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353 †egulatingGelectronGtransferGoverGasymmetricGlowTspinGnoOttPGforGhighlyGselectiveGelectrocatalysisUG
ChemaCatalysisSG2022SG 8

352 lGsingleT{tTatomTonT†uTnanoparticleGelectrocatalystGforGnzTresilientGmethanolGoxidationUGNaturea
CatalysisSG2022SG]SGYZXTYZb 36.5 8

351 xodulatingG{tTzT{tGatomicGclustersGwithGisolatedGcobaltGatomsGforGenhancedGhydrogenGevolutionG
catalysisUUGNatureaCommunicationsSG2022SGXZSGY[ZW 17.4 7

350 lnG—ltraTwongTwifeGqlexibleGwithiumTSulfurGmatteryGwithGwithiumGnlothGlnodeGandG
{olysulfoneTqunctionalizedGSeparatorUGACSaNanoSG2021SGX]SGXZ]cTXZad 16.7 19

349 tsolatedGcopperTtinGatomicGinterfacesGtuningGelectrocatalyticGnzGconversionUGNaturea
CommunicationsSG2021SGXYSGX[[d 17.4 36

348 –emplateToirectedG†apidGSynthesisGofG{dTmasedG—ltrathinG{orousGtntermetallicGyanosheetsGforG
pfficientGzxygenG†eductionUGAngewandteaChemieSG2021SGXZZSGXXWZbTXXW[[ 3.6 4

347 –urningGwowTyanoscaleGtntrinsicGSiliconGsighlyGplectronTnonductiveGbyGSizGnoatingUGACSaApplieda
Materialsagamp;aInterfacesSG2021SGXZSGYW[bdTYW[cc 9.5 1

346 –emplateToirectedG†apidGSynthesisGofG{dTmasedG—ltrathinG{orousGtntermetallicGyanosheetsGforG
pfficientGzxygenG†eductionUGAngewandteaChemieaoaInternationalaEditionSG2021SGaWSGXWd[YTXWd[d 16.4 35

345 znGtheGwocationGofGmoronGinGSizYTpmbeddedGSiGyanocrystalsâ��lnG´TrayGlbsorptionGSpectroscopyG
andGoensityGqunctionalG–heoryGStudyUGPhysicaaStatusaSolidiaiBk:aBasicaResearchSG2021SGY]cSGYWWWaYZ 1.3

344 –ailoredGmrownmilleriteGzxideGnatalystGwithGxultipleGplectronicGqunctionalitiesGpnablesG—ltrafastG
°aterGzxidationUGChemistryaofaMaterialsSG2021SGZZSG]YZZT]Y[X 9.6 19

343 oefectGpngineeringGinGrrapheneTnonfinedGSingleTltomGtronGnatalystsGforG†oomT–emperatureG
xethaneGnonversionUGJournalaofaPhysicalaChemistryaCSG2021SGXY]SGXYaYcTXYaZ] 3.8 8

342 –heoryTguidedGconstructionGofGelectronTdeficientGsitesGviaGremovalGofGlatticeGoxygenGforGtheG
boostedGelectrocatalyticGsynthesisGofGammoniaUGNanoaResearchSG2021SGX[SGX[]bTX[a[ 10 2

341 pnhancingGnationicGorugGoeliveryGwithG{olymericGnarrierseG–heGnoulombTpsGSwitchGlpproachUG
AdvancedaTheoryaandaSimulationsSG2021SG[SGYWWWY[b 3.5 1

340 —nveilingGtheGroleGofGcarbonGoxidationGinGirreversibleGdegradationGofGatomicallyTdispersedGqey[G
moietiesGforGprotonGexchangeGmembraneGfuelGcellsUGJournalaofaMaterialsaChemistryaASG2021SGdSGcbYXTcbYd13 2

339 ltomicallyGoispersedGtndiumGSitesGforGSelectiveGnzGplectroreductionGtoGqormicGlcidUGACSaNanoSG
2021SGX]SG]abXT]abc 16.7 38

338 lGmolecularTlevelGstrategyGtoGboostGtheGmassGtransportGofGperovskiteGelectrocatalystGforGenhancedG
oxygenGevolutionUGAppliedaPhysicsaReviewsSG2021SGcSGWXX[Wb 17.3 12

337 tntrinsicGz††GlctivityGpnhancementGofG{tGltomicGSitesGbyGpngineeringGtheGdTmandGnenterGviaGwocalG
noordinationG–uningUGAngewandteaChemieSG2021SGXZZSGYYWcYTYYWcc 3.6 0

Sean C Smith

2



336 nontrollableGnzGelectrocatalyticGreductionGviaGferroelectricGswitchingGonGsingleGatomGanchoredGtnSeG
monolayerUGNatureaCommunicationsSG2021SGXYSG]XYc 17.4 30

335 tntrinsicGz††GlctivityGpnhancementGofG{tGltomicGSitesGbyGpngineeringGtheGdTmandGnenterGviaGwocalG
noordinationG–uningUGAngewandteaChemieaoaInternationalaEditionSG2021SGaWSGYXdXXTYXdXb 16.4 24

334 SulfurToopantT{romotedGplectroreductionGofGnzGoverGnoordinativelyG—nsaturatedGyiTyGxoietiesUG
AngewandteaChemieaoaInternationalaEditionSG2021SGaWSGYZZ[YTYZZ[c 16.4 14

333 SingleTphaseGperovskiteGoxideGwithGsuperTexchangeGinducedGatomicTscaleGsynergisticGactiveGcentersG
enablesGultrafastGhydrogenGevolutionUGNatureaCommunicationsSG2020SGXXSG]a]b 17.4 49

332 {hosphineGvaporTassistedGconstructionGofGheterostructuredGyiY{Vyi–eYGcatalystsGforGefficientG
hydrogenGevolutionUGEnergyaandaEnvironmentalaScienceSG2020SGXZSGXbddTXcWb 35.4 56

331 tmplantingGyiTzT zxGsitesGintoGnuTdopedGyiGforGlowToverpotentialGalkalineGhydrogenGevolutionUG
NatureaCommunicationsSG2020SGXXSGYbYW 17.4 65

330 nellGxembraneG{enetrationGwithoutG{oreGqormationeGnhameleonicG{ropertiesGofGoendrimersGinG
†esponseGtoGsydrophobicGandGsydrophilicGpnvironmentsUGAdvancedaTheoryaandaSimulationsSG2020SGZSGXdWWX]Y3.5

329 yonTequilibriumGdynamicsSGmaterialsGandGstructuresGforGhotGcarrierGsolarGcellseGaGdetailedGreviewUG
SemiconductoraScienceaandaTechnologySG2020SGZ]SGWbZWWY 1.8 11

328 moostingGoxygenGevolutionGreactionGbyGactivationGofGlatticeToxygenGsitesGinGlayeredG
†uddlesdenT{opperGoxideUGEcoMatSG2020SGYSGeXYWYX 9.4 24

327  anadiumGzxideGnlustersGoecoratedGxetallicGnobaltGnatalystGforGlctiveGllkalineGsydrogenG
pvolutionUGCellaReportsaPhysicalaScienceSG2020SGXSGXWWYb] 6.1 2

326 moostingGzxygenGpvolutionG†eactionGbyGnreatingGmothGxetalGtonGandGwatticeTzxygenGlctiveGSitesGinG
aGnomplexGzxideUGAdvancedaMaterialsSG2020SGZYSGeXdW]WY] 24 122

325 StackingToependentGtnterlayerGxagneticGnouplingGinGYoGnrtZVnrre–eZGyanostructuresGforG
SpintronicsUGACSaAppliedaNanoaMaterialsSG2020SGZSGXYcYTXYcc 5.6 27

324 qacileGnzGzxidationGonGzxygenTfunctionalizedGx´enesGviaGtheGxarsTvanGvrevelenGxechanismUG
ChemCatChemSG2020SGXYSGXWWbTXWXY 5.2 2

323 –ungstenGzxideVnarbideGSurfaceGseterojunctionGnatalystGwithGsighGsydrogenGpvolutionGlctivityUG
ACSaEnergyaLettersSG2020SG]SGZ]aWTZ]ac 20.1 27

322 pfficientG°aterGSplittingGlctualizedGthroughGanGplectrochemistryTtnducedGseteroTStructuredG
lntiperovskiteVOzxyPsydroxideGsybridUGSmallSG2020SGXaSGeYWWacWW 11 13

321 SurfaceG†econstructionGofG—ltrathinG{alladiumGyanosheetsGduringGplectrocatalyticGnzYG†eductionUG
AngewandteaChemieSG2020SGXZYSGYXabbTYXacY 3.6 20

320 SurfaceG†econstructionGofG—ltrathinG{alladiumGyanosheetsGduringGplectrocatalyticGnzG†eductionUG
AngewandteaChemieaoaInternationalaEditionSG2020SG]dSGYX[dZTYX[dc 16.4 50

319 nonfinementGofGtonicGwiquidsGatGSingleTyiTSitesGmoostGplectroreductionGofGnzYGinGlqueousG
plectrolytesUGACSaCatalysisSG2020SGXWSGXZXbXTXZXbc 13.1 27

(2020-2021)
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318 oesignGguidelinesGforGtransitionGmetalsGasGinterstitialGemittersGinGsiliconGnanocrystalsGtoGtuneG
photoluminescenceGpropertieseGzincGasGbiocompatibleGexampleUGNanoscaleSG2020SGXYSGXdZ[WTXdZ[d 7.7

317 oirectGinsightsGintoGtheGroleGofGepoxyGgroupsGonGcobaltGsitesGforGacidicGszGproductionUGNaturea
CommunicationsSG2020SGXXSG[XcX 17.4 73

316 —nusualGsynergisticGeffectGinGlayeredG†uddlesdenT{opperGoxideGenablesGultrafastGhydrogenG
evolutionUGNatureaCommunicationsSG2019SGXWSGX[d 17.4 116

315 lGuanusGxoSSeGmonolayereGaGsuperiorGandGstrainTsensitiveGgasGsensingGmaterialUGJournalaofaMaterialsa
ChemistryaASG2019SGbSGXWddTXXWa 13 106

314 nhargeTcontrolledGswitchableGsYGstorageGonGconductiveGboropheneGnanosheetUGInternationala
JournalaofaHydrogenaEnergySG2019SG[[SGYWX]WTYWX]b 6.7 17

313 yS{GcoTcoordinatedGqeGspeciesGembeddedGinGcarbonGhollowGspheresGforGoxygenGelectrocatalysisUG
JournalaofaMaterialsaChemistryaASG2019SGbSGX[bZYTX[b[Y 13 50

312 —nderstandingGtheGhighGactivityGofGmildlyGreducedGgrapheneGoxideGelectrocatalystsGinGoxygenG
reductionGtoGhydrogenGperoxideUGMaterialsaHorizonsSG2019SGaSGX[WdTX[X] 14.4 30

311
mridgeTGandGooubleTmondedGzGandGysGonGqullyGzsTGandGysYT–erminatedGSiliconGyanocrystalseG
rroundGandGpxcitedGStateG{ropertiesGO{hysUGStatusGSolidiGmG]VYWXdPUGPhysicaaStatusaSolidiaiBk:aBasica
ResearchSG2019SGY]aSGXdbWWYZ

