGinGaGpeptideGcontainingGaGgammaUaminoG
acidGresidueTGdeterminedGdirectlyGfromGpowderGöUrayGdiffractionGdataVGAngewandtecChemiecqc
InternationalcEditionTG2002TG`ZTG`e`Ub

16.4 46

205 unGsituGhighUpotentialUdrivenGsurfaceGrestructuringGofGternaryGmg}dU}tGaerogelsGwithGrecordUhighG
performanceGimprovementGforGformateGoxidationGelectrocatalysisVGNanoscaleTG2019TGZZTGZ`Zc`UZ`Zda 7.7 45

204 oollectiveGplasmonGmodesGinGaGcompositionallyGasymmetricGnanoparticleGdimerVGAIPcAdvancesTG2011TG
ZTGX][Z]` 1.5 44

203 pefinitionGofGaGγguidingGfunctionNGinGglobalGoptimizationfGaGhybridGapproachGcombiningGenergyGandG
–UfactorGinGstructureGsolutionGfromGpowderGdiffractionGdataVGChemicalcPhysicscLettersTG2000TG]ZcTG[ebU]X]2.5 44

202 yetalGzanoparticlesGandGzanoalloysVGFrontierscofcNanoscienceTG2012TG]TGZU`[ 0.7 43

201 seometryGoptimisationGofGaluminiumGclustersGusingGaGgeneticGalgorithmVGChemPhysChemTG2002TG]TG`XdUZa3.2 43

200 mGsilverâ��copperGmetallicGglassGelectrocatalystGwithGhighGactivityGandGstabilityGcomparableGtoG}tWoGforG
zincâ��airGbatteriesVGJournalcofcMaterialscChemistrycATG2016TG`TG]a[cU]a]c 13 42

199 mnGatomisticGviewGofGtheGinterfacialGstructuresGofGmu–hGandGmu}dGnanorodsVGNanoscaleTG2013TGaTGc`a[Uc 7.7 42

198 TheGqffectGofGo{GandGtGohemisorptionGonGtheGohemicalG{rderingGofGnimetallicGolustersVGJournalcofc
PhysicalcChemistrycCTG2010TGZZ`TGZebcdUZebdb 3.8 41

197  tructuresGandG tabilitiesGofG}latinumâ��soldGzanoclustersVGJournalcofcComputationalcandcTheoreticalc
NanoscienceTG2009TGbTGdacUdbb 0.3 41

196 pependenceGofGtheGstructuresGandGchemicalGorderingGofG}dâ��}tGnanoalloysGonGpotentialGparametersVG
JournalcofcMaterialscChemistryTG2008TGZdTG`Za` 40

195 yartensiticGtransformationsGinGmgâ��muGbimetallicGcoreUshellGnanoalloysVGAppliedcPhysicscLettersTG2008TG
e[TGX[]ZZ[ 3.4 40

194 slobalGoptimizationGanalysisGofGwaterGclustersGOt[{PnGOZZknkZ]PGthroughGaGgeneticGevolutionaryG
approachVGJournalcofcChemicalcPhysicsTG2002TGZZbTGd][c 3.9 40

(2002-1999)

5



193 {pticalGandGelectronicGpropertiesGofGmixedGmgUmuGtetramerGcationsVGJournalcofcChemicalcPhysicsTG
2014TGZ`XTGXa`]Z[ 3.9 39

192 unvestigationGofGgeometricGshellGaluminumGclustersGusingGtheGsuptaGmanyUbodyGpotentialVGJournalcofc
ChemicalcPhysicsTG2000TGZZ[TG`cc]U`ccd 3.9 39

191 olusterGstructuresGandGstabilitiesGfromGsolidUstateGpotentialsVGmpplicationGtoGsiliconGclustersVGJournalc
ofcthecChemicalcSocietypcFaradaycTransactionsTG1992TGddTGZ[[e 39

190 mctivityGTrendsGofGninaryG ilverGmlloyGzanocatalystsGforG{xygenG–eductionG–eactionGinGmlkalineG
yediaVGSmallTG2017TGZ]TGZbX]]dc 11 38

189 mGdensityGfunctionalGglobalGoptimisationGstudyGofGneutralGdUatomGouUmgGandGouUmuGclustersVG
EuropeancPhysicalcJournalcDTG2013TGbcTGZ 1.3 37

188 zewGxightGonGanG{ldG toryf´ GTheG olidU tateGTransformationGofGmmmoniumGoyanateGintoGUreaVG
JournalcofcthecAmericancChemicalcSocietyTG1998TGZ[XTGZ][c`UZ][ca 16.4 37

187 TheoreticalGstudyGofGtheGstructuresGandGstabilitiesGofGironGclustersVGComputationalcandcTheoreticalc
ChemistryTG1995TG]`ZTGcaUeX 37

186 UnderstandingGandGcontrollingGtheGstructureGandGsegregationGbehaviourGofGmu–hGnanocatalystsVG
ScientificcReportsTG2016TGbTG]a[[b 4.9 37

185
–educedGsrapheneG{xideGdecoratedGwithGyanganeseGoobaltG{xideGasGyultifunctionalGyaterialGforG
yechanicallyG–echargeableGandGtybridG₀incâ��mirGnatteriesVGParticlecandcParticlecSystemsc
CharacterizationTG2017TG]`TGZcXXXec

3.1 36

184
TheoreticalGanalysisGofGtheGbondingGinGoctahedralGtransitionUmetalGclustersGcontainingGVmuVUacceptorG
andGVmuVUdonorGbridgingGligandsGandGtheirGnidoGandGarachnoGderivativesVGInorganiccChemistryTG1986TG
[aTGZbbZUZbcZ

5.1 36

183 {[GpissociationGonG₁email´ protected≤Gooreâ�� hellG}articlesGforG]dTG`dTGandGadGTransitionGyetalsVG
JournalcofcPhysicalcChemistrycCTG2015TGZZeTGZZX]ZUZZX`Z 3.8 35

182 ohemisorptionGofGo{GandGtGonG}dTG}tGandGmuGnanoclustersfGaGprTGapproachVGEuropeancPhysicalc
JournalcDTG2009TGa[TGZ]ZUZ]` 1.3 35

181 TheoreticalGstudyGofGouO]dUnPmuOnPGclustersGusingGaGcombinedGempiricalGpotentialUdensityGfunctionalG
approachVGPhysicalcChemistrycChemicalcPhysicsTG2009TGZZTGZX]`XUe 3.6 35