1.3

310 {yriteTtypeGrutheniumGdisulfideGwithGtunableGdisorderGandGdefectsGenablesGultraTefficientGoverallG
waterGsplittingUGJournalaofaMaterialsaChemistryaASG2019SGbSGX[YYYTX[YZY 13 32

309 —nravelingG{hotocatalyticGxechanismGandGSelectivityGinG{p–T†lq–G{olymerizationUGAdvancedaTheorya
andaSimulationsSG2019SGYSGXdWWWZc 3.5 21

308 SingleGxoXOnrXPGltomGonGyitrogenToopedGrrapheneGpnablesGsighlyGSelectiveGplectroreductionGofG
yitrogenGintoGlmmoniaUGACSaCatalysisSG2019SGdSGZ[XdTZ[Y] 13.1 170

307 nomputationalGxaterialsGScienceeGoiscoveringGandGlcceleratingGqutureG–echnologiesUGAdvanceda
TheoryaandaSimulationsSG2019SGYSGXdWWWYZ 3.5 0

306 tsolatedGoiatomicGyiTqeGxetalTyitrogenGSitesGforGSynergisticGplectroreductionGofGnzUGAngewandtea
ChemieaoaInternationalaEditionSG2019SG]cSGadbYTadba 16.4 406

305
—nravelingGtheGqactorsGmehindGtheGpfficiencyGofGsydrogenGpvolutionGinGpndohedrallyGoopedGnaWG
StructuresGviaGlbGtnitioGnalculationsGandGtnsightsGfromGxachineGwearningGxodelsUGAdvancedaTheorya
andaSimulationsSG2019SGYSGXcWWYWY

3.5 3

304  ersatileGelectrocatalyticGprocessesGrealizedGbyGyiSGnoGandGqeGalloyedGcoreGcoordinatedGcarbonG
shellsUGJournalaofaMaterialsaChemistryaASG2019SGbSGXYX][TXYXa] 13 22

303 tsolatedGoiatomicGyiTqeGxetalâ��yitrogenGSitesGforGSynergisticGplectroreductionGofGnzYUGAngewandtea
ChemieSG2019SGXZXSGbW[aTbW]W 3.6 42

302 uustGaddGsugarGfor´ carbohydrateGinducedGselfTassemblyGofGcurcuminUGNatureaCommunicationsSG2019SG
XWSG]cY 17.4 30

301 mridgeTGandGooubleTmondedGzGandGysGonGqullyGzsTGandGysYT–erminatedGSiliconGyanocrystalseG
rroundGandGpxcitedGStateG{ropertiesUGPhysicaaStatusaSolidiaiBk:aBasicaResearchSG2019SGY]aSGXcWWZZa 1.3 0
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300 SuperTpxchangeGtnteractionGtnducedGzverallGzptimizationGinGqerromagneticG{erovskiteGzxidesG
pnablesG—ltrafastG°aterGzxidationUGSmallSG2019SGX]SGeXdWZXYW 11 43

299 nooperativeGdefectTenrichedGSizYGforGoxygenGactivationGandGorganicGdehydrogenationUGJournalaofa
CatalysisSG2019SGZbaSGXacTXbd 7.3 10

298 lntipoisoningGyickelâ��narbonGplectrocatalystGforG{racticalGplectrochemicalGnzYG†eductionGtoGnzUG
ACSaAppliedaEnergyaMaterialsSG2019SGYSGcWWYTcWWd 6.1 26

297 pnhancedGstabilityGandGstackingGdependentGmagneticVelectronicGpropertiesGofGYoGmonolayerG
qe–izZGonGaG–iYnzYGsubstrateUGJournalaofaMaterialsaChemistryaCSG2019SGbSGX]ZWcTX]ZX[ 7.1 2

296
lnalyticalGdescriptionGofGnanowiresUGtUG†egularGcrossGsectionsGforGzincblendeGandGdiamondG
structuresUGActaaCrystallographicaaSectionaB:aStructuralaSciencenaCrystalaEngineeringaandaMaterialsSG
2019SGb]SGbccTcWY

1.8 3

295 wightTtnducedGSynergisticGxultidefectGSitesGonG–izYVSizYGnompositesGforGnatalyticG
oehydrogenationUGACSaCatalysisSG2019SGdSGYab[TYac[ 13.1 27

294 plectronicGStructureGShiftGofGoeeplyGyanoscaleGSiliconGbyGSizYGversusGSiZy[GpmbeddingGasGanG
llternativeGtoGtmpurityGoopingUGPhysicalaReviewaAppliedSG2019SGXYSG 4.3 6

293
plectrocatalyticG†eductionGofGnarbonGoioxideGtoGxethaneGonGSingleG–ransitionGxetalGltomsG
SupportedGonGaGoefectiveGmoronGyitrideGxonolayereGqirstG{rincipleGStudyUGAdvancedaTheoryaanda
SimulationsSG2019SGYSGXcWWWd[

3.5 22

292 {rocessableGSurfaceGxodificationGofGyickelTseteroatomGOySGSPGmridgeGSitesGforG{romotedGllkalineG
sydrogenGpvolutionUGAngewandteaChemieaoaInternationalaEditionSG2019SG]cSG[aXT[aa 16.4 74

291 zxygenGplectrocatalysisGatGxnTzGTnGsybridGseterojunctioneGlnGplectronicGSynergyGorGnooperativeG
natalysisjUGACSaAppliedaMaterialsagamp;aInterfacesSG2019SGXXSGbWaTbXZ 9.5 6

290 SynthesisSGopticalGpropertiesGandGtheoreticalGmodellingGofGdiscreteGemittingGstatesGinGdopedGsiliconG
nanocrystalsGforGbioimagingUGNanoscaleSG2018SGXWSGX]aWWTX]aWb 7.7 10

289 SizYGxodulationGoopingGforGSieGlcceptorGnandidatesUGPhysicalaReviewaAppliedSG2018SGXWSG 4.3 6

288 tntrinsicGultrasmallGnanoscaleGsiliconGturnsGnTVpTtypeGwithGSizVSiyTcoatingUGBeilsteinaJournalaofa
NanotechnologySG2018SGdSGYY]]TYYa[ 3 11

287 {rocessableGSurfaceGxodificationGofGyickelTseteroatomGOySGSPGmridgeGSitesGforG{romotedGllkalineG
sydrogenGpvolutionUGAngewandteaChemieSG2018SGXZXSG[bX 3.6 4

286 plectroreductionGofGnzYGtoGnzGonGaGxesoporousGnarbonGnatalystGwithG{rogressivelyG†emovedG
yitrogenGxoietiesUGACSaEnergyaLettersSG2018SGZSGYYdYTYYdc 20.1 78

285 pxtraordinaryGwaterGadsorptionGcharacteristicsGofGgrapheneGoxideUGChemicalaScienceSG2018SGdSG]XWaT]XXX 9.4 72

284 qermiGwevelGoeterminationGforGnhargedGSystemsGviaG†ecursiveGoensityGofGStatesGtntegrationUGJournala
ofaPhysicalaChemistryaLettersSG2018SGdSG[WX[T[WXd 6.4 1

283 ScGandGybGdopantsGinGSrnozZGmodulateGelectronicGandGvacancyGstructuresGforGimprovedGwaterG
splittingGandGSzqnGcathodesUGEnergyaStorageaMaterialsSG2017SGdSGYYdTYZ[ 19.4 13

(2017-2019)
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282 znGtheGmechanismGofGgasGadsorptionGforGpristineSGdefectiveGandGfunctionalizedGgrapheneUGPhysicala
ChemistryaChemicalaPhysicsSG2017SGXdSGaW]XTaW]a 3.6 51

281 wightSGnatalystSGlctivationeGmoostingGnatalyticGzxygenGlctivationG—singGaGwightG{retreatmentG
lpproachUGACSaCatalysisSG2017SGbSGZa[[TZa]Z 13.1 17

280 xodulationGoopingGofGSiliconGusingGlluminiumTinducedGlcceptorGStatesGinGSiliconGoioxideUGScientifica
ReportsSG2017SGbSG[abWZ 4.9 23

279
plectrocatalystseGtnGzperandoGSelfTsealingGofG{erovskiteGplectrocatalystseGlGnaseGStudyGofGSrnozZG
forGtheGzxygenGpvolutionG†eactionGO{artUG{artUGSystUGnharactUG[VYWXbPUGParticleaandaParticleaSystemsa
CharacterizationSG2017SGZ[SG

3.1 1

278 –heGoriginGofGlowGworkfunctionsGinGzsGterminatedGx´enesUGNanoscaleSG2017SGdSGbWXaTbWYW 7.7 35

277 –heGmechanismGofGoxidationGinGchromophoreGmaturationGofGwildTtypeGgreenGfluorescentGproteineGaG
theoreticalGstudyUGPhysicalaChemistryaChemicalaPhysicsSG2017SGXdSGXYd[YTXYd]Y 3.6 7

276 —nderstandingGtheGnhargeG–ransferGatGtheGtnterfaceGofGplectronGoonorsGandGlcceptorseG––qT–ny}G
asGanGpxampleUGACSaAppliedaMaterialsagamp;aInterfacesSG2017SGdSGYbYaaTYbYbY 9.5 9

275 moropheneGasGaG{romisingGxaterialGforGnhargeTxodulatedGSwitchableGnzGnaptureUGACSaApplieda
Materialsagamp;aInterfacesSG2017SGdSGXdcY]TXdcZW 9.5 62

274 –heGcontrolledGdisassemblyGofGmesostructuredGperovskitesGasGanGavenueGtoGfabricatingGhighG
performanceGnanohybridGcatalystsUGNatureaCommunicationsSG2017SGcSGX]]]Z 17.4 52

273 tnGzperandoGSelfTsealingGofG{erovskiteGplectrocatalystseGlGnaseGStudyGofGSrnozZGforGtheGzxygenG
pvolutionG†eactionUGParticleaandaParticleaSystemsaCharacterizationSG2017SGZ[SGXaWWYcW 3.1 9

272 nomputationalGdesignGofGtwoTdimensionalGnanomaterialsGforGchargeGmodulatedGnzYVsYGcaptureG
andVorGstorageUGEnergyaStorageaMaterialsSG2017SGcSGXadTXcZ 19.4 21

271 nhargeTmodulatedGnzYGcaptureUGCurrentaOpinionainaElectrochemistrySG2017SG[SGXXcTXYZ 7.2 6

270
mindingGandG†eleaseGbetweenG{olymericGnarrierGandG{roteinGorugeGpsTxediatedGtnterplayGofG
noulombGqorcesSGsydrogenGmondingSGvanGderG°aalsGtnteractionsSGandGpntropyUGBiomacromoleculesSG
2017SGXcSGZaa]TZabb

6.9 13

269 yitrogenGoopedGnarbonGyanosheetsGnoupledGyickelâ��narbonG{yramidGlrraysG–owardGpfficientG
pvolutionGofGsydrogenUGAdvancedaSustainableaSystemsSG2017SGXSGXbWWWZY 5.9 9

268 sexagonalGhoneycombGsiliconeGSiliceneUGSeriesainaMaterialsaScienceaandaEngineeringSG2017SGXbXTXcc

267 pToopedGrrapheneVrraphiticGnarbonGyitrideGsybridGplectrocatalystseG—nravelingGnhargeG–ransferG
xechanismsGforGpnhancedGsydrogenGpvolutionG†eactionG{erformanceUGACSaCatalysisSG2016SGaSGbWbXTbWbb13.1 53

266 qormationGandGxigrationGofGzxygenG acanciesGinGSrnozZGandG–heirGpffectGonGzxygenGpvolutionG
†eactionsUGACSaCatalysisSG2016SGaSG]]a]T]]bW 13.1 66

265 tnterfacingGmi zGwithG†educedGrrapheneGzxideGforGpnhancedG{hotoactivityeGlG–aleGofGqacetG
oependenceGofGplectronGShuttlingUGSmallSG2016SGXYSG]Yd]T]ZWY 11 56
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264 plectronicGphaseGtransitionsGunderGhydrostaticGpressureGinGwaxnzZGOXXXPGbilayersGsandwichedG
betweenGwallzZUGPhysicalaReviewaBSG2016SGdZSG 3.3 5

263 nonductiveGmoronToopedGrrapheneGasGanGtdealGxaterialGforGplectrocatalyticallyGSwitchableGandG
sighTnapacityGsydrogenGStorageUGACSaAppliedaMaterialsagamp;aInterfacesSG2016SGcSGZYcX]TZYcYY 9.5 40

262 sighTmobilityGanisotropicGtransportGinGfewTlayerG˛‡TmGfilmsUGNanoscaleSG2016SGcSGYWXXXTYWXXb 7.7 12

261
oynamicalGtnteractionsGofG]TqluorouracilGorugGwithGoendriticG{eptideG ectorseG–heGtmpactGofG
oendrimerGrenerationSGnhargeSGnounterionsSGandGStructuredG°aterUGJournalaofaPhysicalaChemistryaBSG
2016SGXYWSG]bZYT[Z

3.4 17

260 yewGtnsightsGonGtheGxechanismGofGnyclizationGinGnhromophoreGxaturationGofG°ildT–ypeGrreenG
qluorescenceG{roteineGlGnomputationalGStudyUGJournalaofaPhysicalaChemistryaBSG2016SGXYWSG]ZcaTd[ 3.4 5

259 nhargeTmodulatedGpermeabilityGandGselectivityGinGgraphdiyneGforGhydrogenGpurificationUGMoleculara
SimulationSG2016SG[YSG]bZT]bd 2 18

258
–uningGconductivityGandGmagnetismGinGisopolarGoxideGsuperlatticesGviaGcompressiveGandGtensileG
straineGlGcaseGstudyGofGSr zZVSrxnzZGandGSrnrzZVSrxnzZGheterostructureUGJournalaofaApplieda
PhysicsSG2016SGXXdSGWb]ZWX

2.5 3

257 xaterialsGdesignGforGelectrocatalyticGcarbonGcaptureUGAPLaMaterialsSG2016SG[SGW]ZYWY 5.7 18

256 xobileG{olaronicGStatesGinG˛–TxozZeGlnGabGtnitioGtnvestigationGofGtheG†oleGofGzxygenG acanciesGandG
llkaliGtonsUGACSaAppliedaMaterialsagamp;aInterfacesSG2016SGcSGXWdXXTb 9.5 40

255
qirstT{rincipleGqrameworkGforG–otalGnhargingGpnergiesGinGplectrocatalyticGxaterialsGandG
nhargeT†esponsiveGxolecularGmindingGatGrasTSurfaceGtnterfacesUGACSaAppliedaMaterialsagamp;a
InterfacesSG2016SGcSGXWcdbTdWZ

9.5 16

254 sexagonalGboronGnitrideGandGgrapheneGinTplaneGheterostructureseGlnGexperimentallyGfeasibleG
approachGtoGchargeTinducedGswitchableGnzGYGcaptureUGChemicalaPhysicsSG2016SG[bcSGXZdTX[[ 2.3 21

253 {hotocatalysiseGtnterfacingGmi z[GwithG†educedGrrapheneGzxideGforGpnhancedG{hotoactivityeGlG–aleG
ofGqacetGoependenceGofGplectronGShuttlingGOSmallGZcVYWXaPUGSmallSG2016SGXYSG]YZYT]YZY 11

252 sighGactivityGandGdurabilityGofGnovelGperovskiteGelectrocatalystsGforGwaterGoxidationUGMaterialsa
HorizonsSG2015SGYSG[d]T]WX 14.4 119

251 {hosphoreneeGqabricationSG{ropertiesSGandGlpplicationsUGJournalaofaPhysicalaChemistryaLettersSG2015SG
aSGYbd[TcW] 6.4 545

250 –heGmechanismGofGdehydrationGinGchromophoreGmaturationGofGwildTtypeGgreenGfluorescentGproteineG
lGtheoreticalGstudyUGChemicalaPhysicsaLettersSG2015SGaZXTaZYSG[YT[a 2.5 8

249 StructuralGandGplectronicG{ropertiesGofGwayeredGlrsenicGandGlntimonyGlrsenideUGJournalaofaPhysicala
ChemistryaCSG2015SGXXdSGadXcTadYY 3.8 184

248 sYGpurificationGbyGfunctionalizedGgraphdiyneGâ��GroleGofGnitrogenGdopingUGJournalaofaMaterialsa
ChemistryaASG2015SGZSGababTabbX 13 56

247 lnisotropicG†ippleGoeformationGinG{hosphoreneUGJournalaofaPhysicalaChemistryaLettersSG2015SGaSGX]WdTXZ 6.4 88

(2015-2016)
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246 yewGqamilyGofG}uantumGSpinGsallGtnsulatorsGinG–woTdimensionalG–ransitionTxetalGsalideGwithGwargeG
yontrivialGmandGrapsUGNanoaLettersSG2015SGX]SGbcabTbY 11.5 87

245 nhargeGxodulationGinGrraphiticGnarbonGyitrideGasGaGSwitchableGlpproachGtoGsighTnapacityG
sydrogenGStorageUGChemSusChemSG2015SGcSGZaYaTZX 8.3 27

244 pncapsulatedGSiliceneeGlG†obustGwargeTrapG–opologicalGtnsulatorUGACSaAppliedaMaterialsagamp;a
InterfacesSG2015SGbSGXdYYaTZZ 9.5 28

243 nontrollingGmolecularGorderingGinGsolutionTstateGconjugatedGpolymersUGNanoscaleSG2015SGbSGX]XZ[T[X 7.7 11

242 wayeredGrrapheneTsexagonalGmyGyanocompositeseGpxperimentallyGqeasibleGlpproachGtoG
nhargeTtnducedGSwitchableGnzYGnaptureUGChemSusChemSG2015SGcSGYdcbTdZ 8.3 37

241 tntroductionGtoGnomputationalG{harmaceuticsG2015SGXT] 3

240 xolecularGxodelingGofGwayeredGooubleGsydroxideGyanoparticlesGforGorugGoeliveryG2015SGXdbTYXa

239 nonductiveGrraphiticGnarbonGyitrideGasGanGtdealGxaterialGforGplectrocatalyticallyGSwitchableGnzYG
naptureUGScientificaReportsSG2015SG]SGXbaZa 4.9 48

238 zrbitalGengineeringGofGtwoTdimensionalGmaterialsGwithGhydrogenationeGlGrealizationGofGgiantGgapG
andGstronglyGcorrelatedGtopologicalGinsulatorsUGPhysicalaReviewaBSG2015SGdYSG 3.3 14

237 }uantumGspinGsallGeffectGandGtopologicalGphaseGtransitionGinGtwoTdimensionalGsquareG
transitionTmetalGdichalcogenidesUGPhysicalaReviewaBSG2015SGdYSG 3.3 106

236 {eculiarityGofG–woG–hermodynamicallyTStableGxorphologiesGandG–heirGtmpactGonGtheGpfficiencyGofG
SmallGxoleculeGmulkGseterojunctionGSolarGnellsUGScientificaReportsSG2015SG]SGXZ[Wb 4.9 15

235 –etragonalGbismuthGbilayereGaGstableGandGrobustGquantumGspinGhallGinsulatorUGuDaMaterialsSG2015SGYSGW[]WXW5.9 29

234 –heGisotopicGeffectsGofGdeuterationGonGoptoelectronicGpropertiesGofGconductingGpolymersUGNaturea
CommunicationsSG2014SG]SGZXcW 17.4 82

233 –heoreticalG{redictionsGofGqreestandingGsoneycombGSheetsGofGnadmiumGnhalcogenidesUGJournalaofa
PhysicalaChemistryaCSG2014SGXXcSGXaYZaTXaY[] 3.8 33

232 rrowthGandGplectrochemicalGnharacterizationGofGnarbonGyanospikeG–hinGqilmGplectrodesUGJournalaofa
theaElectrochemicalaSocietySG2014SGXaXSGs]]cTs]aZ 3.9 22

231 pxceptionalGzptoelectronicG{ropertiesGofGsydrogenatedGmilayerGSiliceneUGPhysicalaReviewaXSG2014SG[SG 9.1 26

230 plectrocatalyticallyGswitchableGnzYGcaptureeGfirstGprincipleGcomputationalGexplorationGofGcarbonG
nanotubesGwithGpyridinicGnitrogenUGChemSusChemSG2014SGbSG[Z]T[X 8.3 55

229 °eakGcompetingGinteractionsGcontrolGassemblyGofGstronglyGbondedG–ny}GionicGacceptorGmoleculesG
onGsilverGsurfacesUGPhysicalaReviewaBSG2014SGdWSG 3.3 10
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228 xodellingGcarbonGmembranesGforGgasGandGisotopeGseparationUGPhysicalaChemistryaChemicalaPhysicsSG
2013SGX]SG[cZYT[Z 3.6 84

227 {orousGrrapheneGandGyanomeshesG2013SGXYdTX]X 1

226 sighTperformanceGpolymerGphotovoltaicsGbasedGonGrationallyGdesignedGfullereneGacceptorsUGSolara
EnergyaMaterialsaandaSolaraCellsSG2013SGXXcSGXbXTXbc 6.4 23

225 StructuresSGpnergeticsSGandGplectronicG{ropertiesGofGwayeredGxaterialsGandGyanotubesGofGnadmiumG
nhalcogenidesUGJournalaofaPhysicalaChemistryaCSG2013SGXXbSGY]cXbTY]cY] 3.8 19

224 nhargeTdependentGdynamicsGofGaGpolyelectrolyteGdendrimerGandGitsGcorrelationGwithGinvasiveGwaterUG
JournalaofatheaAmericanaChemicalaSocietySG2013SGXZ]SG]XXXTb 16.4 10

223 SurfaceTinducedGorientationGcontrolGofGnu{cGmoleculesGforGtheGepitaxialGgrowthGofGhighlyGorderedG
organicGcrystalsGonGgrapheneUGJournalaofatheaAmericanaChemicalaSocietySG2013SGXZ]SGZacWTb 16.4 117

222 nolloidalGSemiconductorGyanowiresG2013SGa]TXW[

221 oensityGfunctionalGtheoryGstudyGonGadsorptionGofG{tGnanoparticleGonGgrapheneUGInternationalaJournala
ofaHydrogenaEnergySG2013SGZcSGaYcZTaYcb 6.7 16

220 nhemicallyGmodifiedGribbonGedgeGstimulatedGsYGdissociationeGaGfirstTprinciplesGcomputationalGstudyUG
PhysicalaChemistryaChemicalaPhysicsSG2013SGX]SGcW][Tb 3.6 22