180  trategiesGforGincreasingGtheGefficiencyGofGaGgeneticGalgorithmGforGtheGstructuralGoptimizationGofG
nanoalloyGclustersVGJournalcofcComputationalcChemistryTG2005TG[bTGZXbeUcd 3.5 35

179 qvaluationGofGphotodissociationGspectroscopyGasGaGstructureGelucidationGtoolGforGisolatedGclustersfGaG
caseGstudyGofGmg`OSPGandGmu`OSPVGPhysicalcChemistrycChemicalcPhysicsTG2013TGZaTGZecZaU[] 3.6 34

178  tudyGofG`XUatomG}tâ��muGclustersGusingGaGcombinedGempiricalGpotentialUdensityGfunctionalGapproachVG
ProceedingscofcthecRoyalcSocietycA:cMathematicalpcPhysicalcandcEngineeringcSciencesTG2011TG`bcTG[XX`U[XZe2.4 34

177 {neU}otG ynthesisGofGpealloyedGmuziGzanodendriteGasGaGnifunctionalGqlectrocatalystGforG{xygenG
–eductionGandGnorohydrideG{xidationG–eactionVGAdvancedcFunctionalcMaterialsTG2017TG[cTGZcXX[bX 15.6 33

176 TheoreticalGstudyGofGtheGstructuresGandGchemicalGorderingGofGcobaltUpalladiumGnanoclustersVG
PhysicalcChemistrycChemicalcPhysicsTG2015TGZcTG[d]ZZU[Z 3.6 32
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175 slobalGoptimizationGofGsmallGbimetallicG}dUooGbinaryGnanoalloyGclustersfGaGgeneticGalgorithmG
approachGatGtheGprTGlevelVGPhysicalcChemistrycChemicalcPhysicsTG2016TGZdTGbbcbUd[ 3.6 32

174  tructureGandGsolidGsolutionGpropertiesGof´ ouUmgGnanoalloysVGJournalcofcPhysicscCondensedcMatterTG
2014TG[bTG[ca]XZ 1.8 32

173 pirectGatomicGimagingGandGdensityGfunctionalGtheoryGstudyGofGtheGmu[`}dZGclusterGcatalystVG
NanoscaleTG2013TGaTGeb[XUa 7.7 32

172 qxploringGtheGqnergyGxandscapesGofGoyclicGTetrapeptidesGwithGpiscreteG}athG amplingVGJournalcofc
ChemicalcTheorycandcComputationTG2013TGeTGbaXUbac 6.4 32

171 TheoreticalGstudyGofGstructureGandGsegregationGinG]dUatomGmgUmuGnanoalloysVGEuropeancPhysicalc
JournalcDTG2007TG`]TGa]Uab 1.3 32

170 TopographicalGcomplexityGofGmultidimensionalGenergyGlandscapesVGProceedingscofcthecNationalc
AcademycofcSciencescofcthecUnitedcStatescofcAmericaTG2006TGZX]TGZdaaZUa 11.5 32

169 mGnewGapproachGforGindexingGpowderGdiffractionGdataGbasedGonGwholeUprofileGfittingGandGglobalG
optimizationGusingGaGgeneticGalgorithmVGJournalcofcSynchrotroncRadiationTG1999TGbTGdcUe[ 2.4 32

168 }dOnPmgO`UnPGandG}dOnP}tO`UnPGclustersGonGyg{GOZXXPfGaGdensityGfunctionalGsurfaceGgeneticGalgorithmG
investigationVGNanoscaleTG2014TGbTGZZcccUdd 7.7 31

167 ohargeUinducedGdipoleGvsVGrelativisticallyGenhancedGcovalentGinteractionsGinGmrUtaggedGmuUmgG
tetramersGandGpentamersVGJournalcofcChemicalcPhysicsTG2015TGZ`]TGX[`]ZX 3.9 31

166 TheoreticalGstudiesGofG}tUTiGnanoparticlesGforGpotentialGuseGasG}qyroGelectrocatalystsVGPhysicalc
ChemistrycChemicalcPhysicsTG2012TGZ`TG]Z]`Ue 3.6 31

165 oombiningGTheoryGandGqxperimentGtoGoharacterizeGtheGmtomicG tructuresGofG urfaceUpepositedG
mu]XeGolustersâ� VGJournalcofcPhysicalcChemistrycCTG2007TGZZZTGZcd`bUZcdaZ 3.8 31

164 prTGslobalG{ptimizationGofGsasU}haseG ubnanometerG–uâ��}tGolustersVGJournalcofcPhysicalcChemistryc
CTG2017TGZ[ZTGZXcc]UZXcdX 3.8 30

163 tighlyGactiveGandGstableGmuziGdendritesGasGanGelectrocatalystGforGtheGoxygenGreductionGreactionGinG
alkalineGmediaVGJournalcofcMaterialscChemistrycATG2016TG`TGZcd[dUZcd]c 13 30

162 }redictingGtheG{pticalG}ropertiesGofGooreâ�� hellGandGvanusG egregatedGmuâ��yGzanoparticlesGOyGiGmgTG
}dPVGJournalcofcPhysicalcChemistrycCTG2012TGZZbTG[]bZbU[]b[d 3.8 30

161 }otentialGenergyGfunctionsGforGatomicGsolidsVGMolecularcPhysicsTG1991TGc]TG[baU[d[ 1.7 30

160 qnergyGlandscapeGandGglobalGoptimizationGforGaGfrustratedGmodelGproteinVGJournalcofcPhysicalc
ChemistrycBTG2011TGZZaTGZZa[aUe 3.4 29

159 }lasmonicG}ropertiesGofG ilverGzanoparticlesGonGTwoG ubstratesVGPlasmonicsTG2009TG`TGZ`cUZa[ 2.4 29

158 prTGglobalGoptimisationGofGgasUphaseGandGyg{UsupportedGsubUnanometreGmu}dGclustersVGPhysicalc
ChemistrycChemicalcPhysicsTG2016TGZdTG[bZ]]U[bZ`] 3.6 28

(2016-2016)
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157 {vergrowthGofG–hodiumGonGsoldGzanorodsVGJournalcofcPhysicalcChemistrycCTG2012TGZZbTGZX]Z[UZX]Zc 3.8 28

156 nismuthUdopedGtinGclustersfGexperimentalGandGtheoreticalGstudiesGofGneutralG₀intlGanaloguesVG
JournalcofcPhysicalcChemistrycATG2012TGZZbTGccabUb` 2.8 28

155 yodellingGtransitionGmetalGsurfacesGwithGempiricalGpotentialsVGSurfacecScienceTG1994TG]X`TG[[]U[]b 1.8 28

154 seneralGtheoreticalGanalysisGofGthreeUconnectedGpolyhedralGmoleculesGandGtheirGcappedGderivativesVG
JournalcofcOrganometalliccChemistryTG1985TG[dXTG`XcU`Zd 2.3 28

153  tructuresGandGqnergyGxandscapesGofGtydratedG ulfateGolustersVGJournalcofcChemicalcTheorycandc
ComputationTG2015TGZZTG[]ccUd` 6.4 27

152 TheoreticalG tudyGofGtheG tructuresGandGohemicalG{rderingGofG}alladiumâ��soldGzanoalloysG
 upportedGonGyg{OZXXPVGJournalcofcPhysicalcChemistrycCTG2013TGZZcTG[e]U]XZ 3.8 27

151 seneralGtheoreticalGanalysisGofGfourUconnectedGpolyhedralGmoleculesVGJournalcofcOrganometallicc
ChemistryTG1985TG[dXTG`ZeU`[d 2.3 27

150 TuningGelectronicGandGcompositionGeffectsGinGrutheniumUcopperGalloyGnanoparticlesGanchoredGonG
carbonGnanofibersGforGrechargeableGxiUo{[GbatteriesVGChemicalcEngineeringcJournalTG2019TG]caTGZ[Zecd 14.7 26

149 slobalGminimumG}tOZ]PyO[XPGOyGiGmgTGmuTGouTG}dPGdodecahedralGcoreUshellGclustersVGJournalcofc
PhysicalcChemistrycATG2013TGZZcTGZ`[bZUb 2.8 26

148 mnGempiricalGmanyUbodyGpotentialUenergyGfunctionGforGaluminumVGmpplicationGtoGsolidGphasesGandG
microclustersVGJournalcofcChemicalcPhysicsTG1992TGecTGcdXeUcd[Z 3.9 26

147 yodellingGofGsurfaceGrelaxationGandGmeltingGofGaluminiumVGSurfacecScienceTG1997TG]c]TGbcUd` 1.8 25

146 mpplicationGofGaG}arallelGseneticGmlgorithmGtoGtheGslobalG{ptimizationGofGsasU}haseGandG upportedG
soldâ��uridiumG ubUzanoalloysVGJournalcofcPhysicalcChemistrycCTG2016TGZ[XTG]caeU]cba 3.8 24

145 slobalGoptimizationGofGdUZXGatomGpalladiumUiridiumGnanoalloysGatGtheGprTGlevelVGJournalcofcPhysicalc
ChemistrycATG2014TGZZdTG[XdUZ` 2.8 24

144 mGgroupGtheoreticalGparadigmGforGdescribingGtheGskeletalGmolecularGorbitalsGofGclusterGcompoundsVG
}artGZVGpeltahedralGclustersVGJournalcofcthecChemicalcSocietycDaltoncTransactionsTG1987TGb`c 24

143 mGgroupGtheoreticalGparadigmGforGdescribingGtheGskeletalGmolecularGorbitalsGofGclusterGcompoundsVG
}artG[VGnisphericalGclustersVGJournalcofcthecChemicalcSocietycDaltoncTransactionsTG1987TGZ``a 23

142 pevelopmentGandGoptimisationGofGaGnovelGgeneticGalgorithmGforGstudyingGmodelGproteinGfoldingVG
TheoreticalcChemistrycAccountsTG2004TGZZ[TGZb] 1.9 22

141 mbGinitioGstructureGdeterminationGofGaGpeptide˛†UturnGfromGpowderGöUrayGdiffractionGdataVGChemicalc
CommunicationsTG2001TGZ`bXUZ`bZ 5.8 22

140 slobalGpotentialsGforGcalciumGandGstrontiumGsolidsVGJournalcofcthecChemicalcSocietypcFaradayc
TransactionsTG1996TGe[TG`[a 22
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139 TheG}airingG}rincipleGinGTensorG urfaceGtarmonicGTheoryfGpefinitionGofGaGgeneralGclassGofGzUatomG
polarGdeltahedraGwithGzGskeletalGelectronGpairsVGPolyhedronTG1986TGaTG[XaeU[XbZ 2.7 22

138 {pticalGmbsorptionGofG mallG}alladiumUpopedGsoldGolustersVGParticlecandcParticlecSystemsc
CharacterizationTG2016TG]]TG]b`U]c[ 3.1 22

137
qngineeringGnimetallicGmgUouGzanoalloysGforGtighlyGqfficientG{xygenG–eductionGoatalystsfGmG
suidelineGforGpesigningGmgUnasedGqlectrocatalystsGwithGmctivityGoomparableGtoG}tWoU[XVGSmallTG2017
TGZ]TGZbX]dcb

11 21

136 oomparativeGmodellingGofGchemicalGorderingGinGpalladiumUiridiumGnanoalloysVGJournalcofcChemicalc
PhysicsTG2014TGZ`ZTG[[`]Xc 3.9 21

135 zotefGgasGphaseGstructuresGofGbareG idGandG iZZGclustersGfromGmolecularGbeamGelectricGdeflectionG
experimentsVGJournalcofcChemicalcPhysicsTG2012TGZ]bTGZdbZXZ 3.9 21

134 qffectGofGpalladiumGdopingGonGtheGstabilityGandGfragmentationGpatternsGofGcationicGgoldGclustersVG
PhysicalcReviewcATG2018TGecTG 2.6 21

133 susmfGaGversatileGgeneticGalgorithmGforGfreeGandGsupportedGclustersGandGnanoparticlesGinGtheG
presenceGofGligandsVGNanoscaleTG2019TGZZTGeX`[UeXa[ 7.7 20

132 xeveragingGtierarchicalG elfUmssemblyG}athwaysGforG–ealizingGoolloidalG}hotonicGorystalsVGACScNano
TG2020TGZ`TGa]`dUa]ae 16.7 20

131 soldUoopperGmerogelsGwithGuntriguingG urfaceGqlectronicGyodulationGasGtighlyGmctiveGandG tableG
qlectrocatalystsGforG{xygenG–eductionGandGnorohydrideG{xidationVGChemSusChemTG2018TGZZTGZ]a`UZ]b` 8.3 20