219 nhargeGcarrierGexchangeGatGchemicallyGmodifiedGgrapheneGedgeseGaGdensityGfunctionalGtheoryGstudyUG
JournalaofaMaterialsaChemistrySG2012SGYYSGcZYX 21

218
–heoreticalGstudiesGofGchromophoreGmaturationGinGtheGwildTtypeGgreenGfluorescentGproteineG
zytzxOoq–exxPGinvestigationGofGtheGmechanismGofGcyclizationUGJournalaofaPhysicalaChemistryaBSG
2012SGXXaSGX[YaTZa

3.4 18

217 StructuredGwaterGinGpolyelectrolyteGdendrimerseGunderstandingGsmallGangleGneutronGscatteringG
resultsGthroughGatomisticGsimulationUGJournalaofaChemicalaPhysicsSG2012SGXZaSGX[[dWX 3.9 18

216 xethaneGactivationGonGqe[GclustereGlGdensityGfunctionalGtheoryGstudyUGChemicalaPhysicsaLettersSG2012
SG]]WSG[XT[a 2.5 17

215 –heG†oleGofGltomicG acancyGonG°aterGoissociationGoverG–itaniumGoioxideGyanosheeteGlGoensityG
qunctionalG–heoryGStudyUGJournalaofaPhysicalaChemistryaCSG2012SGXXaSGY[bbTY[cY 3.8 29

214 StrongGtnteractionGbetweenGroldGandGlnataseG–izYOWWXPG{redictedGbyGqirstG{rincipleGStudiesUG
JournalaofaPhysicalaChemistryaCSG2012SGXXaSGZ]Y[TZ]ZX 3.8 48

213 qirstGprincipleGstudyGofGprotonGtransferGinGtheGgreenGfluorescentGproteinGOrq{PeGlbGinitioG{pSGinGaG
clusterGmodelUGComputationalaandaTheoreticalaChemistrySG2012SGddWSGXc]TXdZ 2 7

212 xolecularGdynamicsGandGneutronGscatteringGstudyGofGtheGdependenceGofGpolyelectrolyteGdendrimerG
conformationGonGcounterionGbehaviorUGJournalaofaChemicalaPhysicsSG2012SGXZbSGWa[dWY 3.9 7

211
sybridGgrapheneGandGgraphiticGcarbonGnitrideGnanocompositeeGgapGopeningSGelectronTholeGpuddleSG
interfacialGchargeGtransferSGandGenhancedGvisibleGlightGresponseUGJournalaofatheaAmericanaChemicala
SocietySG2012SGXZ[SG[ZdZTb

16.4 490

(2012-2013)
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210 lsymmetricallyGoecoratedSGoopedG{orousGrrapheneGlsGanGpffectiveGxembraneGforGsydrogenG
tsotopeGSeparationUGJournalaofaPhysicalaChemistryaCSG2012SGXXaSGaabYTaaba 3.8 69

209 sowGtoGachieveGmaximumGchargeGcarrierGloadingGonGheteroatomTsubstitutedGgrapheneGnanoribbonG
edgeseGdensityGfunctionalGtheoryGstudyUGJournalaofaMaterialsaChemistrySG2012SGYYSGXZb]X 21

208 qirstTprinciplesGpredictionGofGmetalTfreeGmagnetismGandGintrinsicGhalfTmetallicityGinGgraphiticGcarbonG
nitrideUGPhysicalaReviewaLettersSG2012SGXWcSGXdbYWb 7.4 234

207 —ltrasmallG°aterTSolubleGandGmiocompatibleGxagneticGtronGzxideGyanoparticlesGasG{ositiveGandG
yegativeGoualGnontrastGlgentsUGAdvancedaFunctionalaMaterialsSG2012SGYYSGYZcbTYZdZ 15.6 155

206 tsomerizationGmechanismGofGtheGsc†edGfluorescentGproteinGchromophoreUGPhysicalaChemistrya
ChemicalaPhysicsSG2012SGX[SGXX[XZTY[ 3.6 20

205 –heoreticalGstudyGofGtwoGstatesGreactivityGofGmethaneGactivationGonGironGatomGandGironGdimerUGFuelSG
2012SGdaSGYdXTYdb 7.1 22

204 sydrotalciteGtntercalatedGsi†yleGnomputationalGnharacterizationGofGtheGtnterlayerGpnvironmentUG
PharmaceuticsSG2012SG[SGYdaTZXZ 6.4 6

203 rraphdiyneeGaGversatileGnanomaterialGforGelectronicsGandGhydrogenGpurificationUGChemicala
CommunicationsSG2011SG[bSGXXc[ZT] 5.8 289

202 plectronicGqunctionalityGinGrrapheneTmasedGyanoarchitectureseGoiscoveryGandGoesignGviaG
qirstT{rinciplesGxodelingUGJournalaofaPhysicalaChemistryaLettersSG2011SGYSGbZTcW 6.4 53

201 nobaltTdopedGcadmiumGselenideGcolloidalGnanowiresUGChemicalaCommunicationsSG2011SG[bSGXXcd[Ta 5.8 15

200 lGformationGmechanismGofGoxygenGvacanciesGinGaGxnzYGmonolayereGaGoq–GRG—GstudyUGPhysicala
ChemistryaChemicalaPhysicsSG2011SGXZSGXXZY]Tc 3.6 33

199 ldsorptionGandGoissociationGofGlmmoniaGmoraneGzutsideGandGtnsideGSingleT°alledGnarbonG
yanotubeseGlGoensityGqunctionalG–heoryGStudyUGJournalaofaPhysicalaChemistryaCSG2011SGXX]SGXY]cWTXY]c] 3.8 6

198 watticeGdistortionGorientedGangularGselfTassemblyGofGmonolayerGtitaniaGsheetsUGJournalaofathea
AmericanaChemicalaSocietySG2011SGXZZSGad]Tb 16.4 43

197 sybridGrrapheneV–itaniaGyanocompositeeGtnterfaceGnhargeG–ransferSGsoleGoopingSGandG
SensitizationGforG isibleGwightG†esponseUGJournalaofaPhysicalaChemistryaLettersSG2011SGYSGcd[Td 6.4 230

196 lGdensityGfunctionalGtheoryGstudyGonGnzYGcaptureGandGactivationGbyGgrapheneTlikeGboronGnitrideG
withGboronGvacancyUGCatalysisaTodaySG2011SGXb]SGYbXTYb] 5.3 74

195 —nderstandingGtheGpnhancementGinG{hotoelectrochemicalG{ropertiesGofG{hotocatalyticallyG
{reparedG–izYT†educedGrrapheneGzxideGnompositeUGJournalaofaPhysicalaChemistryaCSG2011SGXX]SGaWW[TaWWd3.8 377

194 yanoporousGgraphiticTnZy[kcarbonGmetalTfreeGelectrocatalystsGforGhighlyGefficientGoxygenG
reductionUGJournalaofatheaAmericanaChemicalaSocietySG2011SGXZZSGYWXXaTd 16.4 869

193 {hotocatalyticGsydrogenG{roductionGfromG°aterG—singGyToopedGma]–a[zX]GunderGSolarG
trradiationUGJournalaofaPhysicalaChemistryaCSG2011SGXX]SGX]ab[TX]abc 3.8 77
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192 –heGeffectGofGpsGonG{lxlxGdendrimerTsi†ylGcomplexationeGendosomalGconsiderationsGasG
determinedGbyGmolecularGdynamicsGsimulationUGBiophysicalaChemistrySG2011SGX]cSGXYaTZZ 3.5 70

191 yToopedGns–a°zaGasGaGyewG{hotocatalystGforGsydrogenG{roductionGfromG°aterGSplittingG—nderG
SolarGtrradiationUGAdvancedaFunctionalaMaterialsSG2011SGYXSGXYaTXZY 15.6 120

190 yToopedGns–a°zaGasGaGyewG{hotocatalystGforGsydrogenG{roductionGfromG°aterGSplittingG—nderG
SolarGtrradiationUGAdvancedaFunctionalaMaterialsSG2011SGYXSGXY]TXY] 15.6 2

189 lnatomyGofGtheGSOXoPGRGsYGreactioneGtheGdynamicsGonGtwoGnewGpotentialGenergyGsurfacesGfromG
quantumGdynamicsGcalculationsUGPhysicalaChemistryaChemicalaPhysicsSG2011SGXZSGXZa[]T]] 3.6 25

188 pnergyGdependentGdynamicsGofGtheGzOXoPGRGsnlGreactioneGaGquantumSGquasiclassicalGandGstatisticalG
studyUGPhysicalaChemistryaChemicalaPhysicsSG2011SGXZSGc]WYTX[ 3.6 12

187 yitrogenGdopingGinGionTexchangeableGlayeredGtantalateGtowardsGvisibleTlightGinducedGwaterG
oxidationUGChemicalaCommunicationsSG2011SG[bSGaYdZT] 5.8 57

186 vineticGmodellingGofGmolecularGhydrogenGtransportGinGmicroporousGcarbonGmaterialsUGPhysicala
ChemistryaChemicalaPhysicsSG2011SGXZSGbcZ[T[[ 3.6 27

185 {reparationGofGnewGsulfurTdopedGandGsulfurVnitrogenGcoTdopedGns–a°zaGphotocatalystsGforG
hydrogenGproductionGfromGwaterGunderGvisibleGlightUGJournalaofaMaterialsaChemistrySG2011SGYXSGccbX 60

184 mandgapGnarrowingGofGtitaniumGoxideGnanosheetseGhomogeneousGdopingGofGmolecularGiodineGforG
improvedGphotoreactivityUGJournalaofaMaterialsaChemistrySG2011SGYXSGX[abY 27

183 xultipleGhydrogenTbondedGcomplexesGbasedGonGYTureidoT[[XsΧTpyrimidinoneeGaGtheoreticalGstudyUG
JournalaofaPhysicalaChemistryaBSG2011SGXX]SGXXW]ZTaY 3.4 22

182 tnteractionGofG°aterGwithGtheGqluorineTnoveredGlnataseG–izYGOWWXPGSurfaceUGJournalaofaPhysicala
ChemistryaCSG2011SGXX]SGXbWdYTXbWda 3.8 20

181 sydrogenGtncorporationGandGStorageGinG°ellToefinedGyanocrystalsGofGlnataseG–itaniumGoioxideUG
JournalaofaPhysicalaChemistryaCSG2011SGXX]SGY]]dWTY]]d[ 3.8 92

180 xolecularGmodelingGofGhydrotalciteGstructureGintercalatedGwithGtransitionGmetalGoxideGanionseG
nrz[OYTPGandG z[OZTPUGJournalaofaPhysicalaChemistryaASG2011SGXX]SGXZabZTcZ 2.8 10

179 tmprovedGvisibleGlightGabsorptionGofGs–a°zaGinducedGbyGnitrogenGdopingeGlnGexperimentalGandG
theoreticalGstudyUGChemicalaPhysicsaLettersSG2011SG]WXSG[YbT[ZW 2.5 8

178 }uantumGcalculationsGforGtheGSOXoPRsYreactionGemployingGtheGgroundGadiabaticGelectronicGstateUG
PhysicaaScriptaSG2011SGc[SGWYcXWY 2.6 13

177 nlwn—wl–tzyGzqGszYGopySt–ĤGzqGS–l–pSGzyG–s†ppG{z–py–tlwGpyp†rĤGS—†qlnpSUGJournalaofa
TheoreticalaandaComputationalaChemistrySG2010SGWdSGa]ZTaa] 1.8 1

176 qirstT{rincipleGStudyGofGltomicGsydrogenGtnteractionGwithGaGqluorinatedGnorannuleneG†adicalUG
AustralianaJournalaofaChemistrySG2010SGaZSGZbX 1.2 4

175 xultifunctionalGporousGgrapheneGforGnanoelectronicsGandGhydrogenGstorageeGnewGpropertiesG
revealedGbyGfirstGprincipleGcalculationsUGJournalaofatheaAmericanaChemicalaSocietySG2010SGXZYSGYcbaTb 16.4 277
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174 sigherGchargeVdischargeGratesGofGlithiumTionsGacrossGengineeredG–izYGsurfacesGleadsGtoGenhancedG
batteryGperformanceUGChemicalaCommunicationsSG2010SG[aSGaXYdTZX 5.8 197

173 StructureSGdynamicsSGandGenergeticsGofGsi†ylTcationicGvectorGcomplexationeGaGmolecularGdynamicsG
studyUGJournalaofaPhysicalaChemistryaBSG2010SGXX[SGdYYWTZW 3.4 44

172 }xVxxGstudiesGofGstructuralGandGenergeticGpropertiesGofGtheGfarTredGfluorescentGproteinGsc†edUG
PhysicalaChemistryaChemicalaPhysicsSG2010SGXYSGY[]WTc 3.6 28

171 –heGmechanismGofGcyclizationGinGchromophoreGmaturationGofGgreenGfluorescentGproteineGaG
theoreticalGstudyUGJournalaofaPhysicalaChemistryaBSG2010SGXX[SGdadcTbW] 3.4 14

170 zxygenGvacancyGinducedGstructuralGvariationsGofGexfoliatedGmonolayerGxnzYGsheetsUGPhysicala
ReviewaBSG2010SGcXSG 3.3 23

169 }uantumGchemicalGcharacterizationGofGlowTlyingGexcitedGstatesGofGanGarylGperoxycarbonateeG
mechanisticGimplicationsGforGphotodissociationUGJournalaofaPhysicalaChemistryaASG2010SGXX[SG[YcdTd] 2.8 2

168 xethylGacrylateGpolymerizationsGinGtheGpresenceGofGaGcopperVyZSZGmacrobicyclicGcageGinGoxSzGatG
Y]G´°nUGPolymeraChemistrySG2010SGXSGYWbTYXY 4.9 5

167 yanosizedGanataseG–izYGsingleGcrystalsGforGenhancedGphotocatalyticGactivityUGChemicala
CommunicationsSG2010SG[aSGb]]Tb 5.8 375

166 nomputerGxodelingGStudyGforGtntercalationGofGorugGseparinGintoGwayeredGooubleGsydroxideUG
JournalaofaPhysicalaChemistryaCSG2010SGXX[SGXYaXcTXYaYd 3.8 15

165 ldsorptionGofGnarbonGoioxideGandGyitrogenGonGSingleTwayerGlluminumGyitrideGyanostructuresG
StudiedGbyGoensityGqunctionalG–heoryUGJournalaofaPhysicalaChemistryaCSG2010SGXX[SGbc[aTbc[d 3.8 46

164 StructureGandGdynamicsGofGmultipleGcationicGvectorsTsi†ylGcomplexationGbyGallTatomicGmolecularG
dynamicsGsimulationsUGJournalaofaPhysicalaChemistryaBSG2010SGXX[SGdYZXTb 3.4 41

163 —niqueGelectronicGstructureGinducedGhighGphotoreactivityGofGsulfurTdopedGgraphiticGnZy[UGJournalaofa
theaAmericanaChemicalaSocietySG2010SGXZYSGXXa[YTc 16.4 1597

162 lGdensityGfunctionalGtheoryGstudyGofGnzYGandGyYGadsorptionGonGaluminiumGnitrideGsingleGwalledG
nanotubesUGJournalaofaMaterialsaChemistrySG2010SGYWSGXW[Ya 54

161 pxactGandGtruncatedGnoriolisGcouplingGcalculationsGforGtheGSOXoPRsoGreactionGemployingGtheGgroundG
adiabaticGelectronicGstateUGPhysicalaChemistryaChemicalaPhysicsSG2010SGXYSGXYbXXTc 3.6 27

160 –heGdynamicsGofGtheGsORPGRGoOYPGreactioneGaGcomparisonGofGquantumGmechanicalGwavepacketSG
quasiTclassicalGandGstatisticalTquasiTclassicalGresultsUGPhysicalaChemistryaChemicalaPhysicsSG2010SGXYSGXXWYTX]3.6 43

159 StructuralGandG†elaxationGpffectsGinG{rotonG°ireGpnergeticseGxodelGStudiesGofGtheGrreenG
qluorescentG{roteinG{hotocycleUGAustralianaJournalaofaChemistrySG2010SGaZSGZaZ 1.2 6

158 xolecularGxodellingeGlllGtheG°ayGfromGltomisticGStructureGtoGqunctionGinGnomplexGSystemsUG
AustralianaJournalaofaChemistrySG2010SGaZSGZ[Z 1.2 1

157 –itaniaTwaterGinteractionseGaGreviewGofGtheoreticalGstudiesUGJournalaofaMaterialsaChemistrySG2010SGYWSGXWZXd 228
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156 SynthesisGandGnharacterizationGofGnolloidalGnoreâ��ShellGSemiconductorGyanowiresUGEuropeanaJournala
ofaInorganicaChemistrySG2010SGYWXWSG[ZY]T[ZZX 2.3 34

155 –heoreticalGStudiesGofGrreenGandG†edGqluorescentG{roteinsG2010SGcX]TcZb 1

154 oilutedGmagneticGsemiconductorGnanowiresGpreparedGbyGtheGsolutionTliquidTsolidGmethodUG
AngewandteaChemieaoaInternationalaEditionSG2010SG[dSGYbbbTcX 16.4 44

153 SulfurGdopedGanataseG–izYGsingleGcrystalsGwithGaGhighGpercentageGofG{WGWGX}GfacetsUGJournalaofaColloida
andaInterfaceaScienceSG2010SGZ[dSG[bbTcZ 9.3 103

152 qormationGenergiesGofGlowTindexedGsurfacesGofGtinGdioxideGterminatedGbyGnonmetalsUGSolidaStatea
CommunicationsSG2010SGX]WSGd]bTdaW 1.6 6

151 tyt–tlwG†z–l–tzylwG}—ly–—xGS–l–pGp´nt–l–tzyGlyoGtSz–z{tnGpqqpn–SGqz†G–spGzOXoPRsnlGTiG
zsRnlGOznlRsPG†pln–tzyUGJournalaofaTheoreticalaandaComputationalaChemistrySG2009SGWcSGXWWZTXWY[ 1.8 3

150 qirstGprincipleGstudyGofGhydrogenationGofGxgmYeGanGimportantGstepGtowardGreversibleGhydrogenG
storageGinGtheGcoupledGwims[VxgsYGsystemUGJournalaofaNanoscienceaandaNanotechnologySG2009SGdSG[ZccTdX1.3 8

149 }uantumGmechanicalGstudyGofGatomicGhydrogenGinteractionGwithGaGfluorinatedGboronTsubstitutedG
coroneneGradicalUGJournalaofaPhysicsaCondensedaMatterSG2009SGYXSGX[[YWd 1.8 1

148 withiumTnatalyzedGoehydrogenationGofGlmmoniaGmoraneGwithinGxesoporousGnarbonGqrameworkG
forGnhemicalGsydrogenGStorageUGAdvancedaFunctionalaMaterialsSG2009SGXdSGYa]TYbX 15.6 148

147 yumericalGsolutionGmethodsGforGlargeSGdifficultGkineticGmasterGequationsUGTheoreticalaChemistrya
AccountsSG2009SGXY[SGZWZTZXb 1.9 13

146 salfGmetallicityGinGaGzigzagGdoubleTwalledGnanotubeGnanodoteGlnGabGinitioGpredictionUGChemicala
PhysicsaLettersSG2009SG[acSGY]bTY]d 2.5 3

145 qirstGprincipleGstudiesGofGzigzagGllyGnanoribbonUGChemicalaPhysicsaLettersSG2009SG[adSGXcZTXc] 2.5 83

144 ootsGversusGantidotseGcomputationalGexplorationGofGstructureSGmagnetismSGandGhalfTmetallicityGinG
boronTnitrideGnanostructuresUGJournalaofatheaAmericanaChemicalaSocietySG2009SGXZXSGXbZ][Td 16.4 158

143 tntercalationGofGSulfonateGintoGwayeredGooubleGsydroxideeGnomparisonGofGSimulationGwithG
pxperimentUGJournalaofaPhysicalaChemistryaCSG2009SGXXZSG]]dT]aa 3.8 38

142 SolvothermalGsynthesisGandGphotoreactivityGofGanataseG–izOYPGnanosheetsGwithGdominantG{WWX}G
facetsUGJournalaofatheaAmericanaChemicalaSocietySG2009SGXZXSG[WbcTcZ 16.4 1149

141 nTmyGsingleTwalledGnanotubesGfromGhybridGconnectionGofGmyVnGnanoribbonseGpredictionGbyGabGinitioG
densityGfunctionalGcalculationsUGJournalaofatheaAmericanaChemicalaSocietySG2009SGXZXSGXacYTZ 16.4 100

140 mandTtoTmandG isibleTwightG{hotonGpxcitationGandG{hotoactivityGtnducedGbyGsomogeneousGyitrogenG
oopingGinGwayeredG–itanatesUGChemistryaofaMaterialsSG2009SGYXSGXYaaTXYb[ 9.6 259

139 –heGeffectGofGqeGdopingGonGadsorptionGofGnzYVyYGwithinGcarbonGnanotubeseGaGdensityGfunctionalG
theoryGstudyGwithGdispersionGcorrectionsUGNanotechnologySG2009SGYWSGZb]bWX 3.4 19

(2009-2010)
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138 pfficientG{romotionGofGlnataseG–izYG{hotocatalysisGviaGmifunctionalGSurfaceT–erminatingG–iâ��zâ��mâ��yG
StructuresUGJournalaofaPhysicalaChemistryaCSG2009SGXXZSGXYZXbTXYZY[ 3.8 109

137 vineticGisotopeGeffectGforGgroundGstateGprotonGtransferGinGtheGgreenGfluorescentGproteineGaG
quantumTkineticGmodelUGPhysicalaChemistryaChemicalaPhysicsSG2009SGXXSGc[YYT[ 3.6 40

136 tntegralGandGdifferentialGcrossGsectionsGforGtheGSOXoPRsoGreactionGemployingGtheGgroundGadiabaticG
electronicGstateUGPhysicalaChemistryaChemicalaPhysicsSG2009SGXXSGXX]cbTd] 3.6 33

135 todineGdopedGanataseG–izYGphotocatalystGwithGultraTlongGvisibleGlightGresponseeGcorrelationG
betweenGgeometricVelectronicGstructuresGandGmechanismsUGJournalaofaMaterialsaChemistrySG2009SGXdSGYcYY 119