130 prTGstudiesGofGoxygenGdissociationGonGtheGZZbUatomGplatinumGtruncatedGoctahedronGparticleVG
PhysicalcChemistrycChemicalcPhysicsTG2014TGZbTG[ba]eU`a 3.6 20

129  tructuralGunsightsGintoGZeUmtomG}dW}tGzanoparticlesfGmGoomputationalG}erspectiveVGJournalcofc
PhysicalcChemistrycCTG2009TGZZ]TGZaeX`UZaeXd 3.8 20

128 qmpiricalGmanyUbodyGpotentialGenergyGfunctionsGforGironVGThecJournalcofcPhysicalcChemistryTG1993TG
ecTGZ[Xc]UZ[Xd[ 20

127 oarbonGclusterGstructuresGandGstabilitiesGpredictedGfromGsolidUstateGpotentialsVGJournalcofcthec
ChemicalcSocietypcFaradaycTransactionsTG1994TGeXTG]X[e 20

126  ynthesisGandGstructuralGcharacterisationGofGaGnovelGhighUnuclearityGgoldâ��tinGclusterGcompoundTG
₁mudO}}h]PcO nol]P≤[₁ nolb≤VGJournalcofcthecChemicalcSocietycDaltoncTransactionsTG1988TGZcaZUZcab 20

125 mGprTGstudyGofGmolecularGadsorptionGonGmuâ��–hGnanoalloysVGCatalysiscSciencecandcTechnologyTG2016TG
bTGbeZbUbe]Z 5.5 20

124 VisualizingGenergyGlandscapesGwithGmetricGdisconnectivityGgraphsVGJournalcofcComputationalc
ChemistryTG2014TG]aTGZ`dZUeX 3.5 19

123  upportGandG{xidationGqffectsGonG ubnanometerG}alladiumGzanoparticlesVGJournalcofcPhysicalc
ChemistrycCTG2014TGZZdTG]adZU]ade 3.8 19

122  tructuresGofGsmallGTiUGandGVUdopedG}tGclustersfGmGsmUprTGstudyVGComputationalcandcTheoreticalc
ChemistryTG2013TGZX[ZTGeZUZXX 2 19

(2013-1986)
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121  izeGeffectGonGtheGadsorptionGandGdissociationGofGo{[GonGooGnanoclustersVGAppliedcSurfacecScienceTG
2017TG]ebTGa]eUa`b 6.7 19

120 qlectronicG}ropertiesGofG}tâ��TiGzanoalloysGandGtheGqffectGonG–eactivityGforGUseGinG}qyrosVGJournalcofc
PhysicalcChemistrycCTG2012TGZZbTGZa[`ZUZa[aX 3.8 19

119 qvolutionaryGtechniquesGinGatomisticGsimulationfGthinGfilmsGandGnanoparticlesVGCurrentcOpinioncinc
SolidcStatecandcMaterialscScienceTG2003TGcTG]UZ[ 12 19

118 TheoreticalGanalysisGofGZcâ��ZeUatomGmetalGclustersGusingGmanyUbodyGpotentialsVGDaltoncTransactionsc
RSCTG2000TG]XcU]Zb 19

117 }otentialUenergyGfunctionsGforGouTGmgGandGmuGsolidsGandGtheirGapplicationGtoGclustersGofGtheseG
elementsVGJournalcofcthecChemicalcSocietypcFaradaycTransactionsTG1993TGdeTGZbae 19

116 TheGclassificationGofGtensorGsurfaceGharmonicGfunctionsGforGclustersGandGcoordinationGcompoundsVG
TheoreticacChimicacActaTG1989TGcaTGZZU][ 19

115 nifunctionalGqlectrocatalystsGforG{xygenG–eductionGandGnorohydrideG{xidationG–eactionsGUsingG
mg nGzanointermetallicGforGtheGqnsembleGqffectVGACScAppliedcMaterialsciamp;cInterfacesTG2017TGeTG]acXZU]acZZ9.5 18

114 qnergyGlandscapeGexplorationGofGsubUnanometreGcopperUsilverGclustersVGChemPhysChemTG2015TGZbTGZ`bZUe3.2 18

113 yodelingGnanoscaleGinhomogeneitiesGforGquantitativeGtmmprG TqyGimagingVGPhysicalcReviewc
LettersTG2014TGZZ]TGXcaaXZ 7.4 18

112  mallGoopperGolustersGinGmrG hellsfGmG tudyGofGxocalG tructureVGJournalcofcPhysicalcChemistrycCTG2009TG
ZZ]TGeXdbUeXeZ 3.8 18

111 }assivatedGclustersfGaGtheoreticalGinvestigationGofGtheGeffectGofGsurfaceGligationGonGclusterG
geometryVGPhysicalcChemistrycChemicalcPhysicsTG2002TG`TG`ZbdU`ZcZ 3.6 18

110 mG}erspectiveGonGtheGyetalUzonmetalGTransitionVGSolidcStatecPhysicsTG1999TGa[TG[[eU]]d 2 18

109 }otentialGenergyGfunctionsGforGatomicGsolidsVGMolecularcPhysicsTG1992TGcbTGbZeUb]] 1.7 18

108 usomersGandGqnergyGxandscapesGofG}erchlorateUéaterGolustersGandGaGoomparisonGtoG}ureGéaterGandG
 ulfateUéaterGolustersVGJournalcofcPhysicalcChemistrycATG2016TGZ[XTG`XXdUZa 2.8 18

107 oomputationalGandGexperimentalGinvestigationsGintoGtheGconformationsGofGcyclicG
tetraU˛–W˛†UpeptidesVGJournalcofcPhysicalcChemistrycBTG2013TGZZcTGdZ[[U]` 3.4 17

106 }otentialGenergyGfunctionsGforGatomicGsolidsVGMolecularcPhysicsTG1993TGcdTGZ`XaUZ`[[ 1.7 17

105 mg nGintermetallicsGasGhighlyGselectiveGandGactiveGoxygenGreductionGelectrocatalystsGinG
membranelessGalkalineGfuelGcellsVGJournalcofcPowercSourcesTG2018TG`X`TGZXbUZZc 8.9 17