134
qlexibilityGofGShortTStrandG†ylGinGlqueousGSolutionGasG†evealedGbyGxolecularGoynamicsGSimulationeG
lreGlT†ylGandGl´·T†ylGoistinctGnonformationalGStructuresjUGAustralianaJournalaofaChemistrySG2009SG
aYSGXW][

1.2 7

133 }uantumGmechanicalGcalculationsGofGtheGSOXoPRsoGreactionGdynamicsGonGtheGgroundGelectronicG
stateUGJournalaofaPhysics:aConferenceaSeriesSG2009SGXc]SGWXYW]a 0.3 6

132 †educibleGdisulfideTbasedGnonTviralGgeneGdeliveryGsystemsUGMinioReviewsainaMedicinalaChemistrySG
2009SGdSGXY[YT]W 3.2 11

131 lnataseG–izYGsingleGcrystalsGwithGaGlargeGpercentageGofGreactiveGfacetsUGNatureSG2008SG[]ZSGaZcT[X 50.4 3391

130 pffectGofGdimerizationGonGvibrationalGspectraGofGeumelaninGprecursorsUGPhotochemistryaanda
PhotobiologySG2008SGc[SGaXZTd 3.6 12

129 StudyGofGtheGsRzYGreactionGbyGmeansGofGquantumGmechanicalGandGstatisticalGapproacheseGtheG
dynamicsGonGtwoGdifferentGpotentialGenergyGsurfacesUGJournalaofaChemicalaPhysicsSG2008SGXYcSGY[[ZWc 3.9 31

128 nomputationalGstudyGofGmethylGderivativesGofGammoniaGboraneGforGhydrogenGstorageUGPhysicala
ChemistryaChemicalaPhysicsSG2008SGXWSGaXW[Ta 3.6 12

127
}uantumGmechanicalGcalculationGofGenergyGdependenceGofGznlVzsGproductGbranchingGratioGandG
productGquantumGstateGdistributionsGforGtheGzOXoPGRGsnlGreactionGonGallGthreeGcontributingG
electronicGstateGpotentialGenergyGsurfacesUGJournalaofaPhysicalaChemistryaASG2008SGXXYSGbd[bTaW

2.8 14

126
mondGselectionGinGtheGphotoisomerizationGreactionGofGanionicGgreenGfluorescentGproteinGandG
kindlingGfluorescentGproteinGchromophoreGmodelsUGJournalaofatheaAmericanaChemicalaSocietySG2008SG
XZWSGcabbTcd

16.4 135

125 }uantumGcalculationGofGroTvibrationalGstateseGmethodologyGandGoznlGapplicationGresultsUGJournalaofa
PhysicalaChemistryaASG2008SGXXYSG[X[XTb 2.8 5

124 }uantumGdynamicalGstudyGofGtheGzOXoPRsnlGreactionGemployingGthreeGelectronicGstateGpotentialG
energyGsurfacesUGJournalaofaChemicalaPhysicsSG2008SGXYcSGWX[ZWc 3.9 21

123 –heGroleGofG Yz]GonGtheGdehydrogenationGandGhydrogenationGinGmagnesiumGhydrideeGlnGabGinitioG
studyUGAppliedaPhysicsaLettersSG2008SGdYSGXaZXWa 3.4 21

122 salfGmetallictyGinGfiniteTlengthGzigzagGsingleGwalledGcarbonGnanotubeeGlGfirstTprincipleGpredictionUG
AppliedaPhysicsaLettersSG2008SGdZSGWbZXWX 3.4 31

121 xolecularGdynamicGsimulationsGofGinteractionsGbetweenGwosGandGyzZâ��GintercalatesGinGaqueousG
solutionUGJournalaofaPhysicsaandaChemistryaofaSolidsSG2008SGadSGXW[[TXW[b 3.9 4
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120
otqq†plw°l peGlGparallelGrealGwavepacketGcodeGforGtheGquantumGmechanicalGcalculationGofG
reactiveGstateTtoTstateGdifferentialGcrossGsectionsGinGatomGplusGdiatomGcollisionsUGComputeraPhysicsa
CommunicationsSG2008SGXbdSG]adT]bc

4.2 37

119 †oleGofGwithiumG acanciesGinGlcceleratingGtheGoehydrogenationGvineticsGonGaGwims[OWXWPGSurfaceeGG
lnGlbGtnitioGStudyUGJournalaofaPhysicalaChemistryaCSG2007SGXXXSGXYXY[TXYXYc 3.8 10

118 xechanisticGaspectsGofGprotonGchainGtransferGinGtheGgreenGfluorescentGproteinUG{artGttUGlGcomparisonG
ofGminimalGquantumGchemicalGmodelsUGPhysicalaChemistryaChemicalaPhysicsSG2007SGdSG[]YTc 3.6 23

117 qirstT{rincipleGStudiesGofGtheGqormationGandGoiffusionGofGsydrogenG acanciesGinGxagnesiumG
sydrideUGJournalaofaPhysicalaChemistryaCSG2007SGXXXSGcZaWTcZa] 3.8 56

116 zsTinitiatedGoxidationGofGtolueneUGYUGxasterGequationGsimulationGofGtolueneGoxideGisomerizationUG
JournalaofaPhysicalaChemistryaASG2007SGXXXSGZadXTa 2.8 13

115 xetallicGandGcarbonGnanotubeTcatalyzedGcouplingGofGhydrogenationGinGmagnesiumUGJournalaofathea
AmericanaChemicalaSocietySG2007SGXYdSGX]a]WT[ 16.4 114

114 †adiationlessGdecayGofGredGfluorescentGproteinGchromophoreGmodelsGviaGtwistedGintramolecularG
chargeTtransferGstatesUGJournalaofatheaAmericanaChemicalaSocietySG2007SGXYdSGYW][Ta] 16.4 73

113 zsTinitiatedGoxidationGofGtolueneUGXUG}uantumGchemistryGinvestigationGofGtheGreactionGpathUGJournala
ofaPhysicalaChemistryaASG2007SGXXXSGZacaTdW 2.8 26

112 qormationGofGsingleTwalledGcarbonGnanotubeGviaGtheGinteractionGofGgrapheneGnanoribbonseGabGinitioG
densityGfunctionalGcalculationsUGNanoaLettersSG2007SGbSGZZ[dT][ 11.5 22

111 nonvergentGprotonTtransferGphotocyclesGviolateGmirrorTimageGsymmetryGinGaGkeyGmelaninGmonomerUG
JournalaofatheaAmericanaChemicalaSocietySG2007SGXYdSGaabYTZ 16.4 50

110 ldditionGofGdiazomethaneGtoGarmchairGsingleTwalledGcarbonGnanotubesGandGtheirGreactionG
sequenceseGlGcomputationalGstudyUGChemicalaPhysicsaLettersSG2007SG[ZaSGYXcTYYZ 2.5 17

109 qirstTprincipleGstudiesGofGelectronicGstructureGandGnTdopingGeffectGinGboronGnitrideGnanoribbonUG
ChemicalaPhysicsaLettersSG2007SG[[bSGXcXTXca 2.5 158

108 –heGcatalyticGroleGofGanGisolatedT–iGatomGinGtheGhydrogenationGofG–iTdopedGllOWWXPGsurfaceeGlnGabG
initioGdensityGfunctionalGtheoryGcalculationUGChemicalaPhysicsaLettersSG2007SG[]WSGcWTc] 2.5 29

107 sydrogenGspilloverGmechanismGonGaG{dTdopedGxgGsurfaceGasGrevealedGbyGabGinitioGdensityGfunctionalG
calculationUGJournalaofatheaAmericanaChemicalaSocietySG2007SGXYdSGXWYWXT[ 16.4 94

106 xzopwG†plwT–txpG}—ly–—xGoĤylxtnlwGStx—wl–tzySGzqG{†z–zyG–†lySqp†GtyG–spGr†ppyG
qw—z†pSnpy–G{†z–ptyGOrq{PUGJournalaofaTheoreticalaandaComputationalaChemistrySG2007SGWaSGbcdTcWY 1.8 35

105 –heGlocationGofG–iGatomGinGsodiumGalanateeGanGabGinitioGspinTpolarisedGstudyUGInternationalaJournalaofa
NanotechnologySG2007SG[SG]a[ 1.5 2

104 StateTtoTstateGreactionGprobabilitiesGforGtheGsRzYOvSjPTTizRzsOvNSjNPGreactionGonGthreeGpotentialG
energyGsurfacesUGJournalaofaChemicalaPhysicsSG2007SGXYbSGWa[ZXa 3.9 28

103 lGstructuralGbasisGforGtheGpsTdependentGincreaseGinGfluorescenceGefficiencyGofGchromoproteinsUG
JournalaofaMolecularaBiologySG2007SGZacSGddcTXWXW 6.5 23

(2007-2008)
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102  acancyGmediatedGdesorptionGofGhydrogenGfromGaGsodiumGalanateGsurfaceeGlnGabGinitioG
spinTpolarizedGstudyUGAppliedaPhysicsaLettersSG2007SGdWSGX[ZXXd 3.4 12

101 StructuralGandGelectronicGpropertiesGofGdiazoniumGfunctionalizedGO[SG[PGsingleGwalledGcarbonG
nanotubeeGanGabGinitioGstudyUGMolecularaSimulationSG2006SGZYSGXYXZTXYXb 2 4

100 †oleGofGchargeGinGdestabilizingGlls[GandGms[GcomplexGanionsGforGhydrogenGstorageGapplicationseGlbG
initioGdensityGfunctionalGcalculationsUGPhysicalaReviewaBSG2006SGb[SG 3.3 45

99 xolecularGorbitalGcalculationsGofGtwoTelectronGstatesGforG{TdonorGsolidTstateGspinGqubitsUGPhysicala
ReviewaBSG2006SGbZSG 3.3 14

98 xgTbasedGnanocompositesGwithGhighGcapacityGandGfastGkineticsGforGhydrogenGstorageUGJournalaofa
PhysicalaChemistryaBSG2006SGXXWSGXXadbTbWZ 3.4 80

97 qirstTprincipleGstudyGofGadsorptionGofGhydrogenGonG–iTdopedGxgOWWWXPGsurfaceUGJournalaofaPhysicala
ChemistryaBSG2006SGXXWSGYXb[bT]W 3.4 48

96 natalyticGeffectsGofGsubsurfaceGcarbonGinGtheGchemisorptionGofGhydrogenGonGaGxgOWWWXPGsurfaceeGanG
abTinitioGstudyUGJournalaofaPhysicalaChemistryaBSG2006SGXXWSGXcX[Td 3.4 48

95 xechanisticGaspectsGofGprotonGchainGtransfereGaGcomputationalGstudyGforGtheGgreenGfluorescentG
proteinGchromophoreUGJournalaofaPhysicalaChemistryaBSG2006SGXXWSG]Wc[TdZ 3.4 23

94 sznlG†oTvibrationalGboundTstateGcalculationsGforGnonzeroGtotalGangularGmomentumUGJournalaofa
PhysicalaChemistryaASG2006SGXXWSG][acTb[ 2.8 5

93 szYGroTvibrationalGboundTstateGcalculationsGforGlargeGangularGmomentumeGuGhGZWSG[WSGandG]WUG
JournalaofaPhysicalaChemistryaASG2006SGXXWSGZY[aT]Z 2.8 16