104 unterdependenceGofGstructureGandGchemicalGorderGinGhighGsymmetryGO}dmuPzGnanoclustersVGRSCc
AdvancesTG2012TG[TGadb] 3.7 16
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103 mGseneticGmlgorithmGforGorystalG tructureG olutionGfromG}owderGpiffractionGpataVGJournalcofc
ChemicalcResearchcSynopsesTG1998TG]eXU]eZ 16

102 {pticalGabsorptionGspectraGandGstructuresGofGmgGSbGandGmgGSdVGEuropeancPhysicalcJournalcDTG2015TG
beTGZ 1.3 15

101 pevelopmentGandGoptimizationGofGaGnovelGgeneticGalgorithmGforGidentifyingGnanoclustersGfromG
scanningGtransmissionGelectronGmicroscopyGimagesVGJournalcofcComputationalcChemistryTG2012TG]]TG]eZU`XX3.5 15

100 zineUmtomGTinUnismuthGolustersfGyimickingGqxcessGqlectronsGbyGqlementG ubstitutionVG
ChemPlusChemTG2012TGccTGa][Ua]a 2.8 15

99 zanoalloysfGfromGtheoryGtoGapplicationVG}refaceVGFaradaycDiscussionsTG2008TGZ]dTGeUZX 3.6 15

98 mtomGorderingGinGcuboctahedralGziâ��mlGnanoalloysVGInorganicacChimicacActaTG2006TG]aeTG]b`eU]bad 2.7 15

97
zeueGyˆ¶glichkeitenGderG trukturermittlungGausG}ulverbeugungsdatenGâ��GnestimmungGderG
wristallstrukturGeinesGmolekularenG ystemsGmitGzwˆ¶lfGvariablenGTorsionswinkelnVGAngewandtec
ChemieTG1999TGZZZTGdbXUdb`

3.6 15

96 rirstGprinciplesGglobalGoptimizationGofGmetalGclustersGandGnanoalloysVGAdvancescincPhysics:cXTG2018TG]TG ZXXXXe5.1 15

95 mGprTGstudyGofGmolecularGadsorptionGonGtitaniaUsupportedGmu–hGnanoalloysVGComputationalcandc
TheoreticalcChemistryTG2017TGZZXcTGZ`[UZaZ 2 14

94 yodellingGfreeGandGoxideUsupportedGnanoalloyGcatalystsfGcomparisonGofGbulkUimmiscibleG}dUurGandG
muU–hGsystemsGandGinfluenceGofGaGTi{GsupportVGFaradaycDiscussionsTG2018TG[XdTGa]Ubb 3.6 14

93 mlteringGo{GbindingGonGgoldGclusterGcationsGbyG}dUdopingVGNanoscaleTG2019TGZZTGZbZ]XUZbZ`Z 7.7 14

92 qnergyGxandscapesGandGslobalG{ptimizationGofG elfUmssemblingGoyclicG}eptidesVGJournalcofcChemicalc
TheorycandcComputationTG2014TGZXTGZdZXUb 6.4 14

91 mdsorptionGofGmcetonitrileTGnenzeneTGandGnenzonitrileGonG}tOZZZPfG ingleGorystalGmdsorptionG
oalorimetryGandGpensityGrunctionalGTheoryVGJournalcofcPhysicalcChemistrycCTG2017TGZ[ZTG[Z]a`U[Z]b] 3.8 14

90 TetrahelixGconformationsGandGtransformationGpathwaysGinG}tZ}dZ[GclustersVGJournalcofcPhysicalc
ChemistrycATG2012TGZZbTGa[]aUe 2.8 14

89 mbGinitioGcalculationGofG[tGquadrupoleGcouplingGconstantsGinGmolecularGcrystalsfGapplicationGtoG
polymorphsGofGoxalicGacidGdihydrateVGChemicalcPhysicscLettersTG1997TG[cbTGZdbUZea 2.5 14

88 mdvantagesGofGaGredefinitionGofGvariableUspaceGinGdirectUspaceGstructureGsolutionGfromGpowderGxUrayG
diffractionGdataVGChemPhysChemTG2007TGdTGbaXU] 3.2 14

87 qmpiricalGpotentialUenergyGfunctionGforGcalciumGsolidsGandGclustersVGPhysicalcReviewcBTG1994TG`eTG]XdeU]Xec3.3 14

86 mllowedGandGforbiddenGnatureGofGdiamondUGsquareUdiamondGdegenerateGrearrangementsGinG
polyhedralGboranesUaGgeneralGtopologicalGanalysisVGPolyhedronTG1988TGcTG[`]cU[`]e 2.7 14

(1988-1998)

11



85  tructuralGevolutionGandGmetallicityGofGleadGclustersVGNanoscaleTG2016TGdTGZZZa]UbX 7.7 14

84 qffectGofGo{GandGtGadsorptionGonGtheGcompositionalGstructureGofGbinaryGnanoalloysGviaGprTG
modelingVGEuropeancPhysicalcJournalcDTG2013TGbcTGZ 1.3 13

83  tudyGofGtheGstabilityGofGsmallGmu–hGclustersGfoundGbyGaGseneticGmlgorithmGmethodologyVG
ComputationalcandcTheoreticalcChemistryTG2017TGZZZeTGaZUad 2 13

82 oommunicationfGslobalGminimumGsearchGofGmgâ��â��SGwithGmolecularGbeamGopticalGspectroscopyVG
JournalcofcChemicalcPhysicsTG2014TGZ`ZTGZdZZX` 3.9 13

81 TqyGcharacterizationGofGchemicallyGsynthesizedGcopperâ��goldGnanoparticlesVGJournalcofcNanoparticlec
ResearchTG2011TGZ]TG`[[eU`[]c 2.3 13

80 TheoreticalGandGqxperimentalG tudiesGofGtheG{pticalG}ropertiesGofGoonjoinedGsoldâ��}alladiumG
zanospheresVGJournalcofcPhysicalcChemistrycCTG2010TGZZ`TG[Z[`cU[Z[aZ 3.8 13

79  olidUstateGandGsolutionGphaseGreactivityGofGZXUhydroxyUZXTeUboroxophenanthrenefGaGmodelGbuildingG
blockGforGselfUassemblyGprocessesVGNewcJournalcofcChemistryTG2002TG[bTGcXZUcZX 3.6 13

78 prTGstudyGofGtheGstructureTGchemicalGorderingGandGmolecularGadsorptionGofG}dUurGnanoalloysVG
PhysicalcChemistrycChemicalcPhysicsTG2017TGZeTG[cXeXU[cXed 3.6 12

77 mGtheoreticalGstudyGofGtheGstructuresGandGopticalGspectraGofGhelicalGcopperUsilverGclustersVGPhysicalc
ChemistrycChemicalcPhysicsTG2014TGZbTG[ZX]eU`d 3.6 12

76 unfluenceGofGspinUorbitGeffectsGonGstructuresGandGdielectricGpropertiesGofGneutralGleadGclustersVG
JournalcofcChemicalcPhysicsTG2014TGZ`XTGZb`]Z] 3.9 12

75 sainingGinsightsGintoGtheGevolutionaryGbehaviourGinGgeneticGalgorithmGcalculationsTGwithGapplicationsG
inGstructureGsolutionGfromGpowderGdiffractionGdataVGChemicalcPhysicscLettersTG2002TG]a]TGZdaUZe` 2.5 12

74 mpplicationsGofGqvolutionaryGoomputationGinG tructureGpeterminationGfromGpiffractionGpataVG
StructurecandcBondingTG2004TGaaUe` 0.9 12

73 TheGkagomˆ'GnetfGnandGtheoreticalGandGtopologicalGaspectsVGPolyhedronTG1990TGeTGZeXZUZeZZ 2.7 12

72 peterminationGofGtheGenergyGlandscapeGofG}dZ[}tZGusingGaGcombinedGgeneticGalgorithmGandG
thresholdGenergyGmethodVGRSCcAdvancesTG2013TG]TGZZacZ 3.7 11

71 –ecentGadvancesGinGopportunitiesGforGsolvingGmolecularGcrystalGstructuresGdirectlyGfromGpowderG
diffractionGdatafGnewGinsightsGinGcrystalGengineeringGcontextsVGCrystEngCommTG2002TG`TG]abU]bc 3.3 11

70  tructureGpeterminationGofGanG{ligopeptideGpirectlyGfromG}owderGpiffractionGpataVGAngewandtec
ChemieTG2000TGZZ[TG`bb[U`bba 3.6 11

69 olosedUshellGthreeUconnectedGclustersfGtopologicalGandGgroupUtheoreticalGaspectsVGJournalcofcthec
ChemicalcSocietypcFaradaycTransactionsTG1991TGdcTG]]a] 11

68 prTUnasedGslobalG{ptimizationGofG ubUnanometerGziâ��}dGolustersVGJournalcofcPhysicalcChemistrycCTG
2019TGZ[]TG[bad]U[baeb 3.8 10
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67 mpplicationGofGaGparallelGgeneticGalgorithmGtoGtheGglobalGoptimizationGofGmediumUsizedGmuâ��}dG
subUnanometreGclustersVGEuropeancPhysicalcJournalcBTG2018TGeZTGZ 1.2 10

66 mGcomparativeGstudyGofGmum–hnGO`Gâ�⁄GmGSGnGâ�⁄GbPGclustersGinGtheGgasGphaseGversusGthoseGdepositedGonG
OZXXPGyg{VGPhysicalcChemistrycChemicalcPhysicsTG2016TGZdTG[[Z[[Ud 3.6 10

65 yodellingGtheGmetalUonUtopGeffectGforG}dGclustersGonGtheGyg{{ZXX}GsubstrateVGJournalcofcChemicalc
PhysicsTG2013TGZ]dTG[[`cX] 3.9 10

64 oonfigurationGofGmicrobiallyGsynthesizedG}dUmuGnanoparticlesGstudiedGbyG TqyUbasedGtechniquesVG
NanotechnologyTG2012TG[]TGXaacXZ 3.4 10

63
mGtheoreticalGstudyGonGtheGgeometryGandGspectroscopicGpropertiesGofGgroundUstateGandGlocalG
minimaGisomersGofGOou Pni[UbGclustersVGPhysicacE:cLowqDimensionalcSystemscandcNanostructuresTG
2018TGecTGZUc

3 9

62 racetingGpreferencesGforGmuOzPGandG}dOzPGnanoclustersGwithGhighUsymmetryGmotifsVGPhysicalc
ChemistrycChemicalcPhysicsTG2013TGZaTGd]e[U`XX 3.6 9

61 qnergeticGandG tructuralGmnalysisGofGZX[UmtomG}dâ��}tGzanoparticlesfGmGoompositionUpependentG
 tudyVGJournalcofcComputationalcandcTheoreticalcNanoscienceTG2010TGcTGZeeU[X` 0.3 9

60 oharacterizingGpotentialGsurfaceGtopographiesGthroughGtheGdistributionGofGsaddlesGandGminimaVG
JournalcofcPhysicalcChemistrycATG2006TGZZXTGZZa`]UaX 2.8 9

59 –ationalizingGtheGstructuralGpropertiesGofGbupivacaineGbaseUUaGlocalGanestheticUUdirectlyGfromG
powderGöUrayGdiffractionGdataVGJournalcofcPharmaceuticalcSciencesTG2004TGe]TGbbcUc` 3.9 9

58 }owderGpiffractionGundexingGasGaG}atternG–ecognitionG}roblemfGGmGzewGmpproachGforGUnitGoellG
peterminationGnasedGonGanGmrtificialGzeuralGzetworkVGJournalcofcPhysicalcChemistrycATG2004TGZXdTGcZZUcZb2.8 9

57  tructuralGmspectsGofGtighUqfficiencyGnlueUqmittingG[TaUnisOtrimethylsilylPthiopheneU T UdioxideGandG
–elatedGyaterialsVGJournalcofcSolidcStatecChemistryTG2001TGZbZTGZ[ZUZ[d 3.3 9

56 oomputationalGstudyGofGtheGadsorptionGofGbenzeneGandGhydrogenGonGpalladiumâ��iridiumGnanoalloysVG
JournalcofcOrganometalliccChemistryTG2015TGce[TGZeXUZe] 2.3 7

55 ohargeGandGoompositionalGqffectsGonGtheG[pâ��]pGTransitionGinG{ctamericGmgmuGolustersVGZeitschriftc
FurcPhysikalischecChemieTG2016TG[]XTGeaaUeca 3.1 7

54 TheoreticalGinvestigationGofGtheGstructuresGofGunsupportedG]dUatomGou}tGclustersVGEuropeanc
PhysicalcJournalcBTG2018TGeZTGZ 1.2 7