92 weadingGcoordinateGanalysisGofGreactionGpathwaysGinGprotonGchainGtransfereGlpplicationGtoGaG
twoTprotonGtransferGmodelGforGtheGgreenGfluorescentGproteinUGChemicalaPhysicsSG2006SGZYaSGYW[TYWd 2.3 9

91 oeterminationGofGchromophoreGchargeGstatesGinGtheGlowGpsGcolorGtransitionGofGtheGfluorescentG
proteinG†tms]sX[aSGviaGtimeTdependentGoq–UGChemicalaPhysicsaLettersSG2006SG[YWSG]WbT]XX 2.5 16

90 transâ��cisGtsomerismGandGacylimineGformationGinGos†edGchromophoreGmodelseGtntrinsicGrotationG
barriersUGChemicalaPhysicsaLettersSG2006SG[YaSGX]dTXaY 2.5 11

89 lbGinitioGstudiesGofGhydrogenGdesorptionGfromGlowGindexGmagnesiumGhydrideGsurfaceUGSurfacea
ScienceSG2006SGaWWSGXc][TXc]d 1.8 56

88
StateTtoTstateGreactiveGdifferentialGcrossGsectionsGforGtheGsRsYTTisYRsGreactionGonGfiveGdifferentG
potentialGenergyGsurfacesGemployingGaGnewGquantumGwavepacketGcomputerGcodeeGotqq†plw°l pUG
JournalaofaChemicalaPhysicsSG2006SGXY]SGXa[ZWZ

3.9 77

87 –heGYUWGangstromsGcrystalGstructureGofGaGpocilloporinGatGpsGZU]eGtheGstructuralGbasisGforGtheGlinkageG
betweenGcolorGtransitionGandGhalideGbindingUGPhotochemistryaandaPhotobiologySG2006SGcYSGZ]dTaa 3.6 8

86 –heGroleGofG–iGasGaGcatalystGforGtheGdissociationGofGhydrogenGonGaGxgOWWWXPGsurfaceUGJournalaofa
PhysicalaChemistryaBSG2005SGXWdSGXcWZbT[X 3.4 100

85  anGderG°aalsTcorrectedGdensityGfunctionalGtheoryeGbenchmarkingGforGhydrogenTnanotubeGandG
nanotubeTnanotubeGinteractionsUGNanotechnologySG2005SGXaSGYXXcTYZ 3.4 51
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84 –heGYUXlGcrystalGstructureGofGtheGfarTredGfluorescentGproteinGsc†edeGinherentGconformationalG
flexibilityGofGtheGchromophoreUGJournalaofaMolecularaBiologySG2005SGZ[dSGYYZTZb 6.5 73

83 SymmetryGcontaminationsGinGreactiveGscatteringGthroughGlongTlivedGcollisionGcomplexesUGChemicala
PhysicsSG2005SGZWcSGYdbTZW[ 2.3

82 —nimolecularGrovibrationalGboundGandGresonanceGstatesGforGlargeGangularGmomentumeGuhYWG
calculationsGforGszYUGJournalaofaChemicalaPhysicsSG2005SGXYZSGWX[ZWc 3.9 13

81 qullGSGmatrixGcalculationGviaGaGsingleGrealTsymmetricGwanczosGrecursioneGtheGwanczosGartificialG
boundaryGinhomogeneityGmethodUGJournalaofaChemicalaPhysicsSG2004SGXYWSGXXaXTZ 3.9 8

80 –heGeffectsGofGuTgateGpotentialGandGinterfacesGonGdonorGexchangeGcouplingGinGtheGvaneGquantumG
computerGarchitectureUGJournalaofaPhysicsaCondensedaMatterSG2004SGXaSGXWXXTXWYZ 1.8 8

79 {hotodissociationGofGbenzeneGunderGcollisionTfreeGconditionseGanGabG
initioV†iceT†amspergerTvasselTxarcusGstudyUGJournalaofaChemicalaPhysicsSG2004SGXYWSGbWWcTXb 3.9 107

78 nomparativeGstudyGofGhydrogenGstorageGinGwiTGandGvTdopedGcarbonGmaterialsâ��â��theoreticallyG
revisitedUGCarbonSG2004SG[YSGY]WdTY]X[ 10.4 47

77 lGwanczosTpoweredGimplementationGofGtheGqaberGpolynomialGquantumGtimeGpropagatorGforGreactionG
probabilitiesUGChemicalaPhysicsaLettersSG2004SGZcbSGYbbTYcY 2.5 1

76 znGtheGmicroscopicGmechanismGofGcarbonGgasificationeGlGtheoreticalGstudyUGCarbonSG2004SG[YSGYdYXTYdYc 10.4 55

75 †ecentGdevelopmentsGinGtheGquantumGdynamicalGcharacterizationGofGunimolecularGresonancesUG
PhysicalaChemistryaChemicalaPhysicsSG2004SGaSGcc[ 3.6 5

74 tterativeGquantumGcomputationsGofGszYGboundGstatesGandGresonancesGforGuGhG[GandG]UGPhysicala
ChemistryaChemicalaPhysicsSG2004SGaSG[Y[W 3.6 10

73 –ransitionTstateTtheoryGcalculationsGforGreactionsGofGzOZ{PGwithGhalogenatedGolefinsUGPhysicala
ChemistryaChemicalaPhysicsSG2004SGaSG]ZaY 3.6 4

72 nonvergedGquantumGcalculationsGofGszYGboundGstatesGandGresonancesGforGuhaGandGXWUGJournalaofa
ChemicalaPhysicsSG2004SGXYWSGd]cZTdZ 3.9 24

71
lGnzx{l†l–t pGS–—oĤGzqGt–p†l–t pGnspmĤSsp GlyoGwlyn−zSGtx{wpxpy–l–tzySGzqG–spG
mz—yol†ĤGtyszxzrpypt–ĤGxp–szoGqz†G}—ly–—xGSnl––p†tyrUGJournalaofaTheoreticalaanda
ComputationalaChemistrySG2003SGWYSG]aZT]bX

1.8 6

70 SelectingGxethodsGtoGSolveGxultiT°ellGxasterGpquationsUGJournalaofaTheoreticalaandaComputationala
ChemistrySG2003SGWYSGXbdTXdX 1.8 11

69 }uantumGdynamicalGcharacterizationGofGunimolecularGresonancesUGPhysChemCommSG2003SGaSGXYTYW

68 yumericalGstudyGofGhydrogenicGeffectiveGmassGtheoryGforGanGimpurityG{GdonorGinGSiGinGtheGpresenceG
ofGanGelectricGfieldGandGinterfacesUGPhysicalaReviewaBSG2003SGacSG 3.3 43

67 qastSGscalableGmasterGequationGsolutionGalgorithmsUGtttUGoirectGtimeGpropagationGacceleratedGbyGaG
diffusionGapproximationGpreconditionedGiterativeGsolverUGJournalaofaChemicalaPhysicsSG2003SGXXdSGXYbYdTXYb[W3.9 7
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66 qastSGscalableGmasterGequationGsolutionGalgorithmsUGt UGwanczosGiterationGwithGdiffusionG
approximationGpreconditionedGiterativeGinversionUGJournalaofaChemicalaPhysicsSG2003SGXXdSGXYb[XTXYb[c 3.9 8

65 nalculationGofGboundGandGresonanceGstatesGofGszYGforGnonzeroGtotalGangularGmomentumUGJournalaofa
ChemicalaPhysicsSG2003SGXXcSGXWW[YTXWW]W 3.9 21

64 lbGinitioGmodellingGofGbasalGplaneGoxidationGofGgraphenesGandGimplicationsGforGmodellingGcharG
combustionUGCarbonSG2002SG[WSGYZ[XTYZ[d 10.4 41

63 lGrealGsymmetricGwanczosGsubspaceGimplementationGofGquantumGscatteringGusingGboundaryG
inhomogeneitiesUGChemicalaPhysicsaLettersSG2002SGZaaSGZdWTZdb 2.5 10

62 pfficientGtimeTindependentGwaveGpacketGscatteringGcalculationsGwithinGaGwanczosGsubspaceeGsRzYG
OuhWPGstateTtoTstateGreactionGprobabilitiesUGJournalaofaChemicalaPhysicsSG2002SGXXaSGYZ][TYZaW 3.9 31

61 nhebyshevGrealGwaveGpacketGpropagationeGsRzYGOuhWPGstateTtoTstateGreactiveGscatteringG
calculationsUGJournalaofaChemicalaPhysicsSG2002SGXXbSG]Xb[T]XcY 3.9 21

60 {redictionGofGabsoluteGrateGcoefficientsGandGproductGbranchingGratiosGforGtheGnOZ{PRalleneGreactionG
systemUGJournalaofaChemicalaPhysicsSG2002SGXXbSGbW]]TbWab 3.9 7

59 wanczosGSubspaceG–imeTtndependentG°aveG{acketGnalculationsGofGSGOXoPGRGsY†eactiveGScatteringUG
JournalaofaPhysicalaChemistryaASG2002SGXWaSGaXZbTaX[Y 2.8 13

58 nalculationGofG†esonancesGandG{roductGStateGoistributionsGforGtheG—nimolecularGoissociationGofG
sYSUGJournalaofaPhysicalaChemistryaASG2002SGXWaSGaXYdTaXZa 2.8 5

57 –imeGevolutionGinGtheGunimolecularGmasterGequationGatGlowGtemperatureseGfullGspectralGsolutionGwithG
scalableGiterativeGmethodsGandGhighGprecisionUGComputeraPhysicsaCommunicationsSG2001SGX[XSGZdT][ 4.2 13

56 SubspaceGwavepacketGevolutionGwithGyewtonGpolynomialsUGChemicalaPhysicsaLettersSG2001SGZZaSGX[dTX]] 2.5 14

55
lGcomparisonGofGlowTstorageGstrategiesGforGspectralGanalysisGinGdissipativeGsystemseGfilterG
diagonalisationGinGtheGwanczosGrepresentationGandGharmonicGinversionGofGtheG
nhebychevTorderTdomainGautocorrelationGfunctionUGChemicalaPhysicsaLettersSG2001SGZ[bSGYXXTYXd

2.5 12

54 wanczosGsubspaceGfilterGdiagonalizationeGsomogeneousGrecursiveGfilteringGandGaGlowTstorageG
methodGforGtheGcalculationGofGmatrixGelementsUGPhysicalaChemistryaChemicalaPhysicsSG2001SGZSGYYcYTYYcc 3.6 37

53 nalculationGofGproductGstateGdistributionsGfromGresonanceGdecayGviaGwanczosGsubspaceGfilterG
diagonalizationeGlpplicationGtoGszYUGJournalaofaChemicalaPhysicsSG2001SGXX]SG]b]XT]b]c 3.9 30

52
–imeTdependentGmasterGequationGsimulationGofGcomplexGelementaryGreactionsGinGcombustioneG
applicationGtoGtheGreactionGofGXnsYGwithGnYsYGfromGZWWTYWWWGvUGFaradayaDiscussionsSG2001SGX]dTbXfG
discussionGY]]Tb[

3.6 21

51 SolvingGtheGunimolecularGmasterGequationGwithGaGweightedGsubspaceGprojectionGmethodUGJournalaofa
ComputationalaChemistrySG2000SGYXSG]dYTaWa 3.5 11