53 ohiralGeffectsGonGhelicityGstudiedGviaGtheGenergyGlandscapeGofGshortGOpTGxPUalanineGpeptidesVGJournalc
ofcChemicalcPhysicsTG2015TGZ`]TGZbaZX] 3.9 7

52 TheGphotoelectronGspectrumGofGthiazylGcyanideTGz ozVGChemicalcPhysicscLettersTG1995TG[]]TG]]U]a 2.5 7

51 oanGaG ingleGValenceGqlectronGmlterGtheGqlectrocatalyticGmctivityGandG electivityGforGo{[G–eductionG
onGtheG ubnanometerG calekVGJournalcofcPhysicalcChemistrycCTG2019TGZ[]TGZ`aeZUZ`bXe 3.8 6

50 }hysicoUohemicalGunsightsGintoGsasU}haseGandG{xideU upportedG ubUzanometreGmuouGolustersVG
ZeitschriftcFurcPhysikalischecChemieTG2019TG[]]TGdZ]Ud`] 3.1 6

(2019-2018)
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49 xowUlossGopticalGmagneticGmetamaterialsGonGmgâ��muGbimetallicGfishnetsVGJournalcofcMagnetismcandc
MagneticcMaterialsTG2012TG][`TG[b[aU[b]X 2.8 6

48 ₀umGoharakterGderGchemischenGnindungGvonGmrgonatomenGmitGgemischtenGsoldW ilberUTrimerenVG
AngewandtecChemieTG2015TGZ[cTGZXd[[UZXd[c 3.6 6

47 yathematicalGclusterGchemistryG1997TGZU]` 6

46 oâ��tkkk{GtydrogenGnondGyediatedGohainG–eversalGinGaG}eptideGoontainingGaG˛‡UmminoGmcidG–esidueTG
peterminedGpirectlyGfromG}owderGöUrayGpiffractionGpataVGAngewandtecChemieTG2002TGZZ`TGaZ[UaZ` 3.6 6

45 seneticGmlgorithmsGforGtheGseometryG{ptimizationGofGolustersGandGzanoparticlesVGStudiescinc
FuzzinesscandcSoftcComputingTG2003TGZbZU[X` 0.7 6

44 ohemicalGbondingGinGinitialGbuildingGblocksGofGsemiconductorsfGseometricalGstructuresGandGopticalG
absorptionGspectraGofGisolatedGandGodGspeciesVGJournalcofcChemicalcPhysicsTG2018TGZ`eTG[``]Xd 3.9 6

43 TheGprTUgeneticGalgorithmGapproachGforGglobalGoptimizationGofGsubnanometerGbimetallicGclustersVG
FrontierscofcNanoscienceTG2018TGZ[TGZ`aUZbe 0.7 6

42 soldGdopingGofGtinGclustersfGexoUGvsVGendohedralGcomplexesVGNanoscaleTG2019TGZZTGZ[dcdUZ[ddd 7.7 5

41 }entamericG}dmuGandG}d}tGnanoparticlesGonGtheGyg{OZGXGXPGsurfaceGandGtheirGo{GandG{[G
adsorptionGpropertiesVGEuropeancPhysicalcJournalcBTG2018TGeZTGZ 1.2 5

40 unterfacialG tructuresGandGnondingGinGyetalUooatedGsoldGzanorodsVGStructurecandcBondingTG2014TGbcUeX 0.9 5

39  urfaceGreconstructionGprecursorGtoGmeltingGinGmu]XeGclustersVGAIPcAdvancesTG2011TGZTGX][ZXa 1.5 5

38 mmmoniumGcyanatefGaGprTGstudyGofGcrystalGstructureTGrotationalGbarriersGandGvibrationalGspectrumVG
MolecularcPhysicsTG2004TGZX[TGdbeUdcb 1.7 5

37 qvolutionaryGmlgorithmsGinGorystallographicGmpplicationsVGMethodscandcPrinciplescincMedicinalc
ChemistryTG2000TGZaeUZe` 0.4 5

36  ystematicGcomputationalGstudyGofGtheGgeometricalGdependenceGofGdeuteriumGquadrupoleG
interactionGparametersGinGanG{â��[tk{koGhydrogenGbondedGsystemVGChemicalcPhysicsTG2000TG[abTGZaeUZbd 2.3 5

35 mGThresholdUyinimizationG chemeGforGqxploringGtheGqnergyGxandscapeGofGniomoleculesfGmpplicationG
toGaGoyclicG}eptideGandGaGpisaccharideVGJournalcofcChemicalcTheorycandcComputationTG2016TGZ[TG[`cZUe 6.4 5

34 TheGchallengesGofGcharacterisingGnanoparticulateGcatalystsfGgeneralGdiscussionVGFaradaycDiscussionsTG
2018TG[XdTG]]eU]e` 3.6 4

33 umprovingGtheGmdsorptionGofGmuGmtomsGandGzanoparticlesGonGsraphiteGviaGxiGuntercalationVGJournalc
ofcPhysicalcChemistrycCTG2013TGZZcTG[[bd]U[[bea 3.8 4

32 zanofingerGgrowthGonGmuOZZZPGarisingGfromGkineticGinstabilityVGPhysicalcReviewcBTG2007TGcaTG 3.3 4
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31 mnGefficientGalgorithmGforGcalculatingGwholeUprofileGfunctionsGinGcrystalGstructureGsolutionGfromG
powderGdiffractionGdataVGChemicalcPhysicscLettersTG2004TG]eXTG]e`U]ed 2.5 4

30  tructureGpeterminationGofG`T`NUTrimethylenedipyridineGfromG}owderGpiffractionGpataVGMaterialsc
SciencecForumTG2001TG]cdU]dZTGcd`Ucdd 0.4 4

29 mpplicationGofGseneticGmlgorithmsGinGzanosciencefGolusterGseometryG{ptimizationVGLecturecNotescinc
ComputercScienceTG2002TGe[UZXZ 0.9 4

28
mGmethodGforGunderstandingGcharacteristicsGofGmultiUdimensionalGhypersurfacesTGillustratedGbyG
energyGandGpowderGprofileG–UfactorGhypersurfacesGforGmolecularGcrystalsVGZeitschriftcFurc
KristallographiecqcCrystallinecMaterialsTG2001TG[ZbTGZdcUZde

1 4

27 pevelopmentGofGaGseneticGmlgorithmGforG{ptimizationGofGzanoalloysVGLecturecNotescincComputerc
ScienceTG2004TGZ]ZbUZ]Zc 0.9 4