50 oissociationGdynamicsGofGse†hYRGinGfieldTionGmicroscopyUGPhysicalaReviewaBSG2000SGaXSGd[XdTd[Ya 3.3 2

49 lGmasterGequationGmodelGforGbimolecularGreactionGviaGmultiTwellGisomerizingGintermediatesUGPhysicala
ChemistryaChemicalaPhysicsSG2000SGYSGbdZTcWZ 3.6 32
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48 vinematicGqactorsGinG–ransitionGStateG–heoryGwithGaGreneralizedG†eactionGnoordinateâ� UGJournalaofa
PhysicalaChemistryaASG2000SGXW[SGXW[cdTXW[dd 2.8 10

47 nlassicalGfluxGintegralsGinGtransitionGstateGtheoryeGreneralizedGreactionGcoordinatesUGJournalaofa
ChemicalaPhysicsSG1999SGXXXSGXcZWTXc[Y 3.9 22

46 lpplicationGofGcontractedGdistributedGapproximatingGfunctionsGtoGsolvingGvibrationalGeigenvalueG
problemsUGJournalaofaChemicalaPhysicsSG1999SGXXWSGbYTbd 3.9 7

45
lGpseudospectralGalgorithmGforGtheGcomputationGofGtransitionalTmodeGeigenfunctionsGinGlooseG
transitionGstatesUGttUGzptimizedGprimaryGandGgridGrepresentationsUGJournalaofaChemicalaPhysicsSG1999SG
XXWSGXZ][TXZa[

3.9 11

44 nirculantsSGsymmetryGandGtimeTindependentGwavepacketGscatteringUGChemicalaPhysicsaLettersSG1999SG
ZXYSGYYdTYZa 2.5 1

43 zptimalGspectralGfilteringGinGaGfiniteGsubspaceeGaGwanczosTbasedGimplementationUGPhysicalaChemistrya
ChemicalaPhysicsSG1999SGXSGXZXXTXZXa 3.6 12

42 †emovalGofGorthodonticGbondingGresinGresiduesGbyGnzYGlaserGradiationeGsurfaceGeffectsUG
PhotomedicineaandaLaseraSurgerySG1999SGXbSGXZTc 14

41 nalculationGofGquantumGresonanceGenergiesGandGlifetimesGviaGquasiTminimumGresidualGfilterG
diagonalizationUGChemicalaPhysicsaLettersSG1998SGYcZSGadTba 2.5 36

40 –heGpliminationGofGwanczosGrhostingGpffectsGbyGxty†pSGqilterGoiagonalizationUGJournalaofa
ComputationalaPhysicsSG1998SGX[ZSG[c[T[d[ 4.1 22

39 –heoreticalGStudyGofGtheG†eactionGnsO˛§Y˛ PGRGyzO˛§Y˛ PUGZUGoeterminationGofGtheGmranchingG†atiosUG
JournalaofaPhysicalaChemistryaASG1998SGXWYSGZZ]cTZZab 2.8 15

38 —nimolecularG†eactionGoynamicseG–heoryGandGpxperimentsGOmaerSG–omasfGsaseSG°illiamGwUPUGJournala
ofaChemicalaEducationSG1998SGb]SGXWdc 2.4

37 –heGsimulationGofGoutgoingTwaveGboundaryGconditionsGviaGaGsymmetricallyGdampedSGsermitianG
samiltonianGoperatorUGJournalaofaChemicalaPhysicsSG1997SGXWbSGddc]TdddZ 3.9 20

36 †estartedGvrylovTspaceGspectralGfilteringUGJournalaofatheaChemicalaSocietynaFaradayaTransactionsSG
1997SGdZSGcaXTcad 15

35 †eversibilityG†elationshipGinGnollisionTnomplexTqormingGmimolecularG†eactionsUGJournalaofaPhysicala
ChemistryaASG1997SGXWXSGbZXXTbZX[ 2.8 8

34 xultipleT°ellGtsomerizationGoiffusionGpquationGSolutionsGwithGaGShiftGandGtnvertGwanczosGllgorithmUG
JournalaofaPhysicalaChemistryaASG1997SGXWXSG]ba]T]bad 2.8 20

33
–heoreticalGinvestigationGofGtheGpotentialGenergyGsurfaceGforGtheGysYRyzGreactionGviaGdensityG
functionalGtheoryGandGabGinitioGmolecularGelectronicGstructureGtheoryUGJournalaofaChemicalaPhysicsSG
1997SGXWaSGdYZaTdY]X

3.9 27

32 –heGcalculationGofGvibrationalGeigenstatesGbyGxty†pSGfilterGdiagonalizationUGZeitschriftaFura
ElektrotechnikaUndaElektrochemieSG1997SGXWXSG[WWT[Wa 92

31 lpplicationGofGinverseGiterationGtoGYTdimensionalGmasterGequationsUGJournalaofaComputationala
ChemistrySG1997SGXcSGXWW[TXWXW 3.5 25

(1997-2000)
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30 nalculationGofGtheGvibrationalGspectralGdensityGofGyzYGviaGdensityGcorrelationGfunctionsUGChemicala
PhysicsaLettersSG1997SGYbZSG]]TaX 2.5 12

29 nalculationGofGabsoluteGspectralGdensitiesGviaGstochasticGestimatorsGofGtr{˛·OpGTG˜⁄P}UGChemicalaPhysicsa
LettersSG1997SGYbcSGZ[]TZ]X 2.5 11

28 lpplicationGofGinverseGiterationGtoGYTdimensionalGmasterGequationsG1997SGXcSGXWW[ 1

27 qullGtterativeGSolutionGofGtheG–woToimensionalGxasterGpquationGforG–hermalG—nimolecularG
†eactionsUGTheaJournalaofaPhysicalaChemistrySG1996SGXWWSGbWdWTbWda 42

26 –emperatureGoependenceGofG†ateGnoefficientsGandGmranchingG†atiosGforGtheGysYGRGyzG†eactionGviaG
xicrocanonicalG ariationalG–ransitionGStateG–heoryUGTheaJournalaofaPhysicalaChemistrySG1996SGXWWSGXYZ[dTXYZ][ 25

25 znGtheGcalculationGofGabsoluteGspectralGdensitiesUGJournalaofaChemicalaPhysicsSG1996SGXW]SG[W]]T[Wa[ 3.9 13

24 vineticsGandG{roductGmranchingG†atiosGforGtheG†eactionGsnzGRGyzYUGTheaJournalaofaPhysicala
ChemistrySG1995SGddSGb[bZTb[cX 23

23 –owardsGquantumGmechanicalGcharacterizationGofGtheGdissociationGdynamicsGofGketeneUGFaradaya
DiscussionsSG1995SGXWYSGXb 3.6 12

22 lGpseudoTspectralGalgorithmGforGtheGcomputationGofGtransitionalTmodeGeigenfunctionsGinGlooseG
transitionGstatesUGChemicalaPhysicsaLettersSG1995SGY[ZSGZ]dTZaa 2.5 10

21 qluxGqactorsGinG ariationalG–ransitionTStateG–heoryUGTheaJournalaofaPhysicalaChemistrySG1994SGdcSGa[daTa]W[ 13

20 lGcomparisonGofGanGexperimentalGunimolecularGlifetimeGdistributionGwithG
†iceâ��†amspergerâ��vasselâ��xarcusGtheoryUGJournalaofaChemicalaPhysicsSG1994SGXWWSG]adaT]bW] 3.9 10

19 SynthesisGandGmiologicalGlctivityGzfG—nsymmetricalGmisTSteroidalG{yrazinesG†elatedGtoGtheGnytotoxicG
xarineGyaturalG{roductGnephalostatinGXUGJournalaofaOrganicaChemistrySG1994SG]dSGacYcTacZd 4.2 67

18 †apidGalgorithmsGforGmicrocanonicalGvariationalG†iceT†amspergerTvasselTxarcusGtheoryUGTheaJournala
ofaPhysicalaChemistrySG1993SGdbSGbWZ[TbWZd 28

17 StatisticalGmodelingGofGcaptureSGassociationSGandGexitTchannelGdynamicsGinGtheGnsZRVnsZnyGsystemUG
JournalaofaChemicalaPhysicsSG1993SGdcSGXd[[TXd]a 3.9 20

16 lngularTmomentumGresolutionGinGtransitionalTmodeGstateGcountingGforGlooseGtransitionGstatesUG
JournalaofaChemicalaPhysicsSG1992SGdbSGY[WaTY[Xa 3.9 44

15 StatisticalGmodelingGofGionâ��moleculeGelectrostaticGcaptureUGJournalaofaChemicalaPhysicsSG1992SGdbSG][]XT][a[3.9 57

14 lGconvenientGprocedureGforGtheGsynthesisGofGbisTsteroidalGpyrazineseGmodelsGforGtheGcephalostatinsUG
JournalaofaOrganicaChemistrySG1992SG]bSGaZbdTaZcW 4.2 46

13 xicroscopicGrateGcoefficientsGinGreactionsGwithGflexibleGtransitionGstateseGlnalysisGofGtheG
transitionalTmodeGsumGofGstatesUGJournalaofaChemicalaPhysicsSG1991SGd]SGZ[W[TZ[ZW 3.9 34
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12 pntropyGbarriersGtoGprotonGtransferUGJournalaofatheaAmericanaChemicalaSocietySG1991SGXXZSGcaYTcad 16.4 39

11  ariationalGtransitionGstateGtheoryeGaGsimpleGmodelGforGdissociationGandGrecombinationGreactionsGofG
smallGspeciesUGTheaJournalaofaPhysicalaChemistrySG1991SGd]SGcac]Tcad[ 31

10
—nimolecularGdecompositionGofGaGpolyatomicGionGinGaGvariableTtemperatureGselectedTionTflowTdriftG
tubeeGexperimentGandGtheoreticalGinterpretationUGInternationalaJournalaofaMassaSpectrometryaandaIona
ProcessesSG1990SGdaSGbbTda

35

9 –heGrelationshipGbetweenGrecombinationSGchemicalGactivationGandGunimolecularGdissociationGrateG
coefficientsUGJournalaofaChemicalaPhysicsSG1989SGdWSG[Ya]T[YbZ 3.9 55

8 –heGpressureGdependenceGofGionâ��moleculeGassociationGrateGcoefficientsUGJournalaofaChemicalaPhysics
SG1989SGdWSGXaZWTXa[W 3.9 29

7 xicroscopicGreactionGratesGinGionVmoleculeGreactionseGeffectsGofGuncoupledGmodesUGTheaJournalaofa
PhysicalaChemistrySG1989SGdZSGcX[YTcX[c 21

6 lngularGmomentumGconservationGinGunimolecularGandGrecombinationGreactionsUGInternationala
JournalaofaChemicalaKineticsSG1988SGYWSGZWbTZYd 1.4 74

5 lngularGmomentumGconservationGinGmultichannelGunimolecularGreactionsUGInternationalaJournalaofa
ChemicalaKineticsSG1988SGYWSGdbdTddW 1.4 34

4 {roductionGandGlossGofGsnZyGinGinterstellarGcloudseGsomeGrelevantGlaboratoryGmeasurementsUG
MonthlyaNoticesaofatheaRoyalaAstronomicalaSocietySG1986SGYXdSGcdTd[ 4.3 26

3 qacetTdependentGcarrierGdynamicsGofGcuprousGoxideGregulatingGtheGphotocatalyticGhydrogenG
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