26  tructuralGandGmagneticGpropertiesGofGooU}tGclustersfGmGspinUpolarizedGdensityGfunctionalGstudyVG
JournalcofcMagnetismcandcMagneticcMaterialsTG2020TGaX]TGZbbbaZ 2.8 3

25 }roteinGstructureGoptimizationGwithGaGIxamarckianIGantGcolonyGalgorithmVGIEEEsACMcTransactionsconc
ComputationalcBiologycandcBioinformaticsTG2013TGZXTGZa`dUa[ 3 3

24 unvestigationGofGtheG tructuresGandGqnergyGxandscapesGofGThiocyanateUéaterGolustersVGInorganicsTG
2017TGaTG[X 2.9 3

23 TheGqffectGofGzonnativeGunteractionsGonGtheGqnergyGxandscapesGofGrrustratedGyodelG}roteinsVG
JournalcofcAtomicpcMolecularpcandcOpticalcPhysicsTG2012TG[XZ[TGZUe 3

22 mnalyzingGenergyGlandscapesGforGfoldingGmodelGproteinsVGJournalcofcChemicalcPhysicsTG2006TGZ[`TG[X`cZ` 3.9 3

21 }olymorphismGofGaGnovelGsodiumGionGchannelGblockerVGJournalcofcPharmaceuticalcSciencesTG2003TGe[TG[XZcU[b3.9 3

20  tructureG olutionGofGyolecularGorystalsGfromG}owderGpiffractionGpataGUsingGseneticGmlgorithmsfG
{pportunitiesGinGmcademicGandGundustrialG–esearchVGMaterialscSciencecForumTG2001TG]cdU]dZTG]dU`b 0.4 3

19 –ecentGmdvancesGinGtheG{pportunitiesGforG olvingGyolecularGorystalG tructuresGpirectlyGfromG
}owderGpiffractionGpataVGMolecularcCrystalscandcLiquidcCrystalsTG2002TG]deTGZ[]UZ[e 0.5 3

18  tructuralG–ationalizationGpirectlyGfromG}owderGpiffractionGpatafGGuntermolecularGmggregationGinG
[UOyethylsulfonylPethylG uccinimidylGoarbonateVGCrystalcGrowthcandcDesignTG2001TGZTG`[aU`[d 3.5 3

17 usomersGandGenergyGlandscapesGofGmicroUhydratedGsulfiteGandGchlorateGclustersVGPhilosophicalc
TransactionscSeriescApcMathematicalpcPhysicalpcandcEngineeringcSciencesTG2018TG]cbTG 3 3

16 TruncatedUoctahedralGcopperUgoldGnanoparticlesVGJournalcofcPhysics:cConferencecSeriesTG2010TG[`ZTGXZ[Xdb0.3 2

15 TheoreticalGinvestigationsGofGnanopatterningGonGtheGmuOZGZGZPGsurfaceVGSurfacecScienceTG2007TGbXZTG`ZcaU`Zce1.8 2

14  tructureGpeterminationGofGanG{ligopeptideGpirectlyGfromG}owderGpiffractionGpataG2000TG]eTG``dd 2

(2000-2004)

15



13 qffectsGofGtydrationGonGtheGoonformationalGnehaviorGofGrlexibleGyoleculesGwithGTwoGohargeG
oentersVGJournalcofcPhysicalcChemistrycATG2020TGZ[`TGa][]Ua]]X 2.8 1

12 mnionicGcobaltUplatinumUethynylGOoo}tâ��o[tPGmetalUorganicGsubnanoparticlesfGaGprTGmodelingGstudyVG
EuropeancPhysicalcJournalcBTG2018TGeZTGZ 1.2 1

11 TheoryGasGaGdrivingGforceGtoGunderstandGreactionsGonGnanoparticlesfGgeneralGdiscussionVGFaradayc
DiscussionsTG2018TG[XdTGZ`cUZda 3.6 1

10 zewGyethodologiesGforG olvingGorystalG tructuresGfromG}owderGpiffractionGpataVGMolecularcCrystalsc
andcLiquidcCrystalsTG1998TG]Z]TGZUZ` 1

9  olvingGorystalG tructuresGfromG}owderGpiffractionGpataGusingGseneticGmlgorithmsVGMolecularc
CrystalscandcLiquidcCrystalsTG2001TG]abTG`beU`dZ 1

8 mnGempiricalGmanyUbodyGpotentialGenergyGfunctionGforGmodellingGytterbiumVGJournalcofcPhysicsc
CondensedcMatterTG1998TGZXTGe`ZeUe`[e 1.8 1

7 zeueGyˆ¶glichkeitenGderG trukturermittlungGausG}ulverbeugungsdatenGâ��GnestimmungGderG
wristallstrukturGeinesGmolekularenG ystemsGmitGzwˆ¶lfGvariablenGTorsionswinkelnG1999TGZZZTGdbX 1

6 mnalysisGofGtheGöUrayGabsorptionGfineGstructureGnearGtheGTixG[TG]GedgeGinGfreeGtitaniumGnanoclustersVG
JournalcofcSurfacecInvestigationTG2009TG]TG]dU`X 0.5 0

5 rundamentalGpevelopmentsGinGpirectU paceGTechniquesGforG tructureG olutionGfromG}owderG
piffractionGpataVGMaterialscSciencecForumTG2004TG``]U```TGZZU[[ 0.4

4 ThreeUdimensionalGatomicUscaleGstructureGofGsizeUselectedGnanoclustersGonGsurfacesG2008TGZ]]UZ]`

3 slobalG{ptimisationG trategiesGforGzanoalloysVGChallengescandcAdvancescincComputationalcChemistryc
andcPhysicsTG2017TGZUa[ 0.7

2 {pticalGmbsorptionfG{pticalGmbsorptionGofG mallG}alladiumUpopedGsoldGolustersGO}artVG}artVG ystVG
oharactVGcW[XZbPVGParticlecandcParticlecSystemscCharacterizationTG2016TG]]TG]b]U]b] 3.1

1 slobalGminimaGandGstructuralGpropertiesGofGmuGreGnanoalloysGfromGaGyexicanGqnhancedGseneticG
mlgorithmUbasedGpensityGrunctionalGTheoryVGChemicalcPhysicscLettersTG2021TGccbTGZ]dbca 2.5

Roy L. Johnston

16


